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

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

MolProbity : 4.02b-467
Mogul : 1.8.0 (224370), CSD as540be (2019)

Xtriage (Phenix) : 1.13
EDS : 232
Percentile statistics : 20171227.v01l (using entries in the PDB archive December 27th 2017)

Refmac : 5.8.0158
CCP4 : 7.0 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.3.2
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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 3.10 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 NN S .229
Clashscore - 20
Ramachandran outliers D 1.4%
Sidechain outliers N 21.3%
RSRZ outliers Ijjae W 6.3 %
RNA backbone N I W 0.43
Worse Better
I Percentile relative to all X-ray structures
I] Percentile relative to X-ray structures of similar resolution
Metric Whole archive Similar resolution
© (#Entries) (#Entries, resolution range(A))
Rfree 111664 1115 (3.12—3.08)
Clashscore 122126 1042 (3.10-3.10)
Ramachandran outliers 120053 1010 (3.10-3.10)
Sidechain outliers 120020 1010 (3.10-3.10)
RSRZ outliers 108989 1089 (3. 12—3.08)
RNA backbone 2636 1015 (3.44-2.76)

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 13 1522 27% 45% 24% -
1 1G 1522 29% 46% 20%
16%
2 12 256 40% 41% 11% 7%
11%
2 1B 256 | T a3% E A

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
8%
3 22 239 39% 39% 8% 14%
7%
3 2E 239 42% 39% R VT3
2%
4 32 209 43% 41% 16%
%
4 3E 209 : 45% 44% 0%
%
5 42 162 . 40% 42% 1% 1%
5 4FE 162 49% 32% % 1%
%
6 52 101 : 49% 42% 9%
5%
6 5E 101 47% 42% 12%
3%
7 62 156 | = = ———
10%
7 6E 156 52% 36% 12% -
%
8 72 138 = 49% 41% 9%
%
8 TE 138 : 39% 51% %
3%
9 82 128 | ™ = 2o ——
2%
9 S8E 128 48% 38% 14%
22%
‘ I
10 1A 105 35% 47% 12% 6%
4%
10 11 105 r— 51% 31% 1% 6%
%
11 2A 129 52% 35% 0w
7%
11 21 129 — 44% 41% 5% 10%
6%
12 3A 132 53% 35% “5% . 5%
%
12 31 132 | " = 34% ——
5%
13 4A 126 34% 48% 1w 1%
13%
13 41 126 44% 42% 6% 8%
33%
14 5A 61 46% 48% “5% o
%
14 51 61 - 34% 49% B 1T
15 6A 89 54% 38% 7%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
15 61 &9 47% 43% o .
5%
16 TA 88 43% 44% 8% 5%
16 71 88 39% 43% 3% 5%
3%
17 8A 105 = 50% 38% 8% 5%
17 81 105 38% 50% 8% 5%
5%
18 9A 88 44% 34% TR
18%
18 91 88 47% 30% 5% 18%
28%
19 AA 93 28% 43% 14% 15%
8%
19 Al 93 40% 37% 13% 11%
5%
20 BA 106 43% 43% 6% - 1%
%
20 BI 106 | " " LT ———
7%
21 1B 27 - 33% 52% % 1%
21 1F 27 44% 48% 7%
22 2K 85 20% 49% 15% 12%
22 2L 85 27% 29% 32% 8%
7%
22 3K 85 32% 40% 27%
22 3L 85 32% 46% 20%
23 4K 30 20% 10% 20% 47%
23 4L 30 13% 13% 73%
%
24 14 2917 . 26% 44% 25% 5%
%
24 1H 2917 21% 42% 29% 7%
%
25 16 122 . 26% 38% 28% 8%
25 1J 122 20% 42% 30% 8%
75%
26 71 229 39% 19% 41%
18%
26 79 229 34% 22% 41%
Continued on next page...
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Continued from previous page...

Mol | Chain | Length Quality of chain
27 11 276 49% 36% % -
27 19 276 48% 40% 17—
7%
28 21 206 51% 36% % .
%
28 29 206 : 38% 42% B L7 S—
3%
29 31 210 - 51% 35% BT
2%
29 39 210 41% 41% 5% e
75%
30 41 182 48% 2% 0% .
9%
30 49 182 40% 46% B V17—
%
31 51 180 | * o a5 o
29%
31 59 180 47% 39% 9% 5%
15%
32 61 148 42% 44% 1w .
%
32 69 148 : 24% 36% B 177 S
3%
33 15 uo | ™ e 5 o
5%
33 58 140 47% 36% law -
34 25 122 55% 36% 8% .
34 68 122 63% 32% -
2%
35 35 150 39% 38% 17% 5%
3%
35 78 150 - 47% 31% 19%
5%
36 45 141 - 42% 48% “o% .
6%
36 88 141 | == e a2 —p—
37 55 118 41% 529% 5%
%
37 | 98 11s | " e a5 o
7%
38 65 112 39% 38% 21%
71%
38 AR 112 44% 44% 11%
%
39 75 146 : 35% 43% 14% . 6%
Continued on next page...
SPDB
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Continued from previous page...

Mol | Chain | Length Quality of chain
3%
39 B8 146 - 37% 46% 11% 6%
%
40 85 118 : 57% 35% 7% o
%
40 C8 118 = 48% 42% 9% -
21%
41 95 101 44% 43% e .
7%
41 D& 101 47% 40% T
%
42 A5 113 = 56% 34% T
%
42 E8 113 = 52% 33% %
7%
43 | B5 96 | ST 34% o
6%
43 F8 96 7% 39% T
25%
.. ——
44 Ch 110 34% 46% 15% 5%
5%
_
44 G8 110 27% 51% 13% . 5%
28%
.
45 D5 206 32% 42% 11% = 13%
25%
e
45 HS 206 28% 45% 11% .+ 15%
%
46 E5 85 = 46% 34% 11% 9%
5%
46 18 85 40% 44% B VTS
%
47 F5 98 = 51% 37% 0% -
9%
47 J8 98 47% 31% B V.17 S
7%
48 G5 72 47% 39% %
%
48 K& 72 . 39% 36% 13% . 8%
5%
49 H5 60 60% 28% 0% .
5%
49 L& 60 38% 48% % .
39%
Iy —
50 15 71 32% 42% 1% = 11%
1 —— —
50 M8 71 34% 51% 8% 1%
8%
51 J5 60 58% 28% 12%
5%
51 N8 60 38% 43% 15%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
57%
52 K5 54 24% 37% 22% 17%
81%
52 08 54 35% 35% 13% 17%
53 L5 49 47% 45% 6% -
53 P8 49 41% 41% 12%
54 M5 65 40% 35% 14% 6% 5%
54 Q8 65 37% 35% 15% 8% 5%

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
55 MG 13 1643 - - - X
55 MG 13 1644 - - - X
5%) MG 13 1645 - - - X
55 MG 13 1649 - - - X
55 MG 13 1666 - - - X
55 MG 13 1668 - - - X
55 MG 13 1688 - - - X
55 MG 13 1689 - - - X
55 MG 13 1699 - - - X
5%) MG 13 1706 - - - X
55 MG 13 1708 - - - X
5%) MG 13 1711 - - - X
55 MG 14 3128 - - - X
55 MG 14 3261 - - - X
55 MG 1G 1620 - - - X
5%) MG 1G 1638 - - - X
5%) MG 1G 1639 - - - X
55 MG 1G 1699 - - - X
55 MG 1G 1721 - - - X
55 MG 1G 1726 - - - X
55 MG 1H 3058 - - - X
55 MG 1H 3096 - - - X
55 MG 1H 3106 - - - X
5%) MG 1H 3116 - - - X
55 MG 1H 3149 - - - X
55 MG 1H 3152 - - - X
55 MG 1H 3185 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
55 MG 1H 3190 - - - X
55 MG 1H 3196 - - - X
55 MG 1H 3203 - - - X
55 MG 1H 3209 - - - X
55 MG 1H 3215 - - - X
55 MG 1H 3216 - - - X
55 MG 1H 3218 - - - X
55 MG 1H 3231 - - - X
55 MG 1H 3282 - - - X
55 MG 1H 3283 - - - X
55 MG 1H 3292 - - - X
55 MG 1H 3294 - - - X
55 MG 1H 3311 - - - X
55 MG 1H 3330 - - - X
55 MG 1H 3336 - - - X
55 MG 1H 3339 - - - X
5%) MG 1H 3342 - - - X
%) MG 1H 3350 - - - X
55 MG 1H 3355 - - - X
55 MG 1H 3356 - - - X
55 MG 1H 3406 - - - X
55 MG 29 304 - - - X
55 MG 2K 104 - - - X
55 MG 32 301 - - - X
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2 Entry composition (i)

There are 57 unique types of molecules in this entry. The entry contains 299705 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 @) P

1 13 1991 39337 14302 5009 10442 1504 0 g 0

1 1G 1503 Total =~ C N 0 P 0 0 0

32309 14381 5990 10436 1502

e Molecule 2 is a protein called 30S ribosomal protein S2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2| IE A B 0 0 0
2| 12 A B R 0 0 0
e Molecule 3 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 2K 205 ?28351 1(?11 311]3 220 ? 0 0 0
3 22 206 r‘1th1&21 1(?16 311]4 2(831 ? 0 0 0
e Molecule 4 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 3k 208 ?;E)Zl 10C66 31§9 280 § 0 0 0
4 32 208 ?;E)Zl 10%6 31;]9 280 g 0 0 0

e Molecule 5 is a protein called 30S ribosomal protein S5.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o 4B 151 1155 729 218 204 4 0 0 0
Total C N O S
5 42 151 1155 729 218 204 4 0 0 0
e Molecule 6 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 Sk 101 842 531 155 153 3 0 0 0
Total C N O S
6 62 101 842 531 155 153 3 0 0 0
e Molecule 7 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 O 155 1256 781 252 217 6 0 0 0
Total C N O S
7 62 155 1256 781 252 217 6 0 0 0
e Molecule 8 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 | B 138 1115 705 215 192 3 0 0 0
Total C N O S
8 | 72 138 1115 705 215 192 3 0 0 0
e Molecule 9 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
) 8 127 1009 639 197 173 0 0
Total C N O
) 82 127 1009 639 197 173 0 0
e Molecule 10 is a protein called 30S ribosomal protein S10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 1 % 801 504 157 139 1 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 1A % 801 504 157 139 1 0 0 0
e Molecule 11 is a protein called 30S ribosomal protein S11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 21 16 864 537 164 160 3 0 0 0
Total C N O S
1 2A 16 864 537 164 160 3 0 0 0
e Molecule 12 is a protein called 30S ribosomal protein S12.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 81 125 975 614 196 164 1 0 0 0
Total C N O S
12 34 125 975 614 196 164 1 0 0 0
e Molecule 13 is a protein called 30S ribosomal protein S13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13 41 16 928 574 191 161 2 0 0 0
Total C N O S
13 44 17 933 577 192 162 2 0 0 0
e Molecule 14 is a protein called 30S ribosomal protein S14 type Z.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
14 ol 60 491 312 104 71 4 0 0 0
Total C N O S
14 5A 60 491 312 104 71 4 0 0 0
e Molecule 15 is a protein called 30S ribosomal protein S15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
b ol 88 733 459 147 125 2 0 0 0
Total C N O S
15 | 6A 88 733 459 147 125 2 0 0 0
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e Molecule 16 is a protein called 30S ribosomal protein S16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 m i 705 446 140 118 1 0 0 0
Total C N O S
16 A i 705 446 140 118 1 0 0 0
e Molecule 17 is a protein called 30S ribosomal protein S17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
17 8l 100 834 534 155 143 2 0 0 0
Total C N O S
17 8A 100 834 534 155 143 2 0 0 0
e Molecule 18 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
18 ol & 590 376 117 97 0 0
Total C N O
18 9A & 590 376 117 97 0 0
e Molecule 19 is a protein called 30S ribosomal protein S19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
19 Al 83 665 424 124 115 2 0 0 0
Total C N O S
19 AA & 633 404 117 110 2 0 0 0
e Molecule 20 is a protein called 30S ribosomal protein S20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
20 | B %9 762 470 162 128 2 0 0 0
Total C N O S
20 | BA %9 762 470 162 128 2 0 0 0

e Molecule 21 is a protein called 30S ribosomal protein Thx.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o1 | 1F 25 T201t;ml 1§ | o ??1 0 0 0
o1 | 1B 25 ol Oy 0 0 0
e Molecule 22 is a RNA chain called tRNA-Tyr.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
22 2K 82 ?;t(szl 785 31;]5 5(7)1 Eg 3 0 0 0
22 3K 85 rf;;il 832 31;13 5(9)2 8Pi5 2 0 0 0
22 2L s rf(()it7a81 7(536 212\)17 525 ;38 2 0 0 0
22 3L 85 1;§t2a51 8(232 31;13 583 82 2 0 0 0
e Molecule 23 is a RNA chain called mRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
23 4K 16 T304té(3%L 1 1?7 ;\12 183 1115 0 0 0
23 | 4L 8 foal o N o b 0 0 0
e Molecule 24 is a RNA chain called 23S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
24 1H 2912 fégo;(?; 27311 111;122 20(1)63 25)11 0 0
24 14 2909 fggogj; 27384 111;116 20(1)39 29%8 0 0

There are 6 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
1H 161 U - insertion GB 48268
1H 493 G - insertion GB 48268
1H 1228 G - insertion GB 48268
14 161 U - insertion GB 48268
14 493 G - insertion GB 48268
14 1228 G - insertion GB 48268
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e Molecule 25 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) P
25 16 122 2617 1166 486 844 121 0 0 0
Total C N O P
25 1J 122 2617 1166 486 844 121 0 0 0
e Molecule 26 is a protein called 50S ribosomal protein L1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
261 71 135 1049 662 197 189 1 0 0 0
Total C N O S
261 ™ 135 1049 662 197 189 1 0 0 0
e Molecule 27 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
27 1 272 2115 1335 420 357 3 0 0 0
Total C N O S
20| 19 273 2120 1338 421 358 3 0 0 0
e Molecule 28 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 21 205 1568 991 300 271 6 0 0 0
Total C N O S
28 29 205 1568 991 300 271 6 0 0 0
e Molecule 29 is a protein called 50S ribosomal protein L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 31 202 1585 1011 297 275 2 0 0 0
Total C N O S
29 39 208 1627 1037 304 283 3 0 0 0

e Molecule 30 is a protein called 50S ribosomal protein L5.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 41 181 1473 942 268 259 4 0 0 0
Total C N O S
30 49 181 1473 942 268 259 4 0 0 0
e Molecule 31 is a protein called 50S ribosomal protein L6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31 o1 1 1336 848 251 236 1 0 0 0
Total C N O S
31 59 171 1312 832 246 233 1 0 0 0
e Molecule 32 is a protein called 50S ribosomal protein L9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
32 61 146 1136 726 201 208 1 0 0 0
Total C N O S
32 69 146 1136 726 201 208 1 0 0 0
e Molecule 33 is a protein called 50S ribosomal protein L13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 o8 138 1104 712 206 182 4 0 0 0
Total C N O S
33 15 138 1104 712 206 182 4 0 0 0
e Molecule 34 is a protein called 50S ribosomal protein L14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
3| 68 122 932 588 171 169 4 0 0 0
Total C N O S
312 122 932 588 171 169 4 0 0 0
e Molecule 35 is a protein called 50S ribosomal protein L15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
35 8 150 1144 712 232 197 3 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
35 35 150 1144 712 232 197 3 0 0 0
e Molecule 36 is a protein called 50S ribosomal protein L16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
36 83 141 1121 715 212 187 7 0 0 0
Total C N O S
36 45 141 1121 715 212 187 7 0 0 0
e Molecule 37 is a protein called 50S ribosomal protein L17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
37 8 118 967 604 203 159 1 0 0 0
Total C N O
37 55 H7 959 599 202 158 0 0 0
e Molecule 38 is a protein called 50S ribosomal protein L18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
38 A8 11 881 556 176 149 0 0 0
Total C N O
38 65 11 881 556 176 149 0 0 0
e Molecule 39 is a protein called 50S ribosomal protein L19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 B8 137 1141 710 234 196 1 0 0 0
Total C N O
3917 137 1131 704 232 195 0 0 0
e Molecule 40 is a protein called 50S ribosomal protein L20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 1 C8 17 963 610 202 150 1 0 0 0
Total C N O S
401 8 117 963 610 202 150 1 0 0 0
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e Molecule 41 is a protein called 50S ribosomal protein L21.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
H b8 101 T7O7t8a l 5%1 114\112 1(?34 ? 0 0 0
H 95 101 T707t8a l 5%1 114\112 124 ? 0 0 0

e Molecule 42 is a protein called 50S ribosomal protein L22.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2B | s s | 0| 00
2| A5 | s s | 0| 00
e Molecule 43 is a protein called 50S ribosomal protein L23.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
43 ks 92 T702t; 1 4(731 11;)11 1(2)3 0 0 0
43 B5 93 T703t({;Ll 4?4 112\’)12 1C2)4 0 0 0

e Molecule 44 is a protein called 50S ribosomal protein [.24.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 G8 104 T709tiLl 5(le 1129 1(2)7 § 0 0 0
4 5 104 I:;Qtj 1 5?0 1?2 1(2)7 § 0 0 0

e Molecule 45 is a protein called 50S ribosomal protein L25.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
15 H8 175 Iljgg;l 8(932 22]1 2(5)1 2 0 0 0
45 b5 179 ?Z;Zl 9(131 2215 2(;9 2 0 0 0

e Molecule 46 is a protein called 50S ribosomal protein L27.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 I8 83 656 407 139 109 1 0 0 0
Total C N O S
46 E5 v 612 379 129 103 1 0 0 0
e Molecule 47 is a protein called 50S ribosomal protein L28.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
47 J8 1 762 481 150 130 1 0 0 0
Total C N O S
47 F5 L 762 481 150 130 1 0 0 0
e Molecule 48 is a protein called 50S ribosomal protein L29.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
18 K8 66 558 346 113 98 1 0 0 0
Total C N O S
18 G5 69 580 358 118 103 1 0 0 0
e Molecule 49 is a protein called 50S ribosomal protein L30.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
49 L8 o9 468 298 90 &0 0 0 0
Total C N O
49 H5 o9 468 298 90 &0 0 0 0
e Molecule 50 is a protein called 50S ribosomal protein L31.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o0 M8 06 533 335 96 97 5 0 0 0
Total C N O S
o0 15 63 515 326 93 91 5 0 0 0
e Molecule 51 is a protein called 50S ribosomal protein L32.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o1 N§ 59 458 288 90 75 5 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

51| J5 59 R 0 0 0
e Molecule 52 is a protein called 50S ribosomal protein L33.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

52 | 08 45 q;ggl ;il ;; é% i 0 0 0
e Molecule 53 is a protein called 50S ribosomal protein L34.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
B P | e | 0 | 0 |0
53 L5 49 E)thl 223 11(\JI8 55)6 3 0 0 0

e Molecule 54 is a protein called 50S ribosomal protein L35.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o | @ | o | 0 | 0 |0
R A L R

e Molecule 55 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroQOcc | AltConf

5 | 08 | Total - Mg 0 0
1 1

55 45 1 Total - Mg 0 0
1 1

55 55 1 Total - Mg 0 0
1 1

55 32 1 Total - Mg 0 0
1 1

55 C5 1 Total = Mg 0 0
1 1

Total Mg
55 13 139 50 130 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

55 1J 10 o 10 0 0
Total Mg

55 16 15 5 0 0

55 | 42 | Total - Mg 0 0
1 1

5 | 925 | Total - Mg 0 0
1 1
Total Mg

55 21 9 ) ) 0 0

55 AA 1 Toltal hgg 0 0

55 Q8 9 Total Mg 0 0
9 9

55 31 1 Total = Mg 0 0
1 1
Total Mg

55 I8 3 2y 0 0

55 52 1 Total = Mg 0 0
1 1

55 5E 1 Toltal N{g 0 0
Total Mg

55 29 4 PR 0 0

55 9K 5 Total = Mg 0 0
5 5

55 15 1 Total = Mg 0 0
1 1

55 | 7E | Toltal hgg 0 0

55 39 1 Total = Mg 0 0
1 1
Total Mg

55 1G 148 e L 0 0
Total Mg

55 11 9 ) ) 0 0
Total Mg

55 1H 523 A 0 0

55 F5 1 Total - Mg 0 0
1 1

55 | E5 1 Toltal hgg 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 88 | Total - Mg 0 0
1 1
Total Mg
55 14 465 PP 0 0
5 | 3B | Toltal N{g 0 0
5 | 19 | Total - Mg 0 0
1 1
55 | 3L | Total - Mg 0 0
1 1
55 AK 1 Toltal hgg 0 0
55 3A 1 Toltal hgg 0 0
55 a8 1 Toltal N{g 0 0
Total Mg
55 2L 4 PR 0 0

e Molecule 56 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
56 29 1 Total Zn 0 0
1 1
56 3E 1 Total Zn 0 0
1 1
56 51 1 Total Zn 0 0
1 1
56 A 1 Total Zn 0 0
1 1
56 a8 1 Total Zn 0 0
1 1
56 o5 1 Total Zn 0 0
1 1
e Molecule 57 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
57 13 125 125 125 0 0
57 | 5l | Toltal (1) 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
57 Al 3 5 5 0 0
Total O
57 2K 2 5 9 0 0
Total O
57 4K 3 5 5 0 0
Total O
57 1H 652 652 659 0 0
Total O
57 16 12 12 19 0 0
Total O
57 11 8 3 3 0 0
Total O
57 21 2 9 9 0 0
Total O
57 31 5 5 5 0 0
Total O
57 78 4 4 4 0 0
57 98 1 Total - O 0 0
1 1
Total O
57 C8 2 9 9 0 0
57 | E8 | Total - O 0 0
1 1
Total O
57 F8 2 9 9 0 0
Total O
57 G8 2 9 9 0 0
Total O
57 1G 96 96 06 0 0
57 32 1 Total O 0 0
1 1
57 | 5A 1 Total O 0 0
1 1
Total O
57 TA 2 9 9 0 0
57 | BA 1 Total - O 0 0
1 1
Total O
57 2L 6 6 6 0 0
Total O
57 14 523 593 593 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

57 1J 22 99 99 0 0
Total O

57 19 11 1 1 0 0
Total O

57 39 3 3 3 0 0
Total O

57 25 6 6 6 0 0

57 | 35 | Total - O 0 0
1 1

57 | 75 | Total - O 0 0
1 1
Total O

57 85 4 4 4 0 0

57 | Fs | Total - O 0 0
1 1
Total O

57 H5 2 9 9 0 0

SPDE



AWZD

24%

45%
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27%

Residues are color-coded according to the number of geometric quality criteria for which they

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

consecutive residues without any outlier are shown as a green connector. Residues present in the

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

e Molecule 1: 16S ribosomal RNA

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometryand electron density.

3 Residue-property plots (i)

Chain 13:

Page 24

T8V
oSy
670

+

Svn
¥¥0

¥

LEN

8TH

{443
14

61D

L10

STD
v

o
(=2} -

0
=}

Sy
=}

very

-

811N

26D

6.9

LLD
9.LD

€LD
69D
89D
19D

S92H
¥ozn
€92V

T9zn
092D

8G2ZH

98en
i)

osey

156€D

LYED

S7€0

€ven
{4750

6E€D

i

(4320

0€€D

€zen

0zed

STEV
71€0

01€D

3

voen

8T¥0
L1%0

3
+

(4544

96€D

T6ED
T6€D

68EY

L8en

00SD

1670

T6%D

6870

98%N

£8%D

08¥%n
6.%0
8LYV

9.L¥D
SL¥D

897V

99%0

95%0
GS%0

il

TSvY
0S%D

8¥vV

SYPD

i

(Uiga 4

9€VD

SEVD
vevn
€eVD

995D

8050
L0S0
905D

205D

L}

169D

969D

265D
T6S0
0650

el

083N
6.9D
839D
LLSD

S.1SD

€LSY

TS0
045D

R LDWIDE

0L.LD

63.LY

€39.LY

&

(425

ov.Ln
6€LD

W

9€.LD

veLD
€eLY

6CLY
8CTLY

9TLD

€cLn
[4aA )
T2
(ko]

8T.LD

9TLY
STLY
¥TLD
€TLD

TTL

8€8D
LEBD

628D

9280

T28d
0z8n

L180
918V

0180
608D

L08Y

7080

O

erbDeBe

PROTEIN DATA BANK


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

wwPDB X-ray Structure Validation Summary Report 4WZD

Page 25

606V
806V

7060

868D

€980

638V

1

0s8n
6%80
8¥%80

TL6D
T.6D
0460

896V

636V
836V
1560

S960

€569
csen
TS6D

i

6€6D

I

SE6Y
€60
€€6D

0€60
626D

%260

816V

L16D

ST6V

2160

1160
0760

4ge0Td

CEOTY
T€0TD

620TD

820TD
L2010
9201
S20TN

€20T1D
[44u )

0z0TNn

L10TD

STOTV
Y101V

c10Tn
17019

600TD

L00TD

S00TV

0001V

866D
Leen

F
i

z660

6860

986V
G860

86N
860
0862

€L6D

00TTD

L60TD

€601V

T60TN

880TD
1801
98010

801D
€800
80T

6L0TD
8L0TN
LL0TD

v.L0TD
€L0TN
¢LOTD
TLOTD

6901D

9901D

901D
€90TD
290Tn

09010

LS0TD

GSOTV

€50TD
gsotn

8%01D

9%0TV
S%01D

|

154944
0ov01Tn
6€0TD
8€0TD
LEOTD

7oT1D

LYT1D

SPTID

(44595
9110
0%T1D

8ETTD
LETTD

SGETTN
YETTD
€ETTD

€CTTV

T€TTD

0€TTID

02eTd

9121

STCTD
71210

TIgTn
0721D

S02TN

€0CTD
[dua)
T0ZTY
0021D
66110
86TTD
LBTTD

76110

06TTD

88TTV

¥8T1D

08TTV
B6LITY

CTLT1D
TLTTD
0LTTV
69TTV
L9TTV
99T1D

S62TH

€621
262Tn

06219

88TV

98CTY

78210
€8C1D

8.T1n
L.TTD

1,21

69CTY
89TV
19210
9921H

%9210

€921D
29210

6G2T0

PA{A NN

SG2TD

T9CTY
0821V

i4zan)

157445

6ECTY

LETTD

29€TO

09€TY
6GETO

LSETY
9GETD

%SETD

CSETD

6VETY
8YETN

¥ve1d
E€VETD

0vETY

veerd

H

0ogeTn
62ETY
8CETD

9CETO

vTetv

TCETD

8TETY

9TETD
STETN
¥1€10

60€TD
80€TN
LOETN

%0€TD

8CVIV
L2v1I0n

3
i

134745

[154%)
8TVTIV
LIPTD
1545

EIVIV

0T%1D
60%1D

LO¥TO

SOPTD
4045

00%TD

86ETY

veeTY
€6ETN

T6ETN
06€TN

88€TO

T8ETO
T8ETN

8LETD
LLETY
9.e10
SLETY

€LETD
CTLETN

89€TD

€9ETV

YISTD

2¢1STn

96%1D

€6VTV
145544 4
16710
06710

¥8%10
€871V

|

Y.L91D

TLYIN

69%1D

8¥¥1D
LY71D

15445
04745

9€VTIN

YEVIV
EEVTIV

TESTV

62STD
825N
pRacis)
921D

741
€2STD

T2S1D

8TSTV

e Molecule 1

STSTD

16S ribosomal RNA

20%

) ©
54 S
O o

46%

29%

Chain 1G

+

199
09V

88D
L8D

©
el
I::>

%50

T8V

6€D

9€D

7€0

1€D

8TH

¥en
€ed
[443)

81D

9TV

+

110
oTY

o
0
o

8V

LETD
9€TO

g
3

TETV

CETD

TT1D
0TTd

801D
L0TD
901D
S0T1D

201D

660

96D

26D

880

© N~
N~
TR

N0 O M mm
© © © N
DVvUvoUv

002D
661D

S6TV

161D
41610
q16TD

|

061D

181D
49810
q981D
asstd

a981d
V981D

|

€8TD

|

8.1
LL1D
9L1D

ZA%)

+

(43
STV
081D
(524
8%1D

9¥1ID

EVIV
(4745

8ETD

1820

S8TH

0820
(Vka §
8.LTH
1120

SG.L2D

*

oLz
692D

992D

¥ozn
€92V

R LDWIDE

1920

892D
152D
9520

[4:140}

0sey

iza s
S¥20
vven
€vey

GETO

€€TO

O

PROTEIN DATA BANK

W



AWZD

=
—
@}
o
Q
o'
>
—
<
g
=
=
[9p]
e
.8
=
g
G
-
<}
—
=
-
]
=
—
+—
[9p]
z
D
=
/M
a
[al
E
=

Page 26

29€D

09eY
6sen

TS€ED

1.3

0zZeD

0620
682D

9Tvd
ST

Tevn

61%0
81%0

vovn
€0%0

88€D
L8€N

G8€0

€8EY
Z8EY

08€D

8.LED

9.L€D

vLEV

0EVY

ezvn
8T¥D
Lzvn

7050
€050
205D
T0SD

1670
967V
S67V
767N

o

vevn
€EVO

895D

995D

7950

79S80

6%50

Sesy
vesn
€egY
TESY

9250

440

2cso
129D
0zsy
619D

L19D

150
€150
2150

YoV
on
(745X

909D

209y
1090

I

S6SD

6850

18S9
9850

9TLY

¥TLD
€TLD

TTL
0TLD
60.LD
90LY

oLy
T0LD

690
769V
£69D
2690
169D

6890

899D

S99V
%999

299D

099D
63990

0599

L%90
979N

99D
€%90

99.LV
S9.LD

19.D

SG.LD

1

0§19

LyLD

3

0T.LD
6T.LD

8589
1580

i

0580

2780

L€8D
9€89

£€8N

Tesn

S289D

€289

128D
0z8n

P18y
€780

Ll

1180
0780

8080
L08V
9080

vosn
€089

008D

-

86.LD
161D

T6.LD

L8LY

S26D
7260

816V

TT60

606V
806V

906D

206D
TO6V

868D
168D

768D
€680

988D

€880
2880

088D

818D
118D

8980

S98V

€980
2980
798D

T660

186D
986V

7860

7860

6,60

6396V
8396V

626D

75010

9201

[44us)
T20TD

70TV

T101D

Terin

8TTTD

+
=

€TTTD

TITTV
OTTTV

L0TTD
90TTD
SOTTY
YOTTD
€0TTD
COTTY
TOTTY
00TTD

860TD

L60TD

2601V

680TD
88019
L8019

3
£

LL0TD

SLOTD

€010
¢LOTD
TLOTD

LS0TD
9501

08TTV

LLTTD
9LTTV
SLTTD
YLT1D

CLTTD

0LTTV
69TTV
L9TTV
991T1D

€9T1D
[4°15%)
19110
09T1D

8STTD
LSTTV

GSTTD

CSTTV
TSTTV

67110
8Y11N

4459
EVTITD
(44595
9110
0%T1D

9€TTIN
SGETTIN
YETTD
€ETTD
CETTD
TETTD

8CT1D

S2T1INn

€CTTV
ezTIn

Lyein
izan)
SYCTV

EVCID

oveIn
B6ETTY

LETTD
9€TTY
SETTN

62CTV
82CT1D

92T1d

j444a9)
€2C1D

T2t
0zZT1d

81210

91219
m.._”m._”c
cremn
112

601D
80210
L0219
9021

voTTV
€0TTD

T0CTY

L6TTD
96T1IN
S6TTD

C6TTD
1611V

¥8T1D

90€TV

€0ETD

[4:1491

68CTV

S8CTV

€821
28210

O

R LDWIDE
PROTEIN DATA BANK

0821V

L1210

SLTTY
Zx45)

TLTTD

T.21D

9921H
S92TH
%9210

29210

67210

9.€1N0
SLETY

€LETD
cTLETN
TLETD
0LETD
69€TO

99€TD
S9ETH
¥9€1n

Y29ETD
CT9ETD
TOETD
09€TY
6SGETO

LSETY
9GETD
SGETD
¥SETD

CSETO

0GETY

TYETD

8CETD

T2€1d
0ZeTO
61ETY

LIETO

STETN
¥T€10

W



wwPDB X-ray Structure Validation Summary Report 4WZD

Page 27

9EVIN
SEVTD

EEVTY
CEVTD
TEVTO

8CHIV
Lev1n
9CH1D

€ev1d
(4449

L1910
1545

[454%)
11710

60710

L0%1D
90710
S0%TD
70v10

00%1D

86ETY
L6ETD
96ETY

veETV
€6€TN
TBETD
Teetn
06€TN

88ETD
L8ETD
98€TD

T8ETD

i

8LETD

8TIGTV

L

Y1510
€ISTY

TOSTD
00STV

06%1D

L8%1D

78%10

8710

6LY1D
8LY1D
LLYTID

SLP1D
Y.LV1D

0L¥1D

8971V
L9Y1D

S9VTD
v9%1D

09%TV
65710

TSPTV

(2]
E
(&)

6CSTD

12810
92STH

e Molecule 2

¥2s1d
€TSTD
2esTn
T2S1D
02STH
6TSTV

308 ribosomal protein S2

11%

7%

13%

43%

35%

Chain 1E

891
191

191

881

9G4

€94

1971

)
=
=

4%

111

.
>.

@ 6ETN

9ETA

1

6274

L0TL
901X

POTN

® 2011
TOTH
001D

LM

(]
e 08I
6.0

N < el o = aNm ©
2 o] s} Qo] x
5] << = A > > ~

@ L.V

e ToZI

78TA

2811

6LT4

9.L1d

CLTI

0LTd
6913

191d
991

o1
€974
2911

6GTd

LSTH
9GTH

¥STT
€STY

TSTD

61T

LYTA

ALt

(4729
15745
0%TH

6ETA
8€CT

1

veed
€ETS

0€TA

b

9Ty

308 ribosomal protein S2

Tee
0zea
6TCA

® 91es

® €121
[414)]

e Molecule 2

7%

11%

©
.m-

=1
}

40%

16%

Chain 12

YL

197
053

ey
114

STA
10
eTy
(45!

(1

[
15}

LA
[ ]

0

L=l
©
~
=3

(445"

O%TH

0ETY

1

elq

1211

611d

L
b

® ST11

@ CIIA

+

80TI

+
i

30S ribosomal protein S3

6N

o
L2
o
B

o
o
II>-

ved
€8I
z8y
8A

LLV

[ ]
125!

Id
2
Il-‘

Y61d

(415
1610
06TL
6810

98TV

Y8TA

2811

6LTH
8.L74

SST1

ST

LYTH

8€TT
LETY

ceed
T€TH

zeeI
T2z
@ o0zza
6TCA

L12d
@ 91Cs

e Molecule 3

7%

14%

[
=3 N ©
re} © ©

39%

42%

Chain 2E

0LA

R LDWIDE

4

o O mmm
=~ N
[ >

L1d

STL
¥1I
€19

ax!
0Td

< w0 O~
M oH T oA

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4WZD

Page 28

T61
® 064

884

81
€84

b

® 6.4
[ ]

LLI
9LA
SLA

€Ld

9023

7021

[dan
@ 102k

66T)

LBTD

L]
S6TA

1671

8811

7814

T8IN

6.74

SLT1
¥L1d
E€LIA
cLTY

30S ribosomal protein S3

e Molecule 3

R

<

—

R

[ce]

R

(o)}

m

R

(o)}

mMm
N
o]
—

N

(o]

=

o=

<

mmw

istct
LSI

9ea
Sed

°
I
@
=

0 ©
o
O X

[N
oo
3>..I

o
N
©n

8TM

STL
428

2%

8I
Ld

SI

[43)

C11S
OTIN

@ Sot1d
.woﬁa
.

9611
S6TA
761D
€6TX

® 0674

® 8811

® §81D
® %8IA

Z8TI

08TV
6L14

cLTY
TL1D

69TV

® L9TM
9974
S9TL
7914

09TV
6ST1D

9814
81D
vS18

TSTA
0STX
67TV
8¥1d

CYIN

308 ribosomal protein S4

e Molecule 4

%
i

10%

44%

45%

Chain 3E

791
€93

093

8G1
LS4

SV

™
re)
a

o -
9
moA

3
=

LYY

iy}
¥¥0

el
0%d
6€d

LEd

ved

(43
€0

sy

€2
ceH
121
0ZA
611

o ¢
~ oo o
A B O /moe

< 0
xR
o A

SI

€q
[43)

Y11

cvid
714

6ETY
® 8EIA

9€Td

veTQ
EETA

90TA

€0TN

864

T6A

069D

88A

983

1

6L4

cLd

191
994

L0TK
9024

¥0cI

S6TV
7611

L8TH

S8T4
814
€81

T8TH

6.14

9L71

PLTT
€LTM

Ll

291D
SOTH

0910

8GTI

9814
SGTT

€5TH

0§74
671V
8YTA

308 ribosomal protein S4

e Molecule 4

16%

41%

43%
I.

12%

Chain 32

N M (=)
IO uil"’

89K
191

€94
4:li]
ToN
094

€9a

L]

Svd

(44}
70
0%d

9EY

EEW
cev
€0

62d

® 920

{4488

611

919D

71d
€Td

111
oTd

8YTA

@ S¥13

0vTA

+

SETT

9211
SCTH

€CTH

TCIA
0C11

8114
LITV
9TTh

€118
(4373

90TA

v0TA
€0TN
2¢01a
T0T1

O

R LDWIDE
PROTEIN DATA BANK

W



A4WZD

wwPDB X-ray Structure Validation Summary Report

Page 29

SLL
8y
181

1) L LETH

7%

7%

© 0
© ©
= 5
o -
S
o
moa

© N~ OmEN

© © O © N~

M= | -

NI o
= am e 5 g8
602y . | oeov SETL —
| gozs + 1871 194 BETY L4
LOZA < [ | N | eeTk 9LV
9024 % 193 8pTA ~ zETY |
| soea —~  [eshn 151a 85V 1€TT zLA
%021 SSA [ | 293 | ogIN Lot
£0ZA 3y HHTIL | osh 6211 Z9M 0.a
2t S5A 1 191 691
f 44! | owev 9zTY 094 89d
661N L Temy €91 1 65k LN
® 86TA ovTH €211 | 8sn o 1
o .67 6811 (Aakct © 10 Q T9M
® 9611 8HY | sev T2TY oﬂ < 191

193 L€74 6vd | ozl

vervy

6SA
€610
26T

Lvd 81TI
150

€% TETI Svd 95d

32%
- .
42%
I'\ 5
53232
ZIZ g
[=} -
[ X )
IWH‘D
S rel
= a

0ETN g5
mﬁ [215) mﬁ ey
8811 ovY f
o lsTd | een sz1s ovd I 8ed f
9811 ged [ | [ | T11d | en Sh1
° | oew zerd eA Lot oey 7vd
° % 9ea Lot % €EN ® 60TI % [ | % mﬂ W
° -5 0ZTL | e £e&
o 8 o ven  [eEAN o e I o o e = ovA =
® 18T B £EA 8TTI o= 0gY 90Td — 1€4 — 1 —
® 081D ) I 4110 ) — | ) | ) eV L
ofieZial © Lot ) 20TV ) 8cy o [ wen s}
8LTA m. oev STTA m sed L oTotT m A Loty m. €€k m.
VAL — 25N mﬁ_ omg 921 00TN 1
o — N eTTV — — o qzI I — © 1zh —
oI < o 9zd ZITT < ozd 169 < & 861 < > 92T <
S < S S S < S
o wLIT sey CotriE © 6TH 96d < 164 se1
€LTM o 0111 [®] S 874 [®] zea 96d @] et o
i 195) 95! i< 195! 95! 105)
60TT ) o S6d o e)
o 3 s Weonl 2 2 I 2
[ | = [ | 1074 = STY = 671 €68 = =
SOTH axs [ | vt 681 sTh e oey ® TOTV
oI [P I [A B €11 88y B I 160 N 1 007N [P
% 1 % [ i | F % [ oen % 118 eV %
2351 11 111 s1Q o 681 9Td 86T
.o 0TI 861 .o 0TI 081 X 11 S1a 164
0 0 e 631 STy © ma- 1 © e 1 96d b~
Sml Sml
. L o omie Wl p R P S
957 = m = N Pt LLd 671 = m EETN = N e =
SSTT % <+ 94 % <+ ° 9.1 I % 0 e | % o) 81 €68 %
| PSIN 3a 98y GLL [kt T8y LN z6)
€514 ) = [ ] e) = 7 9TV e) = 128 181 i) = T6A 2
e zsTs S < 183 S < LN femn = < [ oew osgm = < Wosm =
1 -~ 081 -~ ) PPIL = 2 6.1 = 68H
6YTY ) (@) . 6u3 ) (@) TL1 £vTYH ) @) Lom 8. ) @) | ssn )

D E

R L DWI

O

erbDeBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4WZD

Page 30

10%

12%

36%

52%

Chain 6E

9.4

S9V

® €94
294

L]
093

L]
89d
pAsics

[
o
0
II“JII.-

0SI
(28

© 0
Y A
I<I&

LEN
9eN

0€I

3
3

94

Tl

(44

®
o
o)
-IIII-II-.h

@ 0za

S1d

211

L

84

94
L

SSTH

0STV

3

(4745

3

8ETH

SETA

0ETD

LTTY

SCIH
¥Z11

1Y
0TTh
60TN

LOTV

€0TM

00TV

L8A

S84

£8Y

e 18D
® 08A

9GTM

30S ribosomal protein S7

e Molecule 7

10%

27%

o D
0-0
B =

62%

3%
L

Chain 62

0
0
>

o
[l
=

[
©
~
=

8S9d
pAsict
930

180

671

iz
€4

ov1a

{4748

308 ribosomal protein S8

e Molecule 8

9%

51%

39%

%
i

Chain 7E

S94
22

(4228

094
6GT

18d
9G)

79a

csa
TSA

[T}
<
=]

L

-
< <
~ 2]

9€T

ved
€ed

-
o
=

6TS

9CA
Sea
Tl

8ETM

9€Td

€ETT

0ETH

1211

S2TY

€eTd

Tz1a
0CTL
6111

91T

801D
L0771
901D

70TYd

T0Td
00TI

L6A

S6A
764
€6A

68d
883
188
981

308 ribosomal protein S8

78y
€81

e Molecule 8

2%

9%

41%

[T} N~
< i
H )

49%

Chain 72

694

1

S9&

(42

094

zsa
TSA

)
4
o

©mmo N mn © i

<
N
3

0CA

LTL
9TV
SIN
vy
€11
(41!
TIL
(91

61

8d

1

Sd

€ETT

20Ty

00TI

—
)
IB:H

68d
883

30S ribosomal protein S9

981
S84

€81

1.3

e Molecule 9

S.d
v.d
€La

14%

QH N MY IO B O
©©o OO ©os
A=E>HE DX

38%

48%

12%

Chain 8E

TLS

€GA

® 0971
6%d
8¥vd

L]
Eidl
SYV

HFH
m
o

8CA

[N 0 .
oo o
o = 4

0zcH

814

ey
[4x!

4cs
o

O

R LDWIDE
PROTEIN DATA BANK

W



AWZD

wwPDB X-ray Structure Validation Summary Report

e Molecule 9: 30S ribosomal protein S9

Page 31

8¢y

3

(g1

8T

€T
(4358

01T

80TA

3

voT1Yd
€0TL

L6d
e 961
G634
76V

68N
884

£8Y4

181
08D

8.4

YLI

3%

49%

39%

Chain 82:

8vd

Eid
SYY

evY

sed
YEN

cea

8CA

9zA

814

9TYd

PIA

oo o
R M o<

o
=]

9CTs

vz
€2¢1d

e
0zT1Yd

L1TH
9T

L

1114

074

S0Ta

2011
T0Td

86d

0
o
X

e Molecule 10: 30S ribosomal protein S10

6%

11%

31%

51%

14%
[ )

Chain 11I:

VLI
e €.
TLA
TLT

69N

193
09Y

L9%

S84

TS

67A

® Lvd

£vd

Tvd
ov1
6ed

9€9
® Ses

fml
22}
o

8¢

4

€21

1

e Molecule 10: 30S ribosomal protein S10

45!
€TH

[
~
X

o < W
ItzI

Led
961

8L

6.4

6%

12%

47%

35%
.i

e Molecule 11: 30S ribosomal protein S11

22%

Chain 1A:

"
E4

® 89H
® L9l
994

€94

193

® 6SS
88d

3

e ¥8d

67A
8¥L

svd

vl
Tvd

o
o
-
=

6ed
8€1

ges
e 7EA
€ed
ey

scd

{44}

61S

911

E€TH

T
e 0

[ ) 81

961
564

£6D

06T

881
® /8L

281
8L
08

® LM
9LN

PLI
€.d

TLT
0.4
69N

10%

5%

41%

44%

17%

Chain 2I:

L

97D
S¥D

S¢Td
i7a5:
€T
0ZTd

LTIN
9TTH

(41

60TA

i

[0

e Molecule 11: 30S ribosomal protein S11

® 68V

%

Chain 2A: .

10%

35%

52%

D E

O

R L DWI
PROTEIN DATA BANK

W



AWZD

wwPDB X-ray Structure Validation Summary Report

Page 32

oA 984 86X I 393
6.8 | ssr 1 [ owem
8.b 81T oM €91
1 | esn z6a [ eal [ een
z8A © [ | Z9N 198
123 N [ | I 684 1 X
oL n L1 R | X 654 ~
| eov — : o8y © ¢ o
89V ) W s81 PA:t's 951
190 > 69k 781 2 oI X qqu
| | | © 9 - 750
€91 99 9IN $SA €8
1 591 SLH =T zsd
09V $9K [ | zsd 1SV
694 0.1 19V 03
| 69k 0gd 671
Lo [ | 671 8%1
1 85A x 591 891 1
9% o L8) \n ° | owa STA
0sk S s " oI o v
GO m S5A 298 ° ® SuA I 8TTY
8yT ey 191 .M_ g pm A
i €5y [ 091 | €71 Tvd
9%H 251 654 1 N | owN oTTY
O | 68T 2 6€1 N
H9S 8vd 1 . gen o
| evs o 9eN STTY LEL 2,
12 B9 | gea $ITH 1 =
e e 1 ¥e1 | ve1 +
o~ BhL o~ o | eev TTTH o) £EV z0TY <t
— 1 okt — 67N — zed oTTYH — 1 CToTd . o~
wn T | wn | wn €3 I wn 624 0019 wn
ZTIL 52 | osv 4 664
s .5 i S = ota = 6z w5 o son .5
$TTN .w 0ZTA ,.nw PHL ..w 1 | 90N ..ol.,w 929 16d Lobp
| o ey I 1S} €7 o) 929 SOTL o SzI 9671 o
8179 = I = ° = 1 $0TYd = | weo | gen =
1 [oF 1174 o ° (oF €2k A (oF 333 o 76Y (o
PITA — 1ed )4 TR — S ° — o Il zoTd — ze1 [ -
£11d © X [ | STTY © m 6EA ° < T2k [ | < 12k 26H ©
n
121 45 m N 8Ty 21 m 8EL m 0zl 664 m 0zl [ | m
1 1170 o 121 £TTY e} [ | ZTTL o X I e 86A o 671 88y o
81y low & [ ee | | z veu 1219 5 3 olizeall % o 81y 1 )
60TA ) sed 0TTA ) | eed 0ZTA 3 LTA ® 961 3 W LTA %81 )
1 = YT 1 = zed [ | — 91a — ™ 9ta £8a —
9073 = €231 901a — 1ed LT — EI — EI I —
wn | ees SOTA [@p] oy 91T wn 2t wn 25t wn
] 123 1 ) 629 STTH o [ e 061 o €T3 084 ]
o oo 10TA o ol sed | PITN LI zIn esm zin I o
.. 1 1 . 121 £TTH .o ™ 178 88y .. ot ..
m a1y 864 mM S | eTy L zmra B — [oray| e s B %- o1d LIN M
g61 e 1 e szd TTTH 61 1 n 61 1
Twev o °o® [45't 961 < .. 0TTA < olligEl e 78I <@ .. e 81 BLA <@
€60 = - [ TIA 1 = < 607D = i e I\ = < ° €4 =
| O ™ 011 €61 O o 6 | O <t o o O S emm o
989 < o [ b I < o 8N 901a < o e < o T <
g84 o = 8N o = [ ] SOTA o = ° 0.1 o = vI 01 o
$8A M < 06A M < 9L [ | M < e &y 691 M < 694 M
e8I -~ 1 = 007T < I 899 = e
1 ) @) ° @) o 66H ° @) 198 ) O °

D E

R L DWI

O
PROTEIN DATA BANK

W

erbDeBe



4WZD
15%

49%

wwPDB X-ray Structure Validation Summary Report

34%

Page 33
Chain 5I: =

o -
S
H o
3
@
S
0
~
~

7%
oM 1 181 €1 e £L1
. ° 191 (IR R
° . 991 . f 1.4 © 1.4
—m/o, ° S9Y 0LV h oLy

®
[
« 5%

o
Caem . vou g e E=a |
098 ° W | god o 191
I ° z9d 8Lk 291 > |
® i . 199 104 N [ | z9A
184 ® €91 09A [ ] M 29 mwm
93 e b oLT 198
| ogw e 19 . | | 89A
vad o o0si 197 8ak P
€91 6VH 951 | 991 154 I
| | oew - . 99 | 9sy
191 1Y ers N 9" 598 e ¥4
ova ° ova 1 2 cou | vsm €3
SHU =) 3258 . TSH [ | £5A 1
CowrT ¥ e w1 EN 1 09 zsa . 671
€90 €50 < 8v) 631 TSA S 8M
4721 I mi [ | 053 <+ 1%a
TP 93T o 1 | 9bd
. o%0 0%0 €1 559 EN SHL
6€1 N ® 681 — [ | < €53 | ovhL
[ o 88 vl €93
Led 2, o led 8gy [ | | oy
[ ] = o 9ed — a2 T9d
YEX + e aey [ | €€1 ova
leeA < oI Yo veT o) At © x| o 6EA
zes — — €eL — oS — T3 — 8k
|2 n zes wn k wn 6€1 wn | ooep n |
TEY 620 ved
= mos .S oev = l = s k= o
82 Lw 624 )w | 6T ,w Lw LT3 Lobp zeh
220 o | o 8zb o ze1 o o e
9Ty = e 9Ty = PraN = [ | = =
& ps = oz & Leh & &
— — szl — X | 9zd  — £2a —
< 2y © © b szl © zzL < seu
L
cel g 3 mEm S ® f g ves g 1A g < ooy
12k o < 12A e} ~ 12a e} €29 o . ozh o I £2a
] 2 ] 2 S o A B R 2 611 2 < zeL
O . o) o) o) BN o)
8TA 5 3 8TA ) 61d ) 12a ) a [ | )
LT3 = 9 [2V5 0 814 = [ | o= 9TH =
[ oota — 914 = [ = o1V — s1d —
STy m% o % 9Ty % aTd m% PIN %
. 9ld aTd Cp1E €TH LT
€L ™ zTd ™ WeEn mesm R €10 ™ zTA ™ oTH
st & TTY s €10 88Y s (433 & 1S & /o_ qTd
| oy [ etz | 81 TTA | o I3 HIN
l — o TiA sg Com 6d — © i
) .. < (51 581 < .. 60 ) 8y ) .. 1S °
a1 = < = S 1 = < 81 = e = < o e
91 O o) 91 O © oF O Ne) Pt O D~ O r~ |
[ & a sy < o e < o [ | < a z8d < o 91 184
21 o = 2 [a) = 2 124 [a) = 2 o = T84 o = 1 084
M < €4 M < eI 1 M < M < e 084 M < | BLA
= I -~ 7.0 -~ < zA 6.0 = A )
) (@) ) @) 1 ) (@) ) O H [ ] ° (@) ™ 1

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

e Molecule 17: 30S ribosomal protein S17



wwPDB X-ray Structure Validation Summary Report 4WZD

Page 34

5%

8%

50%

38%

Chain 8I:

ozl
8TL
9Tb

ST
45’8

(453

61

91

I“‘I
x

45

e Molecule 17: 308 ribosomal protein S17

1078

668

168

c6d
Ted

681
884
L84
984

781

6.8
8.4

9.1
S.4

€LA

0.4

3%

Chain 8A: -

5%

© N~
© hmm
A=

8%

38%

50%

£8d

84

E€LA

TLd
0.4

998
99T
¥9d

298

09I
6SG1

{4’y
TSK

6vd
8vd
Lvd

) © ~ © I~ — o ) )
ISR S g < s
a (=g o — > £ — =]

z1s

3

e Molecule 18: 30S ribosomal protein S18

©
=

00TH
S64
ced
164
061
884

984
S8A

991

794

(4
o1

6SS
851

18%

9SL

5% -«
[
-II-m
2I

L7L
|
71
o &vd
. e aw
W e M
m  elopi
6en
g
[ e
98N
o0
o el —
0ea N
o 62d
8za g
L 2
+—
o
—
[oR
—
<
< =
5 2
o
o]
or—
—
Z
X
o o
-
o0
—
6.1 )
.. —
— | )
(=) 9.1 3]
- . SR
.= pLd o
< [ | M
= 0LT
@) 1 °

18%
-

191

w

€74
zvu
o Lo
S 0v1
m
D
—
N
jw]
or—
Q
-
o
—
[oh
—
<
< g
< o
< [75)
o
=2
—
N
o
o
%- =
© —
.. o 8 L
< o s 5
: i
m 78 i)
= z8l =
@) 184 °

11%

13%

37%

40%

8%
Chain Al -

291
T94

950
SSY

€SN
(498
TSA
0osvy

13

cvd

0¥%I

8€S

SES

€eL
4.1
1€1

624

92D

441

{441

6TA
8T

911
STT
YTH

0Td

€q
45

6LL
8.4
LLL

TLT

69H
899

e Molecule 19: 30S ribosomal protein S19

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4WZD

Page 35

28%

15%

14%

43%

28%

Chain AA:

e Molecule 20: 308 ribosomal protein S20

%

Chain BI: ©

7%

12%

37%

44%

— N <
~KN S
B oaE X

69D

SO

-II‘Q II
©
H

@
v}
<

L84
9SG
SSI

sy

618

7011

00TI

684

984
S8IH

8)%
084
6.4

9LV

e Molecule 20: 30S ribosomal protein S20

6%

Chain BA: —

7%

6% -

43%

43%

258
€LH
cL1

69D

L9V
o99Y

194
9SG

vau

TS3
053

ova
Svh

[47]

6%

9€1
€el
623

92N
Sy

e
021

810

9TH
STY
745’1
€11
(434

0TS

201D

00TI
661

Sev

€64

T6T
06d
684

e .18}%
984
S8H
781

e Molecule 21: 30S ribosomal protein Thx

831

6.4

LY

—
7%

48%

44%

Chain 1F:

e Molecule 21: 308 ribosomal protein Thx

7%

12%

7%

15%

52%

49%

20%

33%

e Molecule 22: tRNA-Tyr

4%

Chain 1B: -
Chain 2K:

6SY

150
98N

6%V

%0

S¥0

zvn

(91}

€V
(444

81D
LTD

o
o
T <

(41

o
-
o

©
1=}

©
o

<
o

O

R LDWIDE
PROTEIN DATA BANK

W



Page 36 wwPDB X-ray Structure Validation Summary Report 4WZD

© © N~ o <+ S
© © © = ~ @
=1 S < 13} 3] o

e Molecule 22: tRNA-Tyr
7%
Chain 3K: T 32% 40% 27% .

C65
C76

~ OO Qo
NN ®©
OO <O

Cc81

000000
— N m ©0 < © o (] [Ts] N~ 00O N M N~ o - [32] Npo— N M WO

3 56 o ol §88 2ResReRE238EIs g3338588: BTEs888g
(2] - N m n O o (]
gls 5585 s'le's.

e Molecule 22: tRNA-Tyr
Chain 2L: 27% 29% 32% 8%

- [5¢] O Ommd Ommm [Ts] N 00 © [ee] 0 [cole) ©
z8 858 s d88g g2 8888 3 I3 2 B4t & S
e Molecule 22: tRNA-Tyr
Chain 3L: 32% 46% 20% .

G4
Cc12

[22)
ID

o ©
© N~ — —
(TS o o
© o ®
N~ () 0
O o o

e Molecule 23: mRNA

A21
A22
A23
G24
G26
A27
A30
C33
G35
U3s6
A37
A38
A39
G43
u4ar
Cc48
A49

- n © (o] N
0 0 10 n © © © ©
o == < < o BB

© O
© ©
=D

U73
c81

Chain 4K: 20% 0% - 20% 47%

e Molecule 23: mRNA

A19

(=)
5]
<

A21

Chain 41: " 13% 13% 73%

e Molecule 24: 23S ribosomal RNA
%
. —
Chain 1H: 21% 42% 29% 7%




wwPDB X-ray Structure Validation Summary Report 4WZD

Page 37

oV
€N

©
e}
<

<
rel
o

[4°1

0sn

8¥%d
L¥D

+

€¥D

(079)

v D
) 2]
=3 O

o)
N
=}

~
o
f&

sen

61D
810

STD

(491
T

N oD
II(J =D

M W
=S

oo}
©
I"

8210

9CTV

i445]

(445}
121D

81TV
L11D
911D
ST1D
vIin
€11D

071D
601D
801N
L0TD

S0TD

TOTD
660

16D

76D

T6ev

180

o ©
© © 0
IG<IO

78D
08D

LLD
9.0

€LV
L0

69D

990

8610
LBTV

T61V
06TV

881D

9819

81D
€810
81y
181V

6.L1D

9.L1D
SL1D
7.L10
€LTD

TL1D

e €910

F

81D
€810
(41 5]
TS1D

8¥%10
Lyin
9%1D

7¥10

V.LETD

9€TD
SETD

€ETO

TETD
0€TD

092D

L

95TV
SSTY

15144

9%2¢d

vvev
egven

6€eTn

9€TO
sezn
7€TO

2ETH

6cey
8zey
Leey
1443

veed
€TV

0zTH

L12D

S1ZD

012D
602D

44

cozn

6Ty

062D
68TV
8820

9820
820
¥8en
€82V

082D
6.2D

9.2Y

d€.2D
ggLen

D€LTD

3

TLTH

X0.ZH

A0LZD
00.2D

00.2D

q0LZD
aoLzd

yoLTv
0Ley

192D

Tved
THED
ovey

LEED

SEED

EEED

L1620

(07470]
6EVD

TEYN
0EYD
(1444

0T¥d
60%0

LO¥D

TO0%V

66€D

L6€D
96€D

26€0

T6€D

68€D

3

987D
¥8%0

08%Y
6.7V

+

T9%D
09%V

iidl

057D

(4470

TLSY

89S0

S950

€598
[4cicp]
TSS90

8¥SY

S%5D

€%390

9€8Y
S€90
€SN

[44°p]

025D

818D
LT8D

2514
€TSY

015D

619D
Y8190

L19D

€790

1190

¥609D
609V

S090

209D

009D
665D

i

7630

065V
6850
885N

985SV

%830
€839

1830
083D

8LSV

CTLSY

699D

999D
S990
%990

099D
6590

L3990
9999

ATSOV

avs90

07599

WS90

[
@ M¥S90
® [¥S9V

17590

47390

J%59D
av390

® VSoV

Zv9D

6£90

EEY

TEV

9TLY
STLD

€TLD

TTLD
0TLD

90LY

S69D

1690
0699
689V

789D

€190
2L90

0.L9V

76.D

T6.LD

98L0

T8LY

9L.LD

094D

95.0
ispke]
75L0

0S.LY

8%.LD

8ELD

9€LD

I
3

SE8Y
€80
€€8N

€28D

818D
1180

€080

008Y

3

{440

0z6d
616D

S160
#7160
€160

116V

%060

£68D

898N

998D

786V

L1169
9,60

0.6
6960

9969
$960
7960

O

R LDWIDE
PROTEIN DATA BANK

0569
6%60
8¥6D

%69

0%6D

Leen
9€6D

8269

W



AWZD

wwPDB X-ray Structure Validation Summary Report

1

Page 38

|

0%01D
6E0TD
8€0TD

9€0TD

€e0TN
CEOTYV

0€0TD

8T0TD

900TD

7001D
€001

6660

1,669

STT1D

€171
(4235

Z0TTD
TOTTN
00TT1D

16010

S60TY

26010

06010

H
i

L90TV
990TN
S90TN
%9010

0S0TV
6%01D

81TV
18110

SLTT0
VLTIV

TLTTD

6911
89119

H

¥9T1D

19110

65710
8GTTD
LSTTD

¥ST1D

CSTTD

8YITY
LYT1D

EVITY

07110

8ETTH

9ETTD

€ETTN

TETTD
0ETTN

8CTITY
LTTTV

SCTTD
%2110

[4244 4

6ETTD
8€TTD
LETTY
9€TTD
SETTD
vecIn
€ETTD

A\ (144 %]
62C1D
8¢CT1H
préqa
92TTH

4442

[444)

(443 |

L1210
9121
G121
141931
€1TTV

601D

90CTD

€0CTD
[44%)

66TTN

L6TTD
96TTD

€611D
T6TTD

06TTD
68TTV

S8TTD

€8TTD

90€TD
SOETD

86CTD

96219

Y6210

(451491

68210

€8CTD

821D
08219

S.L2TV

(4748 4
19210

6SCTD

YSCTV

(449

6¥cIn

S¥CTD

E€¥CTD

LSETN
9GETH

YeETY

F

8¥€TD
LYETD
9¥ETD
SYETD

oveTn
BEETD

LEETD
9EETY

YEETD
EEETD

0EETD

GZETD

TTETY
TCETY
0CETD

TIETD
0T€TD
60ETD
80ETY
LOETY

CEVID

SCHID

BIFIV

11545

11710

60%10

90¥1Nn

4045

TOv1D
00%1D
66€TD

76e10

06€TN
68ETD

v8eETV
€8€TD
Z8ETD

v.LETD
ELETY
cLETN

CO0STD

00STH

Y61V
€6%T0
143545
16719

S98%1D
¥8¥1D
€8¥%1D

6.%1D

¥.%10

TLYTY

0L%TD
697 TV

L9%1D
¥9%10
971D

09%TV
6S¥1D

H

YSv10

1S%10
0S¥%10
V67710

9Y¥1D

H

\iza4a1

EY¥1D

veviv
€EVIN

67310

L%S1D

(4210
vs10
0%STD
6ESTD

8ESTH

9ESTY

T€STD
0€STD
6CSTY

SCSTH

TEITV

0€9TD

9291

¢T9Td
T291n
02919

90919
S09TD
70910

2091Nn
T09TD
00910

86310
LBSTY
9681V
S96STD
v63TD
€6STD
TBSTD
T6STD
06510
68STD

L8STY
98STV
G8STD

T8STD

€LSTD

TLSTV

L8919
98910

78910

L9919

99919
G991V

€991D
29910

0991D
69910
89910

95910

7591V

TStV
TS91D
05919

9€91D
GEITD

CEITY

28.L10
18410
08LTYV

8L.L10
LL.10

SLLT0

69L1D
89.10
19L1D

S9L10

T9.10

B6SLTY

€SLTD

TSLID

6YLIV

i

CELTY

LzL10
9CLID

0TLID
60410

€047D

€6910

€E6TD
CEGTV £66T0
661D

Ly8TV

Y9810
8C6TV

961N 9861V

LEBTD
9€8TD

€E8TN
9T6TY 08619

LLBTY
881D
SL6TD

SC8TV

§24:10) $06TD
[ | £0679
1281V
618TY
11819 wmms 996TY
$18TD 6810
£181D [ | 29610
ZI8TY 068TY 19610

89610
S88TV LS61D
L081D 7881V 93610
=)
S08TN
70810 €961V

10819 09619
67619
59810 L5610
€981 97610
[ | SH61H
09819 Y61

AN 698TY

LS8TD

SE6TD
¥€610

O

R LDWIDE
PROTEIN DATA BANK

W



AWZD

=
—
@}
o
Q
o'
>
—
<
g
=
=
[9p]
e
.8
=
g
G
-
<}
—
=
-
]
=
—
+—
[9p]
z
D
=
/M
a
[al
E
=

Page 39

05020

oz

6102V

L1020

ST0CY
v1ocy
€702V

T1020

60029
80020

9002D
5002V
7002D

2002H

€172n

S0T2D

%4
€0T12D
zoten

i

86020
16020
96020
S602D
7602
€602
¢602n

18029
98020

6,020
8.02D
L.L0TY
9,020

v.Lo2n

0902V

7812

812D
08720

8.12D

9.L1CV
S.12D0
.12

c.Lien

6912V

e .l912n
9912

79120

2912d

3
i

LST2D

G§TCD
114
€512

0s120
6%12D

S¥120

15454

0¥12d

8€TTD

9€TTD
® SeIeyv

€212

[q543)

L5zen

Eistaq)

€522
(451443

0522
é¥vcen
8%2ed
Lyeey
9%eTd
sveen

Tveey

9€TTD

€€ezen
ceTen
T€CTO

62220

Leeey
922D

0672
68120

9812
§8T2D

L1€TD

€T€TD

0TETY

€0€TH

622D
96T2N

v622d
€622

Tecen
06229
68229
8822V

§82CD

6.22D
8.LTey

eLeey

99zey
$§922n

€922D

8.LETY

€LETD

TLETD
0L€2D
69€CY

L9€TH
99€TY

¥9ged
€9€2D
CT9ETH

E£5ETD

T9€2
08€Td
6%€CH
8¥een
L%€TD

SYETH

R4

TYETH

B6EETD
8EETD

SEETY

£eeTy
zceeen

92ETD

[45374 1§

4441

61%2n
15741

115443

125744
[U5%43)

80%2n

70ved

00%2D

LBETH

T6€CD
06€20

98€TO

¥8€2H
€8€TH

T0S20
00s2n

86%20

96%2D
567D
¥6%CH

06%2H

88¥%CV

98%ZH

¥8%2CH
€8%20

8.2V

274§

eLven
CLYTD

0.L%2H

L9%2D
99%20
S9%20
¥9ved
£9%20

T9%20

8G%2H
L572n

iZa))
iig4l
€972y
[4si449]

6772

9Y¥ZH

z9sen
89G2D

PRI
99520

£G52H

L¥Sen
9vsen

£%52D

092D
6€£392D
8€392D

E€ESTY

625TH

L2820
92STH

€2¢92H
zesen

0252

STSCO
¥rsen
€152D

01520
60S2D

0€9ZH

82920

S29TH
%292
€292D
2292D

0292D
6192
819D

50920
%0920

9652n
S6S2H

6832V

1882y

1852H

8.5TH

9.52H

£0.20

L6929
96920

76929
£692Y

16920

S892D

€8920

08920
6,92V
8.920
11929
9,920

.,92D

L9
T.L92Y
0L92v

19920
99920

992D

2992V

L

L592Y

S5929
v392Y
£992n

9%92D

€%92D
2%92H

6€9CY
8€9TD

89.2D
19,20

voLey
€9.2D
29.2d
T9.L2D

85.L2YV

§G8.20

4

67.LTV
8¥.LTV

9vLen

€%.2D

0v.L2Y

LELTD

€eLTY
TELTD
T€L2D

62.LTD
8z.Len

SgLey

€TLTD
ecTLed
TeLey
oclen
6T.L2D

TT.2V

80.2D

9€82N
SE8TY
€82
€€8CD

)

62820
882D
12820

§282D

6182D

S1820

6082V

L0829
50829

€082D
20829

@ 66,2V

e lelzn

[
® ©6.2D
@® €6.2D

e Molecule 24

cLLTD

0.L.2D
69.2D

10620

96820
$682N
76829

2682V

68820

18820

§88¢D
882N
€882V
88TV
78820
08820

8.82Nn
1,829

2.829

082D
6982
8982V
19829

$982n
79820

29829

§G820
79829
€£49820
[4°1:43)

882D
%820

2¥82d
19820

LESTD

23S ribosomal RNA

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4WZD

Page 40

5%

0o~
© © ©

25%

44%

© ~
) %)
ID.o

26%

%
B

Chain 14:
o000 0

oN
Iu

04D

[}
©
II:D

—
©
S

o)
o)
]

™
0
=

N~ O D
& &
O U<

¥
i

© O
0 M
<< O

T€0

8cV
129
92d
szn

Tey

919

7424

8V

© o
N
< o

oV

70
€n

E€ETD

0€TD

%219

[44 %]
121D

LT1D
911D
ST10

€110
cTin

0T1d
601D

9010
S0TD
vo1n
€0TY

660
869
16D

)
[}
<

68D
88D

$8D

€89
289
18D

9.0

€LY

[454]

8020

i

8.1

S.1D
vLID

TLID
291N

ovTV
6ETD

LETD

L

HOLZD

d0.20
d0.2D
a0.Lzd

992D

%920
€920
ey
T92H
092D

Cum

82TV

92CH

444

ceey
13444

81TV

912V

€1eV

92€d
STED

T2€D

L

91€0

vIey

TrIEeY

60€D

soen
70ed

00eY

182D
982D
982D
v8zn
£8eY

6.20
8.2V
L.LT0

102D

¥0.L2D

00lzn
NOLZD

66€D
86€D
L6ED

SG8€D

£8en

6.LED

F

€Len

TLEV

L

HE9EN

0€9€d
ge9€d

T9eD

8sen

ision]

csed

TS€D
0sen

8zen
L2€D

gl

TLYV

S9%D

€9%D
29%D
T9%0
09%Y
6570

LSHY
95¥0

(444

LYYV
Eliagl

0%¥d

*

SEVD
vevn

8THY

9Z¥d
ey
Tevn
0zHd

STHY

(4544

(570]

i

90%D

9%S0

i

0%SD

LESD

SESD

1,239

STsn

€250
[44°p]

02sH
615N

SISV
YIGY

TS0
018D

LOSY

SOSV

20oSY

005D
6670

67D
£67D
{454 4
T6%D

L

98%0

€87V

809V

0000000000000
X
S
re
©
O

909N
G090

663D

965D

7650

L

8.LSV

045D

898N
L9SY

999D
7990
€99D
298N

855D
LSS0

675D
8¥SV

D%390
a%390
avs90
avsod

€39V

TS990
0590
679D

S%90

2v9d
%90
0%9D

8€9D
LEY

S€90

TEY
0€9D

LTV

S29D

€290

¥8190
819D

919V
ST9D

2L
0z.Ld

Ll

€T.LD

60.0

%0.D
£0.0

T0LD

8690
1690

SLOV
%,9D

C¢L9D
TL9D

899D

9990
799D

2999
7990
0999

8590
Ls9n

8L.LD
LLLY
9L.LD

B

o~
~
~
o

YLV

09.D
6G.LD
8G.L0

€38.0
CSLY

0S.LY

YvLD

(4275

%80
£78D
78D
eV
0%80

€80

18D

928N

YZ8y

e8n

028V

L180
9180

%180

[45:9)

0180

8089

9080

o8y
€080

£6.LY

68.LY
88LY

98.L0
S8.LD

S060

€060

S880
7880

188D

6.8D

8980

2989

0980

7589

0580
678V

L¥80

S%8D

6%60

9%6D

8€6D

€160

CTEOTY

0€0TD
6201V

02OtV
61010
81010

910TD
ST0TD

€T0TD

0T0TV
6001V

900TD

286D
186V
086V
6,69
8169
116D

SL69D

€L6Y

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4WZD

Page 41

S60TV

@® €601D
26010

680TD

L8019
980TV

7801V
€80TN
280TN

080TV

L

9.01D
SLOTD

€LOTY
CTLOTD
TLOTD

L90TY

S90TN
79010

90T

® 6S01D
850TN
LSOTY
95019
SS0TD

€50TD

TS0TD
0S0TY

(4495
%010

|

LEOTD

SEOTN

€€0TN

8STTD
LSTTD
9STTV

¥ST1D
€STTID

0STTID
6%T1D

SYTTD

(44250

0¥T1D

8ETTD
LETTD

€ETTIN
CETTY

1211V
9CTTV
SCTTD

€CT1D

12110

6TTTID
8TT1ID

9TTID
STTTD
Y1110
E€TTIN

TTTTY
OTTTD
60TTD

L0OTTD
90TTD

70110

H

8601V

82TTD

laas)
§2TID
i4449)
ozery

L1210
9121

€1TTV

TIemn

€0TTD
20T

66710

€6TTD

68TTV

98TTD

78T1D

c8TTIV
18110

9LTTD

TLTTD
0L11D

99T1D

79T1D

(42285
19110
09TTD

062D

88CTN
L8TTV
98TV

€82CTD
821N

082TD
6.2TD

L1219

SLTTY
i2xaa
€.210

69CTV
89CTV
L9210

mwmﬁ<
29CTV
79210
091D

89CTD

S9¢In
YSe1v

[4{4 5]

0S2TH

8¥CTD
LYCTV
9VCTV

£%CTD

6€CTD

i
1

LETTV
vecin

€ETTO
CETTH

v6ce1d

vsetv
€GETY

0SGETD

8YETD
LYETD

9EETY

EEETO

0EETO

9CETN

¥2erd
€2ETN
CTETY
12ETY
0ZETD

8TETD

9T€TN

€TETN

0TETD
60€TD
80€TY
LOETY
90€TD
SOETD

00€TN

962TD
S62T0
v6c1n

2621

8T¥1D

11710
(915745

80%TD
LO%TD
90710

Y0¥ 1D
€0%1D

-

TOPTD
00¥%TD
66€TO

LBETN

CBETY
T6ETN
06€TN
68ETD

€8€T0
28ETH
T8ETH

LLETD
9LETD
SLETO
YLETD

L
|

CTLETN
TLETD

89€TD
LOETY

S9ETY

09€TY

LSETN

98VTV
S8%TD

€8V1D
[4sias
08%1D

8L¥1D

Y.L91D
€L71D

0L%1D

S9PTD
79V10

[4°14%)

8S¥TD

7SN

TSV
08710
V67710
6YFTV
8¥¥1D

I

4442

(4445

[i%4%)
BEVTY
8EYTN

veVIV
eevIn
(4545
TEVIN
0E€7TD

9Ty1d
SCYTD

(445

SSSTD
YSSTV

8¥STD
L¥STD

|

¢ySTD
T9S10

6ESTD
8€STD

€ESTD

T€STD

6CSTY

{419
€250

61GTD
8T81D
LISTD

1

STSTD
v1sIn

80STV
LOSTY
90STD
SOSTD
70STD
€0STN

66710

L6710

vevIv
€671

16710

12910
[42%)
6T9TD

€191

0T9TY

9091D
S091D
091D

T091D
00910
66STD

96STV

|

T6STD
T6STD

|

L8SGTYV

Z8STD

LLSTD
9.5Tn
SLSTD

69TV

S9STD
79S1D

09STD

LSSTD

H

08910
6,970

LLOTY

SL910

TL9TN

1991D

99919
S99TY

29910
19910
09910

85910
L8910

9991V
Y991V

0891D

8%910

97910

79910
€V91D

0%91D
6€9TN
8€9TD

9€9TD
SE9TD

€€9T1H
CE9TY

L2919

¥291D
€291
[44°) %]

89,10

L9LTD

LTLTD
9TLIN
CTLID
TTL1D
0TLTD
60.T0

S0LTD

0697V

889TN
L891D
98910
S89T0

8¢8TH
12810

€28TH

1281V
028TN

818TN

18TV

0T8TV

808TN

€08TY

S6.L1D

L8LTY

08LTY
6.L10

L68TD

888TD
1881D
98810
S88TV

£€88TD
28810

08810

881D
TL8TY

s

09819
63981V

LS8TD
9G81D
SG8TH

€681V
G810

0G8TD
6%8TD

LY8TY
9%8TD
S¥81D

081D

8E8TD

9€8TD

0€8TD

V.610

6961V
896TD

9961V
S96TD
961D
€96TN
296TD
T96TD

€961V

B
1

0S6TD
676TD

LY6T0
ov61Nn
SY6TD

€¥61TN

0v6TN

LEBTY
9E6TY
SE6TD

€E6TD

926TN

9161V
ST610

11610

60610

LO6TD

0%02D

8€0TD

S€0TD
veozn

6202
82020

920D

¥202D

610CY

1020

v102Y

21029
11020

6002

900D

2002
1002V

96610
S66T0

€66T0

16610

88610

9861
V861D

6.L6TD
8L6TV

F

O

R LDWIDE
PROTEIN DATA BANK

W



AWZD

=
—
@}
o
Q
o'
>
—
<
g
=
=
[9p]
e
.8
=
g
G
-
<}
—
=
-
]
=
—
+—
[9p]
z
D
=
/M
a
[al
E
=

Page 42

¥012d
€0T2D
coten
TOTZD
0072

86020

9602n

€602

16020
0602

§802D0
78020

80TV

08029

8L02D

99020

8502V

8912
L9120

€972D

19120
09729

85TCY
LST2D
9512

41543

[4:124%)
TS12D
0sten

9¥12d
S¥120
vvien
€¥T2D
[4a7a%4]
912D
0%12d

LETTD

Serey

T€TTH
ogren
62120

(1974

0712
60720

L0T2D

veed
154441

6ETTH

9€TTO
SETTH

[4ad1
TETTO
0€2TH

82¢TH
Lgeey

geeey
¥Zeed

8122H

912TH

9022D

$S022D

86TV

€612D

1612D
0612ZH

88120
812D
9812ZH

%8120
€8T2D
2812ZH
18129
08120

8.L12D
LL12D
9L1CV

cLizn

6912V

S0ETY
Y0eed
€0€TH

96220

£6220

T6cen

6822

8822V

S82TO

£€82T0
28TTH

082ZH
6.2TH
8.TTV
L42TH
922D
S.220
j2X44 4

6922V

L9V

09220
6G22H

a4

€922
[4:144))

8¥%¢T0
LyTTy
9%2TH

e€vcen

0LETD

99€TY

¥9eed
€9€T0

6G€TO
8GETH

99€2D

€9€CD

vveen
E£YETO

15243
0%€TH

9CETI

€CETH
{4434

6T€CD

vevey
EEVTY

1720

14444

£2%2n

115741

91¥20
ST¥TH
45%4)
€T¥TH

80%2n

¥0%2D

00%2D

06€2N

98€CD

£8€TH

8.LETY

9.LeTY
SLETD

00520

L6Yey
96¥%20
S6%CD
v6%2D
€6ven
z6ven

06%2D
68%2D
88V
1L8%2D

S98%¢D

3

08¥%20
6.%CD

€.ven

6972V

L9%2D

o

9N

09¥2n

isiza)
LSven
98¥%20

LY¥2CD

09520

89520
PAskE1ad)

2ssen

6€5CD
8€5TD

9€SCD

vesey
EESTY

Tesey

L

ea:140)
v19en
€192D
21820

0182D

i
L

962D

0652y
685CY

85Ty

(4143

TLSTD

L9529

§692D
7692

L

6992D

L8992V
9992n
§99¢D

25920

05920
6¥92n
8%92D
Lv92n
9%92D

YoLev
€9.TD

192D

LS.LTV

¥5.20

6%.2Y

LY.
ov.Lzn
SY.L20

€7.20
[472%49]

0vLTY

TELTD
0€.2D
622D

¥CLTD

2TLTd
1cLeV

8T.LTH

91.20

Y1.2D

verLev
crLen
TrLCY
0T.2D

102D
904ZH
S0.LTV
%0.L2D
€0.20

T0L2D

0€82D
62820

,282D

%282

082D
$S082H
%0820

2082H
T082Y
66.2Y
86.2D
16,20

® %6120

26.LTH

06.L2V
68.20
88.2D
18.2D
98.2n
S8.20

€8.2D
28.LTH
8.2y
08.2H

SLLTV
¥..20

TLLTD

i

89.2D

16820
96820
S682N

7,820

04820
69829
8982V

59820
982D
£€982D
298¢H
19829

85820
L5829

7582
€582

7882V
0582V

S¥8¢H

0%82d
6€82D

9€82N
SE8TY
€82
€€8CD

8682N

5S ribosomal RNA

e Molecule 25

%
i

8%

28%

38%

26%

Chain 16

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4WZD

Page 43

3

Lid
L¥D
il

IMI
S
O

70

LED

[4>0)
€0

62V
82D

STV

€20
zen

0zd

819D

€TV

10
01D

80

[49)

L11D
911D

435
€110

1110

8010
070
901D
SOTH
voTV
€0TN

86D

96D

26D

060
V68V

€89
289

6.0

.0

e Molecule 25: 5S ribosomal RNA

SLD

8%

30%

42%

20%

Chain 1J:

gy

i

€%0

zed
€0

oo
) —- N
o T O o

61TV
811D

425

(435
T
011D

8010

+

70TV
€070

001D
66V

969

£60

16D

18D
98D

€80
[4:5]

o
©
IDI

8Ly
L0
9.9

e Molecule 26: 508 ribosomal protein L1

41%

19%

45%

39%

Chain 71:

00000 O
o
Ir
o

9S50

0Sd

oA
e G¥y

EVA

@
[}
=]

—
o
=

©
[
=

(498

000000
o s 0 Q~ a
FERRER X

®
e ¥81Y
® €814

e Molecule 26: 508 ribosomal protein L1

R

—

<

X

~N

~

X

<

m
N
©
—

D

I~

-}

o=

<

S

w o~
0 1B 1o
IQIz

28

i

YvH

cva
15708

L

LE4

o) ]
N ]
l>I'—‘-

oV

® €ta

0614

98TV
S8T1

000000
wn
~
-
I>-

CLIH

8971

+

7914

e Molecule 27: 50S ribosomal protein L2

D E

O

R L DWI
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4WZD

Page 44

12%

36%

49%

Chain 11

€LA

=~
~~
=4

0LM

194
990d

€94
[4°)
191
094

L

TSA
0SL

%D
9%h

ToN

6EX

+

SeN
veA
€eT

Tex

€cd

61V
8TA

€Td

OTL

N © N ©
S oA

5]
<

T21d

[4314]

601d
80Td

660

L6A

S61

ey

98d
S$80

€84
¢8I
8Y

B6LA

Tved

LETT

vETH

z¢eed
TECH

62CA

1

€2

1344\

3

L1724

I

L

20T

00za

96TA

€6TA
2¢6TL

6810

€874
2811

LLTT
9.L14

ELTA

S9TI

65TV
85TV

LTy
TL2I

I

508 ribosomal protein L2

85eH

95921

e Molecule 27

[ast4y
TS2D

8¥cs

s¥ved
1474

9%

40%

48%

Chain 19

TLQ

694

1,94

€94
(42

094

0 0
0 0
oo

o)
e}
o

794

[4:L|

0SL

9
oL

8EYN

0gd

8cd

9T

-
83
[

©
b
>

LTL
9T

i4%!
€Ty
(4%
T1d
0Tl

8d

1

0
N
H

0STX

8¥1d

Eiaxce

0%TL

LETd

€ETT
zeTd

0ETY

821D
LTTA

¥Z1d
€TTY

0zTd

9110
STTD

-

TITT

60T
80Td

9071

70TA

(40155

007D
66d

S6T

€6V
261

€84

08y
6LA

9.d

T

G€TH

ceTd

8c¢td

912dH
G121

€124

012D

8023

90C1T

0TI

TOCH
00za

L6TD
¥61D

€6TA
Z6TL

06TX

9910
S911

2918

65TV

LSTd

15
€STV

9928

€924
29Ty
T9TH

892x
LSTT

508 ribosomal protein L3

jatAn
fejetds]

6%ed

9%ed
S¥ed

Tved
ovey
6€TY

e Molecule 28

7%

11%

36%

51%

+

508 ribosomal protein L3

Chain 21

0
0
II:= III-

€Ld
CTLA

oLy

2!

[
©
A

o
©0
=

6GA

N M
[ralTe)
= A

o
0 0
O

0 © ©
< < <
B o< o

[
N
<

91

vl

™
N
=

T2A

ST4

8%

™

S9TA
7914
€974

097X
6STH

vSTA

3

8%TD
Ly1d

SHIA

EVIN

8€Td

SETH

0ETD

(44 %S

0CTM

8TIN

60T
80TS

SOTL

€0TQ

TOTH
00Ta

L1631
964
S61

Z61

® 06L

184
98d

*

e Molecule 28

84
€80d

181

T0CL

L6TI

681d

88TA

S8TY
Y8TA

08TN
6.L14

9LTI

TLIN

TL1d

L9TA

17%

o
©
A

42%

38%

%
i

Chain 29

TLD
oLy
6934
89V

vox
€91

09N
6GA
8G9y

L0 .
Ire)
=

LYA

s © N~ ©

[
bl
A

T€0

o2
[
o

8¢V

91

el
E€CA

T2A

oTd

TTH

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4WZD

Page 45

L¥1d
9¥IL
SPIA

EVIN

LETH

[oena |
GETH
YETI

0€TD

(44 xs

0TTM

81T

9TTA

2944
E€TTd
(435}
TITd

L0TL

SOTL

€0Ta
2oTA
T0TH

S8N

€610
TBIN

68Td

181V
981D
S8TH

€811

08TN

8.13
LL1d

SLIA

3

0471
69TN

L9TA
9911

508 ribosomal protein 1.4

e Molecule 29

10%

35%

51%

&

3%
[

Chain 31

1 3

098

© N~
0 0
| >

.
[t
=

0 o
< &
B o<

$
&

Sd

8eY

62N
821

™
i
©n

-
© ) -
= =] =

7914
€9TA
2911

09TN

® LSTIA

1

€9TS
[4s)ics

081D

SY1d

eVIV
(4453

LETA

SETA
YETD

6214

0TT1

80TH
LOTX

SOTA
70T

2¢0Td
TOTT

508 ribosomal protein 1.4

e Molecule 29

12%

15%

41%

41%

Chain 39

+

0LL

190

964
eiep)

151

67V

ovd
SvY

8€Y

veEM

4

62N
8CI

ke

721

b
3!
<

[ X )

Lo

-~
II‘= IIII

©
—
(&

® ¥id

e TIA
® 0Id

© e
= o

A

1818

8¥11

EVIV
(4458

8ETH

1

® PvEID
[

CETA
€D
0ETY
6214
® 821V

® 9TIA

90TY
SOTA

€0TX
2¢0Td
T0T1
00TL

S8TA

€8TA

081D
6.14
8.L1d

SLTL
E€LTA
TL1d

0LTT
69TN

L9TY
99TV

o1y

3

LSTA

e Molecule 30

@ SST1

[4])

508 ribosomal protein L5

45%

10%

42%

48%

Chain 41

3

990

7oL
€91

98V

o o
—
10
III|..+IIIIII‘N

(v}
b
—

b

8EA
LEA

(X )
[
e
lﬁ.

0 O O
NN @
==

® LTN

® Stk

@ Scid

SOTH

[ sed |
761
[ eel |
(4
98I
€84

LLT

©
~
©n

TLL

508 ribosomal protein L5

e Molecule 30

.o

14%

46%

40%

9%

Chain 49

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4WZD

Page 46

0LA

89d

990
S9D

€91

o
© ©
- <

©
)
<

o)
r)
II-.=<

LYY

sva
¥¥0

© 0 0o < 0
) NN ® M 0
o = =Mm =

021
611

L1d

IIIIII‘D II
©
=

STA

(493
122

© «©0 0

[N
A

SETT

€ETT
CETIN

621D

8214

S2Td

TCIN

611D

L1744

STTY
VITI

TT11
0TTV

L0771
9011

vo1d

00TM
66N
864
160d

€61

061

783

281

084
BLN
8.Ls
SN

TLL

® /STI

%S9
€GTYH

50S ribosomal protein L6

0s1a
67TA
8V TN

® 971X
SYTL

€v1d
¢v1d
1714

e Molecule 31

@® 6ET1

%
B

10%

45%

40%

~Emo o
‘—‘-NN
= QA

Chain 51

oM w0
— =
IIIL = II:>

o
-
A

N w ©

TPIA
(0458
6ETY
8ETN
LETA
9€TI

CETY

0ETH

921d

SLTH

€L1d

50S ribosomal protein L6

0LTd
69TA

2298
€9TX
2911
LSTA

791d

1971
0STY

8¥TI
LYIN

e Molecule 31

SYIV
rIA

R

n

R

(o)}

R

(o)}

m

X

~

<
BN
[}
(o]

D

Lo

=

o=

o]

S

794

0SA

Lvd
9vd

oA

ToW

ved
€e1
ced

Lea
9CTA

o000 o
o
=
A

01d

o0 (X J
0 QN ©
S @ aa

[}
-

LETA

SETD

CETH
TETA
0ETH

SCTA

13428

8T1d

9114
@ STIA

6074

@ LOTA

SOT1T
013

10748

S64
V64

169
® 064
@ 68I

L)
©
©
[

o My M
~ 0 0
= S >

9LA

VLN

e 1.1

694

TLTT

508 ribosomal protein L9

e Molecule 32

15%

13%

44%

gEmg g s @ o A
m - g ﬁ << M o<

42%

Chain 61

L]
® 9.l
SL1

L]
® €.

e 0.3
6934

194
994

8€T

©
o0
<

[t}

2]

-
-iIIIII

g

ced
€T

6CA

-« N <
oo N
= o

71a

o)
©
>

[} 91

15745

(XX}
o
S
-
p

LETd

SETH
YETd

0TI
611d

PITT
ETTY

T11d

SOTH
0T

TOTT

o2
o)
I|..+|I.-[ﬂ II

o o
D O
o n

881

984
78D

8y
T8A

® 6.I
8LL

vvin
EVIS
(4498

O

R LDWIDE
PROTEIN DATA BANK

W



A4WZD

19%

36%

< o oo
< n 0
— o~ =

44%

wwPDB X-ray Structure Validation Summary Report

%

Chain 69:

e Molecule 32: 508 ribosomal protein L9

Page 47

L

6.1

d
2
Il-‘

S.1
TLN

cL1
TLI

693
891

i
©
I“I1

(421

094

o
<
©n

LETd

+

€ETH

9CTA

€211

1245}
02TI
611d

PARECE
9TTT

T11d

LOTA

20Ts

1

e Molecule 33: 50S ribosomal protein L13

86V

€61
{4
16S
06D

€8Y

14%

36%

47%

5%

Chain 58&:

0L%

994
S9%

(41

091

GSA

® €SA

8¥IW
LYV

STN

€Vl

[
<+
I3

o%d

< ~
2] o
I.-.‘l=<

ceL

8zl

S2H

€21
[4An

911

3

vIA
® €M

T1d
ord
6A
80

< ©
==

o < N
= Yy
B o —

9¢1d

(447

0211

81T

[A9%¢

80Td

€0TA

0074

V6H
€6L

683
884

0
I
H

v8i

10%

37%

+

51%

3%

e Molecule 33: 50S ribosomal protein L13

Chain 15:

€LL

TLI

191
994

o4
091

85d

98N

9ETd

o %ETd

CETY

8CTH
L21a

SC1D

(4473

9111

425

(42!
TT1d

607X

0T

i

86A

964
S6d
Y6H
€61

1671

181
98d

e Molecule 34: 508 ribosomal protein 114

281

32%

63%

Chain 68:

90TT

7oTd

86A

T2TA

L1111
9118

VITI

CTTH

0TTH

80Td

8%

36%

D E

R L DWI

O
PROTEIN DATA BANK

erbDeBe

W

55%

e Molecule 34: 508 ribosomal protein L.14

Chain 25:



AWZD

19%

31%

47%

wwPDB X-ray Structure Validation Summary Report

3%

Chain 78: ™

e Molecule 35: 508 ribosomal protein L15

Page 48

9YTA 6ETH

TPV 194 194
Loy E A 991
65T 594 o Sod
°
198 79 . . . oI
091 oI IS £9d ° 299 1910
[es1] o 0 SETT X L opv
851 8HTT BETY < oI o 6£1d
1SL L et £ETS ™ ° ° ° 8€1a

8ETA 9ETV

LSL [ ] LETK

-
17%

.I
< 10 © N~ [ 3] o
== S [ S X H

[ 1e
09
e o
agy LSH
[42%) 9ZTA se1a HSH I
yETH
+ £39 2451 o ey 08T
8vd €21 7 L egrL
YETY zeTd TETT 8T
mmﬂm 9%d omc_ 9%d Xass
o+ °
9TTA © STTT % I F
£%D STTA 150 $ITT & L wem < €71 LTV
I 245 £TTY < €CTH 4728 | ottd
gl ® ° THM 1 THM STTH
0%S zeTd 0 Coow €110 | oony 1
. oeed Lot bt ° 6ed z1Td 6ed 117"
8eh 0ZTY 0%s [ | 117" | ged OTTL
e 6e) e LOTi 9eY 1 181 60TA
9ey 8eb ® 9011 SEN | ooev 1
SEH o) 1€9 1 Ne) | owe1 20TV © SEA S0t
| wen — | ooed — €D e 901A €T o ©OTd
mmm — SEH T0TA — ® TEk s01d — e ¢€£ 1
eI ® 0011 | o1ea o ©oTd o ek 10T
oeL SR = f 661 = 09 i= Cwa oo
623 1 )w 623 86 ,w 624 )w 0€9 66d
LOTY 1S} | szy L6d o 8Ty o [ | 863
® 90TT = LTH = L6A = 9zk 1
5011 o ezsm e [oF [oF sza 76
28] 1 — szs o — sza — | wey €64
0071 © 529 ° © [ | © €29
661 m ged ° m . T2l m
| ged e} . 164 e} EN ozy e} X
16d @ EN 064 Q < I Q N ozy )
o (o)} o o <
I ) ™ 68Y ) 989 ) 619 1
=1 6TA 881 — 111 T 8T 89
P — 814 = o1y = 171 | esu
| n n i n | 28y
STH 164 S = ¥TH o 2's T
vI 0 e €8 0 g1 L0 1 083
£IN o 289 z1d .. (a1 6.1
z1Y Lo 180 © R [ L3 Q T | sud
T 581 o 08 ™M © e oM mEsm 0 o oty 103
' mwu .M.H.M -~ I .M.u.V 0 -E M\% .M.._uwV -~ mw SLL
f 780 O % L4 O 0 I €ld O % [ PLA
91 | < o oL < o T < o £ €Ld
[ osa 114 =) R sLT =) R vd an o R L |
S Lo M < v.9 M < | oem 0Ld M < [ | 0Ld
aLI < | e €715 = 1 694 = 21 694
| ° O e zld e e @) o et e o Lo [t

10%

D E

48%

R L DWI

O
PROTEIN DATA BANK

W

erbDeBe

41%

%

e Molecule 37: 50S ribosomal protein L17
L

Chain 98:



wwPDB X-ray Structure Validation Summary Report 4WZD

Page 49

194

8114
LITA

G173

€TTT
(494 4
TI11

S0TY

TOTV

©
~
I>I

e Molecule 37: 508 ribosomal protein L17

€LA
cLa
TL0

5% o

52%

41%

Chain 55:

9LA

(4721

0wy
6ed
8EA

9€L
SEL
el

821

4]

811

9TH
S1S

€TH

e Molecule 38: 508 ribosomal protein L18

11%

44%

41%
44%

Chain AS:

o
©
x

TON

o000
o
0
=

€8S
[4:1

YEH

cel
Tes
e 0gY

3

921 ® Téd
scyd
721
€2H

~ =3
- ]

PIA

o oe
o
-
= IIII

.
l’.

[
S
<

94

e Molecule 38: 508 ribosomal protein 118

4%

21%

38%

39%

Chain 65:

S9N

(428
TON

633
8G1T
L8Y

[
T}
7]

PAAN

$
=

SEL

€EX

—
®
7]

LTS

21
£y

1CL

®
6T

LTY4

YIA

(4%
T4

© ~ a

ad
—

cT1d

@® 601D

SOTV

€073
2oty

00TY

86A

S6H

£6%

069D

880
184

SG8A

9.4

T4

890
194

e Molecule 39: 508 ribosomal protein L.19

6%

11%

46%

37%

3%

Chain BS: -

1S4

8¥I

¥va

[472%

6€Y4

LED
9ogd

0ogA

3

9za
S¢D

£€cy

0cd

81d
LTL

STA

(453

e Molecule 39: 508 ribosomal protein L.19

%
B

6%

14%

43%

35%

Chain 75:

D E

R L DWI

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4WZD

Page 50

SO
¥ou

2oL

1G4

SN

€94
[4hy

671

L%D
ova

SEX

©
I
a

123

611
81d

9Td

ks

o
@
- >

o
=

[4o) 5%

26D

060

881
18d

983

€8I

088

~
-
%

894
198

e Molecule 40: 508 ribosomal protein .20

9%

42%

48%

Chain C8:

LLS
9LA

CLH

89V

99N

€91

694

L84

€94
[4:ts

0y
6VH

LYA

SPA

00TA

L6d

T6d

1

e Molecule 40: 508 ribosomal protein 120

8LL

35%

57%

%
B

Chain 85:

V6N
€63

T6a
06A

S84

e Molecule 41: 50S ribosomal protein L21

14%

40%

47%

7%
L

Chain DS:

8cd
x4 |

'e}
N
I.-II

€cd

021
614

&
L

91d
STd

o o
- -
I"I"‘:I

o<}
o

0o m w ©
Zl’h<|>>¢|

864
L1634

S61
61
£6d

T64

Ll

T84

6LA

e Molecule 41: 508 ribosomal protein L21

11%

43%

44%

21%

Chain 95:

o]
[}
I“l

CEL

[
o 0 © o ol m
o o l=] = = o AN
[N X o oo X A > =

H

661

961

e Molecule 42: 508 ribosomal protein 1.22

o0
Q
o

=
©
>“I

08b

~ ©
[
<xl

€LS
CTLA

D E

O

R L DWI
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4WZD

Page 51

15%

33%

52%

Chain ES8:

78y

281

08d
6.LD

€LV
L

691
894

S971

+

TON

85V
LSN

[4:

6%)

LYA

SYA
44l

47!
15728

LeY

€€Y

621

€21

8Ty

NM-tD ‘“_2-
M o< - ~

e Molecule 42: 508 ribosomal protein 122

TTTH

LOTT

SOTA

8 3
& 2

18d

S8A

2%

11%

34%

56%

Chain Ab:

€834

4

8.4

LY

894

+

TON

6GA

LGN

TTTH

60T

e Molecule 43: 508 ribosomal protein 123

LOTT

YOTL
€0TI

863
L6%

v6a
€6V
ey

6%

Chain F§: T

7%

[
©
>~

39%

<
re)
=

47%

08I
LN
9.4
€4

[N’}
TLD

9971
S94
yox
o)
094

LST

TSA
vva
[0)2:1
Lel

9eN
Sel

€cd

519’1

vis
€11
CTA
T1d

81

N < ~
0 o} oo}
o= < (<4

9a
SA

e Molecule 43: 508 ribosomal protein 123

4%

10%

1

34%

51%

Chain Bb5:

L

+

Il
~
B4

o
=
)

©
©
|

@
0
=

[ IS e}
0 W W0
x> =

CSA

08y
67A

PAZ

—
—
a

re)
>

e Molecule 44: 508 ribosomal protein 1.24

T8A

6LV

5%

L

.

13%

51%

27%

6%

Chain GS8:

89H
191

S9V

79I
094

89D

Tss

B6EA

1

eex
zed
Te1

8¢y
LTA

oA

3

0>-
X

o o
S o
- -
< X

.§

O

R LDWIDE
PROTEIN DATA BANK

L6¥
961
63

£6D

164

684

©
I3
B3

L1834

28d

~
~
A

e Molecule 44: 50S ribosomal protein .24

69V

W



wwPDB X-ray Structure Validation Summary Report 4WZD

Page 52

5%

15%

46%

34%

25%

Chain C5

-—--

1€1

6cd
8¢y
LTA

ETA

631
8%
LA

[4:4

© o < © ©

€019

86A

+

63

SLI

€4

e Molecule 45

TLA
0Ls
69V
89H
191
99d

50S ribosomal protein L25

25%

o
N
n
—

11%

o
)
=3

45%

28%

Chain H8

191

799

9SA

<
Tl
=

674

Sva

oy
<
R

-
<
=

ova

® 8tk
LEA
9€X1

oo o
i<
]
=

o000
©
>

TLTA

8974

YITV

T9TA

98T

¥S1a

0€Td
6218

508 ribosomal protein L.25

e Molecule 45

. 13%

11%

42%

28%
32%

Chain D5

8CTA

S2T1

80Td

901D
SOTA

® €014
® <2011

< w0
© 0
I"""T'

28y
T8y
08y

8L14

9.1d
SLTA

€LTV

TLTI

zo1a
ol to1a |
e 0919
e 6s1d

LST1

® 9STA

e vS1d

(414

@® O0ST1

e 8¥id

OYTI
Sv1a

9€Td

¥eTd

50S ribosomal protein L27

e Molecule 46

14%

44%

N~ O oo
& & W0
AT X =

40%

3

6%

Chain I8

0Ld
694

99A

€9A
291

094
691
8GL
184

-
w0
=

o)
<
2%

®
[
B
[

o]
o0
=

1!\
2]
=l

6134

L10
A%

Ty
OTL

m & v o
Im&xuf

O

R LDWIDE
PROTEIN DATA BANK

W



Page 53 wwPDB X-ray Structure Validation Summary Report

AWZD

R74
L75
R82

(X ]
-
©
I 1> .

e Molecule 46: 508 ribosomal protein L27
2%

. . I
Chain Eb5: 46% 34% 11% 9%

I-0“'-‘- o W — N~ o — () © [ 0
= o gy aq <« < S S D 0 B0 0 NS N
an R = AKX = ST s a (TR

[ ]
o -
wwgi
o>

e Molecule 47: 508 ribosomal protein L28

R14
T58
L59
F60
ket @
L62
ve63
E6§
F69
Q70

9%
Chain J8: 47% 31% 18% ..
[ ] [ ] [ ]
& 0 o QER e I™RI™E™I™I S @ $ 3m 33 208IB8E3IRT N 285
(2 1] [-% - ~ £ ~ = £ = = ~ ~ > " > << oo A X - = i o x

e Molecule 47: 50S ribosomal protein L28

2%
. . .-
Chain F5: 51% 37% 10% e»
IN . -II--I.—I—I 5 II-I- 553 al-slﬂ-sls T ;Iglg -
n X > w0 £ =% (=] ~ £ o 12 Hwm X < > =] < 0 = 23] -5 XU AKX o w0 AX
[ ] )
D O < @
e Molecule 48: 508 ribosomal protein 1.29
3 e
Chain KB8: 39% 36% 13% . 8%
[ ]
e Molecule 48: 50S ribosomal protein 29
7%
. - S m
Chain Gb: 47% 39% 8% - «
[ ) [ ] [ X J L)

e Molecule 49: 508 ribosomal protein L30



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

5%

Chain LS8: 38% 48% 12%
[ ] )
N <~ o <~ 0 O N M W0 O [l R o0 <~ O Ommm <
oM < Ww ~ — — — N o NN AN M |mmMmomm Mn oM< <+ < <+ <+ w0 wn w
-3~ E4 2% o £ E4 E4 LI . . 4 coMlmee > [ =y ey H @ = x> - >

e Molecule 49: 50S ribosomal protein L30

5%

. - e m
Chain Hb5: 60% 28% 10% -

[ X ] [ ]
e Molecule 50: 508 ribosomal protein L31
69%

3 I
Chain MS: 34% 51% 8% 1%

@ 000000000000 000000 00000O0OCGOGINIGINSIDS e o000 [ N ) o000 oo
ﬁ.mw-:223.’:.8almwlmmmmmlwgl Imlsmlm-
= - A< o H (&) == M e >0 AdH>MHE>0NX [- ] ~ o A= M| ~ o=
[ ) o000

o
2
e Molecule 50: 50S ribosomal protein L31
39%
Chain I5: 32% 42% 1% 1%

[ ] (] (X J [ X X )
woONOnO -lln ¢ VMmO D ©N~ oo 0 o © ~ o o
S H SN NN YA M mmon$ S 0 0 10 © ©
HO VOO = >l B > XA O 0 X O T A m > = ) o ®

A12

[ ] e
- —
a4 v -
X ooHm [

e Molecule 51: 508 ribosomal protein 1.32
15%
Chain N&: T 5o 3% T

[ ] e 00 o000
- —mmw @I~ 00 Ommw CIm® O o OO ®»Oo oA ©N 0O NM ©
N wONOoH- SO EH-Sd AN N@®o m@o 00 SO S (T I T R T o]
< AEFANMNME coscs A8 B 4> ON < =N OAMROS > X

e Molecule 51: 508 ribosomal protein L32
8%
Chain J5: 58% 28% 2w .-

[}
oo ~ @ ©
N O FLON 0o H = ] 0
< X @me > NEX B0 a &} B4

e Molecule 52: 50S ribosomal protein L33
81%
Chain O8: 35% 35% 13% 17%

R19
C36
C46

re)
3]
=)

T26
V57



Page 55 wwPDB X-ray Structure Validation Summary Report

AWZD

000000000000000000 00000000000
RO o NSO~ ©

el B SR oo Me e 2
OO SN ) B

e Molecule 52: 50S ribosomal protein L33

57%

o00000O
pr R s eI o
PSS S =
AEOmNMT

Chain Kb5: 24% 37% 22% 17%
[ N ] [ ] 00000

[ ] 00 (]
oo - - o

o < AN ™ ©

= eo= o=

e Molecule 53: 508 ribosomal protein L34

(]
858
.—1@&

c13 @
Ti4 @
E15
cie @
R28
N29
K33

. I E——
Chain PS: 1% 21% 2% °.

R12
K14

[NI)
o N
= ;@

T24
R35
w40
R41

- © © oﬁ-
< ~ hol N 3] ® M
= A X o ~ =

e Molecule 53: 50S ribosomal protein L34

o
<
=

Chain Lb: 47% 45% 6%
e B B e
e Molecule 54: 508 ribosomal protein L35

. T
Chain Q8: 37% 35% 15% 8% 5%

o -
N 0 O
2% X O <

e Molecule 54: 50S ribosomal protein L35

o) o ]
< =) el
1HI 1A.H-

V22
K29
H31
L32
N33
Q35
K36
S37
Q43
K44

Chain Mb5: 40% 35% 14% 6% 5%

o ® < mg: © ~ ) 0 — 3]
[y} D = Bl o Sd < < N wn © ©
£ T o< X ~ = (=3 [ = < =} %

L0 =0 =N om0 O ©
= — a N [SENES] re)
Eg (2} X = > H O X =]



Page 56 wwPDB X-ray Structure Validation Summary Report AWZD

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 210.70A 448.40A 616.30A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
. 153.54 — 3.10 Depositor
Resolution (4) 253.96 — 3.10 EDS
% Data completeness 99.8 (153.54-3.10) Depositor
(in resolution range) 91.1 (253.96-3.10) EDS
Rinerge 0.22 Depositor
Reym (Not available) Depositor
<I/o(I)>" 0.83 (at 3.07A) Xtriage
Refinement program PHENIX Depositor
R R 0.227 , 0.193 Depositor
7 Phfree 0.193 , 0.229 DCC
Rree test set 2000 reflections (0.19%) wwPDB-VP
Wilson B-factor (A?) 84.3 Xtriage
Anisotropy 0.119 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.28 , 81.2 EDS
L-test for twinning? <I|L| > =047, < L?> =030 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.94 EDS
Total number of atoms 299705 wwPDB-VP
Average B, all atoms (A?) 114.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.48% of the height of the origin peak. No significant pseudotranslation is detected.

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

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: 5MU,
ZN, OMG, MIA, MG, 4SU, QUO, PSU

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

. Bond lengths Bond angles

Mol | Chain | py/q7 47| >5 RMSZ 4 Z| >5

1 13 0.81 9/36199 (0.0%) 1.50 567/56498 (1.0%)

1 1G 0.81 7/36167 (0.0%) 1.49 517/56448 (0.9%)

2 12 0.39 0/1959 0.65 0/2642

2 1E 0.43 0/1959 0.67 1/2642 (0.0%)

3 22 0.47 0/1636 0.68 0/2205

3 2E 0.47 0/1629 0.63 0/2195

4 32 0.57 0/1732 0.80 1/2318 (0.0%)

1 3E 0.65 2/1732 (0.1%) 0.78 1/2318 (0.2%)

5 42 0.60 0/1171 0.78 0/1576

5 4K 0.59 0/1171 0.77 1/1576 (0.1%)

6 52 0.61 0/855 0.76 2/1154 (0.2%)

6 5E 0.57 0/855 0.72 0/1154

7 62 0.48 0/1275 0.65 0/1709

7 6E 0.47 0/1275 0.62 0/1709

8 72 0.52 0/1135 0.70 0/1527

8 7E 0.52 0/1135 0.78 1/1527 (0.1%)

9 82 0.46 0/1028 0.67 0/1379

9 S8E 0.45 0/1028 0.65 1/1379 (0.1%)

10 1A 0.43 0/814 0.66 0/1095

10 11 0.44 0/814 0.62 0/1095

11 2A 0.57 0/879 0.75 0/1187

11 21 0.57 0/879 0.74 0/1187

12 3A 0.65 0/991 0.82 0/1327

12 31 0.68 0/991 0.87 1/1327 (0.1%)

13 4A 0.40 0/943 0.62 0/1265

13 41 0.40 0/938 0.70 0/1258

14 5A 0.53 0/500 0.74 0/664

14 5l 0.56 0/500 0.77 1/664 (0.2%)

15 6A 0.61 0/744 0.72 0/992

15 61 0.59 0/744 0.78 0/992

16 TA 0.59 0/721 0.76 0/970

16 71 0.51 0/721 0.80 1/970 (0.1%)
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
17 8A 0.62 0/847 0.76 0/1131
17 8I 0.55 0/847 0.74 0/1131
18 9A 0.58 0/595 0.79 2/790 (0.3%)
18 91 0.52 0/595 0.73 1/790 (0.1%)
19 AA 0.43 0/647 0.71 0/871
19 Al 0.41 0/680 0.70 0/915
20 BA 0.57 0/764 0.80 1/1007 (0.1%)
20 BI 0.44 0/764 0.72 0/1007
21 1B 0.44 0/221 0.69 0/288
21 1F 0.43 0/221 0.65 0/288
22 2K 0.82 0/1784 1.60 34/2771 (1.2%)
22 2L 0.83 0/1686 1.53 26/2618 (1.0%)
22 3K 0.45 0/1850 1.08 5/2875 (0.2%)
22 3L 0.50 0/1851 1.15 10/2877 (0.3%)
23 4K 1.22 0/392 1.69 14/609 (2.3%)
23 AL 0.96 0/190 1.70 5/293 (1.7%)
24 14 1.10 158/70167 (0.2%) 1.83 | 2510/109541 (2.3%)
24 1H 1.18 | 231/70233 (0.3%) 1.95 | 3196,/109643 (2.9%)
25 16 0.89 0/2928 1.59 63/4568 (1.4%)
25 1J 0.85 0/2928 1.68 64 /4568 (1.4%)
26 71 0.29 0/1072 0.51 0/1447
26 79 0.29 0/1072 0.48 0/1447
27 11 0.97 2/2165 (0.1%) 1.12 8/2919 (0.3%)
27 19 0.88 1/2170 (0.0%) 1.05 8/2926 (0.3%)
28 21 0.73 0/1601 0.97 4/2160 (0.2%)
28 29 0.80 0/1601 1.01 5/2160 (0.2%)
29 31 0.86 0/1620 0.99 2/2194 (0.1%)
29 39 0.73 1/1662 (0.1%) 0.94 3/2249 (0.1%)
30 41 0.44 0/1498 0.65 0/2016
30 49 0.45 0/1498 0.67 0/2016
31 51 0.63 0/1362 0.89 1/1841 (0.1%)
31 59 0.37 0/1337 0.69 0/1809
32 61 0.56 0/1151 0.83 3/1558 (0.2%)
32 69 0.54 0/1151 0.76 1/1558 (0.1%)
33 15 0.61 0/1131 0.81 0/1525
33 58 0.67 0/1131 0.83 0/1525
34 25 0.82 0/942 0.89 1/1269 (0.1%)
34 68 0.76 0/942 0.84 0/1269
35 35 0.76 1/1161 (0.1%) 1.10 5/1544 (0.3%)
35 78 0.83 0/1161 1.19 8/1544 (0.5%)
36 45 0.71 0/1142 0.97 3/1527 (0.2%)
36 88 0.82 2/1142 (0.2%) 0.99 3/1527 (0.2%)
37 55 0.77 0/973 1.03 3/1302 (0.2%)
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
37 98 0.70 0/981 0.96 1/1312 (0.1%)
38 65 0.61 0/891 0.88 1/1187 (0.1%)
38 A8 0.62 0/891 0.88 2/1187 (0.2%)
39 75 0.76 0/1145 0.95 2/1531 (0.1%)
39 B8 0.71 0/1155 0.88 1/1542 (0.1%)
40 85 0.69 0/981 0.84 2/1306 (0.2%)
40 C8 0.78 0/981 0.84 0/1306

41 95 4.12 8/789 (1.0%) 1.45 6/1057 (0.6%)
41 D8 0.73 0/789 0.89 2/1057 (0.2%)
42 A5 0.75 0/910 0.89 1/1220 (0.1%)
42 ES8 0.79 0/910 0.93 3/1220 (0.2%)
43 B5 0.88 1/744 (0.1%) 0.85 0/1000

43 F8 0.95 1/739 (0.1%) 0.89 0/993

44 Ch 0.69 0/807 0.93 1/1076 (0.1%)
44 G8 0.90 1/804 (0.1%) 1.06 3/1073 (0.3%)
45 D5 0.47 0/1460 0.71 0/1982

45 HS8 0.45 0/1427 0.73 2/1935 (0.1%)
46 E5 0.72 0/620 0.93 0/827

46 I8 0.83 0/665 1.01 3/885 (0.3%)
47 F5 0.74 0/769 0.92 1/1022 (0.1%)
47 J8 0.78 0/769 1.09 6/1022 (0.6%)
48 G5 0.68 2/582 (0.3%) 0.89 1/771 (0.1%)
48 K8 1.01 2/560 (0.4%) 0.97 0/741

49 H5 0.61 0/473 0.81 0/635

49 L8 0.70 0/473 0.91 0/635

50 I5 0.44 0/527 0.68 0/709

50 M8 0.36 0/545 0.59 0/733

51 Jb 0.65 0/472 0.84 0/639

51 N8 0.80 0/472 0.98 2/639 (0.3%)
52 K5 0.57 0/396 0.77 0/529

52 08 0.51 0/396 0.72 0/529

53 L5 0.84 0/437 1.05 3/575 (0.5%)
53 P8 1.01 0/417 1.18 3/550 (0.5%)
54 Mb 0.97 1/502 (0.2%) 1.27 5/661 (0.8%)
54 Q8 1.08 1/488 (0.2%) 1.19 2/641 (0.3%)
All All 0.95 | 431/321962 (0.1%) | 1.56 | 7140/481589 (1.5%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.
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Mol | Chain | #Chirality outliers | #Planarity outliers
2 12 0 2
2 1E 0 1
3 22 0 1
4 3E 0 3
9 82 0 2
12 3A 0 4
14 51 0 1
19 AA 0 1
19 Al 0 3
20 BA 0 2
27 11 0 4
27 19 0 5
28 29 0 7
29 31 0 1
29 39 0 1
30 49 0 1
31 59 0 1
32 61 0 1
33 15 0 1
34 25 0 1
35 35 0 7
35 78 0 7
36 45 0 1
36 88 0 3
38 65 0 1
38 A8 0 2
39 75 0 3
39 B8 0 1
40 85 0 1
41 95 0 2
43 E8 0 1
44 Ch 0 3
44 G8 0 5
45 D5 0 3
47 F5 0 2
47 J8 0 2
48 K8 0 2
49 L8 0 1
51 Jb 0 1
52 K5 0 1
53 P8 0 2
o4 Mb 0 2
o4 Q8 0 4

Continued on next page...
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Continued from previous page...
Mol | Chain | #Chirality outliers
All All 0

#Planarity outliers
100

The worst 5 of 431 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
41 95 91 | TYR | CD1-CE1 | 59.58 2.28 1.39
41 95 91 | TYR | CD2-CE2 | 57.56 2.25 1.39
41 95 91 | TYR | CE2-CZ | 41.48 1.92 1.38
41 95 91 | TYR | CE1-CZ | 39.94 1.90 1.38
41 95 91 | TYR | CG-CD2 | 31.31 1.79 1.39

The worst 5 of 7140 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
24 1H 1332 G N3-C4-N9 | -24.58 111.25 126.00
24 1H 1332 G N3-C4-Ch 23.29 140.25 128.60
41 95 21 ARG | CD-NE-CZ | 23.04 155.86 123.60
24 1H 1899 G N3-C4-N9 | -22.45 112.53 126.00
41 95 21 ARG | NE-CZ-NH1 | 22.42 131.51 120.30

There are no chirality outliers.

5 of 100 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
2 1E 71 VAL | Peptide
4 3E 166 | LYS | Peptide
4 3E 193 | ASP | Peptide
4 3E 29 | PRO | Peptide
14 ol 13 | THR | Peptide

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 13 32337 0 16321 890 0
1 1G 32309 0 16307 834 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 12 1924 0 1975 95 0
2 1E 1924 0 1975 120 0
3 22 1612 0 1677 92 0
3 2E 1605 0 1668 72 0
4 32 1702 0 1763 112 1
4 3E 1702 0 1763 83 0
5 42 1155 0 1213 70 0
5 4E 1155 0 1213 52 0
6 o2 842 0 857 38 0
6 ok 842 0 857 43 1
7 62 1256 0 1296 41 0
7 6 1256 0 1296 95 0
8 72 1115 0 1177 50 0
8 7E 1115 0 1177 71 0
9 82 1009 0 1037 72 0
9 SE 1009 0 1037 67 0

10 1A 801 0 849 95 0
10 11 801 0 849 44 0
11 2A 864 0 881 27 0
11 21 864 0 881 39 0
12 3A 975 0 1062 39 0
12 31 975 0 1062 43 0
13 4A 933 0 992 o7 0
13 41 928 0 987 50 0
14 bA 491 0 929 36 0
14 ol 491 0 529 45 0
15 6A 733 0 771 28 0
15 61 733 0 771 36 0
16 TA 705 0 725 34 0
16 71 705 0 725 47 0
17 8A 834 0 904 44 0
17 8I 834 0 904 47 0
18 9A 590 0 662 26 0
18 91 590 0 662 20 0
19 AA 633 0 649 46 0
19 Al 665 0 686 36 0
20 BA 762 0 861 37 0
20 BI 762 0 861 o4 0
21 1B 217 0 234 17 0
21 1F 217 0 234 12 0
22 2K 1765 0 916 65 0
22 2L 1678 0 872 64 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
22 3K 1824 0 945 58 0
22 3L 1825 0 946 52 0
23 4K 348 0 175 9 0
23 4L 170 0 87 3 0
24 14 62647 0 31572 1458 0
24 1H 62707 0 31606 1603 0
25 16 2617 0 1328 87 0
25 1J 2617 0 1328 93 0
26 71 1049 0 1071 31 0
26 79 1049 0 1071 42 0
27 11 2115 0 2195 134 0
27 19 2120 0 2197 114 0
28 21 1568 0 1634 95 0
28 29 1568 0 1634 121 0
29 31 1585 0 1632 79 0
29 39 1627 0 1680 103 0
30 41 1473 0 1535 72 0
30 49 1473 0 1535 89 0
31 o1 1336 0 1418 89 0
31 29 1312 0 1384 64 0
32 61 1136 0 1223 55 0
32 69 1136 0 1223 65 0
33 15 1104 0 1180 47 0
33 o8 1104 0 1180 o1 0
34 25 932 0 996 39 0
34 68 932 0 996 32 0
35 35 1144 0 1228 81 0
35 78 1144 0 1228 90 0
36 45 1121 0 1179 71 0
36 88 1121 0 1179 84 0
37 55 959 0 1021 o4 0
37 98 967 0 1033 68 0
38 65 881 0 943 7 0
38 A8 881 0 943 49 0
39 5 1131 0 1180 86 0
39 B8 1141 0 1202 58 0
40 85 963 0 1022 o4 0
40 C8 963 0 1022 60 0
41 95 778 0 852 86 0
41 D8 778 0 852 32 0
42 A5 899 0 964 34 0
42 E8 899 0 964 40 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
43 B5 730 0 780 39 0
43 E'8 725 0 778 46 0
44 Ch 794 0 884 58 0
44 G8 791 0 880 67 0
45 D5 1428 0 1454 89 0
45 HS8 1397 0 1430 86 0
46 E5 612 0 633 39 0
46 I8 656 0 683 55 0
47 F5 762 0 848 35 0
47 J8 762 0 848 47 0
48 G5 580 0 629 29 0
48 K8 958 0 610 30 0
49 H5 468 0 018 14 0
49 L8 468 0 018 36 0
50 I5 515 0 014 43 0
50 M8 533 0 026 40 0
ol Jb 458 0 480 20 0
o1 N8 458 0 480 36 0
52 K5 389 0 404 24 0
52 08 389 0 404 27 0
53 L5 429 0 480 33 0
93 P8 409 0 454 20 0
o4 M5 495 0 267 37 0
o4 Q8 483 0 955 42 0
95 11 2 0 0 0 0
95 13 139 0 0 0 0
95 14 465 0 0 0 0
95 15 1 0 0 0 0
95 16 15 0 0 0 0
95 19 1 0 0 0 0
95 1G 148 0 0 0 0
95 1H 523 0 0 0 0
95 1J 10 0 0 0 0
95 21 2 0 0 0 0
95 25 1 0 0 0 0
95 29 4 0 0 0 0
95 2K 5 0 0 0 0
95 2L 4 0 0 0 0
95 32 1 0 0 0 0
95 39 1 0 0 0 0
95 3A 1 0 0 0 0
95 3E 1 0 0 0 0

Continued on next page...
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Symm-Clashes
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
o7 ol 1 0 0 0 0
o7 75 1 0 0 0 0
o7 78 4 0 0 2 0
o7 TA 2 0 0 0 0
o7 85 4 0 0 0 0
o7 98 1 0 0 2 0
o7 Al 3 0 0 0 0
o7 BA 1 0 0 0 0
o7 C8 2 0 0 0 0
o7 E8 1 0 0 0 0
o7 F5 1 0 0 0 0
o7 F8 2 0 0 0 0
o7 G8 2 0 0 1 0
o7 H5 2 0 0 0 0
All All 299705 0 201607 9341 1

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 20.

The worst 5 of 9341 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)
41:95:91:TYR:CD1 | 41:95:91:TYR:CG 1.79 1.67
41:95:91:TYR:CD2 | 41:95:91:TYR:CG 1.79 1.65
41:95:91:TYR:CZ | 41:95:91:TYR:CE1 1.90 1.56
41:95:91:TYR:CZ | 41:95:91:TYR:CE2 1.92 1.55
22:2K:35:QUO:N3 | 22:2K:35:QUO:C4 1.68 1.55

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

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
6:5E:15:ASP:OD1 | 4:32:27:TYR:OH|4_555| 2.04 0.16
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5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

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 12 235/256 (92%) 196 (83%) | 35 (15%) | 4 (2%)
2 1E 235/256 (92%) 199 (85%) | 32 (14%) | 4 (2%)
3 22 204,/239 (85%) 175 (86%) | 29 (14%) 0
3 2F 203/239 (85%) 185 (91%) 18 (9%) 0
4 32 206,/209 (99%) 176 (85%) | 26 (13%) | 4 (2%)
4 3E 206/209 (99%) 191 (93%) 15 (7%) 0 |
5 42 149/162 (92%) | 142 (95%) | 7 (5%) 0 100 [ 100}
5 4E 149/162 (92%) 141 (95%) 7 (5%)
6 52 99/101 (98%) 95 (96%) 4 (4%)
6 5E 99/101 (98%) 93 (94%) 6 (6%)
7 62 153/156 (98%) 145 (95%) 8 (5%)
7 6E 153/156 (98%) 142 (93%) 11 (7%)
8 72 136,/138 (99%) 127 (93%) 7 (5%)
8 7E 136,/138 (99%) 125 (92%) 11 (8%) |
9 82 125/128 (98%) 112 (90%) | 12 (10%)
9 SE 125/128 (98%) 114 (91%) 11 (9%)
10 1A 97/105 (92%) 85 (88%) 12 (12%)
10 11 97/105 (92%) 84 (87%) 13 (13%)
11 2A 114/129 (88%) 102 (90%) | 12 (10%)
11 21 114/129 (88%) 102 (90%) | 11 (10%)
12 3A 123/132 (93%) 111 (90%) | 12 (10%)
12 31 123/132 (93%) 112 (91%) 11 (9%)
13 4A 115/126 (91%) 98 (85%) 12 (10%)
13 41 114/126 (90%) 98 (86%) 16 (14%)
14 5A 58/61 (95%) 48 (83%) 10 (17%)

Continued on next page...
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
34 | 25 120/122 (98%) | 111 (92%) | 9 (8%) 0 100 ] [100]
34 68 120/122 (98%) 115 (96%) 4 (3%) 1 (1%) 59
35 35 148/150 (99%) 118 (80%) | 24 (16%) | 6 (4%) 18
35 78 148/150 (99%) 117 (79%) | 28 (19%) | 3 (2%) 35
36 45 139/141 (99%) 114 (82%) | 20 (14%) | 5 (4%) 22
36 88 139/141 (99%) 111 (80%) | 23 (16%) | 5 (4%) 22
37 55 115/118 (98%) 103 (90%) | 11 (10%) | 1 (1%) 56
37 98 116/118 (98%) 104 (90%) 10 (9%) 2 (2%) 40
38 65 109/112 (97%) 93 (85%) 14 (13%) | 2 (2%) 38
38 A8 109/112 (97%) 94 (86%) 13 (12%) | 2 (2%) 38
39 75 135/146 (92%) 113 (84%) | 19 (14%) | 3 (2%) 33
39 BS 135/146 (92%) 117 (87%) | 18 (13%) 0 |
40 85 115/118 (98%) 106 (92%) 9 (8%) 0 |
40 C8 115/118 (98%) 109 (95%) 6 (5%) 0
41 95 99/101 (98%) 82 (83%) 12 (12%) | 5 (5%)

41 DS 99/101 (98%) 89 (90%) 9 (9%) 1 (1%) 17| 53

12 | A5 111/113 (98%) | 104 (94%) | 7 (6%) 0 [100] [ 100}
42 ES 111/113 (98%) 103 (93%) 8 (%) 0
43 B5 91/96 (95%) 86 (94%) 4 (4%) 1 (1%) 16| 50

43 F8 90/96 (94%) 84 (93%) 4 (4%) 2 (2%)

44 C5 102/110 (93%) 72 (71%) 27 (26%) | 3 (3%)

44 G8 102/110 (93%) 84 (82%) 12 (12%) | 6 (6%)

45 D5 177/206 (86%) 145 (82%) | 25 (14%) | 7 (4%)

45 HS 173/206 (84%) 134 (78%) | 32 (18%) | 7 (4%)

46 | E5 75/85 (38%) 73 (97%) 2 (3%) 0 100 [100] |
46 | 18 81/85 (95%) 70 (86%) | 11 (14%) 0 100 | 100]
47 F5 95/98 (97%) 87 (92%) 7 (

47 J8 95,/98 (97%) 83 (87%) 10 (

48 G5 67/72 (93%) 56 (84%) 11 (

48 K8 64,72 (89%) 61 (95%)

49 H5 57/60 (95%) 55 (96%) 2 (4%)

WO RLDWIDE
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
49 L8 57/60 (95%) 54 (95%) 3 (5%) 0
50 I5 61/71 (86%) 33 (54%) 24 (39%) 4 (7%)
50 M8 64/71 (90%) 45 (70%) 17 (27%) 2 (3%)
51 Jb 57/60 (95%) 48 (84%) 8 (14%) 1 (2%)
51 N8 57/60 (95%) 49 (86%) 6 (10%) 2 (4%)
52 K5 43/54 (80%) 28 (65%) 15 (35%) 0
52 08 43/54 (80%) 32 (74%) 1 (26%) 0
53 L5 47/49 (96%) 47 (100%) 0 0
53 P8 45/49 (92%) 39 (87%) 4 (9%) 2 (4%)
54 M5 60/65 (92%) 1 (85%) 6 (10%) 3 (5%)
54 Q8 60/65 (92%) 51 (85%) 7 (12%) 2 (3%)
All All 11616,/12512 (93%) | 10210 (88%) | 1239 (11%) | 167 (1%)

5 of 167 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
18 91 22 VAL
27 11 240 ALA
36 88 87 LYS
43 F8 68 ARG
44 G8 53 PRO

5.3.2 Protein sidechains (1)

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 12 205/220 (93%) 165 (80%) 40 (20%) |
2 1E 205/220 (93%) 150 (73%) 55 (27%)

3 22 160/188 (85%) 123 (77%) 37 (23%)
3 2K 159/188 (85%) 135 (85%) 24 (15%)
4 32 180/181 (99%) 142 (79%) 38 (21%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
4 3E 180/181 (99%) 146 (81%) |
D 42 116/123 (94%) 89 (77%)
5 4E 116/123 (94%) 89 (77%)
6 52 90/90 (100%) 75 (83%)
6 ok 90/90 (100%) 75 (83%)
7 62 126/127 (99%) 100 (79%)
7 6E 126/127 (99%) 98 (78%)
8 72 119/119 (100%) 99 (83%)
8 7E 119/119 (100%) 97 (82%)
9 82 98/99 (99%) 77 (79%)
9 SE 98/99 (99%) 78 (80%)
10 1A 89/92 (97%) 68 (76%)
10 11 89/92 (97%) 74 (83%)
11 2A 88/99 (89%) 73 (83%)
11 21 88/99 (89%) 74 (84%)
12 3A 104/109 (95%) 89 (86%)
12 31 104/109 (95%) 87 (84%)
13 4A 94/101 (93%) 75 (80%)
13 41 94/101 (93%) 76 (81%)
14 5A 49/50 (98%) 42 (86%)
14 51 49/50 (98%) 36 (74%)
15 6A 79/80 (99%) 68 (86%)
15 61 79/80 (99%) 66 (84%)
16 TA 72/74 (97%) 58 (81%)
16 71 72/74 (97%) 53 (74%)
17 8A 95/97 (98%) 79 (83%)
17 81 95/97 (98%) 77 (81%)
18 9A 63/77 (82%) 54 (86%)
18 91 63/77 (82%) 54 (86%)
19 AA 68/80 (85%) 53 (78%)
19 Al 72/80 (90%) 59 (82%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
20 BA 76/82 (93%) 64 (84%) 12 (16%)
20 BI 76/82 (93%) 60 (79%) 16 (21%)
21 1B 20/22 (91%) 16 (80%) 4 (20%)
21 1F 20/22 (91%) 19 (95%) 1 (5%)
26 71 111/181 (61%) 103 (93%) 8 (7%)
26 79 111/181 (61%) 99 (89%) 12 (11%)
27 11 214/218 (98%) 172 (80%) 42 (20%)
27 19 214/218 (98%) 176 (82%) 38 (18%)
28 21 165/166 (99%) 130 (79%) 35 (21%)
28 29 165/166 (99%) 132 (80%) 33 (20%)
29 31 161/166 (97%) 123 (76%) 38 (24%)
29 39 165/166 (99%) 126 (76%) 39 (24%)
30 41 155/156 (99%) 128 (83%) 27 (17%)
30 49 155/156 (99%) 116 (75%) 39 (25%)
31 51 145/148 (98%) 112 (77%) 33 (23%)
31 59 142/148 (96%) 112 (79%) 30 (21%)
32 61 122/124 (98%) 97 (80%) 25 (20%)
32 69 122/124 (98%) 85 (70%) 37 (30%)
33 15 117/119 (98%) 88 (75%) 29 (25%)
33 58 117/119 (98%) 84 (72%) 33 (28%)
34 25 100/100 (100%) 82 (82%) 18 (18%)
34 68 100,/100 (100%) 85 (85%) 15 (15%)
35 35 116/116 (100%) 78 (67%) 38 (33%)
35 78 116/116 (100%) 75 (65%) 41 (35%)
36 45 111/111 (100%) 92 (83%) 19 (17%)
36 88 111/111 (100%) 88 (79%) 23 (21%)
37 55 100/101 (99%) 81 (81%) 19 (19%)
37 98 101/101 (100%) 84 (83%) 17 (17%)
38 65 87/88 (99%) 57 (66%) 30 (34%)
38 A8 87/88 (99%) 71 (82%) 16 (18%)
39 75 117/127 (92%) 89 (76%) 28 (24%)
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Mol | Chain Analysed Rotameric | Outliers
39 B8 120/127 (94%) 83 (69%)
40 85 93/94 (99%) (82%)
40 C8 93/94 (99%) (81%)
41 95 82/82 (100%) (79%)
41 D8 82/82 (100%) (70%)
42 A5 92/92 (100%) 71 (77%)
42 ES8 92/92 (100%) 68 (74%)
43 B5 74/78 (95%) 9 (80%)
43 E8 74/78 (95%) (77%)
44 Ch 85/91 (93%) 4 (75%)
44 G8 85/91 (93%) 6 (78%)
45 D5 158/179 (88%) 122 (77%)
45 HS8 154/179 (86%) 116 (75%)
46 E5 62/67 (92%) 51 (82%)
46 I8 66/67 (98%) 52 (79%)
47 F5 82/83 (99%) 62 (76%)
47 J8 82/83 (99%) 58 (71%)
48 G5 64/67 (96%) 51 (80%)
48 K8 62/67 (92%) 47 (76%)
49 H5 51/52 (98%) 42 (82%)
49 L8 51/52 (98%) 41 (80%)
50 I5 57/63 (90%) 44 (77%)
50 M8 59/63 (94%) 51 (86%)
51 Jb 51/52 (98%) 39 (76%)
51 N8 51/52 (98%) 35 (69%)
52 K5 44/52 (85%) 27 (61%)
52 08 44/52 (85%) 33 (75%)
53 L5 42 /42 (100%) 32 (76%)
53 P8 40/42 (95%) 32 (80%)
54 M5 52/55 (94%) 39 (75%)
o4 Q8 50/55 (91%) 30 (60%)

Percentiles
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Mol

Chain

Analysed

Rotameric

Outliers

Percentiles

All

All

9806,/10360 (95%)

7722 (79%)

2084 (21%)

[IGT |

5 of 2084 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
47 J8 46 LEU
5 42 24 ARG
44 Ch 89 PHE
48 K8 53 LEU
2 12 48 MET

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 21 such

sidechains are listed below:

Mol | Chain | Res | Type
50 M8 60 GLN
4 32 119 GLN
29 39 203 GLN
45 HS8 54 HIS
40 85 81 HIS
5.3.3 RNA (O
Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 13 1492/1522 (98%) 352 (23%) 26 (1%)
1 1G 1502/1522 (98%) 370 (24%) 39 (2%)
22 2K 77/85 (90%) 33 (42%) 5 (6%)
22 2L 74/85 (87%) 25 (33%) 8 (10%)
22 3K 81/85 (95%) 23 (28%) 3 (3%)
22 3L 82/85 (96%) 21 (25%) 3 (3%)
23 4K 16/30 (53%) 7 (43%) 3 (18%)
23 41, 7/30 (23%) 4 (57%) 1 (14%)
24 14 2908/2917 (99%) 685 (23%) 48 (1%)
24 1H 2911/2917 (99%) 698 (23%) 56 (1%)
25 16 121/122 (99%) 38 (31%) 0
25 1J 121/122 (99%) 34 (28%) 0
All All 9392/9522 (98%) 2290 (24%) 192 (2%)

5 of 2290 RNA backbone outliers are listed below:
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Mol | Chain | Res | Type
1 13 5 U
1 13 6 G
1 13 7 G
1 13 9 G
1 13 32 A

5 of 192 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
24 1H 2422 A
1 1G 632 A
24 14 2166 G
24 1H 2566 A
1 1G 115 G

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

28 non-standard protein/DNA /RNA residues are modelled in this entry.

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

Mol | Type | Chain | Res | Link | o Ui oS00 a7 = o
22 |OMG | 2K | 17 | 22 [182627| 579 | 6 (33%) | 22,3841 | 519 | 8 (36%)
22 | QUO | 2K | 35 2223273536 | 5.54 | 11 (40%) | 31,52,55 | 5.30 | 11 (35%)
22 | MIA | 2K | 38 | 22 [223132] 217 | 3 (13%) | 26,4447 | 381 | 9 (34%)
22 | PSU | 2K | 40 | 22 [162122] 095 | 1(6%) |203033] 3.09 | 5(25%)
22 [ 5MU | 2K | 63 | 22 [132223] 1.89 | 3(23%) | 14,3235| 1.81 | 2 (14%)
22 | PSU | 2K | 64 |5522[1621,22| 1.02 | 1(6%) |20,30,33| 3.14 | 8 (40%)
22 | 4SU | 2K 8 | 22 [132122] 358 | 2(15%) | 14,30,33 | 0.85 0
22 [OMG | 2L | 17 | 22 [182627| 564 | 6 (33%) | 223841 | 534 | 7 (31%)
22 | QUO | 2L | 35 [2223[27.3536 | 5.73 | 9(33%) | 31,5255 | 5.53 | 16 (51%)
22 | MIA | 2L | 38 | 22 [223132] 209 | 2(9%) |264447| 238 | 8 (30%)
22 | PSU | 2L | 40 | 22 [162122] 129 | 2(12%) | 20,3033 | 3.42 | 5 (25%)
22 [ 5MU | 2L | 63 | 22 [132223] 1.86 | 2(15%) | 14,3235 | 1.78 | 2 (14%)

WO RLDWIDE
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Mol | Type | Chain | Res | Link | (oo | RASE | 412> 2 | Counts | RMSE] £12]5 2
22 PSU 2L 64 22 |16,21,22 | 1.31 2 (12%) | 20,30,33 | 3.68 7 (35%)
22 4SU 2L 8 22 | 13,21,22 | 3.11 3 (23%) | 14,30,33 | 1.90 3 (21%)
22 | OMG 3K 17 22 | 18,26,27 | 5.95 6 (33%) | 22,38,41 | 5.49 7 (31%)
22 | QUO 3K 35 22 |1 27,35,36 | 5.79 9 (33%) | 31,52,55 | 5.85 3 (41%)
22 | MIA 3K 38 22 12231,32 | 222 3 (13%) | 26,44,47 | 3.03 1 (42%)
22 PSU 3K 40 22 |16,21,22 | 1.07 1 (6%) 20,30,33 | 3.35 5 (25%)
22 | bBMU 3K 63 22 | 13,22,23 | 1.80 2 (15%) | 14,32,35 | 1.90 2 (14%)
22 PSU 3K 64 22 116,21,22 | 1.09 1 (6%) 20,30,33 | 3.31 8 (40%)
22 45U 3K 8 22 | 13,21,22 | 3.23 2 (15%) | 14,30,33 | 0.97 1 ("%)
22 | OMG 3L 17 22 ] 18,26,27 | 5.88 7 (38%) | 22,38,41 | 5.20 7 (31%)
22 | QUO 3L 35 22 ] 27,35,36 | 5.66 10 (37%) | 31,52,55 | 5.29 15 (48%)
22 | MIA 3L 38 22 12231,32 | 219 3 (13%) | 26,44,47 | 3.06 11 (42%)
22 PSU 3L 40 22 116,21,22 | 1.20 1 (6%) 20,30,33 | 3.26 7 (35%)
22 | bMU 3L 63 22 | 13,2223 | 1.85 2 (15%) | 14,32,35 | 1.87 2 (14%)
22 PSU 3L 64 22 116,21,22 | 1.19 2 (12%) | 20,30,33 | 3.56 7 (35%)
22 4SU 3L 8 | 55,22 | 13,21,22 | 3.49 2 (15%) | 14,30,33 | 1.44 2 (14%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.

- means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
22 | OMG 2K 17 22 - 3/5/27/28 | 0/3/3/3
22 | QUO 2K 35 | 22,23 - 2/6/43/44 | 0/4/4/4
22 | MIA 2K 38 22 - 5/11/33/34 | 0/3/3/3
22 PSU 2K 40 22 - 0/7/25/26 | 0/2/2/2
22 | bMU 2K 63 22 - 3/3/25/26 | 0/2/2/2
22 PSU 2K 64 | 55,22 - 5/7/25/26 | 0/2/2/2
22 4SU 2K 8 22 - 0/3/25/26 | 0/2/2/2
22 | OMG 2L 17 22 - 2/5/27/28 | 0/3/3/3
22 | QUO 2L 35 | 22,23 - 0/6/43/44 | 0/4/4/4
22 | MIA 2L 38 22 - 3/11/33/34 | 0/3/3/3
22 PSU 2L 40 22 - 0/7/25/26 | 0/2/2/2
22 | bMU 2L 63 22 - 3/3/25/26 | 0/2/2/2
22 PSU 2L 64 22 - 0/7/25/26 | 0/2/2/2
22 4SU 2L 8 22 - 0/3/25/26 | 0/2/2/2

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
22 | OMG 3K 17 22 - 2/5/27/28 | 0/3/3/3
22 | QUO 3K 35 22 - 3/6/43/44 | 0/4/4/4
22 | MIA 3K 38 22 - 8/11/33/34 | 0/3/3/3
22 PSU 3K 40 22 - 0/7/25/26 | 0/2/2/2
22 | 5MU 3K 63 22 - 0/3/25/26 | 0/2/2/2
22 PSU 3K 64 22 - 0/7/25/26 | 0/2/2/2
22 4SU 3K 8 22 - 0/3/25/26 | 0/2/2/2
22 | OMG 3L 17 22 - 3/5/27/28 | 0/3/3/3
22 | QUO 3L 35 22 - 3/6/43/44 | 0/4/4/4
22 | MIA 3L 38 22 - 8/11/33/34 | 0/3/3/3
22 PSU 3L 40 22 - 0/7/25/26 | 0/2/2/2
22 | 5BMU 3L 63 22 - 0/3/25/26 | 0/2/2/2
22 PSU 3L 64 22 - 2/7/25/26 | 0/2/2/2
22 4SU 3L 8 | 55,22 - 0/3/25/26 | 0/2/2/2

The worst 5 of 104 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
22 2L 35 | QUO | C4-N3 | 22.81 1.71 1.35
22 3L 35 | QUO | C4-N3 | 22.74 1.71 1.35
22 3K 35 | QUO | C4-N3 | 22.69 1.71 1.35
22 2K 35 | QUO | C4-N3 | 21.04 1.68 1.35
22 3K 17 | OMG | C4-N3 | 16.35 1.61 1.35

The worst 5 of 189 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(?)
22 3K 35 | QUO | C6-Ch-C4 | 24.05 128.44 115.04
22 3L 35 | QUO | C6-C5-C4 | 23.56 128.16 115.04
22 2K 35 | QUO | C6-C5-C4 | 23.00 127.85 115.04
22 2L 35 | QUO | C6-Ch-C4 | 22.88 127.79 115.04
22 3K 17 | OMG | C1’-N9-C4 | 16.10 154.44 126.64

There are no chirality outliers.
5 of 55 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
22 2L 17 | OMG C4’-C5’-05’-P
22 2L 38 | MIA N1-C2-S10-C11
22 2L 38 | MIA N3-C2-S10-C11

Continued on next page...
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Mol | Chain | Res | Type Atoms
22 2L 38 | MIA | C12-C13-C14-C15
22 3K 35 | QUO | 04-C4’-C5-05’

There are no ring outliers.

22 monomers are involved in 45 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
22 2K 17 | OMG 6 0
22 2K 35 | QUO 2 0
22 2K 38 | MIA 1 0
22 2K 64 | PSU 4 0
22 2L 17 | OMG 2 0
22 2L 35 | QUO 5 0
22 2L 38 | MIA 1 0
22 2L 63 | 5MU 4 0
22 2L 64 | PSU 1 0
22 2L 8 4SU 3 0
22 3K 17 | OMG 1 0
22 3K 35 | QUO 2 0
22 3K 38 | MIA 5 0
22 3K 63 | bMU 1 0
22 3K 64 | PSU 1 0
22 3K 8 4SU 2 0
22 3L 17 | OMG 2 0
22 3L 35 | QUO 3 0
22 3L 38 | MIA 1 0
22 3L 63 | bMU 1 0
22 3L 64 | PSU 1 0
22 3L 8 4SU 1 0

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 1351 ligands modelled in this entry, 1351 are monoatomic - leaving 0 for Mogul analysis.

There are no bond length outliers.

There are no bond angle outliers.
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There are no chirality outliers.
There are no torsion outliers.

There are no ring outliers.

No monomer is involved in short contacts.

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 13 1499/1522 (98%) -0.56 63, 117, 206, 445 0
1 1G | 1503/1522 (98%) -0.53 68, 115, 190, 453 0
2 12 237/256 (92%) 0.90 127, 170, 220, 245 | 0
2 1E 237/256 (92%) 0.72 120, 163, 212,246 | 0
3 22 206,/239 (86%) 1.18 120, 147, 179, 189 | 0
3 2E 205,239 (85%) 0.50 111, 138, 196, 212 | 0
4 32 208,/209 (99%) 0.84 94, 119, 152, 172 0
4 3E 208,/209 (99%) -0.09 87, 119, 147, 176 0
5 42 151/162 (93%) 0.21 94, 113, 140, 210 0
5 AE 151/162 (93%) 0.02 87, 114, 139, 206 0
6 52 101/101 (100%) -0.22 85, 106, 127, 146 0
6 5E 101/101 (100%) 0.73 95, 122, 138, 154 0
7 62 155,156 (99%) -0.07 111, 129, 145, 152 | 0
7 6E 155,/156 (99%) 0.61 106, 137, 161, 172 | 0
8 72 138,/138 (100%) 0.32 3(2%) 62 40 | 98,117, 133, 158 0
8 7E 138,/138 (100%) 0.07 1(0%) 187 75! | 101, 121,136,150 | 0
9 82 127/128 (99%) 0.15 4(3%) 49 26 | 111,160, 187,206 | 0O
9 8E 127/128 (99%) 0.59 15 (11%) f4) 12 | 104, 155, 177, 185 | 0
10 | 1A 99/105 (94%) 1.21 23 (23%) fo]fo] | 121, 161, 193,210 | ©
10 11 99/105 (94%) 0.90 15 (15%) 12} {1 | 105, 164, 206, 215 | 0
11 | 2A 116,129 (89%) -0.05 1(0%) 184 70 | 81,110, 134, 164 0
11 21 116,129 (89%) 1.12 22 (18%) [ L] fo) | 79, 114, 153, 224 0
12 | 3A 125,/132 (94%) 0.45 8 (6%) 191 |7 86, 102, 141, 189 0
12 3l 125/132 (94%) -0.29 1 (0%) 6] 72 79, 92, 125, 247 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
13 4A 117/126 (92%) 0.09 6 (5%) 122, 164, 193, 228 0
13 41 116/126 (92%) 0.81 17 (14%) 117, 165, 186, 205 0
14 bA 60/61 (98%) 1.29 20 (33%) 131, 150, 178, 185 0
14 51 60/61 (98%) -0.07 1 (1%) 70 112, 128, 149, 170 0
15 | 6A 88/89 (98%) 0.11 o [100] [200] 84,115,134, 141 | 0
15 61 88/89 (98%) -0.11 0 I 92, 112, 133, 151 0
16 TA 84/88 (95%) 0.44 5 (5%) 94, 108, 132, 195 0
16 71 84/88 (95%) -0.43 0 | 107, 127, 154, 194 0
17 8A 100/105 (95%) 0.13 3 (3%) 50 26 91, 108, 126, 176 0
17 8I 100/105 (95%) -0.46 0§100§ 100 97, 119, 133, 142 0
18 9A 72/88 (81%) 0.45 5(6%) 117116 91, 112, 166, 208 0
18 91 72/88 (81%) 1.46 16 (22%) JOf 10 100, 121, 150, 227 0
19 AA 79/93 (84%) 1.43 26 (32%) J0J 10 144, 187, 220, 228 0
19 Al 83/93 (89%) 0.28 7(8%) 1114 142, 168, 204, 221 0
20 BA 99/106 (93%) 0.54 6 (6%) 21 19 86, 114, 153, 193 0
20 BI 99/106 (93%) -0.23 1 (1%) 1821 67 112, 138, 188, 193 0
21 1B 25/27 (92%) 0.20 1 (4%) 38 18 117, 140, 171, 190 0
21 1F 25/27 (92%) 0.37 125, 139, 170, 187 0
22 2K 75/85 (88%) -0.39 74, 113, 195, 247 0
22 2L 71/85 (83%) -0.59 73, 115, 176, 193 0
22 3K 78/85 (91%) -0.03 85, 189, 296, 344 0
22 3L 78/85 (91%) -0.80 79, 195, 286, 321 0
23 4K 16/30 (53%) -0.18 82, 126, 168, 170 0
23 AL 8/30 (26%) -0.37 93, 107, 190, 231 0
24 14 2909/2917 (99%) -0.38 39 (1%) 77 59 53, 84, 260, 407 0
24 1H 2912/2917 (99%) -0.24 32 (1%) 180 64 48, 80, 247, 440 0
25 16 122/122 (100%) -0.32 1 (0%) 85, 118, 144, 247 0
25 1J 122/122 (100%) -0.70 04100 I 100 86, 123, 143, 217 0
26 71 135/229 (58%) 3.72 103 (76%) 156, 219, 251, 258 0
26 79 135/229 (58%) 1.35 41 (30%) 152, 228, 253, 265 0
27 11 272/276 (98%) 0.06 0f100 48, 69, 90, 122 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
27 19 273 /276 (98%) -0.40 0 | 50, 73, 91, 122 0
28 21 205/206 (99%) 0.32 14 (6%) | 17 54, 94, 152, 211 0
28 29 205/206 (99%) -0.16 2 (0%) |82 67 57, 88, 164, 238 0
29 31 202/210 (96%) 0.23 6 (2%) 50 26 47, 81, 123, 148 0
29 39 208/210 (99%) 0.84 26 (12%) | 60, 98, 174, 203 0
30 41 181/182 (99%) 2.25 81 (44%) mlm 123, 154, 197, 210 0
30 49 181/182 (99%) 0.44 17 (9%) | 8 120, 146, 190, 208 0
31 51 174/180 (96%) 0.09 2 (1%) 1801 64 | 90,117, 139, 161 0
31 59 171/180 (95%) 1.55 52 (30%) fofJof | 141, 208, 248, 354 0
32 61 146,148 (98%) 1.05 22 (15%) 84, 128, 153, 169 0
32 69 146,148 (98%) -0.23 2 (1%) 75 56 81, 137, 164, 177 0
33 15 138/140 (98%) 0.21 4 (2%) 51 28 72,101, 143, 174 0
33 58 138/140 (98%) 0.36 73, 98, 154, 181 0
34 25 122/122 (100%) 0.04 64, 82, 100, 110 0
34 68 122/122 (100%) -0.18 58, 85, 103, 114 0
35 35 150,150 (100%) 0.68 61, 105, 144, 203 0
35 78 150,150 (100%) 0.33 55, 91, 117, 251 0
36 45 141/141 (100%) 0.13 67, 104, 131, 154 0
36 88 141/141 (100%) 0.36 64, 99, 134, 181 0
37 55 117/118 (99%) -0.21 62, 82, 99, 121 0
37 98 118/118 (100%) 0.01 68, 88, 107, 125 0
38 65 111/112 (99%) 0.17 93, 119, 148, 171 0
38 A8 111/112 (99%) 1.79 97, 119, 163, 218 0
39 75 137/146 (93%) -0.22 75, 91, 161, 227 0
39 BS 137/146 (93%) -0.24 84, 102, 165, 218 0
40 85 117/118 (99%) 0.08 65, 95, 135, 167 0
40 C8 117/118 (99%) 0.10 57, 83, 130, 183 0
41 95 101/101 (100%) 1.18 21 (20%) [ 1} {0 67, 124, 148, 194 0
41 D8 101/101 (100%) 0.58 7(6%) 17116 58, 106, 160, 237 0
42 A5 113/113 (100%) 0.15 2 (1%) 68 46 63, 77, 110, 206 0
42 ES 113/113 (100%) 0.14 2 (1%) 68 46 61, 77, 109, 231 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
43 B5 93,/96 (96%) 0.28 4 (4%) 35 |17 73, 86, 119, 127 0
43 F8 92/96 (95%) 0.47 6 (6%) 64, 74, 98, 112 0
44 C5 104/110 (94%) 1.56 27 (25%) 89, 130, 221, 252 0
44 G8 104/110 (94%) 0.46 7 (6%) 71, 96, 149, 186 0
45 D5 179/206 (86%) 1.68 57 (31%) 111, 160, 262, 335 0
45 HS 175/206 (84%) 1.47 52 (29%) 105, 160, 274, 301 0
46 E5 77/85 (90%) 0.15 2 (2%) 56 32 74, 89, 109, 178 0
46 I8 83/85 (97%) 0.52 5 (6%) 22 E 70, 90, 112, 158 0
47 F5 97/98 (98%) -0.19 2 (2%) 63 60, 83, 157, 204 0
47 J8 97/98 (98%) 0.82 9 (9%) {8113 57, 82, 168, 218 0
48 G5 69/72 (95%) 0.68 5(7%) | 15 I 84, 109, 145, 187 0
48 K8 66,72 (91%) 0.32 1 (1%) 73 54 63, 82, 115, 177 0
49 H5 59/60 (98%) 0.49 (5%) 28 79, 97, 156, 188 0
49 L8 59/60 (98%) 0.35 (5%) 28 [12 73, 91, 138, 151 0
50 15 63/71 (88%) 2.56 28 (44%) 161, 233, 263, 283 0
50 M8 66,71 (92%) 4.31 49 (74%) 152, 233, 267, 285 0
51 J5 59/60 (98%) 0.14 (8%) 58, 87, 207, 244 0
51 N8 59/60 (98%) 0.84 9 (15%) 52, 92, 216, 240 0
52 K5 45/54 (83%) 3.25 31 (68%) 161, 210, 253, 272 0
52 08 45/54 (83%) 6.27 44 (97%) 164, 213, 245, 256 0
53 L5 49/49 (100%) -0.30 0 f 100 56, 61, 106, 147 0
53 P8 47/49 (95%) -0.32 0 -l- 48, 54, 72, 121 0
54 M5 62/65 (95%) -0.09 0 |- 67, 77, 100, 127 0
54 Qs 62/65 (95%) -0.06 0 |- 62, 80, 108, 129 0
All | ALl | 21209/22034 (96%) 0.13 1336 (6%) 201 [ 8] | 47,108, 216, 453 0

The worst 5 of 1336 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
31 59 96 ALA 26.6
26 71 1 PRO 21.7
24 14 654(K) C 21.5
50 I5 42 PHE 18.1
24 14 654(L) G 14.6
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6.2 Non-standard residues in protein, DNA, RNA chains (i)

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

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
22 PSU 3L 64 20/21 0.67 0.15 | 180,200,211,213
22 PSU 3K 64 20/21 0.72 0.26 | 182,190,202,202
22 | 45U | 3L | 8 | 20/21 | 073 | 0.14 | 184,194,207,207
22 PSU 2L 64 20/21 0.74 0.13 | 138,148,163,166
22 | OMG 3K 17 24/25 0.75 0.18 | 194,212,234,239
22 4SU 3K 8 20/21 0.83 0.12 | 186,202,212,214
22 | OMG 2L 17 24/25 0.84 0.15 | 136,152,154,155
22 | OMG 3L 17 24/25 0.85 0.12 | 200,216,227,230
22 | PSU | 2K | 64 | 20/21 | 085 | 0.15 | 133,144,150,155
22 oMU 3L 63 21/22 0.85 0.13 | 174,186,190,192
22 oMU 3K 63 21/22 0.86 0.19 | 176,183,187,190
22 | OMG 2K 17 24/25 0.87 0.14 | 142,148,151,151
22 4SU 2K 8 20/21 0.91 0.13 | 106,112,119,121
22 PSU 3K 40 20/21 0.91 0.13 | 118,124,129,130
22 SMU 2K 63 21/22 0.91 0.12 | 135,139,149,156
22 SMU 2L 63 21/22 0.92 0.10 | 141,149,156,167
22 4SU 2L 8 20/21 0.92 0.11 | 112,122,128,139
22 | QUO 3L 35 32/33 0.93 0.15 | 105,114,128,132
22 QUO 2L 35 32/33 0.94 0.18 | 91,112,118,124
22 | QUO 3K 35 32/33 0.94 0.18 | 108,114,124,127
22 PSU 2L 40 20/21 0.94 0.15 | 89,100,105,105
22 | MIA | 3K | 38 | 20/30 | 004 | 0.8 | 114,122,132,135
22 PSU 3L 40 20/21 0.94 0.12 | 107,122,124,127
22 MIA 3L 38 29/30 0.95 0.17 | 118,123,131,133
22 | QUO 2K 35 32/33 0.95 0.18 84,96,115,117
22 | MIA | 2L | 33 | 29/30 | 095 | 0.18 | 92,101,113,119
22 PSU 2K 40 20/21 0.96 0.17 83,91,99,105
22 MIA 2K 38 29/30 0.96 0.19 82,94,106,112

[e=) Ben) Hen) Nop) Nev] Heo] Hev] Hev] Hev] Hen] Jen] Hen) Ren)] Heo)] Bes) Jes) fes) feo) Jeo) Heo] Heo] Neo] Hev] Hev] Hev] Hev) Ren) Nen)

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.
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6.4 Ligands (i)

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

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
B} MG 16 208 1/1 0.20 0.34 | 113,113,113,113
55 MG 1H 3220 1/1 0.20 0.27 92,92,92,92
55 MG 1H 3240 1/1 0.21 0.32 92,92,92,92
55 MG 1H 3301 1/1 0.24 0.37 79,79,79,79
55 MG 1H 3364 1/1 0.28 0.34 | 103,103,103,103
95 MG 1G 1685 1/1 0.30 0.26 | 116,116,116,116
95 MG 1H 3360 1/1 0.30 0.34 | 167,167,167,167
b} MG 1H 3379 1/1 0.33 0.13 | 245,245,245,245
55 MG 42 201 1/1 0.34 0.35 | 101,101,101,101
55 MG 14 3335 1/1 0.34 0.24 90,90,90,90
56 ZN G8 202 1/1 0.36 0.32 | 203,203,203,203
55 MG 13 1689 1/1 0.37 0.45 | 116,116,116,116
55 MG 14 3329 1/1 0.39 0.27 | 101,101,101,101
55 MG 13 1700 1/1 0.40 0.34 97,97,97,97
95 MG 14 3287 1/1 0.41 0.32 98,98,98,98
95 MG 14 3258 1/1 0.41 0.32 70,70,70,70
HY) MG 14 3331 1/1 0.42 0.33 | 138,138,138,138
95 MG 14 3132 1/1 0.42 0.29 | 120,120,120,120
55 MG 14 3367 1/1 0.44 0.17 72,72,72,72
55 MG 13 1656 1/1 0.44 0.25 | 120,120,120,120
55 MG 1H 3346 1/1 0.45 0.24 | 113,113,113,113
95 MG 1G 1702 1/1 0.47 0.21 95,95,95,95
95 MG 14 3159 1/1 0.47 0.38 85,85,85,85
55 MG 13 1699 1/1 0.49 0.46 | 109,109,109,109
95 MG 1H 3186 1/1 0.49 0.23 70,70,70,70
95 MG 1H 3312 1/1 0.50 0.28 81,81,81,81
B} MG 1G 1613 1/1 0.50 0.08 92,92,92,92
55 MG 1H 3396 1/1 0.51 0.25 | 104,104,104,104
55 MG 13 1684 1/1 0.51 0.30 94,94,94,94
55 MG 1H 3405 1/1 0.52 0.14 74,74,74,74
55 MG 1H 3209 1/1 0.54 0.49 99,99,99,99
55 MG 14 3301 1/1 0.54 0.40 82,82,82,82
5} MG 1G 1721 1/1 0.54 0.55 | 129,129,129,129
55 MG 14 3113 1/1 0.54 0.35 97,97,97,97
55 MG 14 3190 1/1 0.54 0.36 95,95,95,95
55 MG 14 3300 1/1 0.55 0.17 83,83,83,83
55 MG 1H 3190 1/1 0.55 0.58 | 101,101,101,101 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 1H 3407 1/1 0.55 0.37 89,89,89,89 0
55 MG 13 1621 1/1 0.55 0.27 87,87,87,87 0
55 MG 1H 3377 1/1 0.56 0.35 81,81,81,81 0
55 MG 14 3318 1/1 0.56 0.13 80,80,80,80 0
55 MG 1H 3386 1/1 0.57 0.30 66,66,66,66 0
55 MG 14 3373 1/1 0.57 0.23 98,98,98,98 0
59 MG 1H 3286 1/1 0.57 0.33 82,82,82,82 0
55 MG 13 1688 1/1 0.58 0.49 91,91,91,91 0
55 MG 1G 1669 1/1 0.58 0.25 86,86,86,86 0
55 MG 13 1706 1/1 0.58 0.44 93,93,93,93 0
5%} MG 14 3127 1/1 0.58 0.39 84,84,84,84 0
55 MG 14 3082 1/1 0.58 0.15 64,64,64,64 0
55 MG 16 204 1/1 0.58 0.19 99,99,99,99 0
55 MG 16 203 1/1 0.59 0.24 92,92,92,92 0
55 MG 1G 1691 1/1 0.60 0.27 | 132,132,132,132 0
55 MG 1H 3162 1/1 0.60 0.21 94,94,94,94 0
55 MG 3E 301 1/1 0.60 0.11 | 156,156,156,156 0
5%) MG 14 3174 1/1 0.60 0.36 | 107,107,107,107 0
55 MG 1H 3282 1/1 0.60 0.44 90,90,90,90 0
55 MG 1G 1701 1/1 0.60 0.13 93,93,93,93 0
55 MG 1G 1620 1/1 0.60 0.41 96,96,96,96 0
55 MG 4K 101 1/1 0.61 0.29 | 111,111,111,111 0
55 MG 1H 3121 1/1 0.61 0.25 98,98,98,98 0
55 MG 14 3038 1/1 0.61 0.25 86,86,86,86 0
55 MG 1G 1739 1/1 0.61 0.09 | 154,154,154,154 0
55 MG 13 1738 1/1 0.62 0.08 | 138,138,138,138 0
55 MG 1H 3518 1/1 0.62 0.17 | 135,135,135,135 0
55 MG 1H 3387 1/1 0.62 0.31 75,75,75,75 0
55 MG 1H 3398 1/1 0.63 0.17 | 106,106,106,106 0
55 MG 1H 3315 1/1 0.63 0.24 88,88,88,88 0
55 MG 16 211 1/1 0.63 0.23 98,98,98,98 0
55 MG 1H 3218 1/1 0.64 0.51 82,82,82,82 0
55 MG 14 3292 1/1 0.64 0.27 90,90,90,90 0
55 MG 1H 3511 1/1 0.64 0.07 | 119,119,119,119 0
55 MG 1G 1703 1/1 0.64 0.28 99,99,99,99 0
55 MG 1G 1718 1/1 0.64 0.34 | 118,118,118,118 0
55 MG 14 3368 1/1 0.64 0.23 76,76,76,76 0
55 MG 13 1693 1/1 0.64 0.38 | 100,100,100,100 0
55 MG 13 1610 1/1 0.64 0.33 | 115,115,115,115 0
55 MG 1H 3203 1/1 0.64 0.46 99,99,99,99 0
59 MG 1G 1726 1/1 0.64 0.44 | 124,124,124,124 0
55 MG 1G 1653 1/1 0.65 0.36 | 103,103,103,103 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
95 MG 29 303 1/1 0.65 0.15 74,74,74,74 0
55 MG 1H 3370 1/1 0.65 0.33 73,73,73,73 0
55 MG 1H 3234 1/1 0.65 0.31 88,88,88,88 0
55 MG 14 3291 1/1 0.65 0.21 82,82,82,82 0
95 MG 1H 3027 1/1 0.66 0.34 86,86,86,86 0
55 MG 1H | 3342 1/1 0.66 0.40 89,89,89,89 0
55 MG 14 3303 1/1 0.66 0.39 99,99,99,99 0
55 MG 1H 3375 1/1 0.67 0.36 85,85,85,85 0
55 MG 1H 3307 1/1 0.67 0.24 83,83,83.,83 0
b} MG 2K 104 1/1 0.67 0.47 | 101,101,101,101 0
55 MG 13 1695 1/1 0.67 0.26 90,90,90,90 0
95 MG 1G 1699 1/1 0.67 0.46 | 101,101,101,101 0
95 MG 1G 1719 1/1 0.67 0.20 | 104,104,104,104 0
55 MG 1H 3043 1/1 0.67 0.26 92,92,92,92 0
55 MG 1H | 3355 1/1 0.68 0.58 | 107,107,107,107 0
95 MG 1H 3336 1/1 0.68 0.43 83,83,83,83 0
95 MG 14 3282 1/1 0.68 0.23 87,87,87,87 0
55 MG 14 3309 1/1 0.68 0.34 84,84,84,84 0
95 MG 13 1644 1/1 0.68 0.44 | 116,116,116,116 0
55 MG 14 3128 1/1 0.69 0.43 76,76,76,76 0
55 MG 1H 3168 1/1 0.69 0.35 85,85,85,85 0
55 MG 1H 3330 1/1 0.69 0.51 90,90,90,90 0
55 MG 14 3286 1/1 0.69 0.20 | 100,100,100,100 0
55 MG 14 3255 1/1 0.69 0.36 92,92,92,92 0
55 MG 1H 3350 1/1 0.69 0.51 89,89,89,89 0
55 MG 13 1647 1/1 0.69 0.15 | 110,110,110,110 0
55 MG 14 3281 1/1 0.70 0.38 82,82,82,82 0
95 MG 14 3345 1/1 0.70 0.28 78,78,78,78 0
95 MG 14 3289 1/1 0.70 0.16 | 175,175,175,175 0
55 MG 1H 3185 1/1 0.70 0.53 91,91,91,91 0
95 MG 1G 1663 1/1 0.70 0.29 81,81,81,81 0
55 MG 13 1668 1/1 0.70 0.42 | 102,102,102,102 0
55 | MG 13 | 1608 | 1/1 0.70 | 0.32 | 101,101,101,101 | 0
55 MG 13 1712 1/1 0.70 0.35 | 123,123,123,123 0
55 MG 1H 3283 1/1 0.70 0.41 | 104,104,104,104 0
56 ZN Ch 202 1/1 0.70 0.31 | 219,219,219,219 0
95 MG 13 1635 1/1 0.71 0.31 95,95,95,95 0
55 MG 1H | 3352 1/1 0.71 0.35 97,97,97,97 0
55 MG 1H 3215 1/1 0.71 0.52 91,91,91,91 0
55 MG 1G 1639 1/1 0.71 0.46 97,97,97,97 0
55 MG 1H 3259 1/1 0.71 0.33 93,93,93.,93 0
55 MG 3L 101 1/1 0.71 0.18 | 180,180,180,180 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 14 3252 1/1 0.71 0.21 81,81,81,81 0
55 MG 1G 1638 1/1 0.71 0.43 88,88,88,88 0
%) MG 13 1611 1/1 0.71 0.26 83,83,83,83 0
55 MG 1H 3178 1/1 0.71 0.25 70T 0
55 MG 1H 3120 1/1 0.71 0.23 69,69,69,69 0
55 MG 1G 1692 1/1 0.71 0.33 | 120,120,120,120 0
55 MG 1H 3232 1/1 0.72 0.24 | 103,103,103,103 0
55 MG oE 201 1/1 0.72 0.20 | 106,106,106,106 0
55 MG 1H 3385 1/1 0.72 0.21 97,97,97,97 0
59 MG 1G 1741 1/1 0.72 0.09 | 112,112,112,112 0
55 MG 1H 3180 1/1 0.72 0.19 86,86,86,86 0
55 MG 1H 3039 1/1 0.72 0.22 68,68,68,68 0
55 MG 1G 1722 1/1 0.72 0.15 91,91,91,91 0
55 MG 14 3169 1/1 0.72 0.31 | 100,100,100,100 0
55 MG 14 3191 1/1 0.72 0.33 92,92,92,92 0
55 MG 14 3161 1/1 0.72 0.37 89,89,89,89 0
59 MG 13 1698 1/1 0.72 0.35 78,78,78,78 0
5%) MG 14 3261 1/1 0.72 0.54 | 105,105,105,105 0
55 MG 14 3154 1/1 0.72 0.33 87,87,87,87 0
59 MG 1H 3167 1/1 0.72 0.25 66,66,66,66 0
55 MG 1G 1705 1/1 0.73 0.15 96,96,96,96 0
55 MG 2L 102 1/1 0.73 0.32 | 102,102,102,102 0
55 MG 14 3269 1/1 0.73 0.20 68,68,68,68 0
55 MG 14 3312 1/1 0.73 0.35 81,81,81,81 0
55 MG 1G 1686 1/1 0.73 0.11 95,95,95,95 0
55 MG 1H 3465 1/1 0.73 0.08 87,87,87,87 0
55 MG 29 304 1/1 0.73 0.45 89,89,89,89 0
55 MG 39 301 1/1 0.73 0.17 83,83,83,83 0
55 MG 1G 1636 1/1 0.73 0.32 80,80,80,80 0
55 MG 1H 3221 1/1 0.73 0.27 | 108,108,108,108 0
55 MG 14 3311 1/1 0.74 0.27 87,87,87,87 0
55 MG 13 1737 1/1 0.74 0.07 | 111,111,111,111 0
55 MG 14 3306 1/1 0.74 0.14 74,74,74,74 0
55 MG 14 3353 1/1 0.74 0.28 84,84,84,84 0
55 MG 14 3436 1/1 0.74 0.14 | 107,107,107,107 0
55 MG 1H 3366 1/1 0.74 0.29 84,84,84,84 0
5%) MG 1H 3196 1/1 0.74 0.41 80,80,80,80 0
5%) MG 16 209 1/1 0.74 0.25 80,80,80,80 0
59 MG 14 3283 1/1 0.74 0.32 87,87,87,87 0
55 MG 1H 3231 1/1 0.74 0.53 88,88,88,88 0
55 MG 13 1643 1/1 0.74 0.51 86,86,86,86 0
55 MG 14 3263 1/1 0.74 0.13 72,72,72,72 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 13 1645 1/1 0.74 0.49 98,98,98,98 0
55 MG 52 201 1/1 0.74 0.17 84,84,84,84 0
%) MG 1H 3340 1/1 0.75 0.34 70T 0
55 MG 4A 201 1/1 0.75 0.34 | 115,115,115,115 0
55 MG 14 3277 1/1 0.75 0.31 78,78,78,78 0
55 MG 1H 3253 1/1 0.75 0.30 71,71,71,71 0
55 MG 1H 3119 1/1 0.75 0.35 70T 0
55 MG 13 1617 1/1 0.75 0.32 | 122,122/122/122 0
55 MG 14 3325 1/1 0.75 0.36 78,78,78,78 0
59 MG 1G 1683 1/1 0.75 0.31 | 103,103,103,103 0
55 MG 14 3119 1/1 0.75 0.33 70,70,70,70 0
55 MG 14 3186 1/1 0.75 0.33 | 113,113,113,113 0
55 MG 11 302 1/1 0.76 0.23 85,85,85,85 0
55 MG 14 3166 1/1 0.76 0.15 71,71,71,71 0
55 MG 1H 3193 1/1 0.76 0.39 70T 0
55 MG 1G 1679 1/1 0.76 0.30 97,97,97,97 0
59 MG 14 3354 1/1 0.76 0.31 | 134,134,134,134 0
55 MG 14 3096 1/1 0.76 0.36 94,94,94,94 0
55 MG 1G 1694 1/1 0.76 0.18 | 118,118,118,118 0
55 MG 1G 1629 1/1 0.76 0.36 86,86,86,86 0
55 MG 14 3235 1/1 0.76 0.14 63,63,63,63 0
5%) MG 14 3182 1/1 0.76 0.17 70T 0
55 MG 1G 1708 1/1 0.76 0.22 | 133,133,133,133 0
55 MG 1H 3298 1/1 0.76 0.37 87,87,87,87 0
55 MG 14 3239 1/1 0.76 0.36 87,87,87,87 0
55 MG 14 3307 1/1 0.76 0.27 89,89,89,89 0
55 MG 13 1671 1/1 0.76 0.15 70,70,70,70 0
55 MG 1H 3351 1/1 0.76 0.25 90,90,90,90 0
55 MG 14 3330 1/1 0.76 0.24 81,81,81,81 0
55 MG 1H 3394 1/1 0.76 0.16 69,69,69,69 0
55 MG 13 1711 1/1 0.76 0.62 90,90,90,90 0
55 MG 1H 3353 1/1 0.76 0.32 83,83,83,83 0
55 MG 1H 3327 1/1 0.76 0.31 63,63,63,63 0
55 MG 14 3273 1/1 0.76 0.18 87,87,87,87 0
55 MG 14 3135 1/1 0.77 0.23 64,64,64,64 0
55 MG 1H 3096 1/1 0.77 0.43 71,71,71,71 0
55 MG 14 3357 1/1 0.77 0.19 76,76,76,76 0
55 MG 13 1731 1/1 0.77 0.14 | 153,153,153,153 0
55 MG 1H 3469 1/1 0.77 0.15 | 115,115,115,115 0
55 MG 1G 1709 1/1 0.77 0.21 96,96,96,96 0
55 MG 1H 3140 1/1 0.77 0.20 52,52,52,52 0
55 MG 13 1638 1/1 0.77 0.23 85,85,85,85 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 | MG | 1G | 1740 | 1/1 0.77 | 0.05 | 140,140,140,140 | 0
55 | MG | 1G | 1688 | 1/1 0.77 | 0.23 | 102,102,102,102 | 0
55 MG 1G 1610 1/1 0.77 0.32 99,99,99,99 0
55 MG 14 3079 1/1 0.77 0.30 82,82,82,82 0
95 MG 14 3218 1/1 0.77 0.39 88,88,88,88 0
55 MG 13 1734 1/1 0.77 0.06 | 178,178,178,178 0
55 MG 13 1640 1/1 0.77 0.23 89,89,89.,89 0
55 MG 1G 1677 1/1 0.77 0.29 89,89,89,89 0
55 MG 14 3262 1/1 0.77 0.37 86,86,86,86 0
55 MG 1H | 3406 1/1 0.77 0.53 91,91,91,91 0
55 MG 1H 3265 1/1 0.77 0.17 83,83,83,83 0
55 MG 14 3336 1/1 0.77 0.20 73,73,73,73 0
55 MG 14 3314 1/1 0.78 0.28 | 105,105,105,105 0
95 MG 13 1624 1/1 0.78 0.36 | 107,107,107,107 0
55 MG 1H 3356 1/1 0.78 0.53 91,91,91,91 0
55 MG 2K 103 1/1 0.78 0.32 94,94,94,94 0
55 | MG 32 | 301 | 11 0.78 | 042 | 113,113.113,113 | 0
55 MG 1H 3105 1/1 0.78 0.36 90,90,90,90 0
55 MG 1H 3106 1/1 0.78 0.40 85,85,85,85 0
55 | MG | 13 | 1666 | 1/1 0.78 | 0.47 | 104,104,104,104 | 0
55 MG 1H | 3116 1/1 0.78 0.50 74,74,74,74 0
95 MG 13 1649 1/1 0.78 0.45 84,84,84,84 0
95 MG 14 3206 1/1 0.78 0.23 76,76,76,76 0
55 MG 14 3272 1/1 0.78 0.39 94,94,94,94 0
55 | MG 13 | 1657 | 1/1 078 | 0.31 | 74,74,74,74 0
55 MG 14 3228 1/1 0.78 0.25 84,84,84,84 0
55 MG 1H 3349 1/1 0.78 0.15 7T 0
55 MG 1H 3297 1/1 0.78 0.33 81,81,81,81 0
95 MG 1J 206 1/1 0.78 0.36 96,96,96,96 0
55 MG 14 3168 1/1 0.78 0.35 76,76,76,76 0
55 MG 1H 3294 1/1 0.78 0.54 85,85,85,85 0
95 MG 1H 3293 1/1 0.78 0.34 95,95,95,95 0
55 MG 1H | 3501 1/1 0.78 0.09 99,99,99,99 0
55 MG 1H 3152 1/1 0.78 0.48 80,80,80,80 0
95 MG 13 1709 1/1 0.78 0.27 78,78,78,78 0
55 MG 1H 3311 1/1 0.78 0.55 83,83,83,83 0
55 MG 1H 3134 1/1 0.79 0.33 65,65,65,65 0
55 MG 1H 3058 1/1 0.79 0.47 60,60,60,60 0
55 MG 1H | 3149 1/1 0.79 0.46 82,82,82,82 0
55 MG 1H 3388 1/1 0.79 0.34 74,74,74,74 0
55 | MG | 1H | 3088 | 1/1 079 | 021 | 52,52,52.52 0
55 MG 1H 3357 1/1 0.79 0.35 92,92,92,92 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 14 3175 1/1 0.79 0.39 85,85,85,85 0
5%) MG 1H 3292 1/1 0.79 0.44 82,82,82,82 0
%) MG 1H 3172 1/1 0.79 0.20 69,69,69,69 0
55 MG 13 1680 1/1 0.79 0.40 70T 0
55 MG 1H 3495 1/1 0.79 0.11 79,79,79,79 0
55 MG 14 3449 1/1 0.79 0.08 | 108,108,108,108 0
55 MG 1H 3339 1/1 0.79 0.45 91,91,91,91 0
55 MG 13 1708 1/1 0.79 0.54 | 127,127,127,127 0
55 MG 1J 210 1/1 0.79 0.12 | 144,144,144,144 0
55 MG 1H 3363 1/1 0.79 0.39 | 104,104,104,104 0
55 MG 1G 1654 1/1 0.79 0.38 91,91,91,91 0
55 MG 14 3321 1/1 0.79 0.37 89,89,89,89 0
55 MG 1H 3033 1/1 0.79 0.20 83,83,83,83 0
55 MG 14 3150 1/1 0.79 0.38 | 107,107,107,107 0
55 MG 14 3143 1/1 0.80 0.42 87,87,87,87 0
59 MG 14 3230 1/1 0.80 0.28 75,75,75,75 0
55 MG E5 101 1/1 0.80 0.39 88,88,88,88 0
55 MG 1H 3207 1/1 0.80 0.18 67,67,67,67 0
55 MG 1H 3135 1/1 0.80 0.19 72,72,72,72 0
55 MG 14 3156 1/1 0.80 0.17 75,75,75,75 0
55 MG 1H 3397 1/1 0.80 0.12 94,94,94,94 0
55 MG 1H 3076 1/1 0.80 0.23 70T 0
55 MG 14 3147 1/1 0.80 0.39 83,83,83,83 0
55 MG 1H 3146 1/1 0.80 0.23 48,48,48,48 0
55 MG 14 3349 1/1 0.80 0.20 | 100,100,100,100 0
55 MG 1G 1748 1/1 0.80 0.25 90,90,90,90 0
55 MG 1H 3216 1/1 0.80 0.48 90,90,90,90 0
5%) MG 1H 3276 1/1 0.80 0.23 88,88,88,88 0
55 MG 1H 3497 1/1 0.80 0.16 | 105,105,105,105 0
55 MG 1H 3303 1/1 0.80 0.24 63,63,63,63 0
55 MG 1G 1693 1/1 0.80 0.35 95,95,95,95 0
55 MG 1H 3523 1/1 0.80 0.10 78,78,78,78 0
55 MG 1H 3323 1/1 0.80 0.41 80,80,80,80 0
55 MG 14 3123 1/1 0.80 0.23 50,50,50,50 0
55 MG 1H 3205 1/1 0.80 0.59 | 103,103,103,103 0
55 MG 1G 1656 1/1 0.80 0.31 94,94,94,94 0
55 MG 14 3361 1/1 0.80 0.30 90,90,90,90 0
55 MG 14 3220 1/1 0.80 0.17 89,89,89,89 0
55 MG I8 101 1/1 0.80 0.32 83,83,83,83 0
55 MG 1H 3244 1/1 0.80 0.28 55,55,55,55 0
55 MG 1H 3173 1/1 0.81 0.49 90,90,90,90 0
55 MG 13 1715 1/1 0.81 0.23 70,70,70,70 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 14 3200 1/1 0.81 0.42 | 100,100,100,100 0
55 MG 1H 3159 1/1 0.81 0.34 66,66,66,66 0
55 MG 14 3219 1/1 0.81 0.20 67,67,67,67 0
55 MG 1H 3044 1/1 0.81 0.29 98,98,98,98 0
55 MG 13 1697 1/1 0.81 0.41 84,84,84,84 0
55 MG 13 1694 1/1 0.81 0.30 92,92,92,92 0
59 MG 14 3148 1/1 0.81 0.46 86,86,86,86 0
55 MG 14 3431 1/1 0.81 0.10 | 102,102,102,102 0
55 MG 1H 3325 1/1 0.81 0.39 97,97,97,97 0
55 MG 1G 1618 1/1 0.81 0.26 79,79,79,79 0
55 MG 14 3155 1/1 0.81 0.33 70T 0
55 MG 1H 3488 1/1 0.81 0.11 66,66,66,66 0
55 MG 1H 3086 1/1 0.81 0.19 59,59,59,59 0
59 MG 1H 3452 1/1 0.81 0.13 58,58,58,58 0
55 MG 1G 1738 1/1 0.81 0.10 | 140,140,140,140 0
55 MG 14 3171 1/1 0.81 0.37 86,86,86,86 0
55 MG 1H 3313 1/1 0.81 0.22 91,91,91,91 0
55 MG 14 3459 1/1 0.81 0.05 | 130,130,130,130 0
5%) MG 14 3134 1/1 0.81 0.30 80,80,80,80 0
55 MG 13 1733 1/1 0.81 0.08 | 141,141,141,141 0
55 MG 45 201 1/1 0.81 0.33 76,76,76,76 0
55 MG 1H 3457 1/1 0.81 0.07 | 102,102,102,102 0
55 MG 14 3141 1/1 0.81 0.41 85,85,85,85 0
55 MG 1H 3197 1/1 0.81 0.62 85,85,85,85 0
55 MG 1H 3333 1/1 0.82 0.34 81,81,81,81 0
5%) MG 1H 3174 1/1 0.82 0.27 89,89,89,89 0
55 MG 1H 3188 1/1 0.82 0.42 81,81,81,81 0
55 MG 14 3142 1/1 0.82 0.30 72,72,72,72 0
55 MG 14 3244 1/1 0.82 0.33 86,86,86,86 0
55 MG 14 3158 1/1 0.82 0.27 97,97,97,97 0
55 MG 14 3297 1/1 0.82 0.26 78,78,78,78 0
5%) MG 1G 1646 1/1 0.82 0.23 93,93,93,93 0
%) MG 14 3296 1/1 0.82 0.28 97,97,97,97 0
55 MG 1H 3519 1/1 0.82 0.09 | 103,103,103,103 0
55 MG 14 3236 1/1 0.82 0.44 94,94,94,94 0
55 MG 1H 3150 1/1 0.82 0.39 78,78,78,78 0
55 MG 1H 3322 1/1 0.82 0.26 92,92,92,92 0
55 MG 14 3157 1/1 0.82 0.40 80,80,80,80 0
5%) MG 1J 208 1/1 0.82 0.07 97,97,97,97 0
%) MG 1G 1725 1/1 0.82 0.20 93,93,93,93 0
59 MG 1J 204 1/1 0.82 0.23 | 101,101,101,101 0
55 MG 14 3087 1/1 0.82 0.27 65,65,65,65 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 1H 3514 1/1 0.82 0.10 | 109,109,109,109 0
55 MG 1H 3030 1/1 0.82 0.29 91,91,91,91 0
55 MG 14 3305 1/1 0.82 0.36 89,89,89.89 0
55 MG 1H 3139 1/1 0.82 0.58 69,69,69,69 0
55 MG 1H 3341 1/1 0.82 0.30 76,76,76,76 0
5%) MG 14 3034 1/1 0.82 0.31 73,73,73,73 0
59 MG 14 3308 1/1 0.83 0.20 80,80,80,80 0
55 MG 13 1660 1/1 0.83 0.38 80,80,80,80 0
55 MG 1G 1676 1/1 0.83 0.39 98,98,98,98 0
55 MG 1H 3132 1/1 0.83 0.36 76,76,76,76 0
55 MG 13 1677 1/1 0.83 0.16 83,83,83,83 0
55 MG 13 1713 1/1 0.83 0.33 | 100,100,100,100 0
55 MG 1H 3263 1/1 0.83 0.46 84,84,84,84 0
59 MG 1G 1660 1/1 0.83 0.10 87,87,87,87 0
55 MG 1H 3493 1/1 0.83 0.08 | 103,103,103,103 0
55 MG 1H 3260 1/1 0.83 0.22 70,70,70,70 0
55 MG 1H 3075 1/1 0.83 0.53 87,87,87,87 0
55 MG 1H 3103 1/1 0.83 0.41 71,71,71,71 0
55 MG 1G 1664 1/1 0.83 0.28 | 104,104,104,104 0
55 MG 1H 3118 1/1 0.83 0.37 83,83,83,83 0
55 MG 14 3323 1/1 0.83 0.25 87,87,87,87 0
55 MG Ch 201 1/1 0.83 0.26 86,86,86,86 0
55 MG 1H 3284 1/1 0.83 0.42 73,73,73,73 0
55 MG 1G 1727 1/1 0.83 0.24 | 104,104,104,104 0
55 MG 14 3317 1/1 0.83 0.36 83,83,83,83 0
5%) MG 13 1646 1/1 0.83 0.39 90,90,90,90 0
55 MG 13 1702 1/1 0.83 0.24 | 147,147,147,147 0
55 MG 14 3295 1/1 0.83 0.18 72,72,72,72 0
55 MG 13 1655 1/1 0.83 0.31 92,92,92,92 0
55 MG 1G 1624 1/1 0.83 0.33 78,78,78,78 0
55 MG 14 3302 1/1 0.83 0.26 91,91,91,91 0
55 MG 1H 3175 1/1 0.84 0.54 74,74,74,74 0
%) MG 1H 3182 1/1 0.84 0.12 70,70,70,70 0
55 MG 1H 3032 1/1 0.84 0.35 95,95,95,95 0
55 MG 1J 203 1/1 0.84 0.10 92,92,92,92 0
55 MG 1H 3520 1/1 0.84 0.06 | 103,103,103,103 0
55 MG 14 3338 1/1 0.84 0.17 78,78,78,78 0
55 MG 14 3088 1/1 0.84 0.35 70,70,70,70 0
5%) MG 1H 3200 1/1 0.84 0.29 99,99,99,99 0
%) MG 1G 1627 1/1 0.84 0.46 93,93,93,93 0
59 MG 1G 1674 1/1 0.84 0.34 | 111,111,111,111 0
55 MG 1H 3517 1/1 0.84 0.06 | 113,113,113,113 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 1G 1671 1/1 0.84 0.15 92,92,92,92 0
55 MG 1G 1689 1/1 0.84 0.26 90,90,90,90 0
55 MG 14 3298 1/1 0.84 0.32 69,69,69,69 0
55 MG 14 3103 1/1 0.84 0.25 58,58,58,58 0
55 MG 1G 1642 1/1 0.84 0.26 87,87,87,87 0
5%) MG 14 3210 1/1 0.84 0.15 68,68,68,68 0
59 MG 1H 3510 1/1 0.84 0.05 | 111,111,111,111 0
55 MG 1G 1667 1/1 0.84 0.31 | 103,103,103,103 0
55 MG 1H 3344 1/1 0.84 0.32 84,84,84,84 0
55 MG 1H 3157 1/1 0.84 0.28 79,79,79,79 0
55 MG 1H 3376 1/1 0.84 0.46 94,94,94,94 0
55 MG 1H 3482 1/1 0.84 0.10 70,70,70,70 0
55 MG 1H 3391 1/1 0.84 0.37 92,92,92,92 0
59 MG 1H 3508 1/1 0.84 0.06 | 119,119,119,119 0
55 MG 14 3324 1/1 0.84 0.36 | 101,101,101,101 0
55 MG 14 3105 1/1 0.84 0.38 72,72,72,72 0
55 MG 1H 3281 1/1 0.84 0.52 80,80,80,80 0
55 MG 1H 3268 1/1 0.84 0.39 | 100,100,100,100 0
5%) MG 13 1613 1/1 0.84 0.29 99,99,99,99 0
55 MG 14 3188 1/1 0.84 0.37 76,76,76,76 0
55 MG 13 1618 1/1 0.84 0.29 96,96,96,96 0
55 MG 14 3181 1/1 0.85 0.29 70,70,70,70 0
55 MG 1H 3124 1/1 0.85 0.33 59,59,59,59 0
55 MG 1H 3359 1/1 0.85 0.14 70T 0
55 MG 7E 201 1/1 0.85 0.33 83,83,83,83 0
5%) MG 14 3285 1/1 0.85 0.31 93,93,93,93 0
55 MG 1H 3269 1/1 0.85 0.33 82,82,82,82 0
55 MG 1G 1684 1/1 0.85 0.41 99,99,99,99 0
55 MG 14 3326 1/1 0.85 0.16 90,90,90,90 0
55 MG 14 3461 1/1 0.85 0.09 82,82,82,82 0
55 MG 14 3279 1/1 0.85 0.44 84,84,84,84 0
55 MG 13 1692 1/1 0.85 0.44 | 132,132,132,132 0
%) MG 14 3221 1/1 0.85 0.12 76,76,76,76 0
55 MG 1H 3477 1/1 0.85 0.12 74,74,74,74 0
55 MG 14 3288 1/1 0.85 0.07 | 171,171,171,171 0
55 MG 14 3360 1/1 0.85 0.19 74,74,74,74 0
55 MG 14 3121 1/1 0.85 0.20 54,54,54,54 0
55 MG 1G 1650 1/1 0.85 0.26 90,90,90,90 0
55 MG 1H 3499 1/1 0.85 0.09 | 111,111,111,111 0
%) MG 1H 3318 1/1 0.85 0.16 75,75,75,75 0
59 MG 13 1667 1/1 0.85 0.43 94,94,94,94 0
55 MG 1H 3266 1/1 0.85 0.33 | 101,101,101,101 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 1G 1632 1/1 0.85 0.30 79,79,79,79 0
55 MG 1H 3199 1/1 0.85 0.19 72,72,72,72 0
55 MG 1H 3291 1/1 0.85 0.19 68,68,68,68 0
55 MG 13 1658 1/1 0.85 0.37 | 108,108,108,108 0
55 MG 1H 3164 1/1 0.85 0.46 90,90,90,90 0
55 MG 13 1637 1/1 0.85 0.50 90,90,90,90 0
59 MG 1H 3066 1/1 0.85 0.41 70,70,70,70 0
55 MG 14 3274 1/1 0.85 0.11 69,69,69,69 0
55 MG 14 3376 1/1 0.85 0.10 66,66,66,66 0
55 MG 1H 3256 1/1 0.85 0.19 78,78,78,78 0
55 MG 1H 3213 1/1 0.85 0.24 84,84,84,84 0
55 MG 1H 3065 1/1 0.85 0.34 64,64,64,64 0
55 MG 14 3356 1/1 0.85 0.23 | 195,195,195,195 0
59 MG 14 3093 1/1 0.85 0.24 84,84,84,84 0
55 MG 1G 1672 1/1 0.85 0.28 79,79,79,79 0
55 MG 14 3185 1/1 0.85 0.34 90,90,90,90 0
55 MG 14 3163 1/1 0.85 0.23 80,80,80,80 0
55 MG 14 3036 1/1 0.85 0.29 91,91,91,91 0
55 MG 1H 3399 1/1 0.85 0.22 70T 0
55 MG 14 3304 1/1 0.85 0.45 99,99,99,99 0
55 MG 14 3106 1/1 0.85 0.44 75,75,75,75 0
55 MG 14 3420 1/1 0.85 0.07 89,89,89,89 0
55 MG 14 3343 1/1 0.86 0.30 86,86,86,86 0
55 MG 14 3265 1/1 0.86 0.38 76,76,76,76 0
55 MG 1G 1640 1/1 0.86 0.45 | 107,107,107,107 0
55 MG 13 1714 1/1 0.86 0.57 | 117,117,117,117 0
55 MG 14 3267 1/1 0.86 0.12 90,90,90,90 0
55 MG 14 3313 1/1 0.86 0.14 86,86,86,86 0
55 MG 13 1682 1/1 0.86 0.43 85,85,85,85 0
55 MG 1G 1707 1/1 0.86 0.42 90,90,90,90 0
55 MG 1H 3509 1/1 0.86 0.07 85,85,85,85 0
5%) MG 14 3293 1/1 0.86 0.15 75,75,75,75 0
%) MG 16 210 1/1 0.86 0.15 96,96,96,96 0
55 MG 1H 3300 1/1 0.86 0.30 70T 0
55 MG 13 1605 1/1 0.86 0.17 84,84,84,84 0
55 MG 13 1686 1/1 0.86 0.39 85,85,85,85 0
55 MG 1G 1658 1/1 0.86 0.14 99,99,99,99 0
55 MG 1H 3064 1/1 0.86 0.35 70,70,70,70 0
55 MG 1H 3069 1/1 0.86 0.28 51,51,51,51 0
55 MG 1G 1635 1/1 0.86 0.48 70,70,70,70 0
59 MG 13 1707 1/1 0.86 0.26 | 100,100,100,100 0
55 MG 14 3464 1/1 0.86 0.06 | 101,101,101,101 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 1H 3239 1/1 0.86 0.32 74,74,74,74 0
55 MG 1H 3181 1/1 0.86 0.33 62,62,62,62 0
55 MG 14 3140 1/1 0.86 0.38 70T 0
55 MG 1H 3369 1/1 0.86 0.14 94,94,94,94 0
55 MG 1H 3314 1/1 0.86 0.38 97,97,97,97 0
55 MG 14 3054 1/1 0.86 0.35 81,81,81,81 0
59 MG 11 301 1/1 0.86 0.21 54,54,54,54 0
55 MG 1J 209 1/1 0.86 0.09 | 128,128,128,128 0
55 MG 1H 3235 1/1 0.86 0.52 88,88,88,88 0
55 MG 14 3442 1/1 0.86 0.04 | 107,107,107,107 0
55 MG 13 1705 1/1 0.86 0.30 76,76,76,76 0
55 MG 14 3037 1/1 0.86 0.34 71,71,71,71 0
55 MG 19 301 1/1 0.86 0.21 67,67,67,67 0
59 MG 13 1661 1/1 0.86 0.42 95,95,95,95 0
55 MG 1H 3148 1/1 0.86 0.18 86,86,86,86 0
55 MG 1G 1704 1/1 0.86 0.23 | 117,117,117,117 0
55 MG 14 3310 1/1 0.86 0.49 75,75,75,75 0
55 MG 1G 1678 1/1 0.86 0.35 | 102,102,102,102 0
5%) MG 14 3280 1/1 0.86 0.24 75,75,75,75 0
55 MG 14 3378 1/1 0.86 0.14 78,78,78,78 0
55 MG 1G 1700 1/1 0.87 0.35 94,94,94,94 0
55 MG 1H 3204 1/1 0.87 0.44 83,83,83,83 0
55 MG 1H 3038 1/1 0.87 0.20 59,59,59,59 0
55 MG 2L 104 1/1 0.87 0.07 93,93,93,93 0
55 MG 1G 1720 1/1 0.87 0.31 95,95,95,95 0
5%) MG 1H 3227 1/1 0.87 0.28 76,76,76,76 0
55 MG 14 3179 1/1 0.87 0.33 88,88,88,88 0
55 MG 1H 3410 1/1 0.87 0.10 52,52,52,52 0
55 MG 13 1678 1/1 0.87 0.35 | 104,104,104,104 0
55 MG 14 3462 1/1 0.87 0.04 | 130,130,130,130 0
55 MG 1H 3329 1/1 0.87 0.40 85,85,85,85 0
5%) MG 14 3199 1/1 0.87 0.23 60,60,60,60 0
55 MG 14 3085 1/1 0.87 0.31 72,72,72,72 0
55 MG 1H 3041 1/1 0.87 0.22 63,63,63,63 0
55 MG 1G 1710 1/1 0.87 0.23 | 101,101,101,101 0
55 MG 1H 3211 1/1 0.87 0.37 79,79,79,79 0
55 MG 14 3184 1/1 0.87 0.23 71,71,71,71 0
55 MG 14 3117 1/1 0.87 0.33 93,93,93,93 0
55 MG 1H 3068 1/1 0.87 0.25 61,61,61,61 0
55 MG 1G 1652 1/1 0.87 0.33 82,82,82,82 0
59 MG 14 3271 1/1 0.87 0.20 82,82,82,82 0
55 MG 13 1607 1/1 0.87 0.34 86,86,86,86 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG I8 103 1/1 0.87 0.39 92,92,92,92 0
55 MG 14 3208 1/1 0.87 0.23 88,88,88,88 0
55 MG 1G 1609 1/1 0.87 0.37 99,99,99,99 0
55 MG 1H 3238 1/1 0.87 0.56 82,82,82,82 0
55 MG 2K 105 1/1 0.87 0.21 76,76,76,76 0
55 MG 1H 3309 1/1 0.87 0.24 85,85,85,85 0
59 MG 1H 3194 1/1 0.87 0.32 68,68,68,68 0
55 MG 1H 3374 1/1 0.87 0.31 67,67,67,67 0
55 MG 14 3268 1/1 0.87 0.38 85,85,85,85 0
55 MG 13 1614 1/1 0.87 0.24 95,95,95,95 0
55 MG 14 3438 1/1 0.87 0.08 83,83,83,83 0
55 MG 14 3126 1/1 0.87 0.32 83,83,83,83 0
55 MG 13 1710 1/1 0.88 0.13 | 103,103,103,103 0
59 MG 14 3234 1/1 0.88 0.16 51,51,51,51 0
55 MG 14 3284 1/1 0.88 0.23 95,95,95,95 0
55 MG 1H 3277 1/1 0.88 0.33 74,74,74,74 0
55 MG 1G 1673 1/1 0.88 0.22 88,88,88,88 0
55 MG 14 3342 1/1 0.88 0.45 94,94,94,94 0
5%) MG 1H 3176 1/1 0.88 0.38 73,73,73,73 0
55 MG 1H 3078 1/1 0.88 0.30 71,71,71,71 0
55 MG 1H 3177 1/1 0.88 0.21 69,69,69,69 0
55 MG 1H 3092 1/1 0.88 0.43 62,62,62,62 0
55 MG 13 1685 1/1 0.88 0.12 89,89,89.89 0
55 MG 14 3205 1/1 0.88 0.40 70,70,70,70 0
55 MG 1H 3305 1/1 0.88 0.17 | 104,104,104,104 0
55 MG 1G 1614 1/1 0.88 0.28 92,92,92,92 0
55 MG 1H 3504 1/1 0.88 0.07 80,80,80,80 0
55 MG 14 3457 1/1 0.88 0.06 | 125,125,125,125 0
55 MG 14 3100 1/1 0.88 0.21 79,79,79,79 0
55 MG 14 3362 1/1 0.88 0.29 | 111,111,111,111 0
55 MG 1H 3502 1/1 0.88 0.06 | 148,148,148,148 0
55 MG 25 201 1/1 0.88 0.08 | 111,111,111,111 0
55 MG 14 3099 1/1 0.88 0.22 67,67,67,67 0
55 MG 14 3433 1/1 0.88 0.07 87,87,87,87 0
55 MG 14 3197 1/1 0.88 0.26 81,81,81,81 0
55 MG 14 3196 1/1 0.88 0.10 60,60,60,60 0
55 MG 14 3358 1/1 0.88 0.17 85,85,85,85 0
55 MG 1H 3491 1/1 0.88 0.14 52,52,52,52 0
55 MG 1G 1655 1/1 0.88 0.33 74,74,74,74 0
55 MG 1G 1607 1/1 0.88 0.28 95,95,95,95 0
59 MG 1H 3104 1/1 0.88 0.18 85,85,85,85 0
55 MG 15 201 1/1 0.88 0.16 99,99,99,99 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 16 207 1/1 0.88 0.46 85,85,85,85 0
55 MG 13 1632 1/1 0.88 0.49 74,74,74,74 0
55 MG 1H 3170 1/1 0.88 0.42 89,89,89.89 0
55 MG 13 1615 1/1 0.88 0.37 98,98,98,98 0
55 MG 1G 1687 1/1 0.88 0.25 79,79,79,79 0
5%) MG 13 1625 1/1 0.88 0.46 95,95,95,95 0
59 MG 14 3149 1/1 0.88 0.18 66,66,66,66 0
55 MG 1H 3401 1/1 0.88 0.26 67,67,67,67 0
55 MG 1H 3258 1/1 0.88 0.50 91,91,91,91 0
55 MG 1G 1615 1/1 0.88 0.19 78,78,78,78 0
55 MG 1H 3262 1/1 0.88 0.09 71,71,71,71 0
55 MG 14 3224 1/1 0.88 0.16 | 112,112,112,112 0
55 MG 13 1652 1/1 0.88 0.30 88,88,88,88 0
59 MG 14 3260 1/1 0.88 0.31 99,99,99,99 0
55 MG 1H 3029 1/1 0.89 0.24 71,71,71,71 0
55 MG 1G 1626 1/1 0.89 0.26 | 107,107,107,107 0
55 MG 16 212 1/1 0.89 0.13 85,85,85,85 0
55 MG 1H 3037 1/1 0.89 0.33 60,60,60,60 0
55 MG 16 213 1/1 0.89 0.15 | 113,113,113,113 0
55 MG 1H 3372 1/1 0.89 0.38 94,94,94,94 0
55 MG 1G 1662 1/1 0.89 0.41 84,84,84,84 0
55 MG 1H 3390 1/1 0.89 0.36 88,88,88,88 0
55 MG 1H 3316 1/1 0.89 0.23 61,61,61,61 0
55 MG 13 1674 1/1 0.89 0.36 | 106,106,106,106 0
55 MG 1H 3154 1/1 0.89 0.45 79,79,79,79 0
5%) MG 1H 3332 1/1 0.89 0.47 87,87,87,87 0
55 MG 1H 3513 1/1 0.89 0.08 | 116,116,116,116 0
55 MG 13 1722 1/1 0.89 0.18 | 101,101,101,101 0
55 MG 14 3370 1/1 0.89 0.27 75,75,75,75 0
55 MG 1H 3008 1/1 0.89 0.30 44,4444 44 0
55 MG 14 3152 1/1 0.89 0.31 72,72,72,72 0
55 MG 14 3020 1/1 0.89 0.33 72,72,72,72 0
%) MG 1H 3184 1/1 0.89 0.47 85,85,85,85 0
55 MG 1J 202 1/1 0.89 0.45 90,90,90,90 0
55 MG 1G 1668 1/1 0.89 0.27 82,82,82,82 0
55 MG 14 3081 1/1 0.89 0.32 70,70,70,70 0
55 MG 1H 3512 1/1 0.89 0.08 | 115,115,115,115 0
55 MG 14 3455 1/1 0.89 0.11 | 108,108,108,108 0
55 MG 13 1653 1/1 0.89 0.35 | 104,104,104,104 0
55 MG 13 1701 1/1 0.89 0.33 | 100,100,100,100 0
59 MG 14 3425 1/1 0.89 0.08 96,96,96,96 0
55 MG 14 3080 1/1 0.89 0.52 81,81,81,81 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 14 3136 1/1 0.89 0.39 75,75,75,75 0
55 MG 1G 1724 1/1 0.89 0.21 99,99,99,99 0
55 MG 1H 3310 1/1 0.89 0.41 72,72,72,72 0
55 MG 1H 3381 1/1 0.89 0.61 62,62,62,62 0
55 MG 14 3187 1/1 0.89 0.41 94,94,94,94 0
55 MG 14 3350 1/1 0.89 0.29 70T 0
59 MG 1G 1651 1/1 0.89 0.39 96,96,96,96 0
55 MG 14 3144 1/1 0.89 0.47 98,98,98,98 0
55 MG 1H 3273 1/1 0.89 0.39 | 103,103,103,103 0
55 MG 14 3167 1/1 0.89 0.20 83,83,83,83 0
55 MG 14 3463 1/1 0.89 0.11 | 130,130,130,130 0
55 MG 1H 3093 1/1 0.89 0.48 82,82,82,82 0
55 MG 1H 3201 1/1 0.89 0.41 66,66,66,66 0
59 MG 1H 3131 1/1 0.89 0.33 75,75,75,75 0
55 MG 1H 3280 1/1 0.89 0.18 70,70,70,70 0
55 MG Q8 102 1/1 0.89 0.31 81,81,81,81 0
55 MG 1H 3393 1/1 0.89 0.14 62,62,62,62 0
55 MG 1H 3179 1/1 0.89 0.17 60,60,60,60 0
55 MG 13 1676 1/1 0.89 0.37 84,84,84,84 0
55 MG 13 1736 1/1 0.89 0.08 | 132,132,132,132 0
55 MG 14 3074 1/1 0.89 0.16 A7.47,47.47 0
55 MG 13 1650 1/1 0.89 0.40 88,88,88,88 0
55 MG 1H 3443 1/1 0.89 0.09 75,75,75,75 0
55 MG 1H 3212 1/1 0.89 0.22 78,78,78,78 0
55 MG 14 3241 1/1 0.89 0.30 89,89,89,89 0
5%) MG 13 1662 1/1 0.89 0.26 86,86,86,86 0
55 MG 13 1651 1/1 0.89 0.31 73,73,73,73 0
55 MG 1H 3500 1/1 0.89 0.06 65,65,65,65 0
55 MG 1H 3278 1/1 0.89 0.45 76,76,76,76 0
55 MG 14 3369 1/1 0.89 0.21 78,78,78,78 0
55 MG 14 3001 1/1 0.89 0.24 70,70,70,70 0
5%) MG 14 3019 1/1 0.89 0.34 68,68,68,68 0
%) MG I8 102 1/1 0.89 0.38 65,65,65,65 0
55 MG 1G 1723 1/1 0.89 0.24 98,98,98,98 0
55 MG 1H 3486 1/1 0.89 0.07 79,79,79,79 0
55 MG 14 3414 1/1 0.89 0.10 56,56,56,56 0
55 MG 1G 1733 1/1 0.90 0.09 93,93,93,93 0
55 MG 14 3315 1/1 0.90 0.38 85,85,85,85 0
55 MG 1H 3034 1/1 0.90 0.14 54,54,54,54 0
55 MG 1H 3165 1/1 0.90 0.40 74,74,74,74 0
59 MG 1H 3522 1/1 0.90 0.15 68,68,68,68 0
55 MG 14 3424 1/1 0.90 0.08 81,81,81,81 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 14 3333 1/1 0.90 0.15 89,89,89,89 0
55 MG 1H 3163 1/1 0.90 0.29 82,82,82,82 0
55 MG 1H 3362 1/1 0.90 0.41 | 103,103,103,103 0
55 MG 1G 1675 1/1 0.90 0.26 99,99,99,99 0
55 MG 1G 1643 1/1 0.90 0.31 | 106,106,106,106 0
55 MG 14 3439 1/1 0.90 0.07 | 101,101,101,101 0
59 MG 1G 1744 1/1 0.90 0.08 | 128,128,128,128 0
55 MG 14 3246 1/1 0.90 0.21 83,83,83,83 0
55 MG 14 3138 1/1 0.90 0.29 58,58,58,58 0
55 MG 13 1696 1/1 0.90 0.19 86,86,86,86 0
55 MG 1H 3084 1/1 0.90 0.32 62,62,62,62 0
55 MG 1H 3063 1/1 0.90 0.32 63,63,63,63 0
55 MG 98 201 1/1 0.90 0.34 89,89,89,89 0
59 MG 14 3364 1/1 0.90 0.09 68,68,68,68 0
55 MG 1G 1696 1/1 0.90 0.11 92,92,92,92 0
55 MG 14 3217 1/1 0.90 0.26 55,55,55,55 0
55 MG 1H 3272 1/1 0.90 0.31 76,76,76,76 0
55 MG 16 205 1/1 0.90 0.09 | 109,109,109,109 0
55 MG 14 3056 1/1 0.90 0.29 75,75,75,75 0
55 MG 14 3341 1/1 0.90 0.18 95,95,95,95 0
55 MG 1H 3334 1/1 0.90 0.23 | 108,108,108,108 0
55 MG 1G 1630 1/1 0.90 0.42 81,81,81,81 0
55 MG 14 3328 1/1 0.90 0.42 | 115,115,115,115 0
55 MG 14 3227 1/1 0.90 0.23 80,80,80,80 0
55 MG 13 1665 1/1 0.90 0.10 90,90,90,90 0
5%) MG 14 3290 1/1 0.90 0.33 70T 0
55 MG 14 3017 1/1 0.90 0.25 83,83,83,83 0
55 MG 1H 3304 1/1 0.90 0.36 82,82,82,82 0
55 MG 88 201 1/1 0.90 0.25 98,98,98,98 0
55 MG 1G 1633 1/1 0.90 0.48 80,80,80,80 0
55 MG 1H 3254 1/1 0.90 0.20 69,69,69,69 0
5%) MG 14 3242 1/1 0.90 0.33 86,86,86,86 0
%) MG 14 3172 1/1 0.90 0.19 85,85,85,85 0
55 MG 1H 3324 1/1 0.90 0.26 66,66,66,66 0
55 MG 14 3299 1/1 0.90 0.42 | 100,100,100,100 0
55 MG 14 3385 1/1 0.90 0.13 73,73,73,73 0
55 MG 1G 1734 1/1 0.90 0.07 81,81,81,81 0
55 MG 1H 3108 1/1 0.90 0.38 70T 0
5%) MG 14 3270 1/1 0.90 0.39 76,76,76,76 0
55 MG 1H 3335 1/1 0.90 0.41 70,70,70,70 0
59 MG 1H 3226 1/1 0.90 0.30 | 114,114,114,114 0
55 MG 14 3294 1/1 0.90 0.11 81,81,81,81 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 13 1681 1/1 0.90 0.39 | 104,104,104,104 0
55 MG 1G 1706 1/1 0.90 0.35 86,86,86,86 0
55 MG 14 3319 1/1 0.90 0.09 89,89,89.89 0
55 MG 1H 3245 1/1 0.90 0.34 86,86,86,86 0
55 MG 1H 3368 1/1 0.91 0.45 72,72,72,72 0
55 MG 1G 1670 1/1 0.91 0.32 92,92,92,92 0
59 MG 14 3327 1/1 0.91 0.43 | 110,110,110,110 0
55 MG 14 3115 1/1 0.91 0.16 58,58,58,58 0
55 MG 14 3278 1/1 0.91 0.27 84,84,84,84 0
55 MG 1H 3296 1/1 0.91 0.33 84,84,84,84 0
55 MG 14 3363 1/1 0.91 0.14 61,61,61,61 0
55 MG 1H 3285 1/1 0.91 0.09 89,89,89,89 0
55 MG 1H 3247 1/1 0.91 0.28 51,51,51,51 0
59 MG 14 3372 1/1 0.91 0.37 96,96,96,96 0
55 MG 13 1616 1/1 0.91 0.22 | 141,141,141,141 0
55 MG 13 1727 1/1 0.91 0.12 | 108,108,108,108 0
55 MG 14 3125 1/1 0.91 0.42 88,88,88,88 0
55 MG 13 1628 1/1 0.91 0.35 71,71,71,71 0
55 MG 14 3023 1/1 0.91 0.13 72,72,72,72 0
55 MG 1H 3389 1/1 0.91 0.40 | 101,101,101,101 0
55 MG 1H 3169 1/1 0.91 0.46 83,83,83,83 0
55 MG 14 3355 1/1 0.91 0.24 73,73,73,73 0
55 MG 14 3253 1/1 0.91 0.24 | 105,105,105,105 0
55 MG 14 3402 1/1 0.91 0.07 82,82,82,82 0
55 MG 14 3131 1/1 0.91 0.18 66,66,66,66 0
5%) MG 1H 3384 1/1 0.91 0.60 | 108,108,108,108 0
55 MG 14 3078 1/1 0.91 0.26 60,60,60,60 0
55 MG 1H 3255 1/1 0.91 0.21 92,92,92,92 0
55 MG 1G 1622 1/1 0.91 0.29 86,86,86,86 0
55 MG 1H 3109 1/1 0.91 0.29 76,76,76,76 0
55 MG 1H 3408 1/1 0.91 0.12 54,54,54,54 0
5%) MG 13 1704 1/1 0.91 0.20 87,87,87,87 0
55 MG 1H 3400 1/1 0.91 0.34 84,84,84,84 0
55 MG 1H 3345 1/1 0.91 0.29 67,67,67,67 0
55 MG 14 3413 1/1 0.91 0.12 70,70,70,70 0
55 MG 14 3450 1/1 0.91 0.14 | 105,105,105,105 0
55 MG 1H 3252 1/1 0.91 0.34 98,98,98,98 0
55 MG 1H 3073 1/1 0.91 0.26 70T 0
5%) MG 1H 3022 1/1 0.91 0.14 60,60,60,60 0
%) MG 14 3109 1/1 0.91 0.36 85,85,85,85 0
59 MG 14 3177 1/1 0.91 0.38 76,76,76,76 0
55 MG 1H 3361 1/1 0.91 0.22 | 155,155,155,155 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 1J 201 1/1 0.91 0.24 | 100,100,100,100 0
55 MG 1H 3141 1/1 0.91 0.24 65,65,65,65 0
55 MG 1H 3056 1/1 0.91 0.47 68,68,68,68 0
55 MG 14 3094 1/1 0.91 0.34 81,81,81,81 0
55 MG 14 3257 1/1 0.91 0.22 75,75,75,75 0
5%) MG 14 3428 1/1 0.91 0.09 69,69,69,69 0
59 MG 1H 3094 1/1 0.91 0.32 60,60,60,60 0
55 MG 1H 3049 1/1 0.91 0.33 71,71,71,71 0
55 MG 14 3212 1/1 0.91 0.14 66,66,66,66 0
55 MG 14 3320 1/1 0.91 0.40 88,88,88,88 0
55 MG 14 3409 1/1 0.91 0.07 64,64,64,64 0
55 MG 1H 3290 1/1 0.91 0.41 80,80,80,80 0
55 MG 1H 3337 1/1 0.91 0.28 94,94,94,94 0
59 MG 14 3026 1/1 0.91 0.19 78,78,78,78 0
55 MG 1G 1665 1/1 0.91 0.15 69,69,69,69 0
55 MG 14 3366 1/1 0.91 0.43 99,99,99,99 0
55 MG 1G 1659 1/1 0.91 0.20 | 107,107,107,107 0
55 MG 14 3374 1/1 0.91 0.17 52,52,52,52 0
55 MG 14 3334 1/1 0.91 0.24 84,84,84,84 0
55 MG 14 3124 1/1 0.91 0.19 56,56,56,56 0
55 MG 13 1664 1/1 0.91 0.59 93,93,93,93 0
55 MG 14 3446 1/1 0.91 0.07 87,87,87,87 0
55 MG 1H 3160 1/1 0.92 0.43 68,68,68,68 0
55 MG 1H 3236 1/1 0.92 0.47 89,89,89,89 0
55 MG 13 1603 1/1 0.92 0.20 96,96,96,96 0
5%) MG 14 3275 1/1 0.92 0.38 90,90,90,90 0
55 MG 1H 3343 1/1 0.92 0.16 90,90,90,90 0
55 MG 14 3434 1/1 0.92 0.11 98,98,98,98 0
55 MG 2L 103 1/1 0.92 0.09 | 130,130,130,130 0
55 MG 1G 1731 1/1 0.92 0.13 | 110,110,110,110 0
55 MG 1G 1745 1/1 0.92 0.15 93,93,93,93 0
5%) MG 14 3176 1/1 0.92 0.26 63,63,63,63 0
%) MG Q8 101 1/1 0.92 0.30 99,99,99,99 0
55 MG 1H 3246 1/1 0.92 0.13 48,48,48,48 0
55 MG 1H 3005 1/1 0.92 0.26 44,44,44, 44 0
55 MG 1H 3122 1/1 0.92 0.12 82,82,82,82 0
55 MG 14 3276 1/1 0.92 0.18 73,73,73,73 0
55 MG 14 3248 1/1 0.92 0.34 78,78,78,78 0
5%) MG 14 3014 1/1 0.92 0.29 84,84,84,84 0
%) MG 1H 3348 1/1 0.92 0.24 88,88,88,88 0
59 MG 13 1642 1/1 0.92 0.46 66,66,66,66 0
55 MG 1G 1698 1/1 0.92 0.26 96,96,96,96 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 1H 3288 1/1 0.92 0.25 72,72,72,72 0
55 MG 1H 3138 1/1 0.92 0.50 87,87,87,87 0
55 MG 1H 3448 1/1 0.92 0.11 63,63,63,63 0
55 MG 14 3092 1/1 0.92 0.48 70,70,70,70 0
55 MG 1G 1641 1/1 0.92 0.41 83,83,83,83 0
5%) MG 1G 1714 1/1 0.92 0.24 98,98,98,98 0
59 MG 1H 3219 1/1 0.92 0.32 72,72,72,72 0
55 MG 14 3233 1/1 0.92 0.26 67,67,67,67 0
55 MG 14 3432 1/1 0.92 0.12 | 100,100,100,100 0
55 MG 14 3225 1/1 0.92 0.21 75,75,75,75 0
55 MG 1H 3130 1/1 0.92 0.28 69,69,69,69 0
55 MG 1H 3210 1/1 0.92 0.41 79,79,79,79 0
55 MG 1G 1742 1/1 0.92 0.05 | 112,112,112,112 0
59 MG 14 3375 1/1 0.92 0.17 51,51,51,51 0
55 MG 1H 3048 1/1 0.92 0.23 58,58,58,58 0
55 MG 14 3120 1/1 0.92 0.43 54,54,54,54 0
55 MG 14 3139 1/1 0.92 0.39 69,69,69,69 0
55 MG 14 3021 1/1 0.92 0.12 63,63,63,63 0
5%) MG 1H 3257 1/1 0.92 0.43 83,83,83,83 0
55 MG 1H 3143 1/1 0.92 0.28 73,73,73,73 0
55 MG 13 1620 1/1 0.92 0.36 66,66,66,66 0
55 MG 1J 205 1/1 0.92 0.36 | 122,122/122,122 0
55 MG 1G 1712 1/1 0.92 0.17 | 109,109,109,109 0
55 MG 14 3071 1/1 0.92 0.21 62,62,62,62 0
55 MG 16 206 1/1 0.92 0.09 | 101,101,101,101 0
5%) MG 1H 3365 1/1 0.92 0.28 86,86,86,86 0
55 MG 1G 1644 1/1 0.92 0.25 | 115,115,115,115 0
55 MG 13 1721 1/1 0.92 0.11 88,88,88,88 0
55 MG 1H 3189 1/1 0.92 0.12 83,83,83,83 0
55 MG 13 1726 1/1 0.92 0.13 89,89,89,89 0
55 MG 1H 3373 1/1 0.92 0.47 79,79,79,79 0
55 MG 14 3160 1/1 0.92 0.21 74,74,74,74 0
55 MG 1H 3156 1/1 0.92 0.31 72,72,72,72 0
55 MG 1G 1608 1/1 0.92 0.23 85,85,85,85 0
55 MG 1H 3515 1/1 0.92 0.07 | 106,106,106,106 0
55 MG 1G 1746 1/1 0.92 0.13 | 134,134,134,134 0
55 MG 14 3352 1/1 0.92 0.45 93,93,93,93 0
55 MG 1H 3476 1/1 0.92 0.15 59,59,59,59 0
5%) MG 14 3226 1/1 0.92 0.12 55,55,55,55 0
%) MG 1H 3224 1/1 0.92 0.50 83,83,83,83 0
59 MG 14 3437 1/1 0.92 0.06 85,85,85,85 0
55 MG 1H 3046 1/1 0.92 0.34 71,71,71,71 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 14 3453 1/1 0.92 0.07 76,76,76,76 0
55 MG 14 3254 1/1 0.92 0.37 85,85,85,85 0
55 MG 1H 3117 1/1 0.92 0.35 75,75,75,75 0
55 MG 14 3346 1/1 0.92 0.29 84,84,84,84 0
55 MG 14 3401 1/1 0.92 0.06 82,82,82,82 0
5%) MG 1H 3183 1/1 0.92 0.31 63,63,63,63 0
59 MG 14 3178 1/1 0.92 0.27 81,81,81,81 0
55 MG 14 3337 1/1 0.92 0.25 | 105,105,105,105 0
55 MG 14 3222 1/1 0.92 0.28 79,79,79,79 0
55 MG 13 1663 1/1 0.92 0.29 | 105,105,105,105 0
55 MG 21 301 1/1 0.92 0.31 58,58,58,58 0
55 MG 14 3322 1/1 0.92 0.09 70,70,70,70 0
55 MG 1H 3338 1/1 0.92 0.10 78,78,78,78 0
59 MG 1H 3434 1/1 0.92 0.11 60,60,60,60 0
55 MG 13 1633 1/1 0.92 0.31 79,79,79,79 0
55 MG 1H 3208 1/1 0.92 0.45 69,69,69,69 0
55 MG 1H 3358 1/1 0.92 0.12 98,98,98,98 0
55 MG 13 1673 1/1 0.92 0.26 | 109,109,109,109 0
5%) MG 1H 3449 1/1 0.92 0.22 94,94,94,94 0
55 MG 1H 3347 1/1 0.93 0.32 72,72,72,72 0
55 MG 14 3213 1/1 0.93 0.32 68,68,68,68 0
55 MG 1H 3230 1/1 0.93 0.40 71,71,71,71 0
55 MG 13 1687 1/1 0.93 0.25 70T 0
55 MG 13 1690 1/1 0.93 0.13 | 118,118,118,118 0
55 MG 14 3443 1/1 0.93 0.05 | 103,103,103,103 0
55 MG 59 201 1/1 0.93 0.26 68,68,68,68 0
55 MG 14 3042 1/1 0.93 0.29 67,67,67,67 0
55 MG 14 3214 1/1 0.93 0.24 66,66,66,66 0
55 MG 1H 3153 1/1 0.93 0.38 86,86,86,86 0
55 MG 14 3441 1/1 0.93 0.09 86,86,86,86 0
55 MG 1H 3326 1/1 0.93 0.11 78,78,78,78 0
5%) MG 14 3421 1/1 0.93 0.05 82,82,82,82 0
55 MG 1H 3506 1/1 0.93 0.09 | 110,110,110,110 0
55 MG 1H 3414 1/1 0.93 0.15 59,59,59,59 0
55 MG 14 3351 1/1 0.93 0.24 87,87,87,87 0
55 MG 14 3089 1/1 0.93 0.39 71,71,71,71 0
55 MG 14 3430 1/1 0.93 0.10 67,67,67,67 0
55 MG 1H 3431 1/1 0.93 0.14 70,70,70,70 0
55 MG 1G 1737 1/1 0.93 0.07 | 114,114,114,114 0
55 MG 14 3051 1/1 0.93 0.27 62,62,62,62 0
59 MG 1H 3302 1/1 0.93 0.66 74,74,74,74 0
55 MG 14 3173 1/1 0.93 0.30 70,70,70,70 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 1G 1648 1/1 0.93 0.25 89,89,89,89 0
55 MG 1H 3438 1/1 0.93 0.09 60,60,60,60 0
55 MG 13 1604 1/1 0.93 0.10 86,86,86,86 0
55 MG 1H 3271 1/1 0.93 0.09 90,90,90,90 0
55 MG 14 3195 1/1 0.93 0.25 65,65,65,65 0
55 MG 14 3365 1/1 0.93 0.19 78,78,78,78 0
59 MG 21 302 1/1 0.93 0.22 68,68,68,68 0
55 MG 1H 3320 1/1 0.93 0.61 | 109,109,109,109 0
55 MG 14 3256 1/1 0.93 0.35 67,67,67,67 0
55 MG 14 3129 1/1 0.93 0.39 70,70,70,70 0
55 MG 13 1634 1/1 0.93 0.35 73,73,73,73 0
55 MG 14 3130 1/1 0.93 0.20 72,72,72,72 0
55 MG 14 3162 1/1 0.93 0.42 71,71,71,71 0
59 MG 1H 3233 1/1 0.93 0.16 72,72,72,72 0
55 MG 1H 3250 1/1 0.93 0.09 73,73,73,73 0
55 MG 1H 3243 1/1 0.93 0.17 52,52,52,52 0
55 MG 1G 1645 1/1 0.93 0.12 79,79,79,79 0
55 MG 14 3394 1/1 0.93 0.06 89,89,89,89 0
55 MG 14 3059 1/1 0.93 0.30 60,60,60,60 0
55 MG 13 1672 1/1 0.93 0.23 | 119,119,119,119 0
55 MG 1H 3114 1/1 0.93 0.08 56,56,56,56 0
55 MG 13 1703 1/1 0.93 0.62 | 147,147,147,147 0
55 MG 1H 3110 1/1 0.93 0.24 47474747 0
55 MG 14 3456 1/1 0.93 0.06 | 102,102,102,102 0
55 MG 1H 3306 1/1 0.93 0.15 83,83,83,83 0
5%) MG 14 3211 1/1 0.93 0.30 70T 0
55 MG 14 3151 1/1 0.93 0.48 78,78,78,78 0
55 MG 14 3359 1/1 0.93 0.10 89,89,89,89 0
55 MG 1G 1604 1/1 0.93 0.15 78,78,78,78 0
55 MG 13 1623 1/1 0.93 0.21 | 107,107,107,107 0
55 MG 1H 3229 1/1 0.93 0.12 54,54,54,54 0
5%) MG 1H 3042 1/1 0.93 0.12 95,95,95,95 0
%) MG 1H 3195 1/1 0.93 0.19 79,79,79,79 0
55 MG 1G 1680 1/1 0.93 0.39 88,88,88,88 0
55 MG 13 1622 1/1 0.93 0.42 74,74,74,74 0
55 MG 1H 3442 1/1 0.93 0.16 43,43,43,43 0
55 MG 1G 1605 1/1 0.93 0.21 92,92,92,92 0
55 MG 1H 3144 1/1 0.93 0.40 69,69,69,69 0
55 MG 14 3069 1/1 0.93 0.43 96,96,96,96 0
55 MG 1G 1617 1/1 0.93 0.38 71,71,71,71 0
59 MG 14 3435 1/1 0.93 0.07 95,95,95,95 0
55 MG 14 3198 1/1 0.93 0.23 70,70,70,70 0

Continued on next page...



Page 106

wwPDB X-ray Structure Validation Summary Report

A4WZD

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 31 201 1/1 0.93 0.20 80,80,80,80 0
55 MG 14 3416 1/1 0.93 0.12 52,52,52,52 0
55 MG 13 1691 1/1 0.93 0.49 83,83,83,83 0
55 MG 13 1732 1/1 0.93 0.13 | 128,128,128,128 0
55 MG 1G 1690 1/1 0.93 0.32 98,98,98,98 0
5%) MG 1H 3060 1/1 0.94 0.26 80,80,80,80 0
59 MG 1H 3087 1/1 0.94 0.22 49,49,49,49 0
55 MG 1H 3127 1/1 0.94 0.41 60,60,60,60 0
55 MG 1H 3416 1/1 0.94 0.17 71,71,71,71 0
55 MG 14 3238 1/1 0.94 0.41 81,81,81,81 0
55 MG 1G 1637 1/1 0.94 0.35 71,71,71,71 0
55 MG 1H 3059 1/1 0.94 0.26 83,83,83,83 0
55 MG 1H 3380 1/1 0.94 0.45 88,88,88,88 0
59 MG 14 3266 1/1 0.94 0.43 88,88,88,88 0
55 MG 1H 3371 1/1 0.94 0.16 62,62,62,62 0
55 MG 14 3170 1/1 0.94 0.19 79,79,79,79 0
55 MG 1G 1695 1/1 0.94 0.10 86,86,86,86 0
55 MG 14 3018 1/1 0.94 0.08 64,64,64,64 0
5%) MG 1H 3427 1/1 0.94 0.08 | 107,107,107,107 0
55 MG 14 3083 1/1 0.94 0.41 68,68,68,68 0
55 MG 14 3426 1/1 0.94 0.07 91,91,91,91 0
55 MG 1H 3016 1/1 0.94 0.29 56,56,56,56 0
55 MG 1H 3102 1/1 0.94 0.33 49,49,49.,49 0
55 MG 14 3045 1/1 0.94 0.22 41,41,41,41 0
55 MG 1H 3331 1/1 0.94 0.23 84,84,84,84 0
5%) MG 14 3145 1/1 0.94 0.28 78,78,78,78 0
55 MG 1G 1717 1/1 0.94 0.16 | 107,107,107,107 0
55 MG 1H 3490 1/1 0.94 0.06 89,89,89,89 0
55 MG 1H 3067 1/1 0.94 0.18 47474747 0
55 MG 1H 3248 1/1 0.94 0.33 61,61,61,61 0
55 MG 1H 3402 1/1 0.94 0.17 70T 0
55 MG 14 3029 1/1 0.94 0.33 51,51,51,51 0
%) MG 1H 3079 1/1 0.94 0.38 66,66,66,66 0
55 MG 1H 3100 1/1 0.94 0.43 61,61,61,61 0
55 MG 14 3066 1/1 0.94 0.17 63,63,63,63 0
55 MG 14 3075 1/1 0.94 0.27 52,52,52,52 0
55 MG 14 3231 1/1 0.94 0.28 76,76,76,76 0
55 MG 13 1639 1/1 0.94 0.29 66,66,66,66 0
5%) MG 13 1629 1/1 0.94 0.35 60,60,60,60 0
%) MG 14 3396 1/1 0.94 0.11 67,67,67,67 0
59 MG 1H 3378 1/1 0.94 0.09 91,91,91,91 0
55 MG 13 1717 1/1 0.94 0.12 66,66,66,66 0

Continued on next page...



Page 107

wwPDB X-ray Structure Validation Summary Report

A4WZD

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 14 3400 1/1 0.94 0.13 65,65,65,65 0
55 MG 1H 3080 1/1 0.94 0.26 62,62,62,62 0
55 MG 1H 3126 1/1 0.94 0.42 61,61,61,61 0
55 MG 14 3451 1/1 0.94 0.13 74,74,74,74 0
55 MG 16 215 1/1 0.94 0.09 93,93,93,93 0
5%) MG 1G 1729 1/1 0.94 0.05 93,93,93,93 0
59 MG 14 3458 1/1 0.94 0.10 | 108,108,108,108 0
55 MG 13 1679 1/1 0.94 0.34 80,80,80,80 0
55 MG 1H 3478 1/1 0.94 0.08 82,82,82,82 0
55 MG 14 3249 1/1 0.94 0.24 87,87,87,87 0
55 MG 1H 3429 1/1 0.94 0.11 71,71,71,71 0
55 MG 1G 1611 1/1 0.94 0.15 | 132,132,132,132 0
55 MG 14 3332 1/1 0.94 0.27 83,83,83,83 0
59 MG 14 3030 1/1 0.94 0.32 60,60,60,60 0
55 MG 1H 3484 1/1 0.94 0.06 | 118,118,118,118 0
55 MG 1H 3223 1/1 0.94 0.34 97,97,97,97 0
55 MG Fb5 101 1/1 0.94 0.33 70T 0
55 MG 1H 3145 1/1 0.94 0.26 46,46,46,46 0
5%) MG 14 3090 1/1 0.94 0.37 70,70,70,70 0
55 MG 13 1735 1/1 0.94 0.04 | 106,106,106,106 0
55 MG 14 3460 1/1 0.94 0.06 | 112,112,112,112 0
55 MG 1G 1697 1/1 0.94 0.41 85,85,85,85 0
55 MG 1H 3437 1/1 0.94 0.12 66,66,66,66 0
55 MG 14 3153 1/1 0.94 0.44 82,82,82,82 0
55 MG 14 3052 1/1 0.94 0.37 65,65,65,65 0
55 MG 13 1720 1/1 0.94 0.09 | 129,129,129,129 0
55 MG 1H 3461 1/1 0.94 0.12 54,54,54,54 0
55 MG 1H 3392 1/1 0.94 0.29 73,73,73,73 0
55 MG 1H 3090 1/1 0.94 0.26 47474747 0
55 MG 1H 3107 1/1 0.94 0.46 81,81,81,81 0
55 MG 1H 3035 1/1 0.94 0.26 75,75,75,75 0
5%) MG 1H 3001 1/1 0.94 0.40 50,50,50,50 0
%) MG 1H 3496 1/1 0.94 0.11 78,78,78,78 0
55 MG 1H 3136 1/1 0.94 0.56 85,85,85,85 0
55 MG 1H 3354 1/1 0.94 0.43 88,88,88,88 0
55 MG 1H 3483 1/1 0.94 0.05 84,84,84,84 0
55 MG 13 1641 1/1 0.94 0.29 67,67,67,67 0
55 MG 1H 3115 1/1 0.94 0.27 51,51,51,51 0
55 MG 1G 1735 1/1 0.94 0.08 96,96,96,96 0
%) MG 1G 1649 1/1 0.94 0.37 93,93,93,93 0
59 MG 13 1669 1/1 0.94 0.46 70T 0
55 MG 14 3039 1/1 0.94 0.15 67,67,67,67 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 14 3180 1/1 0.95 0.41 82,82,82,82 0
55 MG 13 1612 1/1 0.95 0.32 | 102,102,102,102 0
55 MG 1H 3466 1/1 0.95 0.15 59,59,59,59 0
55 MG 14 3348 1/1 0.95 0.18 65,65,65,65 0
55 MG 1G 1661 1/1 0.95 0.38 76,76,76,76 0
5%) MG 1H 3472 1/1 0.95 0.07 82,82,82,82 0
59 MG 1G 1711 1/1 0.95 0.30 73,73,73,73 0
55 MG 1H 3007 1/1 0.95 0.33 62,62,62,62 0
55 MG 16 202 1/1 0.95 0.26 84,84,84,84 0
55 MG 14 3033 1/1 0.95 0.30 71,71,71,71 0
55 MG 1H 3460 1/1 0.95 0.06 87,87,87,87 0
55 MG 1H 3409 1/1 0.95 0.12 62,62,62,62 0
55 MG 1H 3054 1/1 0.95 0.39 51,51,51,51 0
59 MG 1H 3428 1/1 0.95 0.10 74,74,74,74 0
55 MG 1G 1657 1/1 0.95 0.29 87,87,87,87 0
55 MG 13 1718 1/1 0.95 0.12 85,85,85,85 0
55 MG 14 3247 1/1 0.95 0.07 79,79,79,79 0
55 MG 14 3204 1/1 0.95 0.36 70,70,70,70 0
5%) MG 1H 3155 1/1 0.95 0.28 38,38,38,38 0
55 MG 1H 3321 1/1 0.95 0.48 79,79,79,79 0
55 MG 14 3041 1/1 0.95 0.32 58,58,58,58 0
55 MG 1H 3471 1/1 0.95 0.08 71,71,71,71 0
55 MG 1H 3055 1/1 0.95 0.47 70T 0
55 MG 14 3118 1/1 0.95 0.22 84,84,84,84 0
55 MG 1H 3057 1/1 0.95 0.26 84,84,84,84 0
55 MG 1G 1612 1/1 0.95 0.06 84,84,84,84 0
55 MG 13 1659 1/1 0.95 0.33 | 102,102,102,102 0
55 MG 14 3229 1/1 0.95 0.21 64,64,64,64 0
55 MG 1H 3459 1/1 0.95 0.08 75,75,75,75 0
55 MG 1H 3287 1/1 0.95 0.38 78,78,78,78 0
55 MG 1H 3267 1/1 0.95 0.27 57,57,57,57 0
55 MG 14 3371 1/1 0.95 0.24 84,84,84,84 0
%) MG 1H 3028 1/1 0.95 0.17 53,53,53,53 0
55 MG 14 3245 1/1 0.95 0.40 64,64,64,64 0
55 MG 14 3070 1/1 0.95 0.34 66,66,66,66 0
55 MG 1G 1681 1/1 0.95 0.36 88,88,88,88 0
55 MG 14 3146 1/1 0.95 0.39 64,64,64,64 0
55 MG 14 3044 1/1 0.95 0.16 43,43,43,43 0
5%) MG 14 3061 1/1 0.95 0.32 70,70,70,70 0
55 MG 1H 3439 1/1 0.95 0.09 92,92,92,92 0
59 MG 1G 1747 1/1 0.95 0.26 86,86,86,86 0
55 MG 1H 3251 1/1 0.95 0.32 56,56,56,56 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 2K 101 1/1 0.95 0.25 | 118,118,118,118 0
55 MG 1H 3098 1/1 0.95 0.21 42,42.42 42 0
55 MG 13 1654 1/1 0.95 0.39 72,72,72,72 0
55 MG 14 3380 1/1 0.95 0.12 79,79,79,79 0
55 MG 1G 1621 1/1 0.95 0.20 91,91,91,91 0
5%) MG 1H 3112 1/1 0.95 0.47 73,73,73,73 0
59 MG 1G 1603 1/1 0.95 0.35 76,76,76,76 0
55 MG 1G 1619 1/1 0.95 0.34 73,73,73,73 0
55 MG 14 3454 1/1 0.95 0.14 | 106,106,106,106 0
55 MG 1H 3077 1/1 0.95 0.28 59,59,59,59 0
55 MG 14 3046 1/1 0.95 0.27 75,75,75,75 0
55 MG 1H 3125 1/1 0.95 0.36 73,73,73,73 0
56 ZN 5A 101 1/1 0.95 0.11 | 133,133,133,133 0
59 MG 14 3028 1/1 0.95 0.25 70T 0
55 MG 16 201 1/1 0.95 0.15 | 110,110,110,110 0
55 MG 13 1724 1/1 0.95 0.14 | 107,107,107,107 0
55 MG 14 3133 1/1 0.95 0.35 71,71,71,71 0
55 MG 1H 3289 1/1 0.95 0.16 78,78,78,78 0
5%) MG 14 3137 1/1 0.95 0.30 69,69,69,69 0
55 MG 1H 3475 1/1 0.95 0.09 70,70,70,70 0
55 MG 13 1670 1/1 0.95 0.11 | 106,106,106,106 0
55 MG 14 3110 1/1 0.95 0.34 63,63,63,63 0
55 MG 14 3192 1/1 0.95 0.09 56,56,56,56 0
55 MG 14 3091 1/1 0.95 0.35 81,81,81,81 0
55 MG 14 3395 1/1 0.95 0.11 65,65,65,65 0
55 MG 14 3165 1/1 0.95 0.18 74,74,74,74 0
55 MG 1H 3425 1/1 0.95 0.13 61,61,61,61 0
55 MG 13 1601 1/1 0.95 0.21 | 103,103,103,103 0
55 MG 1H 3383 1/1 0.95 0.12 60,60,60,60 0
55 MG 14 3068 1/1 0.95 0.33 66,66,66,66 0
55 MG 14 3429 1/1 0.95 0.10 70T 0
5%) MG 14 3108 1/1 0.95 0.36 85,85,85,85 0
%) MG 1H 3404 1/1 0.95 0.30 80,80,80,80 0
55 MG 14 3025 1/1 0.95 0.35 86,86,86,86 0
55 MG 1H 3274 1/1 0.95 0.44 71,71,71,71 0
55 MG 1H 3129 1/1 0.95 0.14 63,63,63,63 0
55 MG 14 3264 1/1 0.95 0.28 84,84,84,84 0
55 MG 1H 3395 1/1 0.95 0.41 76,76,76,76 0
5%) MG 2L 101 1/1 0.95 0.21 70T 0
55 MG 1H 3006 1/1 0.95 0.27 67,67,67,67 0
59 MG 14 3101 1/1 0.95 0.24 65,65,65,65 0
55 MG 14 3379 1/1 0.95 0.11 53,53,53,53 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 14 3098 1/1 0.95 0.33 46,46,46,46 0
56 ZN 32 302 1/1 0.95 0.33 | 111,111,111,111 0
55 MG 14 3215 1/1 0.95 0.28 76,76,76,76 0
55 MG 13 1627 1/1 0.95 0.48 65,65,65,65 0
55 MG 1H 3202 1/1 0.95 0.13 94,94,94,94 0
55 MG 1H 3433 1/1 0.96 0.12 54,54,54,54 0
59 MG 14 3383 1/1 0.96 0.08 81,81,81,81 0
55 MG 13 1675 1/1 0.96 0.42 85,85,85,85 0
55 MG 1H 3494 1/1 0.96 0.10 81,81,81,81 0
55 MG 1H 3435 1/1 0.96 0.12 76,76,76,76 0
55 MG 1H 3161 1/1 0.96 0.28 69,69,69,69 0
55 MG 14 3427 1/1 0.96 0.07 75,75,75,75 0
55 MG 1H 3214 1/1 0.96 0.31 64,64,64,64 0
59 MG 14 3194 1/1 0.96 0.13 46,46,46,46 0
55 MG 14 3251 1/1 0.96 0.26 67,67,67,67 0
55 MG 1H 3191 1/1 0.96 0.51 64,64,64,64 0
55 MG 1H 3074 1/1 0.96 0.34 82,82,82,82 0
55 MG 1H 3403 1/1 0.96 0.07 | 111,111,111,111 0
5%) MG 14 3407 1/1 0.96 0.09 83,83,83,83 0
55 MG 14 3340 1/1 0.96 0.22 79,79,79,79 0
55 MG 14 3027 1/1 0.96 0.17 71,71,71,71 0
55 MG 1H 3097 1/1 0.96 0.39 70,70,70,70 0
55 MG 14 3408 1/1 0.96 0.11 56,56,56,56 0
55 MG 14 3024 1/1 0.96 0.23 49,49,49.,49 0
55 MG 1G 1713 1/1 0.96 0.23 | 107,107,107,107 0
5%) MG 14 3344 1/1 0.96 0.14 95,95,95,95 0
55 MG 1H 3299 1/1 0.96 0.22 57,57,57,57 0
55 MG 14 3022 1/1 0.96 0.26 60,60,60,60 0
55 MG 1H 3020 1/1 0.96 0.30 52,52,52,52 0
55 MG 3A 201 1/1 0.96 0.17 81,81,81,81 0
55 MG 1H 3308 1/1 0.96 0.23 | 106,106,106,106 0
5%) MG 14 3202 1/1 0.96 0.48 74,74,74,74 0
%) MG 14 3111 1/1 0.96 0.10 54,54,54,54 0
55 MG 14 3040 1/1 0.96 0.34 69,69,69,69 0
55 MG 1H 3052 1/1 0.96 0.33 73,73,73,73 0
55 MG 14 3209 1/1 0.96 0.29 88,88,88,88 0
55 MG 1H 3317 1/1 0.96 0.33 63,63,63,63 0
55 MG 1H 3166 1/1 0.96 0.24 67,67,67,67 0
5%) MG 14 3047 1/1 0.96 0.27 57,57,57,57 0
%) MG 1H 3275 1/1 0.96 0.26 69,69,69,69 0
59 MG 14 3393 1/1 0.96 0.12 53,53,53,53 0
55 MG 1H 3171 1/1 0.96 0.46 82,82,82,82 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 1H 3328 1/1 0.96 0.45 85,85,85,85 0
55 MG 16 214 1/1 0.96 0.07 86,86,86,86 0
55 MG 1G 1616 1/1 0.96 0.12 62,62,62,62 0
55 MG 13 1729 1/1 0.96 0.07 | 112,112,112,112 0
55 MG 14 3250 1/1 0.96 0.26 70,70,70,70 0
55 MG 1H 3455 1/1 0.96 0.13 47474747 0
59 MG 1H 3444 1/1 0.96 0.14 59,59,59,59 0
55 MG 14 3447 1/1 0.96 0.04 | 102,102,102,102 0
55 MG 1H 3187 1/1 0.96 0.36 83,83,83,83 0
55 MG 1H 3489 1/1 0.96 0.13 67,67,67,67 0
55 MG 1H 3242 1/1 0.96 0.20 45,45,45,45 0
55 MG 14 3031 1/1 0.96 0.30 73,73,73,73 0
55 MG 1H 3498 1/1 0.96 0.07 70T 0
59 MG 13 1730 1/1 0.96 0.10 | 115,115,115,115 0
55 MG 1G 1606 1/1 0.96 0.20 80,80,80,80 0
55 MG 1G 1625 1/1 0.96 0.30 85,85,85,85 0
55 MG 1H 3261 1/1 0.96 0.41 72,72,72,72 0
55 MG 13 1606 1/1 0.96 0.27 92,92,92,92 0
55 MG 1H 3507 1/1 0.96 0.19 62,62,62,62 0
55 MG 14 3193 1/1 0.96 0.21 56,56,56,56 0
55 MG 1H 3516 1/1 0.96 0.07 88,88,88,88 0
55 MG 14 3316 1/1 0.96 0.14 70,70,70,70 0
55 MG 14 3189 1/1 0.96 0.32 63,63,63,63 0
55 MG 1H 3432 1/1 0.96 0.14 68,68,68,68 0
55 MG 1H 3045 1/1 0.96 0.34 88,88,88,88 0
55 MG 13 1683 1/1 0.96 0.12 | 122,122/122,122 0
55 MG 14 3055 1/1 0.96 0.32 61,61,61,61 0
55 MG 1H 3128 1/1 0.96 0.42 63,63,63,63 0
55 MG 1H 3436 1/1 0.96 0.09 94,94,94,94 0
55 MG 1H 3021 1/1 0.96 0.29 51,51,51,51 0
55 MG 14 3201 1/1 0.96 0.21 61,61,61,61 0
5%) MG 1H 3382 1/1 0.96 0.20 79,79,79,79 0
%) MG 1H 3441 1/1 0.96 0.08 63,63,63,63 0
55 MG 13 1648 1/1 0.96 0.37 | 105,105,105,105 0
55 MG 14 3399 1/1 0.96 0.07 82,82,82,82 0
55 MG 14 3440 1/1 0.96 0.05 | 101,101,101,101 0
55 MG 1G 1634 1/1 0.96 0.37 80,80,80,80 0
55 MG 1H 3222 1/1 0.96 0.37 65,65,65,65 0
5%) MG 1H 3420 1/1 0.96 0.12 52,52,52,52 0
%) MG 1H 3225 1/1 0.96 0.46 70T 0
59 MG 29 301 1/1 0.96 0.25 72,72,72,72 0
55 MG 1H 3479 1/1 0.96 0.17 58,58,58,58 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 1H 3279 1/1 0.96 0.37 96,96,96,96 0
55 MG 1H 3147 1/1 0.96 0.45 60,60,60,60 0
55 MG 13 1719 1/1 0.96 0.07 94,94,94,94 0
55 MG 1H 3270 1/1 0.97 0.15 84,84,84,84 0
55 MG 14 3339 1/1 0.97 0.28 74,74,74,74 0
5%) MG 1H 3295 1/1 0.97 0.31 87,87,87,87 0
59 MG 14 3084 1/1 0.97 0.10 73,73,73,73 0
55 MG 1H 3367 1/1 0.97 0.10 67,67,67,67 0
55 MG 14 3097 1/1 0.97 0.32 54,54,54,54 0
55 MG 1H 3047 1/1 0.97 0.27 76,76,76,76 0
55 MG 14 3067 1/1 0.97 0.29 71,71,71,71 0
55 MG 14 3387 1/1 0.97 0.12 58,58,58,58 0
55 MG 1H 3424 1/1 0.97 0.11 58,58,58,58 0
59 MG 1G 1666 1/1 0.97 0.38 72,72,72,72 0
55 MG 14 3397 1/1 0.97 0.15 70,70,70,70 0
55 MG 1H 3031 1/1 0.97 0.31 82,82,82,82 0
55 MG 14 3243 1/1 0.97 0.22 78,78,78,78 0
55 MG 14 3391 1/1 0.97 0.12 62,62,62,62 0
5%) MG 1H 3454 1/1 0.97 0.09 49,49,49,49 0
55 MG 1J 207 1/1 0.97 0.07 88,88,88,88 0
55 MG 1G 1743 1/1 0.97 0.18 | 105,105,105,105 0
55 MG 1H 3198 1/1 0.97 0.42 70T 0
55 MG 14 3444 1/1 0.97 0.04 90,90,90,90 0
55 MG 14 3448 1/1 0.97 0.06 87,87,87,87 0
55 MG 13 1626 1/1 0.97 0.39 65,65,65,65 0
5%) MG 14 3004 1/1 0.97 0.25 57,57,57,57 0
55 MG 1H 3430 1/1 0.97 0.10 76,76,76,76 0
55 MG 14 3062 1/1 0.97 0.32 72,72,72,72 0
55 MG 14 3183 1/1 0.97 0.40 56,56,56,56 0
55 MG 1H 3217 1/1 0.97 0.65 92,92,92,92 0
55 MG 1H 3487 1/1 0.97 0.04 81,81,81,81 0
5%) MG 14 3114 1/1 0.97 0.23 56,56,56,56 0
%) MG 14 3418 1/1 0.97 0.13 72,72,72,72 0
55 MG 1H 3015 1/1 0.97 0.38 46,46,46,46 0
55 MG 14 3382 1/1 0.97 0.12 55,55,55,55 0
55 MG 14 3452 1/1 0.97 0.07 | 100,100,100,100 0
55 MG 1H 3012 1/1 0.97 0.37 57,57,57,57 0
55 MG 14 3010 1/1 0.97 0.21 A7.47.47 .47 0
55 MG 1H 3036 1/1 0.97 0.27 70,70,70,70 0
%) MG 1H 3026 1/1 0.97 0.31 66,66,66,66 0
59 MG 1H 3023 1/1 0.97 0.35 59,55,55,55 0
55 MG 1H 3453 1/1 0.97 0.12 42,42.42 42 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 14 3122 1/1 0.97 0.25 61,61,61,61 0
55 MG 14 3232 1/1 0.97 0.28 98,98,98,98 0
55 MG 14 3207 1/1 0.97 0.30 70T 0
55 MG 13 1636 1/1 0.97 0.31 88,88,88,88 0
55 MG 1H 3237 1/1 0.97 0.38 67,67,67,67 0
55 MG 14 3060 1/1 0.97 0.35 64,64,64,64 0
59 MG 14 3116 1/1 0.97 0.36 49,49,49,49 0
55 MG 14 3104 1/1 0.97 0.31 59,59,59,59 0
55 MG 1H 3241 1/1 0.97 0.23 69,69,69,69 0
55 MG 1H 3445 1/1 0.97 0.13 59,59,59,59 0
55 MG 1H 3249 1/1 0.97 0.53 66,66,66,66 0
55 MG 14 3203 1/1 0.97 0.27 55,55,55,55 0
55 MG 1H 3470 1/1 0.97 0.08 74,74,74,74 0
59 MG 14 3240 1/1 0.97 0.16 95,95,95,95 0
55 MG 1G 1730 1/1 0.97 0.14 82,82,82,82 0
55 MG 1H 3081 1/1 0.97 0.37 73,73,73,73 0
55 MG 1G 1628 1/1 0.97 0.20 90,90,90,90 0
55 MG 14 3007 1/1 0.97 0.29 58,58,58,58 0
55 MG 14 3005 1/1 0.97 0.29 52,52,52,52 0
55 MG 1H 3192 1/1 0.97 0.29 87,87,87,87 0
55 MG 1H 3011 1/1 0.97 0.35 54,54,54,54 0
55 MG 29 302 1/1 0.97 0.26 51,51,51,51 0
55 MG 1G 1716 1/1 0.97 0.08 | 110,110,110,110 0
55 MG 14 3403 1/1 0.97 0.11 69,69,69,69 0
55 MG 1G 1682 1/1 0.97 0.15 87,87,87,87 0
55 MG 14 3237 1/1 0.97 0.34 74,74,74,74 0
55 MG 14 3415 1/1 0.97 0.06 62,62,62,62 0
55 MG 1H 3123 1/1 0.97 0.14 78,78,78,78 0
55 MG 1H 3264 1/1 0.97 0.40 | 100,100,100,100 0
55 MG 14 3043 1/1 0.97 0.36 62,62,62,62 0
55 MG 1H 3423 1/1 0.97 0.11 61,61,61,61 0
5%) MG 14 3419 1/1 0.97 0.06 94,94,94,94 0
55 MG 1H 3413 1/1 0.97 0.10 44,44,44 44 0
55 MG 1H 3467 1/1 0.97 0.18 72,72,72,72 0
55 MG 1H 3040 1/1 0.97 0.34 71,71,71,71 0
55 MG 1H 3463 1/1 0.97 0.15 52,52,52,52 0
55 MG 1H 3082 1/1 0.97 0.38 72,72,72,72 0
56 ZN bl 101 1/1 0.97 0.14 | 116,116,116,116 0
5%) MG 1H 3418 1/1 0.97 0.10 63,63,63,63 0
%) MG 1G 1601 1/1 0.97 0.25 76,76,76,76 0
59 MG 1H 3142 1/1 0.97 0.25 74,74,74,74 0
55 MG 1H 3412 1/1 0.97 0.14 69,69,69,69 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 14 3107 1/1 0.97 0.43 80,80,80,80 0
55 MG 1H 3456 1/1 0.97 0.15 51,51,51,51 0
55 MG 13 1619 1/1 0.97 0.40 74,74,74,74 0
55 MG 1H 3111 1/1 0.97 0.34 71,71,71,71 0
55 MG 1G 1715 1/1 0.97 0.21 | 106,106,106,106 0
5%) MG 1G 1631 1/1 0.97 0.27 90,90,90,90 0
59 MG 14 3405 1/1 0.97 0.08 64,64,64,64 0
55 MG 14 3003 1/1 0.97 0.26 A47.47,47.47 0
55 MG 14 3086 1/1 0.97 0.28 51,51,51,51 0
55 MG 1H 3083 1/1 0.97 0.33 58,58,58,58 0
55 MG 1H 3061 1/1 0.97 0.43 71,71,71,71 0
55 MG 1G 1732 1/1 0.97 0.05 | 113,113,113,113 0
55 MG 14 3008 1/1 0.97 0.31 53,53,53,53 0
59 MG 14 3388 1/1 0.97 0.13 61,61,61,61 0
55 MG 1H 3053 1/1 0.97 0.20 61,61,61,61 0
55 MG 13 1631 1/1 0.97 0.16 60,60,60,60 0
55 MG 1G 1736 1/1 0.97 0.11 94,94,94,94 0
55 MG 1H 3151 1/1 0.97 0.44 76,76,76,76 0
5%) MG 13 1723 1/1 0.97 0.08 86,86,86,86 0
55 MG 1H 3451 1/1 0.98 0.09 54,54,54,54 0
55 MG 1H 3158 1/1 0.98 0.21 71,71,71,71 0
55 MG 1G 1602 1/1 0.98 0.41 75,75,75,75 0
55 MG 1H 3018 1/1 0.98 0.21 50,50,50,50 0
55 MG 1H 3419 1/1 0.98 0.14 48,48,48,48 0
55 MG 1H 3421 1/1 0.98 0.14 52,52,52,52 0
5%) MG 14 3417 1/1 0.98 0.12 51,51,51,51 0
55 MG 14 3016 1/1 0.98 0.17 63,63,63,63 0
55 MG 13 1602 1/1 0.98 0.21 78,78,78,78 0
55 MG 1H 3101 1/1 0.98 0.14 50,50,50,50 0
55 MG 1H 3089 1/1 0.98 0.34 38,38,38,38 0
55 MG 14 3347 1/1 0.98 0.17 83,83,83,83 0
55 MG 14 3009 1/1 0.98 0.28 58,58,58,58 0
55 MG 14 3095 1/1 0.98 0.20 65,65,65,65 0
55 MG 14 3057 1/1 0.98 0.42 54,54,54,54 0
55 MG 14 3404 1/1 0.98 0.05 79,79,79,79 0
55 MG 13 1609 1/1 0.98 0.23 83,83,83,83 0
55 MG 1H 3492 1/1 0.98 0.11 83,83,83,83 0
55 MG 13 1716 1/1 0.98 0.17 74,74,74,74 0
55 MG 14 3006 1/1 0.98 0.33 56,56,56,56 0
%) MG 1H 3481 1/1 0.98 0.12 64,64,64,64 0
59 MG 1H 3002 1/1 0.98 0.33 53,53,53,53 0
55 MG 14 3058 1/1 0.98 0.20 63,63,63,63 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 13 1728 1/1 0.98 0.07 76,76,76,76 0
55 MG 14 3423 1/1 0.98 0.09 84,84,84,84 0
55 MG 1H 3072 1/1 0.98 0.33 75,75,75,75 0
55 MG 1H 3206 1/1 0.98 0.44 72,72,72,72 0
55 MG 1H 3133 1/1 0.98 0.15 49,49,49,49 0
5%) MG 1H 3010 1/1 0.98 0.40 66,66,66,66 0
59 MG 14 3072 1/1 0.98 0.35 54,54,54,54 0
55 MG 1H 3095 1/1 0.98 0.38 46,46,46,46 0
55 MG 14 3164 1/1 0.98 0.26 60,60,60,60 0
55 MG 13 1630 1/1 0.98 0.18 61,61,61,61 0
55 MG 1H 3440 1/1 0.98 0.07 91,91,91,91 0
56 ZN 3E 302 1/1 0.98 0.35 | 102,102,102,102 0
55 MG 14 3422 1/1 0.98 0.10 53,53,53,53 0
59 MG 2K 102 1/1 0.98 0.44 93,93,93,93 0
55 MG 1H 3062 1/1 0.98 0.18 48,48,48,48 0
55 MG 14 3012 1/1 0.98 0.30 53,53,53,53 0
55 MG 1H 3019 1/1 0.98 0.34 61,61,61,61 0
55 MG 14 3398 1/1 0.98 0.13 83,83,83,83 0
55 MG 14 3390 1/1 0.98 0.10 52,52,52,52 0
55 MG 1H 3017 1/1 0.98 0.33 47.47,47,47 0
55 MG 14 3216 1/1 0.98 0.29 72,72,72,72 0
55 MG 14 3381 1/1 0.98 0.13 52,52,52,52 0
55 MG 14 3050 1/1 0.98 0.15 65,65,65,65 0
55 MG 1H 3505 1/1 0.98 0.07 69,69,69,69 0
55 MG 1H 3411 1/1 0.98 0.14 67,67,67,67 0
5%) MG 1H 3521 1/1 0.98 0.09 47474747 0
55 MG 1H 3099 1/1 0.98 0.47 52,52,52,52 0
55 MG 1H 3113 1/1 0.98 0.27 40,40,40,40 0
55 MG 1H 3464 1/1 0.98 0.14 52,52,52,52 0
55 MG 1H 3091 1/1 0.98 0.41 59,59,59,59 0
55 MG 14 3035 1/1 0.98 0.37 57,57,57,57 0
55 MG 14 3386 1/1 0.98 0.12 56,56,56,56 0
55 MG 14 3465 1/1 0.98 0.32 64,64,64,64 0
55 MG 1H 3485 1/1 0.98 0.15 75,75,75,75 0
55 MG 14 3112 1/1 0.98 0.33 68,68,68,68 0
55 MG 14 3063 1/1 0.98 0.35 51,51,51,51 0
55 MG 14 3011 1/1 0.98 0.33 47474747 0
55 MG 1H 3050 1/1 0.98 0.40 47474747 0
5%) MG 1G 1623 1/1 0.98 0.28 87,87,87,87 0
55 MG 14 3015 1/1 0.98 0.17 64,64,64,64 0
59 MG 1H 3474 1/1 0.98 0.10 79,79,79,79 0
55 MG 14 3065 1/1 0.98 0.32 50,50,50,50 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 1H 3473 1/1 0.98 0.06 64,64,64,64 0
55 MG 1H 3319 1/1 0.98 0.21 60,60,60,60 0
55 MG 14 3049 1/1 0.98 0.12 55,55,55,55 0
55 MG 1H 3447 1/1 0.98 0.09 62,62,62,62 0
55 MG 1H 3014 1/1 0.98 0.31 51,51,51,51 0
5%) MG 1H 3228 1/1 0.98 0.32 63,63,63,63 0
59 MG 14 3392 1/1 0.98 0.10 54,54,54,54 0
55 MG 1H 3468 1/1 0.98 0.12 59,59,59,59 0
55 MG 14 3410 1/1 0.98 0.16 58,58,58,58 0
55 MG 1H 3446 1/1 0.98 0.10 52,52,52,52 0
55 MG 1H 3025 1/1 0.98 0.40 80,80,80,80 0
55 MG 14 3412 1/1 0.98 0.16 49,49,49,49 0
55 MG 14 3048 1/1 0.98 0.20 59,55,55,55 0
59 MG 14 3406 1/1 0.98 0.11 61,61,61,61 0
55 MG 14 3032 1/1 0.98 0.24 64,64,64,64 0
55 MG 1H 3009 1/1 0.98 0.38 44,44,44 44 0
55 MG 14 3411 1/1 0.98 0.10 63,63,63,63 0
55 MG 13 1725 1/1 0.98 0.11 99,99,99,99 0
5%) MG 1H 3415 1/1 0.99 0.13 50,50,50,50 0
55 MG 1H 3462 1/1 0.99 0.14 49,49,49,49 0
55 MG 14 3013 1/1 0.99 0.23 56,56,56,56 0
55 MG 14 3102 1/1 0.99 0.21 61,61,61,61 0
55 MG 1H 3417 1/1 0.99 0.11 40,40,40,40 0
55 MG 1H 3137 1/1 0.99 0.26 60,60,60,60 0
55 MG 14 3002 1/1 0.99 0.23 67,67,67,67 0
55 MG 1H 3003 1/1 0.99 0.34 54,54,54,54 0
55 MG 1H 3480 1/1 0.99 0.12 47,4747 47 0
55 MG 14 3389 1/1 0.99 0.17 53,53,53,53 0
55 MG 14 3259 1/1 0.99 0.29 82,82,82,82 0
55 MG 1G 1728 1/1 0.99 0.13 73,73,73,73 0
55 MG 14 3053 1/1 0.99 0.33 59,59,59,59 0
55 MG 1H 3071 1/1 0.99 0.36 51,51,51,51 0
55 MG 1H 3085 1/1 0.99 0.20 63,63,63,63 0
55 MG 1H 3070 1/1 0.99 0.27 60,60,60,60 0
55 MG 1H 3004 1/1 0.99 0.39 49,49,49.49 0
55 MG 14 3073 1/1 0.99 0.26 58,58,58,58 0
55 MG 1H 3458 1/1 0.99 0.15 70,70,70,70 0
55 MG 1H 3024 1/1 0.99 0.15 61,61,61,61 0
5%) MG 14 3445 1/1 0.99 0.10 58,58,58,58 0
%) MG 1G 1647 1/1 0.99 0.25 80,80,80,80 0
59 MG 13 1739 1/1 0.99 0.22 90,90,90,90 0
55 MG 1H 3450 1/1 0.99 0.22 53,53,53,53 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
55 MG 14 3377 1/1 0.99 0.10 57,57,57,57 0
55 MG 14 3384 1/1 0.99 0.09 54,54,54,54 0
55 MG 14 3077 1/1 0.99 0.30 61,61,61,61 0
55 MG 1H 3013 1/1 0.99 0.30 A47.47,47.47 0
55 MG 1H 3426 1/1 0.99 0.10 67,67,67,67 0
5%) MG 14 3223 1/1 0.99 0.20 64,64,64,64 0
59 MG G8 201 1/1 0.99 0.14 70T 0
55 MG 14 3076 1/1 0.99 0.32 A47.47,47.47 0
55 MG 1H 3422 1/1 0.99 0.07 56,56,56,56 0
55 MG 1H 3051 1/1 0.99 0.24 47,4747 47 0
55 MG 14 3064 1/1 0.99 0.34 52,52,52,52 0
55 MG 1H 3503 1/1 1.00 0.10 57,57,57,57 0

6.5 Other polymers (i)

There are no such residues in this entry.
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