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

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

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

Xtriage (Phenix) : 1.13
EDS : FAILED
buster-report : 1.1.7 (2018)
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.35.1
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.20 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
Ramachandran outliers D 6.1%
Sidechain outliers D 19.9%
RNA backbone I 0 P .44
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))
Ramachandran outliers 138981 1234 (3.20-3.20)
Sidechain outliers 138945 1233 (3.20-3.20)
RNA backbone 3102 1010 (3.50-2.90)

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

Note EDS failed to run properly.

Mol | Chain | Length Quality of chain

1 2 1800 62% 30% 6% -
1 6 1800 64% 31% 5%

2 SO 251 65% 17% . 1e%
2 sO 251 62% 18% S A
3 S1 254 60% 22% e
3 sl 254 66% 18% 7
4 S2 253 68% 6% . 14%
4 s2 253 63% 21% VA

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

Mol | Chain | Length Quality of chain
5 S3 239 72% 20% 7%
) s3 239 72% 19% 7
6 S4 260 76% 22%
6 s4 260 80% 18%
7 SH 224 68% 22% %
7 sb 224 68% 22% 8%
8 S6 236 77% 18%
8 s6 236 73% 17% 8%
9 ST 189 73% 22% o
9 s7 189 79% 17% ..
10 S8 200 80% 13% .+ 6%
10 s8 200 76% 18% 6%
11 S9 196 2% 20% %
11 s9 196 76% 17% . 6%
12 Co 105 75% 15% - 9%
12 c0 105 64% 24% 0%
13 C1 155 79% 19% B
13 cl 155 72% 22% 6%
14 C2 142 58% 26% T
14 c2 142 58% 27% TR
15 C3 150 77% 20%
15 c3 150 80% 16%
16 C4 136 68% 21% P 7
16 cd 136 76% 15% . 6%
17 Ch 141 72% 13% . 12%

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

Mol | Chain | Length Quality of chain
17 ch 141 73% 21% P
18 C6 142 77% 19% o
18 c6 142 76% 23%
19 c7 136 69% 15% 12%
19 c’ 136 65% 20% 14%
20 C8 145 73% 23% o
20 c8 145 75% 23%
21 C9 143 77% 22% .
21 c9 143 85% 14%
22 DO 120 70% 19% 11%
22 do 120 62% 28% 8%
23 D1 87 77% 21% B
23 dl 87 74% 23% o
24 D2 129 81% 18%
24 d2 129 88% 11%
25 D3 144 76% 22% o
25 d3 144 82% 15%
26 D4 134 84% 16%
26 d4 134 78% 21% .
27 D5 107 44% 19% . 35%
27 d5 107 52% 12% 36%
28 D6 97 70% 24% 5% -
28 d6 97 82% 16%
29 D7 81 81% 16%
29 dr 81 83% 16%

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

Mol | Chain | Length Quality of chain
30 D8 66 67% 27% S%
30 ds 66 68% 26% 5%
31 D9 55 75% 20% P
31 d9 55 69% 24% o
32 EO 60 82% 17%
33 El 76 53% 30% T 7%
33 el 76 57% 38% 5%
34 SR 318 80% 18%
34 sR 318 86% 14%
35 SM 273 42% 14% . 42%
35 sM 273 28% 9% 62%
36 1 3396 46% 38% e 1%
36 5 3396 46% 39% 8% 1%
37 3 121 70% 26% o
37 7 121 50% 39% 11%
38 4 158 50% 44% “6%
38 8 158 56% 39% 5%
39 L2 253 80% 19%
39 12 253 76% 21% B
40 L3 386 79% 19% B
40 13 386 81% 19%
41 L4 361 78% 21% .
41 14 361 78% 19% B
42 L5 296 78% 21% .
42 15 296 79% 19% -

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

Mol | Chain | Length Quality of chain
43 L6 175 79% 0% | 11%
43 16 175 75% 14% . 10%
44 L7 243 81% 8% - 9%
44 17 243 77% 13% - 8%
45 L8 255 75% 16% 9%
45 18 255 70% 20% 0%
46 L9 191 79% 19%
46 19 191 73% 26% .
47 MO 220 72% 22% e
47 m0 220 75% 21% -
48 M1 173 77% 17%
48 ml 173 73% 22% e
49 M3 198 77% 19% e
49 m3 198 75% 22% o~
50 M4 137 80% 20% .
50 m4 137 79% 20% .
51 M5 203 81% 19%
51 mb 203 80% 18% B
52 M6 198 86% 13%
52 m6 198 79% 19% e
53 M7 183 78% 21% =
53 m7 183 68% 16% 15%
54 M8 185 84% 16%
o4 m8 185 84% 15%
55 M9 188 80% 20%

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

Mol | Chain | Length Quality of chain
95 m9 188 84% 15%
56 NO 172 81% 19% .
26 n0 172 78% 21%
57 N1 159 80% 19% .
o7 nl 159 82% 16%
58 N2 120 66% 18% T
58 n2 120 65% 16% - 18%
59 N3 136 86% 14%
59 n3 136 85% 13%
60 N4 155 54% 9% - 37%
60 n4 155 70% 17% - 13%
61 N5 141 69% 15% . 14%
61 nb 141 65% 17% e 1%
62 N6 126 78% 22%
62 n6 126 78% 21% .
63 N7 135 76% 21% B
63 n7 135 74% 24% .
64 N8 148 78% 20% B
64 n8 148 80% 17% .
65 N9 58 71% 26% o
65 n9 58 69% 26% 5%
66 00 104 76% 17% 1%
66 o0 104 79% 17%
67 o1 112 76% 20%
67 ol 112 70% 25% P

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

Mol | Chain | Length Quality of chain
68 02 129 77% 21% o
68 02 129 73% 25% -~
69 03 106 83% 16% -
69 03 106 81% 18% .
70 04 120 75% 18% %
70 o4 120 7% 16% - 1%
71 05 119 79% 20% .
71 05 119 77% 22% .
72 06 99 72% 26% B
72 06 99 68% 30% B
73 o7 87 78% 20% B
73 o7 87 79% 18% B
74 08 77 77% 23%
74 08 77 75% 25%
75 09 50 84% 16%
75 09 50 84% 16%
76 QO 52 77% 21% B
76 q0 52 75% 23% B
7 Q1 25 80% 20%
7 ql 25 64% 36%
78 Q2 105 75% 21% o
78 q2 105 82% 16% -
79 Q3 91 79% 21%
79 q3 91 80% 20%
80 el 62 68% 29% o

Continued on next page...



Page 9 wwPDB X-ray Structure Validation Summary Report 4Ub5
Continued from previous page...
Mol | Chain | Length Quality of chain
81 p0 311 38% 8% - 54%
82 m2 160 93% 6%
83 pl 47 100%
84 p2 46 100%
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2 Entry composition (i)

There are 88 unique types of molecules in this entry. The entry contains 411206 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 18S ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O T
1 2 1750 37283 16668 6501 12274 1750 0 0 0

Total C N @) P
1 0 1795 38238 17095 6758 12590 1795 0 0 0

e Molecule 2 is a protein called 40S ribosomal protein SO-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 S0 206 ’fgt;;l 1OCl4 2158 2(833 g 0 0 0
2| 80 R 0 0 0
e Molecule 3 is a protein called 40S ribosomal protein S1-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 51 214 ?;E)Zl 1(%4 31110 3(1)1 ZSL 0 0 0
s 51 210 ?;;azl 1(%1 31;]2 3(1)5 zSL 0 0 0
e Molecule 4 is a protein called 40S ribosomal protein S2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 52 217 ?(6);&51 10C47 212\3]9 287 2 0 0 0
1 s T A 0 0 0

e Molecule 5 is a protein called 40S ribosomal protein S3.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 S3 223 1734 1101 313 314 © 0 0 0
Total C N O S
o s3 223 1734 1101 313 314 6 0 0 0
e Molecule 6 is a protein called 40S ribosomal protein S4-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 54 260 2068 1316 389 360 3 0 0 0
Total C N O S
6 s 260 2068 1316 389 360 3 0 0 0
e Molecule 7 is a protein called 40S ribosomal protein S5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 S5 206 1609 1007 300 299 3 0 0 0
Total C N O S
7 89 206 1609 1007 300 299 3 0 0 0
e Molecule 8 is a protein called 40S ribosomal protein S6-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 56 226 1799 1129 346 321 3 0 0 0
Total C N O S
8 56 218 1755 1102 337 313 3 0 0 0
e Molecule 9 is a protein called 40S ribosomal protein S7-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
O | ST 184 1481 951 265 265 0 X 0
Total C N O
S 186 1491 957 267 267 0 0 0
e Molecule 10 is a protein called 40S ribosomal protein S8-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 S8 188 1489 925 298 264 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

10} 8 188 ?Z;Zl 935 2158 2((34 2 0 0 0
e Molecule 11 is a protein called 40S ribosomal protein S9-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 59 185 1112;11 95133 215\319 221 ? 0 0 0
I 185 ?ZZT 923 215\3]9 2((?1 ? 0 0 0

e Molecule 12 is a protein called 40S ribosomal protein S10-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
I T T HIEEEE
12 %0 T7O6t§L | 4(9]1 11;15 124 g 0 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference

Co 89 ALA GLY conflict UNP Q08745
c0 89 ALA GLY conflict UNP Q08745
e Molecule 13 is a protein called 40S ribosomal protein S11-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 C1 195 ?gtlil 7?5 21;3]0 2(36 g 0 0 0
13 146 ??Esasl 7537 21;11 187 2 0 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
C1 147 ALA GLY conflict UNP P0OCX47
cl 147 ALA GLY conflict UNP P0OCX47

e Molecule 14 is a protein called 40S ribosomal protein S12.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR T H R
e 124 Tsogtg 1 552 115:16 1?2 2 0 0 0

There are 4 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
C2 104 ALA GLY conflict UNP P48589
C2 110 ALA GLY conflict UNP P48589

c2 104 ALA GLY conflict UNP P48589
c2 110 ALA GLY conflict UNP P48589
e Molecule 15 is a protein called 40S ribosomal protein S13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
15 3 150 rllﬂ(iga; 7?9 21;]4 287 g 0 0 0
e 150 f(ig;l 7?9 21;14 287 2 0 0 0

e Molecule 16 is a protein called 40S ribosomal protein S14-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
oo | wm MO S T
16 o 128 I;)Ozxtg | 532 118\318 1(7)6 § 0 0 0

e Molecule 17 is a protein called 40S ribosomal protein S15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
17 5 124 go;?l 6(2]2 11;12 1(6?6 ? 0 0 0
71 155 38531 6?8 115\;6 1(7)8 ? 0 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
Ch 137 SER ARG conflict UNP Q01855
ch 137 SER ARG conflict UNP Q01855
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e Molecule 18 is a protein called 40S ribosomal protein S16-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
18 6 141 ?iga; 7%8 21(\)13 1(9)4 0 0 0
18] b 142 ?itﬁl 7C131 21(\)14 186 0 0 0

e Molecule 19 is a protein called 40S ribosomal protein S17-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 7 120 TS;Oth l 5§7 11;17 1(7)0 2 0 0 0
9] e 17 T900t(§L l 5%3 11;14 1((37 2 0 0 0

e Molecule 20 is a protein called 40S ribosomal protein S18-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
20 8 145 1;(;;&21 75133 21;)]7 2(1)0 g 0 0 0
20| 8 145 ?(ig;l 723 21:\317 2C1)0 2 0 0 0

e Molecule 21 is a protein called 40S ribosomal protein S19-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
21 9 143 ?itlaQI 684 21(\)]8 2(88 g 0 0 0
2L @ 143 ?igl 634 21(\)18 2(88 g 0 0 0

e Molecule 22 is a protein called 40S ribosomal protein S20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
22 bo 107 20;; l 5(339 1216 1(5)9 ? 0 0 0
22 do 110 1;30;;1 5(5]4 11(\3]1 1(6?6 ? 0 0 0

e Molecule 23 is a protein called 40S ribosomal protein S21-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
23 Dl 87 684 420 125 137 2 0 0 0
Total C N O S
23 dl 87 684 420 125 137 2 0 0 0
e Molecule 24 is a protein called 40S ribosomal protein S22-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
24 b2 129 1021 650 188 180 3 0 0 0
Total C N O S
24 d2 129 1021 650 188 180 3 0 0 0
e Molecule 25 is a protein called 40S ribosomal protein S23-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
25 D3 144 1121 708 220 191 2 0 0 0
Total C N O S
25 d3 144 1121 708 220 191 2 0 0 0
e Molecule 26 is a protein called 40S ribosomal protein S24-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
26 D4 134 1073 676 208 189 0 0 0
Total C N O
26 d4 134 1073 676 208 189 0 0 0
e Molecule 27 is a protein called 40S ribosomal protein S25-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
21 D5 0 563 360 104 99 0 0 0
Total C N O
21 db 69 558 357 103 98 0 0 0
e Molecule 28 is a protein called 40S ribosomal protein S26-B.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 D6 97 769 475 160 129 5 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
28 d6 91 769 475 160 129 5 0 0 0
e Molecule 29 is a protein called 40S ribosomal protein S27-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 D7 81 610 382 110 113 5 0 0 0
Total C N O S
29 d7 81 610 382 110 113 5 0 0 0
e Molecule 30 is a protein called 40S ribosomal protein S28-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 D8 63 497 306 99 91 1 0 0 0
Total C N O S
30 d8 63 497 306 99 91 1 0 0 0
e Molecule 31 is a protein called 40S ribosomal protein S29-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31 D9 b3 442 274 92 72 4 0 0 0
Total C N O S
31 d9 53 442 274 92 72 4 0 0 0
e Molecule 32 is a protein called 40S ribosomal protein S30-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
32 kO 60 475 299 98 77 1 0 0 0
e Molecule 33 is a protein called Ubiquitin-40S ribosomal protein S31.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 | E & 566 362 106 94 4 0 0 0
Total C N O S
33 ] el 76 608 388 117 99 4 0 0 0

e Molecule 34 is a protein called Guanine nucleotide-binding protein subunit beta-like protein.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
34 SR 318 2441 1544 419 470 8 0 0 0
Total C N O S
34 sR 318 2442 1544 418 472 8 0 0 0
e Molecule 35 is a protein called Suppressor protein STM1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
35 SM 159 1104 652 221 231 0 0 0
Total C N O
35 | sM 104 679 402 140 137 0 0 0
e Molecule 36 is a RNA chain called 25S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
30 1 3149 67355 30086 12142 21978 3149 0 0 0
Total C N O P
36 g 3150 67376 30095 12145 21987 3149 0 0 0
e Molecule 37 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
37 3 121 2579 1152 461 &45 121 0 0 0
Total C N O P
37 7 121 2579 1152 461 &45 121 0 0 0
e Molecule 38 is a RNA chain called 5.8S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
38 4 158 3353 1500 586 1109 158 0 0 0
Total C N O P
38 8 158 3353 1500 586 1109 158 0 0 0
e Molecule 39 is a protein called 60S ribosomal protein L2-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 L2 252 1914 1191 388 334 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
39 12 252 1912 1190 383 333 1 0 0 0
e Molecule 40 is a protein called 60S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 L3 386 3075 1950 584 533 8 0 0 0
Total C N O S
40 13 386 3075 1950 584 533 8 0 0 0
e Molecule 41 is a protein called 60S ribosomal protein L4-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
41 L4 361 2748 1729 522 494 3 0 0 0
Total C N O S
41 4 361 2748 1729 522 494 3 0 0 0
e Molecule 42 is a protein called 60S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 L5 296 2375 1501 414 458 2 0 0 0
Total C N O S
12 15 294 2359 1489 412 456 2 0 0 0
e Molecule 43 is a protein called 60S ribosomal protein L6-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
43 16 196 1230 800 222 216 1 0 0 0
Total C N O S
13 16 157 1248 806 224 217 1 0 0 0
e Molecule 44 is a protein called 60S ribosomal protein L7-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
) L 222 1784 1151 324 308 1 0 0 0
Total C N O S
Sl 223 1791 1155 325 310 1 0 0 0
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e Molecule 45 is a protein called 60S ribosomal protein L8-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
45 L8 233 1804 1151 323 327 3 0 0 0
Total C N O S
45 18 231 1763 1130 316 314 3 0 0 0
e Molecule 46 is a protein called 60S ribosomal protein L9-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
46 L9 191 1518 963 274 277 4 0 0 0
Total C N O S
46 19 191 1518 963 274 277 4 0 0 0
e Molecule 47 is a protein called 60S ribosomal protein L10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
47 MO 211 1705 1083 322 294 6 0 0 0
Total C N O S
47| mo 213 1722 1094 325 297 6 0 0 0
e Molecule 48 is a protein called 60S ribosomal protein L11-B.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
18 Ml 169 1353 847 253 249 4 0 0 0
Total C N O S
48 | ml 169 1353 847 253 249 4 0 0 0
e Molecule 49 is a protein called 60S ribosomal protein L13-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
49 M3 193 1543 962 315 266 0 0
Total C N O
49| m3 194 1548 965 316 267 0 0

e Molecule 50 is a protein called 60S ribosomal protein L14-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
50 Md 136 10563 675 199 177 2 0 0 0
Total C N O S
0 | m4 137 1059 678 200 179 2 0 0 0
e Molecule 51 is a protein called 60S ribosomal protein L15-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
51 | M5 203 1720 1077 361 281 1 0 0 0
Total C N O S
oL | m3 203 1720 1077 361 281 1 0 0 0
e Molecule 52 is a protein called 60S ribosomal protein L16-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o2 M6 197 1555 1003 289 262 1 0 0 0
Total C N O S
52 | mb 197 1555 1003 289 262 1 0 0 0
e Molecule 53 is a protein called 60S ribosomal protein L17-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
53 | M7 183 1420 882 281 257 0 0 0
Total C N O
53 | m7 155 1227 764 238 225 0 0 0
e Molecule 54 is a protein called 60S ribosomal protein L18-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
54 M8 185 1441 908 290 241 2 0 0 0
Total C N O S
54 m8 185 1441 908 290 241 2 0 0 0
e Molecule 55 is a protein called 60S ribosomal protein L19-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
%5 M9 188 1521 935 326 260 0 0 0
Continued on next page...
gPDB
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

55 | m9 188 ?g;l 9?5 31;16 2((30 0 0 0
e Molecule 56 is a protein called 60S ribosomal protein L20-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
56 NO 172 ?Zza; QE’)JO 21;5]7 224 ésl 0 0 0
56 | n0 172 ?ZT; 9§0 21;5]7 224 ASL 0 0 0

e Molecule 57 is a protein called 60S ribosomal protein L21-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o7 N 159 rf;ic%l 8%5 214\116 2(2)1 ZSL 0 0 0
7 | nl 159 ?gt%l 8%5 214\116 2(2)1 ASL 0 0 0

e Molecule 58 is a protein called 60S ribosomal protein L22-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o8 N2 100 1;);2 l 5(1]6 11;]1 129 0 0 0
o8 | m2 i T707t§L l 5(0]5 11;7 126 0 0 0

e Molecule 59 is a protein called 60S ribosomal protein L23-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
9| N3 136 | o0 e 1m0 170 7 0 0 0
S 136 | oo g 1m0 170 7 0 0 0

e Molecule 60 is a protein called 60S ribosomal protein L24-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
60 | N4 i ‘o a3 197 18 1 ¥ ¥ ¥
60 | nd 135 | om e o6 150 1 0 0 0
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e Molecule 61 is a protein called 60S ribosomal protein L25.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
01 No 121 gofitj l 620 11(\319 1(7)3 2 0 0 0
6L | 0o 120 Téo;g l 6?7 11(\5]8 1(7)2 2 0 0 0

e Molecule 62 is a protein called 60S ribosomal protein L26-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
62 NG 126 TS;OQtSa l 625 115\9]2 1(7)6 0 0 0
62 | m6 126 T909t§L l 635 115\;2 1(7)6 0 0 0

e Molecule 63 is a protein called 60S ribosomal protein L27-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
63 NT 135 1;8;31 7(130 21(\)12 120 0 0 0
63| 7 135 38531 7?0 21(\)12 120 0 0 0

e Molecule 64 is a protein called 60S ribosomal protein L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
64 N8 148 ?i%l 7539 21?\)11 1(9)0 § 0 0 0
64 8 148 f‘it%l 739 21;11 1(9)0 § 0 0 0

e Molecule 65 is a protein called 60S ribosomal protein L29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
05 N9 o8 szg;l 229 11(\)10 7?’) 0 0 0
65 1 09 o8 12106? l 239 11510 703 0 0 0

e Molecule 66 is a protein called 60S ribosomal protein L30.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
66 | 00 7 743 479 124 139 1 0 0 0
Total C N O S
66 00 100 767 492 128 146 1 0 0 0
e Molecule 67 is a protein called 60S ribosomal protein L31-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
67 01 109 876 556 167 152 1 0 0 0
Total C N O S
67 ol 109 883 559 167 156 1 0 0 0
e Molecule 68 is a protein called 60S ribosomal protein L32.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
08 02 127 1020 647 205 167 1 0 0 0
Total C N O S
08 02 127 1020 647 205 167 1 0 0 0
e Molecule 69 is a protein called 60S ribosomal protein L33-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
69 | 03 106 850 540 165 144 1 0 0 0
Total C N O S
69 | o3 106 850 540 165 144 1 0 0 0
e Molecule 70 is a protein called 60S ribosomal protein L34-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
0 o4 12 880 545 179 152 4 0 0 0
Total C N O S
0| o4 112 880 545 179 152 4 0 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
04 121 LYS - expression tag | UNP P87262
04 121 LYS - expression tag | UNP P87262
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e Molecule 71 is a protein called 60S ribosomal protein L35-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
& 05 119 Tf;ofitgl 6?5 115\%16 1((37 ? 0 0 0
o 119 goggl 6?2 125 1%)7 ? 0 0 0

e Molecule 72 is a protein called 60S ribosomal protein L36-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
£ 06 % T707tiLl 451 1126 1(?32 2 0 0 0
2| o0 %9 T707t8Ll 4%1 11;6 1(?31 2 0 0 0

e Molecule 73 is a protein called 60S ribosomal protein L37-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
73 07 87 T(‘)’OStfl 4(134 114\118 1(1)4 2 0 0 0
[CaN I 87 T608tfL 1 4?4 1128 1C1)4 § 0 0 0

e Molecule 74 is a protein called 60S ribosomal protein L38.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
& 08 [ Igioltsl 331 llff) 1(86 0 0 0
o] o8 K 1;5053 | 338 111]4 1(0)6 0 0 0

e Molecule 75 is a protein called 60S ribosomal protein L39.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
75| 09 50 Tf?fgl 2(732 é\; 605 g’ 0 0 0
5| 09 50 1};21 2(732 é\; 605 g 0 0 0

e Molecule 76 is a protein called Ubiquitin-60S ribosomal protein L40.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
76 Q0 52 417 259 86 67 5 0 0 0
Total C N O S
76 q0 52 417 259 86 67 5 0 0 0
e Molecule 77 is a protein called 60S ribosomal protein L41-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 Q1 25 233 142 63 27 1 0 0 0
Total C N O S
v al 25 233 142 63 27 1 0 0 0
e Molecule 78 is a protein called 60S ribosomal protein L42-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
s Q2 105 847 534 170 138 5 0 0 0
Total C N O S
s a2 105 847 534 170 138 5 0 0 0
e Molecule 79 is a protein called 60S ribosomal protein L43-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
[ Il 604 429 138 121 6 0 0 0
Total C N O S
[ER IS Il 604 429 138 121 6 0 0 0
e Molecule 80 is a protein called 40S ribosomal protein S30-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
80 o0 62 491 309 101 80 1 0 0 0
e Molecule 81 is a protein called 60S acidic ribosomal protein PO.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
81 pU 143 1076 686 192 195 3 0 0 0

e Molecule 82 is a protein called Unknown protein chain m?2.

WO RLDWIDE
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
82 | m2 150 750 450 150 150 0 0
e Molecule 83 is a protein called Unknown protein chain pl.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
83 pl 47 9235 141 47 47 0 0
e Molecule 84 is a protein called Unknown protein chain p2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
84 p2 46 230 138 46 46 0 0

e Molecule 85 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

85 9 125 s 190 0 0

85 | s4 | Total - Mg 0 0
1 1

85 | ss | Total - Mg 0 0
1 1

$5 | DO | Toltal N{g 0 0

85 D3 1 Toltal N{g 0 0

85 | SM 1 Toltal hgg 0 0
Total Mg

85 1 469 169 46 0 0
Total Mg

85 3 14 L 0 0
Total Mg

85 4 21 ol 91 0 0

85 12 1 Total = Mg 0 0
1 1
Total Mg

85 L3 3 , ; 0 0

85 L4 1 Toltal hﬁg 0 0
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4U55

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

85 | L5 9 Total - Mg 0 0
2 2
Total Mg

85 L7 3 2y 0 0

85 | LS | Total - Mg 0 0
1 1

85 | Mo 3 Total - Mg 0 0
3 3

85 | Ml | Toltal N{g 0 0

85 | M3 3 Total - Mg 0 0
3 3

8 | M5 1 Toltal hgg 0 0

85 | M6 1 Toltal N{g 0 0

85 | M7 5 Total - Mg 0 0
5 5

85 | M9 1 Toltal N{g 0 0

85 NO 1 Toltal N{g 0 0

85 N3 9 Total - Mg 0 0
2 2

85 N5 1 Toltal N{g 0 0

85 N6 9 Total = Mg 0 0
2 2

85 NS 5 Total = Mg 0 0
5 5

85 02 1 Toltal l\gg 0 0

85 04 1 Toltal l\gg 0 0

85 05 1 Toltal l\gg 0 0

85 07 3 Total = Mg 0 0
3 3

85 | Q2 1 Toltal l\gg 0 0
Total Mg

85 6 148 U8 L 0 0

Continued on next page...
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4U55

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

85 | sl | Total - Mg 0 0
1 1

85 | s6 | Total - Mg 0 0
1 1
Total Mg

85 S8 9 ) ) 0 0

85 cl 1 Total - Mg 0 0
1 1

85 | 7 | Total - Mg 0 0
1 1

85 8 1 Total - Mg 0 0
1 1

85 9 1 Total - Mg 0 0
1 1

85 d3 1 Total = Mg 0 0
1 1

85 d4 1 Total = Mg 0 0
1 1

85 d6 1 Total = Mg 0 0
1 1

85 sM 9 Total = Mg 0 0
9 9
Total Mg

85 5 505 A 0 0
Total Mg

85 7 17 S 0 0
Total Mg

85 8 14 L 0 0

85 12 1 Total = Mg 0 0
1 1

85 13 1 Total = Mg 0 0
1 1

85 14 1 Total = Mg 0 0
1 1
Total Mg

85 15 9 ) ) 0 0

85 17 1 Total - Mg 0 0
1 1

85 19 1 Total - Mg 0 0
1 1

85 | mo | Toltal hgg 0 0
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4U55

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

85 | ml | Total - Mg 0 0
1 1

85 | m5 9 Total - Mg 0 0
9 9

85 | m6 | Total - Mg 0 0
1 1

85 | m7 5 Total - Mg 0 0
5 5
Total Mg

85 10 9 ) ) 0 0
Total Mg

85 n3 9 ) ) 0 0

85 16 1 Total - Mg 0 0
1 1
Total Mg

85 n8 4 PR 0 0

85 n9 1 Total = Mg 0 0
1 1

85 ol 1 Total = Mg 0 0
1 1

85 03 1 Total - Mg 0 0
1 1
Total Mg

85 od 9 ) ) 0 0

85 o7 1 Total = Mg 0 0
1 1

85 | qo 1 Total - Mg 0 0
1 1

85 | ql 1 Total - Mg 0 0
1 1

85 a3 1 Toltal l\gg 0 0

e Molecule 86 is osmium (IIT) hexammine (three-letter code: OHX) (formula: H;3NgOs).
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OHX
N2 N3
HN  NH,
iHN- Os — NH,ne
/08

H.N  NH,

NG N5
Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Ols 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 TO;al 12 ?S 0 0
86 p 1 To;al 12 ?S 0 0
86 P 1 To;al 1g1 ?S 0 0
86 | 2 | To;al g (is 0 0
86 | 2 1 TO;al 121 ?S 0 0
86 | 2 | To;al 1(\3] ?S 0 0
86 | 2 1 To;al 1(\3] Ols 0 0
86 | 2 | To;al 1(\3] Ols 0 0
86 | 2 1 To;al 1(\31 ?S 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 2 1 To;al 1(\3] Ols 0 0
86 | 2 1 To;al 1(\31 ?S 0 0
86 | 2 | To;al lg ?S 0 0
86 | 2 | To;al 1(\31 ?S 0 0
86 | 2 | TO;al lg Ols 0 0
86 2 1 TO;al 1(\31 Ols 0 0
86 2 1 TO;al lg Ols 0 0
86 2 1 To;al 1(\31 ?S 0 0
86 2 1 TO;al 1;51 Ols 0 0
86 2 1 To;al 12 Ols 0 0
86 2 1 To;al 12 Ols 0 0
86 2 1 TO;al 12 ?S 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Ols 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 (is 0 0
86 p 1 To;al 12 ?S 0 0
86 P 1 To;al 1g1 ?S 0 0
86 | 2 | To;al g Ols 0 0




Page 32 wwPDB X-ray Structure Validation Summary Report 4U55

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 2 1 To;al 1(\3] Ols 0 0
86 | 2 1 To;al 1(\31 ?S 0 0
86 | 2 | To;al lg ?S 0 0
86 | 2 | To;al 1(\31 ?S 0 0
86 | 2 | TO;al lg Ols 0 0
86 2 1 TO;al 1(\31 Ols 0 0
86 2 1 TO;al lg Ols 0 0
86 2 1 To;al 1(\31 ?S 0 0
86 2 1 TO;al 1;51 Ols 0 0
86 2 1 To;al 12 Ols 0 0
86 2 1 To;al 12 Ols 0 0
86 2 1 TO;al 12 ?S 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Ols 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 (is 0 0
86 p 1 To;al 12 ?S 0 0
86 P 1 To;al 1g1 ?S 0 0
86 | 2 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 2 1 To;al 1(\3] Ols 0 0
86 | 2 1 To;al 1(\31 ?S 0 0
86 | 2 | To;al lg ?S 0 0
86 | 2 | To;al 1(\31 ?S 0 0
86 | 2 | TO;al lg Ols 0 0
86 2 1 TO;al 1(\31 Ols 0 0
86 2 1 TO;al lg Ols 0 0
86 2 1 To;al 1(\31 ?S 0 0
86 2 1 TO;al 1;51 Ols 0 0
86 2 1 To;al 12 Ols 0 0
86 2 1 To;al 12 Ols 0 0
86 2 1 TO;al 12 ?S 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Ols 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 (is 0 0
86 p 1 To;al 12 ?S 0 0
86 P 1 To;al 1g1 ?S 0 0
86 | 2 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 2 1 To;al 1(\3] Ols 0 0
86 | 2 1 To;al 1(\31 ?S 0 0
86 | 2 | To;al lg ?S 0 0
86 | 2 | To;al 1(\31 ?S 0 0
86 | 2 | TO;al lg Ols 0 0
86 2 1 TO;al 1(\31 Ols 0 0
86 2 1 TO;al lg Ols 0 0
86 2 1 To;al 1(\31 ?S 0 0
86 2 1 TO;al 1;51 Ols 0 0
86 2 1 To;al 12 Ols 0 0
86 2 1 To;al 12 Ols 0 0
86 2 1 TO;al 12 ?S 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Ols 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 (is 0 0
86 p 1 To;al 12 ?S 0 0
86 P 1 To;al 1g1 ?S 0 0
86 | 2 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 2 1 To;al 1(\3] Ols 0 0
86 | 2 1 To;al 1(\31 ?S 0 0
86 | 2 | To;al lg ?S 0 0
86 | 2 | To;al 1(\31 ?S 0 0
86 | 2 | TO;al lg Ols 0 0
86 2 1 TO;al 1(\31 Ols 0 0
86 2 1 TO;al lg Ols 0 0
86 2 1 To;al 1(\31 ?S 0 0
86 2 1 TO;al 1;51 Ols 0 0
86 2 1 To;al 12 Ols 0 0
86 2 1 To;al 12 Ols 0 0
86 2 1 TO;al 12 ?S 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Ols 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 (is 0 0
86 p 1 To;al 12 ?S 0 0
86 P 1 To;al 1g1 ?S 0 0
86 | 2 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 2 1 To;al 1(\3] Ols 0 0
86 | 2 1 To;al 1(\31 ?S 0 0
86 | 2 | To;al lg ?S 0 0
86 | 2 | To;al 1(\31 ?S 0 0
86 | 2 | TO;al lg Ols 0 0
86 2 1 TO;al 1(\31 Ols 0 0
86 2 1 TO;al lg Ols 0 0
86 2 1 To;al 1(\31 ?S 0 0
86 2 1 TO;al 1;51 Ols 0 0
86 2 1 To;al 12 Ols 0 0
86 2 1 To;al 12 Ols 0 0
86 2 1 TO;al 12 ?S 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Ols 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 (is 0 0
86 p 1 To;al 12 ?S 0 0
86 P 1 To;al 1g1 ?S 0 0
86 | 2 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 2 1 To;al 1(\3] Ols 0 0
86 | 2 1 To;al 1(\31 ?S 0 0
86 | 2 | To;al lg ?S 0 0
86 | 2 | To;al 1(\31 ?S 0 0
86 | 2 | TO;al lg Ols 0 0
86 2 1 TO;al 1(\31 Ols 0 0
86 2 1 TO;al lg Ols 0 0
86 2 1 To;al 1(\31 ?S 0 0
86 2 1 TO;al 1;51 Ols 0 0
86 2 1 To;al 12 Ols 0 0
86 2 1 To;al 12 Ols 0 0
86 2 1 TO;al 12 ?S 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 Ols 0 0
8 | S8 1 To;al 12 ?S 0 0
8 | C1 1 To;al 12 (is 0 0
8 | C3 1 To;al 12 ?S 0 0
8 | C5 1 To;al 1g1 ?S 0 0
8 | 8 1 To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | D9 1 To;al 1(\3] Ols 0 0
8 | SR 1 To;al 1(\31 ?S 0 0
86 | 1 | To;al lg ?S 0 0
86 | 1 | To;al 1(\31 ?S 0 0
86 | 1 | TO;al lg Ols 0 0
86 1 1 TO;al 1(\31 Ols 0 0
86 1 1 TO;al lg Ols 0 0
86 1 1 To;al 1(\31 ?S 0 0
86 1 1 TO;al 1;51 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Ols 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 (is 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 1g1 ?S 0 0
86 | 1 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 1 1 To;al 1(\3] Ols 0 0
86 | 1 1 To;al 1(\31 ?S 0 0
86 | 1 | To;al lg ?S 0 0
86 | 1 | To;al 1(\31 ?S 0 0
86 | 1 | TO;al lg Ols 0 0
86 1 1 TO;al 1(\31 Ols 0 0
86 1 1 TO;al lg Ols 0 0
86 1 1 To;al 1(\31 ?S 0 0
86 1 1 TO;al 1;51 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Ols 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 (is 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 1g1 ?S 0 0
86 | 1 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 1 1 To;al 1(\3] Ols 0 0
86 | 1 1 To;al 1(\31 ?S 0 0
86 | 1 | To;al lg ?S 0 0
86 | 1 | To;al 1(\31 ?S 0 0
86 | 1 | TO;al lg Ols 0 0
86 1 1 TO;al 1(\31 Ols 0 0
86 1 1 TO;al lg Ols 0 0
86 1 1 To;al 1(\31 ?S 0 0
86 1 1 TO;al 1;51 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Ols 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 (is 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 1g1 ?S 0 0
86 | 1 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 1 1 To;al 1(\3] Ols 0 0
86 | 1 1 To;al 1(\31 ?S 0 0
86 | 1 | To;al lg ?S 0 0
86 | 1 | To;al 1(\31 ?S 0 0
86 | 1 | TO;al lg Ols 0 0
86 1 1 TO;al 1(\31 Ols 0 0
86 1 1 TO;al lg Ols 0 0
86 1 1 To;al 1(\31 ?S 0 0
86 1 1 TO;al 1;51 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Ols 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 (is 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 1g1 ?S 0 0
86 | 1 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 1 1 To;al 1(\3] Ols 0 0
86 | 1 1 To;al 1(\31 ?S 0 0
86 | 1 | To;al lg ?S 0 0
86 | 1 | To;al 1(\31 ?S 0 0
86 | 1 | TO;al lg Ols 0 0
86 1 1 TO;al 1(\31 Ols 0 0
86 1 1 TO;al lg Ols 0 0
86 1 1 To;al 1(\31 ?S 0 0
86 1 1 TO;al 1;51 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Ols 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 (is 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 1g1 ?S 0 0
86 | 1 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 1 1 To;al 1(\3] Ols 0 0
86 | 1 1 To;al 1(\31 ?S 0 0
86 | 1 | To;al lg ?S 0 0
86 | 1 | To;al 1(\31 ?S 0 0
86 | 1 | TO;al lg Ols 0 0
86 1 1 TO;al 1(\31 Ols 0 0
86 1 1 TO;al lg Ols 0 0
86 1 1 To;al 1(\31 ?S 0 0
86 1 1 TO;al 1;51 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Ols 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 (is 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 1g1 ?S 0 0
86 | 1 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 1 1 To;al 1(\3] Ols 0 0
86 | 1 1 To;al 1(\31 ?S 0 0
86 | 1 | To;al lg ?S 0 0
86 | 1 | To;al 1(\31 ?S 0 0
86 | 1 | TO;al lg Ols 0 0
86 1 1 TO;al 1(\31 Ols 0 0
86 1 1 TO;al lg Ols 0 0
86 1 1 To;al 1(\31 ?S 0 0
86 1 1 TO;al 1;51 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Ols 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 (is 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 1g1 ?S 0 0
86 | 1 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 1 1 To;al 1(\3] Ols 0 0
86 | 1 1 To;al 1(\31 ?S 0 0
86 | 1 | To;al lg ?S 0 0
86 | 1 | To;al 1(\31 ?S 0 0
86 | 1 | TO;al lg Ols 0 0
86 1 1 TO;al 1(\31 Ols 0 0
86 1 1 TO;al lg Ols 0 0
86 1 1 To;al 1(\31 ?S 0 0
86 1 1 TO;al 1;51 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Ols 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 (is 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 1g1 ?S 0 0
86 | 1 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 1 1 To;al 1(\3] Ols 0 0
86 | 1 1 To;al 1(\31 ?S 0 0
86 | 1 | To;al lg ?S 0 0
86 | 1 | To;al 1(\31 ?S 0 0
86 | 1 | TO;al lg Ols 0 0
86 1 1 TO;al 1(\31 Ols 0 0
86 1 1 TO;al lg Ols 0 0
86 1 1 To;al 1(\31 ?S 0 0
86 1 1 TO;al 1;51 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Ols 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 (is 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 1g1 ?S 0 0
86 | 1 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 1 1 To;al 1(\3] Ols 0 0
86 | 1 1 To;al 1(\31 ?S 0 0
86 | 1 | To;al lg ?S 0 0
86 | 1 | To;al 1(\31 ?S 0 0
86 | 1 | TO;al lg Ols 0 0
86 1 1 TO;al 1(\31 Ols 0 0
86 1 1 TO;al lg Ols 0 0
86 1 1 To;al 1(\31 ?S 0 0
86 1 1 TO;al 1;51 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Ols 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 (is 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 1g1 ?S 0 0
86 | 1 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 1 1 To;al 1(\3] Ols 0 0
86 | 1 1 To;al 1(\31 ?S 0 0
86 | 1 | To;al lg ?S 0 0
86 | 1 | To;al 1(\31 ?S 0 0
86 | 1 | TO;al lg Ols 0 0
86 1 1 TO;al 1(\31 Ols 0 0
86 1 1 TO;al lg Ols 0 0
86 1 1 To;al 1(\31 ?S 0 0
86 1 1 TO;al 1;51 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Ols 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 (is 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 1g1 ?S 0 0
86 | 1 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 1 1 To;al 1(\3] Ols 0 0
86 | 1 1 To;al 1(\31 ?S 0 0
86 | 1 | To;al lg ?S 0 0
86 | 1 | To;al 1(\31 ?S 0 0
86 | 1 | TO;al lg Ols 0 0
86 1 1 TO;al 1(\31 Ols 0 0
86 1 1 TO;al lg Ols 0 0
86 1 1 To;al 1(\31 ?S 0 0
86 1 1 TO;al 1;51 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Ols 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 (is 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 1g1 ?S 0 0
86 | 1 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 1 1 To;al 1(\3] Ols 0 0
86 | 1 1 To;al 1(\31 ?S 0 0
86 | 1 | To;al lg ?S 0 0
86 | 1 | To;al 1(\31 ?S 0 0
86 | 1 | TO;al lg Ols 0 0
86 1 1 TO;al 1(\31 Ols 0 0
86 1 1 TO;al lg Ols 0 0
86 1 1 To;al 1(\31 ?S 0 0
86 1 1 TO;al 1;51 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Ols 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 (is 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 1g1 ?S 0 0
86 | 1 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 1 1 To;al 1(\3] Ols 0 0
86 | 1 1 To;al 1(\31 ?S 0 0
86 | 1 | To;al lg ?S 0 0
86 | 1 | To;al 1(\31 ?S 0 0
86 | 1 | TO;al lg Ols 0 0
86 1 1 TO;al 1(\31 Ols 0 0
86 1 1 TO;al lg Ols 0 0
86 1 1 To;al 1(\31 ?S 0 0
86 1 1 TO;al 1;51 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Ols 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 (is 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 1g1 ?S 0 0
86 | 1 | To;al g Ols 0 0




Page 52 wwPDB X-ray Structure Validation Summary Report 4U55

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 1 1 To;al 1(\3] Ols 0 0
86 | 1 1 To;al 1(\31 ?S 0 0
86 | 1 | To;al lg ?S 0 0
86 | 1 | To;al 1(\31 ?S 0 0
86 | 1 | TO;al lg Ols 0 0
86 1 1 TO;al 1(\31 Ols 0 0
86 1 1 TO;al lg Ols 0 0
86 1 1 To;al 1(\31 ?S 0 0
86 1 1 TO;al 1;51 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Ols 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 (is 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 1g1 ?S 0 0
86 | 1 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 1 1 To;al 1(\3] Ols 0 0
86 | 1 1 To;al 1(\31 ?S 0 0
86 | 1 | To;al lg ?S 0 0
86 | 1 | To;al 1(\31 ?S 0 0
86 | 1 | TO;al lg Ols 0 0
86 1 1 TO;al 1(\31 Ols 0 0
86 1 1 TO;al lg Ols 0 0
86 1 1 To;al 1(\31 ?S 0 0
86 1 1 TO;al 1;51 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Ols 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 (is 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 1g1 ?S 0 0
86 | 1 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 1 1 To;al 1(\3] Ols 0 0
86 | 1 1 To;al 1(\31 ?S 0 0
86 | 1 | To;al lg ?S 0 0
86 | 1 | To;al 1(\31 ?S 0 0
86 | 1 | TO;al lg Ols 0 0
86 1 1 TO;al 1(\31 Ols 0 0
86 1 1 TO;al lg Ols 0 0
86 1 1 To;al 1(\31 ?S 0 0
86 1 1 TO;al 1;51 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Ols 0 0
86 1 1 To;al 12 ?S 0 0
86 3 1 To;al 12 (is 0 0
86 3 1 To;al 12 ?S 0 0
86 3 1 To;al 1g1 ?S 0 0
86 | 3 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 3 1 To;al 1(\3] Ols 0 0
86 | 3 1 To;al 1(\31 ?S 0 0
86 | 3 | To;al lg ?S 0 0
86 | 3 | To;al 1(\31 ?S 0 0
86 | 3 | TO;al lg Ols 0 0
86 3 1 TO;al 1(\31 Ols 0 0
86 3 1 TO;al lg Ols 0 0
86 4 1 To;al 1(\31 ?S 0 0
86 4 1 TO;al 1;51 Ols 0 0
86 4 1 To;al 12 Ols 0 0
86 4 1 To;al 12 Ols 0 0
86 4 1 TO;al 12 ?S 0 0
86 4 1 TO;al 12 Cis 0 0
86 4 1 TO;al 12 Cis 0 0
86 4 1 TO;al 12 Cis 0 0
86 4 1 TO;al 12 Ols 0 0
86 4 1 To;al 12 ?S 0 0
86 4 1 To;al 12 (is 0 0
86 4 1 To;al 12 ?S 0 0
86 4 1 To;al 1g1 ?S 0 0
86 | 4 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | L3 1 To;al 1(\3] Ols 0 0
86 | L3 1 To;al 1(\31 ?S 0 0
86 | L3 | To;al lg ?S 0 0
86 | L4 | To;al 1(\31 ?S 0 0
86 | Mo | TO;al lg Ols 0 0
86 | M5 1 TO;al 1(\31 Ols 0 0
86 | M7 | TO;al 1g1 Ols 0 0
86 | M7 | To;al 1(\31 (is 0 0
86 | M8 1 TO;al 1;51 Ols 0 0
86 | M9 1 To;al 12 Ols 0 0
8 | N1 1 To;al 12 Ols 0 0
8 | N9 1 TO;al 12 ?S 0 0
8 | o1 1 TO;al 12 Cis 0 0
86 | 02 1 TO;al 12 Cis 0 0
8 | O3 1 TO;al 12 Cis 0 0
8 | O7 1 TO;al 12 Ols 0 0
8 | O7 1 To;al 12 ?S 0 0
8 | 09 1 To;al 12 (is 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 1g1 ?S 0 0
86 | 6 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 6 1 To;al 1(\3] Ols 0 0
86 | 6 1 To;al 1(\31 ?S 0 0
86 | 6 | To;al lg ?S 0 0
86 | 6 | To;al 1(\31 ?S 0 0
86 | 6 | TO;al lg Ols 0 0
86 6 1 TO;al 1(\31 Ols 0 0
86 6 1 TO;al lg Ols 0 0
86 6 1 To;al 1(\31 ?S 0 0
86 6 1 TO;al 1;51 Ols 0 0
86 6 1 To;al 12 Ols 0 0
86 6 1 To;al 12 Ols 0 0
86 6 1 TO;al 12 ?S 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Ols 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 (is 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 1g1 ?S 0 0
86 | 6 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 6 1 To;al 1(\3] Ols 0 0
86 | 6 1 To;al 1(\31 ?S 0 0
86 | 6 | To;al lg ?S 0 0
86 | 6 | To;al 1(\31 ?S 0 0
86 | 6 | TO;al lg Ols 0 0
86 6 1 TO;al 1(\31 Ols 0 0
86 6 1 TO;al lg Ols 0 0
86 6 1 To;al 1(\31 ?S 0 0
86 6 1 TO;al 1;51 Ols 0 0
86 6 1 To;al 12 Ols 0 0
86 6 1 To;al 12 Ols 0 0
86 6 1 TO;al 12 ?S 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Ols 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 (is 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 1g1 ?S 0 0
86 | 6 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 6 1 To;al 1(\3] Ols 0 0
86 | 6 1 To;al 1(\31 ?S 0 0
86 | 6 | To;al lg ?S 0 0
86 | 6 | To;al 1(\31 ?S 0 0
86 | 6 | TO;al lg Ols 0 0
86 6 1 TO;al 1(\31 Ols 0 0
86 6 1 TO;al lg Ols 0 0
86 6 1 To;al 1(\31 ?S 0 0
86 6 1 TO;al 1;51 Ols 0 0
86 6 1 To;al 12 Ols 0 0
86 6 1 To;al 12 Ols 0 0
86 6 1 TO;al 12 ?S 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Ols 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 (is 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 1g1 ?S 0 0
86 | 6 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 6 1 To;al 1(\3] Ols 0 0
86 | 6 1 To;al 1(\31 ?S 0 0
86 | 6 | To;al lg ?S 0 0
86 | 6 | To;al 1(\31 ?S 0 0
86 | 6 | TO;al lg Ols 0 0
86 6 1 TO;al 1(\31 Ols 0 0
86 6 1 TO;al lg Ols 0 0
86 6 1 To;al 1(\31 ?S 0 0
86 6 1 TO;al 1;51 Ols 0 0
86 6 1 To;al 12 Ols 0 0
86 6 1 To;al 12 Ols 0 0
86 6 1 TO;al 12 ?S 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Ols 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 (is 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 1g1 ?S 0 0
86 | 6 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 6 1 To;al 1(\3] Ols 0 0
86 | 6 1 To;al 1(\31 ?S 0 0
86 | 6 | To;al lg ?S 0 0
86 | 6 | To;al 1(\31 ?S 0 0
86 | 6 | TO;al lg Ols 0 0
86 6 1 TO;al 1(\31 Ols 0 0
86 6 1 TO;al lg Ols 0 0
86 6 1 To;al 1(\31 ?S 0 0
86 6 1 TO;al 1;51 Ols 0 0
86 6 1 To;al 12 Ols 0 0
86 6 1 To;al 12 Ols 0 0
86 6 1 TO;al 12 ?S 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Ols 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 (is 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 1g1 ?S 0 0
86 | 6 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 6 1 To;al 1(\3] Ols 0 0
86 | 6 1 To;al 1(\31 ?S 0 0
86 | 6 | To;al lg ?S 0 0
86 | 6 | To;al 1(\31 ?S 0 0
86 | 6 | TO;al lg Ols 0 0
86 6 1 TO;al 1(\31 Ols 0 0
86 6 1 TO;al lg Ols 0 0
86 6 1 To;al 1(\31 ?S 0 0
86 6 1 TO;al 1;51 Ols 0 0
86 6 1 To;al 12 Ols 0 0
86 6 1 To;al 12 Ols 0 0
86 6 1 TO;al 12 ?S 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Ols 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 (is 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 1g1 ?S 0 0
86 | 6 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 6 1 To;al 1(\3] Ols 0 0
86 | 6 1 To;al 1(\31 ?S 0 0
86 | 6 | To;al lg ?S 0 0
86 | 6 | To;al 1(\31 ?S 0 0
86 | 6 | TO;al lg Ols 0 0
86 6 1 TO;al 1(\31 Ols 0 0
86 6 1 TO;al lg Ols 0 0
86 6 1 To;al 1(\31 ?S 0 0
86 6 1 TO;al 1;51 Ols 0 0
86 6 1 To;al 12 Ols 0 0
86 6 1 To;al 12 Ols 0 0
86 6 1 TO;al 12 ?S 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Ols 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 (is 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 1g1 ?S 0 0
86 | 6 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 6 1 To;al 1(\3] Ols 0 0
86 | 6 1 To;al 1(\31 ?S 0 0
86 | 6 | To;al lg ?S 0 0
86 | 6 | To;al 1(\31 ?S 0 0
86 | 6 | TO;al lg Ols 0 0
86 6 1 TO;al 1(\31 Ols 0 0
86 6 1 TO;al lg Ols 0 0
86 6 1 To;al 1(\31 ?S 0 0
86 s1 1 TO;al 1;51 Ols 0 0
86 s1 1 To;al 12 Ols 0 0
86 sd 1 To;al 12 Ols 0 0
86 s8 1 TO;al 12 ?S 0 0
86 59 1 TO;al 12 Cis 0 0
86 c3 1 TO;al 12 Cis 0 0
86 c5 1 TO;al 12 Cis 0 0
86 c8 1 TO;al 12 Ols 0 0
8 | d4 1 To;al 12 ?S 0 0
8 | d9 1 To;al 12 (is 0 0
8 | SR 1 To;al 12 ?S 0 0
86 5 1 To;al 1g1 ?S 0 0
86 | 5 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8% | 5 1 To;al 1(\3] Ols 0 0
8% | 5 1 To;al 1(\31 ?S 0 0
86 | 5 | To;al lg ?S 0 0
8% | 5 | To;al 1(\31 ?S 0 0
86 | 5 | TO;al lg Ols 0 0
86 5 1 TO;al 1(\31 Ols 0 0
86 5 1 TO;al lg Ols 0 0
86 5 1 To;al 1(\31 ?S 0 0
86 5 1 TO;al 1;51 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Ols 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 (is 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 1g1 ?S 0 0
86 | 5 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8% | 5 1 To;al 1(\3] Ols 0 0
8% | 5 1 To;al 1(\31 ?S 0 0
86 | 5 | To;al lg ?S 0 0
8% | 5 | To;al 1(\31 ?S 0 0
86 | 5 | TO;al lg Ols 0 0
86 5 1 TO;al 1(\31 Ols 0 0
86 5 1 TO;al lg Ols 0 0
86 5 1 To;al 1(\31 ?S 0 0
86 5 1 TO;al 1;51 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Ols 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 (is 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 1g1 ?S 0 0
86 | 5 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8% | 5 1 To;al 1(\3] Ols 0 0
8% | 5 1 To;al 1(\31 ?S 0 0
86 | 5 | To;al lg ?S 0 0
8% | 5 | To;al 1(\31 ?S 0 0
86 | 5 | TO;al lg Ols 0 0
86 5 1 TO;al 1(\31 Ols 0 0
86 5 1 TO;al lg Ols 0 0
86 5 1 To;al 1(\31 ?S 0 0
86 5 1 TO;al 1;51 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Ols 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 (is 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 1g1 ?S 0 0
86 | 5 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8% | 5 1 To;al 1(\3] Ols 0 0
8% | 5 1 To;al 1(\31 ?S 0 0
86 | 5 | To;al lg ?S 0 0
8% | 5 | To;al 1(\31 ?S 0 0
86 | 5 | TO;al lg Ols 0 0
86 5 1 TO;al 1(\31 Ols 0 0
86 5 1 TO;al lg Ols 0 0
86 5 1 To;al 1(\31 ?S 0 0
86 5 1 TO;al 1;51 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Ols 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 (is 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 1g1 ?S 0 0
86 | 5 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8% | 5 1 To;al 1(\3] Ols 0 0
8% | 5 1 To;al 1(\31 ?S 0 0
86 | 5 | To;al lg ?S 0 0
8% | 5 | To;al 1(\31 ?S 0 0
86 | 5 | TO;al lg Ols 0 0
86 5 1 TO;al 1(\31 Ols 0 0
86 5 1 TO;al lg Ols 0 0
86 5 1 To;al 1(\31 ?S 0 0
86 5 1 TO;al 1;51 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Ols 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 (is 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 1g1 ?S 0 0
86 | 5 | To;al 1(\;] Ols 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
8% | 5 1 To;al 1(\3] Ols 0 0
8% | 5 1 To;al 1(\31 ?S 0 0
86 | 5 | To;al lg ?S 0 0
8% | 5 | To;al 1(\31 ?S 0 0
86 | 5 | TO;al lg Ols 0 0
86 5 1 TO;al 1(\31 Ols 0 0
86 5 1 TO;al lg Ols 0 0
86 5 1 To;al 1(\31 ?S 0 0
86 5 1 TO;al 1;51 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Ols 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 (is 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 1g1 ?S 0 0
86 | 5 | To;al 1(\;] Ols 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
8% | 5 1 To;al 1(\3] Ols 0 0
8% | 5 1 To;al 1(\31 ?S 0 0
86 | 5 | To;al lg ?S 0 0
8% | 5 | To;al 1(\31 ?S 0 0
86 | 5 | TO;al lg Ols 0 0
86 5 1 TO;al 1(\31 Ols 0 0
86 5 1 TO;al lg Ols 0 0
86 5 1 To;al 1(\31 ?S 0 0
86 5 1 TO;al 1;51 Ols 0 0
86 5 1 To;al 12 Ols 0 0
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86 5 1 To;al 12 (is 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 1g1 ?S 0 0
86 | 5 | To;al 1(\;] Ols 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
8% | 5 1 To;al 1(\3] Ols 0 0
8% | 5 1 To;al 1(\31 ?S 0 0
86 | 5 | To;al lg ?S 0 0
8% | 5 | To;al 1(\31 ?S 0 0
86 | 5 | TO;al lg Ols 0 0
86 5 1 TO;al 1(\31 Ols 0 0
86 5 1 TO;al lg Ols 0 0
86 5 1 To;al 1(\31 ?S 0 0
86 5 1 TO;al 1;51 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Ols 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 (is 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 1g1 ?S 0 0
86 | 5 | To;al 1(\;] Ols 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
8% | 5 1 To;al 1(\3] Ols 0 0
8% | 5 1 To;al 1(\31 ?S 0 0
86 | 5 | To;al lg ?S 0 0
8% | 5 | To;al 1(\31 ?S 0 0
86 | 5 | TO;al lg Ols 0 0
86 5 1 TO;al 1(\31 Ols 0 0
86 5 1 TO;al lg Ols 0 0
86 5 1 To;al 1(\31 ?S 0 0
86 5 1 TO;al 1;51 Ols 0 0
86 5 1 To;al 12 Ols 0 0
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86 5 1 TO;al 12 ?S 0 0
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86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Ols 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 (is 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 1g1 ?S 0 0
86 | 5 | To;al 1(\;] Ols 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
8% | 5 1 To;al 1(\3] Ols 0 0
8% | 5 1 To;al 1(\31 ?S 0 0
86 | 5 | To;al lg ?S 0 0
8% | 5 | To;al 1(\31 ?S 0 0
86 | 5 | TO;al lg Ols 0 0
86 5 1 TO;al 1(\31 Ols 0 0
86 5 1 TO;al lg Ols 0 0
86 5 1 To;al 1(\31 ?S 0 0
86 5 1 TO;al 1;51 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Ols 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 (is 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 1g1 ?S 0 0
86 | 5 | To;al 1(\;] Ols 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
8% | 5 1 To;al 1(\3] Ols 0 0
8% | 5 1 To;al 1(\31 ?S 0 0
86 | 5 | To;al lg ?S 0 0
8% | 5 | To;al 1(\31 ?S 0 0
86 | 5 | TO;al lg Ols 0 0
86 5 1 TO;al 1(\31 Ols 0 0
86 5 1 TO;al lg Ols 0 0
86 5 1 To;al 1(\31 ?S 0 0
86 5 1 TO;al 1;51 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 TO;al 12 ?S 0 0
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86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Ols 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 (is 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 1g1 ?S 0 0
86 | 5 | To;al 1(\;] Ols 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
8% | 5 1 To;al 1(\3] Ols 0 0
8% | 5 1 To;al 1(\31 ?S 0 0
86 | 5 | To;al lg ?S 0 0
8% | 5 | To;al 1(\31 ?S 0 0
86 | 5 | TO;al lg Ols 0 0
86 5 1 TO;al 1(\31 Ols 0 0
86 5 1 TO;al lg Ols 0 0
86 5 1 To;al 1(\31 ?S 0 0
86 5 1 TO;al 1;51 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Ols 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 (is 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 1g1 ?S 0 0
86 | 5 | To;al 1(\;] Ols 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
8% | 5 1 To;al 1(\3] Ols 0 0
8% | 5 1 To;al 1(\31 ?S 0 0
86 | 5 | To;al lg ?S 0 0
8% | 5 | To;al 1(\31 ?S 0 0
86 | 5 | TO;al lg Ols 0 0
86 5 1 TO;al 1(\31 Ols 0 0
86 5 1 TO;al lg Ols 0 0
86 5 1 To;al 1(\31 ?S 0 0
86 5 1 TO;al 1;51 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 To;al 12 Ols 0 0
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86 5 1 To;al 1g1 ?S 0 0
86 | 5 | To;al 1(\;] Ols 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
8% | 5 1 To;al 1(\3] Ols 0 0
8% | 5 1 To;al 1(\31 ?S 0 0
86 | 5 | To;al lg ?S 0 0
8% | 5 | To;al 1(\31 ?S 0 0
86 | 5 | TO;al lg Ols 0 0
86 5 1 TO;al 1(\31 Ols 0 0
86 5 1 TO;al lg Ols 0 0
86 5 1 To;al 1(\31 ?S 0 0
86 5 1 TO;al 1;51 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Ols 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 (is 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 1g1 ?S 0 0
86 | 5 | To;al 1(\;] Ols 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
8% | 5 1 To;al 1(\3] Ols 0 0
8% | 5 1 To;al 1(\31 ?S 0 0
86 | 5 | To;al lg ?S 0 0
8% | 5 | To;al 1(\31 ?S 0 0
86 | 5 | TO;al lg Ols 0 0
86 5 1 TO;al 1(\31 Ols 0 0
86 5 1 TO;al lg Ols 0 0
86 5 1 To;al 1(\31 ?S 0 0
86 5 1 TO;al 1;51 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Ols 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 (is 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 1g1 ?S 0 0
86 | 5 | To;al 1(\;] Ols 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
8% | 5 1 To;al 1(\3] Ols 0 0
8% | 5 1 To;al 1(\31 ?S 0 0
86 | 5 | To;al lg ?S 0 0
8% | 5 | To;al 1(\31 ?S 0 0
86 | 5 | TO;al lg Ols 0 0
86 5 1 TO;al 1(\31 Ols 0 0
86 5 1 TO;al lg Ols 0 0
86 5 1 To;al 1(\31 ?S 0 0
86 5 1 TO;al 1;51 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Ols 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 (is 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 1g1 ?S 0 0
86 | 5 | To;al 1(\;] Ols 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
8% | 5 1 To;al 1(\3] Ols 0 0
8% | 5 1 To;al 1(\31 ?S 0 0
86 | 5 | To;al lg ?S 0 0
8% | 5 | To;al 1(\31 ?S 0 0
86 | 5 | TO;al lg Ols 0 0
86 5 1 TO;al 1(\31 Ols 0 0
86 5 1 TO;al lg Ols 0 0
86 5 1 To;al 1(\31 ?S 0 0
86 5 1 TO;al 1;51 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 To;al 12 Ols 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Cis 0 0
86 5 1 TO;al 12 Ols 0 0
86 7 1 To;al 12 ?S 0 0
86 7 1 To;al 12 (is 0 0
86 7 1 To;al 12 ?S 0 0
86 7 1 To;al 1g1 ?S 0 0
86 | 7 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 7 1 To;al 1(\3] Ols 0 0
86 | 7 1 To;al 1(\31 ?S 0 0
86 | 7 | To;al lg ?S 0 0
86 | 7 | To;al 1(\31 ?S 0 0
86 | 7 | TO;al lg Ols 0 0
86 7 1 TO;al 1(\31 Ols 0 0
86 8 1 TO;al lg Ols 0 0
86 8 1 To;al 1(\31 ?S 0 0
86 8 1 TO;al 1;51 Ols 0 0
86 8 1 To;al 12 Ols 0 0
86 8 1 To;al 12 Ols 0 0
86 8 1 TO;al 12 ?S 0 0
86 8 1 TO;al 12 Cis 0 0
86 8 1 TO;al 12 Cis 0 0
86 8 1 TO;al 12 Cis 0 0
86 8 1 TO;al 12 Ols 0 0
86 8 1 To;al 12 ?S 0 0
86 8 1 To;al 12 (is 0 0
86 8 1 To;al 12 ?S 0 0
86 8 1 To;al 1g1 ?S 0 0
86 | 8 | To;al 1(\;] Ols 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 8 1 To;al 1(\3] Ols 0 0
86 | 8 1 To;al 1(\31 ?S 0 0
86 | 13 | To;al lg ?S 0 0
86 | 13 | To;al 1(\31 ?S 0 0
86 | 13 | TO;al lg Ols 0 0
86 14 1 TO;al 1(\31 Ols 0 0
86 14 1 TO;al lg Ols 0 0
86 15 1 To;al 1(\31 ?S 0 0
86 15 1 TO;al 1;51 Ols 0 0
86 15 1 To;al 12 Ols 0 0
86 19 1 To;al 12 Ols 0 0
86 | mo 1 TO;al 12 ?S 0 0
86 | mo 1 TO;al 12 Cis 0 0
8 | ml 1 TO;al 12 Cis 0 0
86 | m4 1 TO;al 12 Cis 0 0
86 | m5 1 TO;al 12 Ols 0 0
86 | m6 1 To;al 12 ?S 0 0
8 | m7 1 To;al 12 (is 0 0
86 | mS 1 To;al 12 ?S 0 0
86 | m9 1 To;al 1g1 ?S 0 0
8 | nl | To;al g Ols 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | u3 1 To;al 1(\3] Ols 0 0
86 | n9 1 To;al 1(\31 ?S 0 0
86 | o3 1 To;al 1g1 ?S 0 0
86 | 2 1 To;al 1(\31 ?S 0 0

e Molecule 87 is (14aR)-2,3,6-trimethoxy-11,12,13,14,14a,15-hexahydro-9H-dibenzolf, h|pyrido

[1,2-b]isoquinoline (three-letter code: 3K8) (formula: CoyHo7NO3).

3K8
:DEO -~
c1 Lj]fl\ o~ 8 =
cii H{ co |‘ Tw L
- \ N[F!\// e T‘/ "'*?:TE
o5 e : PN 0°
\
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
87 2 1 28 24 1 3 0 0
Total C N O
87 6 1 98 o4 1 3 0 0

e Molecule 88 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
38 D6 1 Total Zn 0 0
1 1
38 D7 1 Total Zn 0 0
1 1
88 D9 1 Toltal Zln 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

88 | E1 | Total ~ Zn 0 0
11

88 | o7 | Total ~ Zn 0 0
11

88 | Qo | Toltal Zln 0 0

38 Q2 1 Total Zn 0 0
11

38 Q3 1 Total Zn 0 0
11

88 d6 1 Total = Zn 0 0
11

88 a7 1 Total ~ Zn 0 0
11

88 d9 1 Total ~ Zn 0 0
11

88 el 1 Total = Zn 0 0
11

88 o7 1 Total = Zn 0 0
11

38 0 1 Total Zn 0 0
11

38 > 1 Total Zn 0 0
11

38 @ 1 Toltal Zln 0 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The first

graphic for a chain summarises the proportions of the various outlier classes displayed in the second
graphic. The second graphic shows the sequence view annotated by issues in geometry. 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. 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.

Note EDS failed to run properly.

e Molecule 1: 18S ribosomal RNA

6%

30%

62%

Chain 2:

votTV
€0TV

00TV

e

8¥D
LYY

j4241

{40
Y
oy

€D
Len
9Ty
S0

91D

Ll

651N

L

€GTD
{41

0STN

9 IN

6EVN

YEVD

SThY
x4

(4470

617D
81¥D
LI%Y

+

(4544

60%0
80%0

i

£0%D

TOvY

66EY

Leey
96€D

76€D

L

06€D
68€D

LBEY

T8€D
08eN

0LEY
69€Y
89€N

£9€D

19€D

VS€0

{4144

8ven

867D
L6%D
967D
967D
vevn
€670

88%D
98¥D
S8YY
78¥0
08%D
TLYY
89%V

S9%D
eidl

85%D
vSvn

€5¥N
[4cia

3

Lvvn
Eiaal

V4747

8590

959D

%590
€990

0s9n
6790
8%9D
L¥9D

ovon

L

0E9Y

€29V

8.0

8L.LD
LLLD

SL.LD
YLLY

89.L0

99.0

L

635.L0

988N

918D

S98V

298Y

T98n

098n

1580

vasn

8%8D

9¥8D

0¥8n

L

8€8D

€€80N

0%0TD

|

€€0TD

820TD

9201V

12010
0zZOoTY

S00TV
70010
€001V
200t

S66Y

€66V

886V

z8en

€L6Y

696D
8960

T960
096n

TS6V

+
3

se6n
7€60

L

§26D
Tzen
9160
ST6V
716D
€169
cren
868V

268V

8SGTT0
LSTTV

SSTTD
|
TSTTV
0STTD
|
SYT1TNn
|
TYITY
]
6ETTY
8ETTV
]
TETTY
|
iz42a 4
|
61TTD

9TTTV

RLDWIDE

Y11

TT11D

W

60TTD

LOTTD

TOTTD

+

16070

|

2601V
T60TV

980TV

SPDB

PROTEIN DATA BANK


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

4Ub55

wwPDB X-ray Structure Validation Summary Report

Page 87

V.21
€LTTD
cLTIn

89CTD

cozTIn

TS210
0szTNn

EiZa%)
vverv
15745

15745

62CTD
82CTD
paan |
9TV

F

L12TV

+

80CTV
021D

66TTD
86TTD
L6TTD

T6TTN

68TTV

S8TTN

28110

9LT1D

ZAa%)

89710
L9T1D

09TTV

86£TN

06€TN
68ETD

98ETD

V8ETY
€8ETD

8LETN

zLETn
TLETY

v9€TD
€9€TN
29eTN
T9€TN

SSETD
7SETD
€SETN

3
:
1

YYETY

(419
TYETY

8EETD
YCeTD
TCeTV
ozeTn
6IETY

STETN

TIETN

00ETY

162D
06210

98210

¥8C1D

08CTD

LLTTD
9,210

ﬂmmﬂu
L1510
91STV
SISTV

90STD

TLYTY
6971V
S9%1D
€9%1D

(4545
19710

6S¥T0

LS¥TO

igan
SYP1D

L3

8C¥1D
yRa4a
9CY1D

94414

4444 4

STPIN

€TV
[454%)

591D

0S91n

cv9Td

6€9TD

F

EEITY

TE9TY

6191D

9191
ST9T0

|

TI9TV

90910

T091D

96STD

26STY

06ST1D

831D

VLSTD
€LSTY

69STV

L

09STN
6GSTV

LSSTN

{47515

0%S1D

8€39TN
LESTD

9TSTY

vesTY
€CSTH

LYLTD
VLIV
SPLID
LIV

ovLTIV

€ELTO

€89T0
2891N
1891V
08919

SL91D

€L91D

TLOTV

€99TD

86,70
96.LTD
S6.TN
Y6LIV
€6.1D
C6L1D

68L1D

€8.10

T8L1V
08.L1D

LLLTD

€LLTD

0LLTN

091D

9GLTY
SSGLTV

0GLTY
6V.LTV

18S ribosomal RNA

e Molecule 1

5%

31%

64%

Chain 6
Isss

00TY

o llw I
0 ] (2}
< < <<

~ ©
[
D <

9LY

eLn

N
~
<

69D

L9V

S9V

T9Y

4

TSY

€en

9TV

L

Ten

61V

L1D
91D
STN

€10

sn

9910

€919

7910

651N

TS1D

ceN

6210

szin

61TV

9110

ST1D
Y110

(4334
1110

701V
€0TV
coTn
T010

60€D

L

S0€0

662V
8620

182D

§82H

8.2n
LLen

€80

LV
0420
692D

S92V

920
09zn
652N

LSey

TSey
082D
6ven

cven
wen
oven

veTH
€€TO
(441}

0€2D

82TH
Lzzn
ozey

ozey
612V
81ay
L1ev
91zn

+

002y

+

961D

7190

7ovD
€07D

TO%V
007V

86€D

1

26€D

L8EY

78€D

28€0

8.LEV

vlen

TLED
0LEY

1

v9€d
£9€D

T9€D
09€Y

T0S0
0050

L6%D
967D

vevn

LLYY

SLVV

0LPY

89%V

SS70

€970
[4id 4

8EVY

SEVD

ZEYD

0€¥D
627D

3

4
Yo

(440}

A A S

€090

865N
L6SD

S69D
v63V

€890
28580

083V
6.9V

119D

.90

048V

9950

L

6550

9GSV
9GSV

873D

0¥Sd
6€5D
8ESY

9€S0

LTSY

SCSV

€290

673D

3

719D

TISV
0TSD

€890
2890
789N

6,90
8L9Y

9199

0,90

899D
1990

599N
799N

2990
T99V

6590
8590

€590
259D

059N

8v9D
Ly9D

ovon

8g9N
LE9D

2E9MN

0E9V

%299

[44:) 4

029y

+

9199

L09D

1

€6.LY
6.0

68.LY

€8.LD

8.0
08LY

cTLd

O

R LDWIDE
PROTEIN DATA BANK

W



4U55

wwPDB X-ray Structure Validation Summary Report

Page 88

ST6V
¥16D
€169
2160
8060
106D
868Y
268V

9830

788V

2880
188V

989

%.80
€180

86.L0

S6.L0
ve.Ln

LT0TY

STOTV

¢zToTd

9660

266V

886Y

€86V
z86n

9,69

ia%)

0¥T1D

8ETTV

L

YETID
EETTV

62110

L2119

€CT1D

61TTD

ETTTV
[433%5)

60TTD

TOTTD

860TN

960TD

€601V
60TV

801D
T80TV

9L0TV
€L0TD
TLOTD
TL0T0

090TNn
650TN

501N
950TN

€590T1D
235010
TSO0TD

L¥0TD
9%01D

0%0TD
6E0TY

TEOTN

81CTD
L12TY

()54 %)

80CTV

20CTY

66TTD

V61TV

+

08TTD

L9719

S911D

29110

09TV
6STTD
8STTD
SGSTTD

TSTTV

.

20¥1D

00%TV

86€TN
L6ETN
96€TN

06€TN

88ETY
T8ETY
LLETN
€LETD
cLETN
TLETV
79€TD
€9€TN
C9ETN
09€TY

SGETO

+
+

6¥ETD

F

SYETY
vveTY
€vETN
TCETV
9T€TD
STETN
vieIN
00ETY
L6219
621D
88CT1D

98210
S8CIN

08210

9,210

v.210

CTESTN
T€STD

VTSIV

ﬁJmﬁu
9TSTY
STSTY
vISTNn
€ «mﬁu
womﬂu
momﬂ<
wmmﬂb
€67V
14544 4
16710
06%T0
mwmﬁb

[4:i4%)

8L%1D

YLy1D
eLv1N
TLYTO
TLYTV

6971V

19710

6S%T0

L

8Y¥1D

VIV
m#ﬂau
Mm“ﬂu
(1445
8TV
LTVTY

STPIN

€TPIN
[454%)

€499T0

6%91D
8¥9TV

€%910
Z¥91D

0%910

8€9TD
LEITD
9€91D
SE9TY
¥€91D

6291

12910
02910
61910

919TD

P91V

20910
T091D
0091V

96S1D

0651

891D
€851V
28STN
18510

LLSTY
9LSTV
S.LSTD
%810
E€LSTY

0LSTY
69STY

|

09510
63STY

LSSTN
¥&STn
0%STD

6ESTD
8ESTN

9LLTY
SL.10

€LLTD
CTLLTD

0LLT0
69,70

S9LTY

0919

831N

TSL1D

8V.LID
LYLTD

STLID
LIV
€v.LI0
cv.LIn
9ELTD
TELTY
9TL1D

LTLTD

STLID
CTILIV
€0LTD

CTOLTY
TOLTV

669TD

40S ribosomal protein SO-A

28910
1891V

%L910

99910

991D

L3

66.T0

Y6LIV
€6.L1D
CT6LTD
T6L1V

68.L1D

[4:734

e Molecule 2

08.L1D

. 18%

17%

Ll

65%

Chain SO

LT

S9TH

8GTA
LS1d

911

6ETA

€CTA

6114

1111
OTTA

961

76D

883

98A

[4UAS

002a

86TH

96TS
S6TM
¥61d

1674
061
68TA
8811
L8TV

LLTT

408 ribosomal protein SO-A

e Molecule 2

18%

62%

Chain s0

<
A

6ETA

vCiL

61TH

SPA

v

9€X

6CA

8CN

c1d

O

R LDWIDE
PROTEIN DATA BANK

W



4U55

wwPDB X-ray Structure Validation Summary Report

Page 89

90za

€0cd
20TA

1674

981D

7811
€874

6.T4

LT

69TS

TITN

291D

8STA
L51Q

¥S1a

¢STd

i442"

e Molecule 3: 40S ribosomal protein S1-A

16%

22%

)
<+
=

60%

Chain S1:

Ly1
9%l

{4741

6€d

LEL

Sed

ogd
6CM

STl

€c¢d

TCA

€224

Tced

T€e1

92TH

vcea

e Molecule 3: 40S ribosomal protein S1-A

15%

18%

66%

Chain sl:

LTTA
9CTL
SCIA
C11s
LOTL
S0T4

1671
961

€69

£8)

184

1.3

€LT

0.1

{428

188

LYT

Lel
9€S

CETH
1€C1

6CCTH

€eed
(444}

L1271
80zh
L0TT
902d

£02a
[4va)

9674
S6TA

S8TL
1811
08TL
6L1S
LLTD
6918
6STS
¥s18
LYTV

LETI

6CTL

e Molecule 4: 40S ribosomal protein S2

14%

16%

68%

Chain S2:

164
961

760

680

LD
9.1

eL1
TLT

0La
691

jaskcs
LYV

71

0Szb

8¥%¢s

svea

LETA

9galL
SeTT

(4448
T2l

L0271

86TL

S6Ta

99TL

6GTL

LSTH
€SS

0510

S¥ID

6ETI

LETI

YETT

LITL

€111

TTTA

80TN
L0TS

L

e Molecule 4: 40S ribosomal protein S2

14%

21%

63%

Chain s2:

{434

06L
680

.80

11D

D E

O

R L DWI
PROTEIN DATA BANK

W



4U55

wwPDB X-ray Structure Validation Summary Report

Page 90

Elaan
See

[44AS
TeeL

012l

L0271
9021

verd

98T

281d

8LTI

0L7I

9911

¥918
€9TD

T9TH

€918
CGTH

671D

Ll

15745

6ETI

LETI

0gTd

LTTL
9TTH

€111

TTTA

L0TS

L

L6Y4

e Molecule 5

Seyd
60
€60

8ves

4449

8€TS

SETT
Yecd

{434

6221

408 ribosomal protein S3

7%

.

20%

72%

Chain S3

1745

LETA

PETO

iZ4x:t

L7174
91Td

ETTT
(435
TTIN
0TTT
SOTW

€073

684

81

T8d

9.4

9€D

0zged

L1281
91ed

T12d

6021

002x1

96TY

8.LT4

9LTT

YLTH

408 ribosomal protein S3

CTLIL

8STI

TSTH

8V

iAx

EVTY

e Molecule 5

7%

.

19%

72%

Chain s3

8V

€VTY
(4458

6ETS

YETD

821d
LTTH

SCTA

L1714

€111

L1

L8k
981

781

9.4

0LL
691

754

€%d

157

£

408 ribosomal protein S4-A

Tees
0ged

L1e1
912d

€12
(4148
T12d

9674
SG6TS

081D

LLTW

9L11

691Q

79TA

29Th

8STI
LSTT

e Molecule 6

22%

76%

Chain S4

652h
85zh

8¥CI
L%CS

svex

ovex

9€CI

€ETAH

9zgcd

€TCN

j144

S12a

TIeyH
0121

902a

c¢oca

L6TH

S6TI

40S ribosomal protein S4-A

€61D
C6TI

1814
T8TA
T8TA
08171
6LTM
9.1a

L91D

e Molecule 6

18%

80%

Chain s4

€91a

6STL

87TH

91Tl

TPIL

L1174
911a

e11Yd

80Ty

061

0LA

894
190

961
194

674
8¥1

SYI

{4741
s

8€1

Ted

T

092D

92y

9CT

€%2H

9€CI

{444
1344

61CA

0121

96TA
S6TI

¥8TL

C8TA

e Molecule 7

0871

9.1a

89T

P11

40S ribosomal protein Sb

8%

22%

68%

Chain S5

O

R LDWIDE
PROTEIN DATA BANK

W



4Ub55

wwPDB X-ray Structure Validation Summary Report

Page 91

061
681

98d

184

6.LN

990

7oA

09a

oo
<
=

el ac

90Ts

€02y

7611

06TI

98TN

€918
Z9TA

09TA

LS4

e Molecule 7: 408 ribosomal protein S

PSTY
€GTD

8¥TH
LYTL
91l
6ETN
LETI

8CIN
Pradi]

{491\
101D
00TN
661
167

61
€671

8%

.

22%

68%

Chain sb:

8y
€84

6LN
€L1
891
990
€90

09a
63A

PAH)
98V
SSa

3

1472\
€vd
(4741

6€d
8€L
Led
9LV
sgb

Ted

621

Ll

Se1

Tl

91cd

60CA

702d
€021

7611

06TI

814

€918
Z9TA

09TA

PASIAS
9STY

e Molecule 8: 40S ribosomal protein S6-A

¥STV

TS1D

8¥Td

0€TI

9zTa

SCTL

CTIN

611d

00TN

€61

061
681

18%

—
77%

Chain S6:

IIIIm .
H 0

29T

75T

2¢s1a
TS1d

9%1D
7458
€eTT
6CTA
8CTL
LTTL
9z1a

[4q5xs

0zTa

60TT

764

680

28s

=
0
I>

6L
8LL

04d
691

LOA

590

Ll

9SN

%90

vva

62

STy

oza

€TTA

1121
01zh

0610
LL1Y4
SLTI
YL
€L1d

0LTL
69TX

S9TD

e Molecule 8: 40S ribosomal protein S6-A

8%

17%

73%

Chain s6:

SLTI
VLI
€L1d

TLIN

89TL

S91D
voTx

3

SSTa

1STQ
7458
CETH
8CTL
pXany
921a
SCTL

1211
ozt

6011
80TA

v01d

LBA

TLL
0Ld

891
L9A

S9b

650
893

ey

el

CCH
Tca

L14

119

Sty
(414
602y
€671
[4:14s]

08TL
6LTA

e Molecule 9: 40S ribosomal protein S7-A

22%

73%

Chain S7:

vera
€ETL
CETd

0ETA

9CT1

LTTL
9TTH

255

(494
TTTY

+

vory

~ o o Il
aQ O O
MoH A

F.I.
=
I’_]

SLL

LA

813

6SGTA

9818
SSTa

611

LYIN

A

1544

9ETA

e Molecule 9: 40S ribosomal protein S7-A

17%

79%

Chain s7:

D E

O

R L DWI
PROTEIN DATA BANK

W



4Ub55

wwPDB X-ray Structure Validation Summary Report

Page 92

[ | 6v7Y sty
93TS | | 08T}
951a £YTT 6.7

[ | LyTY | | | |
6711 ° [ | © 0TI o 8914

[ ] ) 8ETN = ) | eetd S L9TY
s © 8ETY | |

° . . z9Ts
T9TL
veTd S 0ETL r

[ ] i % . [ ] m 6914
1674 — 1211 N 9zTH — | spTA
0ETA 0zTL ~ — LYTH

| | —
8TTT T0TI 0z
LTITL 00TV I £ETH
9TTH | | | |

A mmz \.mG om:.
$ITH

L etid 681 TOTA 1218
435 0ZTL | | I 0T T
TN [ | 8LI | |

[ | 161 I 86Y 91T

wmﬁm 9LL mﬂ | |
* - TTTL
661 18A [ €61 | otmd |
| 86l [ | — 263 6071

164 ~ zL1 ~« ~ | | ~ | |

[ | 5 o1 A 193 ; 680 ; S0T1T

980 o) 0.3 o0 S =) | =) |

[ | [4p) " Mmm n mmm n Mwm wn ﬂ:

081 £

| m ] mmm .m g o) m < 6.4 m S m@q

101 | oesd 2 8.4

s ..m 851 ,.nbu ~ [ ..nbu N | | Lm = z84
SLL = |ousv = o199 = £9a = [ |
L) &N mmz ¥ mmo ¥ Mom oF mE

— — — —
< 08D © 9vA 1 © 9%S © 6%1
g | = | = | g |
] ovY o 9€EL €811 o 663 o %S
£9d & | z | | & | & |
[ ] 9gL 621 8910 ged 193
Q Q Q Q

£ — = | sza [ | — [ | — [ |

[} — = 12d 1918 I 0e1 z81a = 6231

8eT wn n [ | [ | wn . 6o [ | wn 821

[ ] (==} zeH == 44 857S o 821 vLTY () ]

eed ~ 124 [ooew | < [ otes | ~ | pemm - oza

[ | S [ | mms_ S 0zb 2STI - 9Ty TLIA - | |

0gs $IL | e 19T . grd 7 9Ty

| en — 1 9671 — g1 [} — YIL 0L19 — [}

8z < .. 073 [ | < [ | 8TV < . [ | <@ 6s

[ | = 0 | eH 1874 = e oy LyTY = > 68 €97d = & | sk

TId O n 84 [ | O o) 6H [ | O n |8k 2918 O 0 L1

. ors < o [ | $8T1 < o 8y 8ETN < o LL 19TL < a o

61 9971 o = S [ ] o = 18 Loem o = o" [ | o = sd 9873
8T S9TY M < $9TY M < 9ETS M < | | SSTH M < | |

otk = 1 < < €4 | = €8TV

€91a ° @) [ ) O ) O | zd 0871 ) (@) z81d

9%

15%

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

75%

e Molecule 12: 40S ribosomal protein S10-A

Chain CO0:



4Ub55

wwPDB X-ray Structure Validation Summary Report

e Molecule 12: 40S ribosomal protein S10-A

Page 93

68V

L8A

281
T8N

8.3

9.1

098

850

98Y

9%

24%

64%

Chain c0:

S6y
64

261

281

9.1

T3

LSL

SGA
Ly
0%1

LEL
9ea

0
2]
H

€ed

TER
0EV

Lcd
e

ey
{44

0TA

STT

o,
=N

e Molecule 13: 40S ribosomal protein S11-A

19%

79%

Chain C1:

—
. 6%

vSTv

LYTY
IV
SYIY
4431

3

6ETA
8TTd
C1is

007X
664

761
161
€81
6.4

SLA

€LD
TLL

694

194

SSa

vl

0%1

0€Yd

1

SCTA

TN

o < W r~oo-
B | - o

e Molecule 13: 40S ribosomal protein S11-A

22%

72%

Chain cl:

0V TA

8ETIN

Ll

62TH

6TTA

€T1d
C11s

664

€81

08I
6.3

LLS
9LA

Y.L

CTLL

693

199

094

99
efeal

[43)

E€VIS

e Molecule 14: 40S ribosomal protein S12

13%

26%

Ll

58%

Chain C2:

90TI

€0TT

TOTV

£6d

T6A

754

o
[re)
)

o
n
B3

$
&

3
&

e Molecule 14: 40S ribosomal protein S12

13%

27%

58%

Chain ¢2:

[444:]

0%Td

e Molecule 15: 408 ribosomal protein S13

8€TH
LETN
9€TI

cETT
TETA

TCTA
0ZTA
9TTA
STTA
80Ty
L0ta
90TI
€071
TOTV

1,671

O

R LDWIDE
PROTEIN DATA BANK

W



4Ub55

wwPDB X-ray Structure Validation Summary Report

Page 94

20%

—
77%

Chain C3:

A

(0458

8ETN
LETd

TETL

S2T1

(4490

STTT
74958

otT1a

LOTX

2011

TSTN

6711

e Molecule 15: 408 ribosomal protein S13

16%

80%

Chain c3:

e Molecule 16: 40S ribosomal protein S14-A

7%

21%

1

68%

Chain C4:

8TTA

601D
80TS

€0TYH
20T

96d

€61

681
88D

981

9.1

TSa
oSV

E€vL

oy
6€1

1

TEL

o o
oM
o>

-
=

{443

0CA

814

9TA

E€TA

118

LETT
9ETH

9¢TL

e Molecule 16: 40S ribosomal protein S14-A

—
. 6%

15%

76%

Chain c4:

LETT
9€TY

€ETY
et

62T

i

€218

8TTA

STTI

*

L0Td

20T

{48

e Molecule 17: 40S ribosomal protein S15

064

T8A

9.1

TON

673

6E€1

cea
TEL

9Tl

8Td

12%

13%

72%

Chain Cb:

Le1d
9TTA
S¢1d
vCIL
1211
017d

TOTV

e Molecule 17: 408 ribosomal protein S15

21%

73%

Chain cb:

SETL

3

9CTA
S¢1d
eIl
€CTA
2TIL
LTTD

TTIH
(0] 9%

LOTI

€0TN

Y1l

(A%
TIA

63

©~
=<

e Molecule 18: 40S ribosomal protein S16-A

O

R LDWIDE
PROTEIN DATA BANK

W



4Ub55

wwPDB X-ray Structure Validation Summary Report

Page 95

19%

—
77%

Chain C6:

w
=
wn

EVTY
(4498

6ETH
8ETA
LETY
8CTH

£eTYd

1218

8TTI

STTL
71Td

+

901X

vora

860

69A
894

994
S9I

654

L

791
€91

EVI

Tvd

B6EA

€€D

Ll

9zH

e Molecule 18: 40S ribosomal protein S16-A

23%

76%

Chain c6:

£vTY
(47498

LETH

0z1a

8TTI

9111
STIL
231
€11a
OTTL
90T
007D

L6A

S81

78I

69A
894

€91

2N
€91

8¥vA
Lvd

€VI
(475

LEL

e Molecule 19: 40S ribosomal protein S17-A

12%

15%

69%

Chain CT:

7498

6111

STTT

E€TTT

S0Th

e Molecule 19: 408 ribosomal protein S17-A

14%

20%

65%

Chain c7:

0zTs

L1111
9TTH

Ll

OTTA

L0TS

SOTh
YOTN

0071
66A

184
98d
S8A

€8d

91
i

el
62b

STV

e Molecule 20: 40S ribosomal protein S18-A

I:Iﬁ g™

23%

73%

Chain C8:

Il

8ETL

9€Th

vETH
€ETA
CETY
0zTy
495
80T

TO0TT

3

T6d

680

€8V

08y
6LA

TLD

91

1444
€vTY
(445

e Molecule 20: 40S ribosomal protein S18-A

23%

75%

Chain c8:

44t

1711
0%TL

8ETL

9ETh
SETD

92TH

ozty
61TI

(4314

SOTA

16

SPTY

O

R LDWIDE
PROTEIN DATA BANK

W



4U55

wwPDB X-ray Structure Validation Summary Report

Page 96

e Molecule 21: 40S ribosomal protein S19-A

77%

Chain C9:

e Molecule 21: 40S ribosomal protein S19-A

14%

85%

Chain ¢9:

3

(4745
1545
011
6ETL
€2CTH
LTTS
1111
[4Ux

88A

984

SN

TLA
0.Lb

L84

LEA

vea
€eX

i

Ly

]
—
o

e Molecule 22: 40S ribosomal protein S20

11%

19%

70%

Chain DO:

L1TA

90TI

€0TI

661

684

[4°7
181

e Molecule 22: 408 ribosomal protein S20

8%

28%

62%

Chain d0:

(48

67N

L¥D

SvY
TIN

6€S

e

TEA

LTl

STl
(448
L10

91b
STh

TCIN

8TTA

9TTA
ST1d

€11Q

80TI
LOTL

e Molecule 23: 40S ribosomal protein S21-A

SOTh

21%

—
77%

Chain D1:

+

e Molecule 23: 40S ribosomal protein S21-A

8.1

TLT

691
898

23%

74%

Chain d1:

L84

+m
0
>‘I

e Molecule 24: 40S ribosomal protein S22-A

8.1

691
89S

[4°1:!

2SL

67d

3

€7D
(471

9EA

eI

S

— o
N MW © -
H=2AXxO =

18%

81%

Chain D2:

O

R LDWIDE
PROTEIN DATA BANK

W



4U55

wwPDB X-ray Structure Validation Summary Report

Page 97

6CTA
T2TA
90TL
SOTL
Y011
€0TI

860

Ll

184

€81

T8A

9.8

e Molecule 24: 40S ribosomal protein S22-A

YLA
S91
LS4
€61
Led
Le1
921
sea
74l
STN
CIN

cL

11%

88%

Chain d2:

3

6CTA
1745’8
€0TI

860

8834
TN
S9T
¥sa
LI

EEA

921
SCTA

€2H

LT

e Molecule 25: 408 ribosomal protein S23-A

22%

76%

Chain D3:

o
B

9ETM
€ETT
CETT
T€18

LTTA

SCIA

(495’

OTTH

L0Td

€071
2oTA

3

96A

260

8L

B6LN
8.3

TLA

694

781
€SA

L¥S
9%s

82N

felac

614

—
—
©n

61

4

e Molecule 25: 408 ribosomal protein S23-A

i4AxS

15%

82%

Chain d3:

e Molecule 26: 40S ribosomal protein S24-A

16%

84%

Chain D4:

12T

iZ4x:t

[4015')

e Molecule 26: 40S ribosomal protein S24-A

21%

78%

Chain d4:

EETN
8CTA
TCIL
L0TD
864
961

(47N
16T

88L

8.Ls
LLN

YLT
2oL

63D
8Gd

€5a
(4!

0SV

*

e Molecule 27: 408 ribosomal protein S25-A

44!
(5200

SEA

EEV

v1s

35%

19%

44%

Chain D5:

S84

8.1

S.1

O

R LDWIDE
PROTEIN DATA BANK

W



Page 98 wwPDB X-ray Structure Validation Summary Report 4Ub5

© oM o ~
0 © D 0 )
(5] H H 0 x

e Molecule 27: 40S ribosomal protein S25-A

K94

Chain db: 52% 12% 36%

R103

e Molecule 28: 40S ribosomal protein S26-B

Chain D6: 70% 24% 5%

s g8 D™y i 85882 PRy
o © = X £ o~ (=] MO > £ H > =3

e Molecule 28: 40S ribosomal protein S26-B

144
A47
L53
E61
Y62
A63
L64
P65

Chain d6: 82% 16% -

[ | —
[ INA 0 ©
Mo = 155

e Molecule 29: 40S ribosomal protein S27-A

o o 0 [ < [ o0 I — o o
- - el Il 2 n [r=] 2
£ o = = ~ =

R10
Y59
Y62
E90

Chain DT: 81% 16% .

e~ Py < oo N o ® 0 o
) — 3> ] < < 0 © © ~ N~
= ~ =] 2% = (=} m = |2 x =]

e Molecule 29: 40S ribosomal protein S27-A

R29

hai : N
Chain d7: 83% 16% .
EIECE o cHeEec NN o sy
= 1] E4 ~ -9 o (=] = = o wn = ~

e Molecule 30: 40S ribosomal protein S28-A

Chain DS: 67% 27% 5%

SRS o ol o N~ 0o o o M oo I Y
e s 3] O om0 o QoS TS e e o
B> H X (2] ~ = o ] 2] (=] [ =M =1 =1

e Molecule 30: 40S ribosomal protein S28-A

G20
V28



4U55

wwPDB X-ray Structure Validation Summary Report

Page 99

—
« 5%

26%

68%

Chain d8:

el

LSW
981

751

o
™
%

.
o

e Molecule 31: 40S ribosomal protein S29-A

20%

75%

Chain D9:

e Molecule 31: 40S ribosomal protein S29-A

24%

69%

Chain d9:

25!

67a

o7y

9€T

{41

92s

E€CTA

~
—
o

1

—
—
A

L[]
I§E =

e Molecule 32: 40S ribosomal protein S30-A

17%

82%

Chain EO:

—
Jre)
=

671

e Molecule 33: Ubiquitin-40S ribosomal protein S31

47!

7%

*

11%

30%

53%

-~
o
=

Chain E1:

8YTA

YIS
4%
(0499

6€TT
8ETYd

+

8CTV
121D

(q5s

TT1d
OTTY

80TA

90TA

€011
20TA

6634
86A

6831

8L
98L
S84

e Molecule 33: Ubiquitin-40S ribosomal protein S31

€84

—
5%

38%

57%

Chain el:

TGIN

67TY
8YTA

9Y1S
SYTH

(0498

LETA

e Molecule 34: Guanine nucleotide-binding protein subunit beta-like protein

SETH

T€Td

8CTV

0gTd

9TTH
STTL

€TTH
(495
T11e

+

€071

L6
963

{438

063
683

181

984
v8A
€834

8%

6.4
8.4

18%

+

80%

Chain SR:

€97Q

B6STN
GSTY
YSTA
6%1a

8YIN

SPTT
4458

154!
9€TI
L1

vi1a
ETTA

80TS
864
76A
88L

288
181

9.a

1,91
(428

6394
8GA

zsh
6ed
8¢y
LES
6zd
Tel

€S

8TeY

CIEA

60EA

00€L

S6TS

T.L2A
0.TT

R LDWIDE

erbDeBe

8920

992a

89CL

8%ZN

4441

8€cd
LT

SETS

CETA

0€TY

8TTA
€128
T0CL
00zN
6611
€611

6873

2870
78IN

S91d

O
PROTEIN DATA BANK

W



4U55

wwPDB X-ray Structure Validation Summary Report

Page 100

e Molecule 34: Guanine nucleotide-binding protein subunit beta-like protein

14%

86%

Chain sR:

8zeH

€0TL

66TI

%619

9814

#8IN

8LTA

9LTH

89TL

S91a

€91Q

0973

6%1Q

SYT1

€CTI

STTI

80TS

e Molecule 35: Suppressor protein STM1

81V
71ed
1620
98cd
T8CA
6.Ley
Slcd
TLCA
8SCL

8¥ZN
L¥Td

L€20

CTETA

42%

o o < B~ < 0 N~ o
© [Ny ~ ~ o 0)2
< < 4 = X 0 B

14%

3
3

42%

Chain SM:

SOTH

2071

00TL

Y6H

T6L

191

Y11
€L7d
CTLIA
99TA

4198

ov1a

1

vera
€eTd

0€TH

[4qxs

9174

90TA

e Molecule 35: Suppressor protein STM1

62%

9%

28%

Chain sM:

78)

8L

6.8

LLL

25’8

TLN

894
199

£9d

191

3

674

(444

CTLIA
TLIN

8974
L91d

{44

e Molecule 36: 25S ribosomal RNA

7%

8%

38%

46%

Chain 1:

LD
€LD

690

L9V
99V

790

© N~ o~ N m
[reToTe] © © © ©
O < O <<= <<

™
0
o

-
0
<

] N~ o
< < <
< o<

O

szn

81D

9TV
ST0

8¥1D
Lyin

vV
EVID
(4745

9€TH
SGETO

€ETN
CETD
T€10

9210

veIn

T2V
0zTd

911V

TT10
0TTD
60TV
80TV
LOTY

€0TD

TOTD
00TV

869D
Len
96D

76D

68Y
88Y

98D

280
180

6.0

SLD

D E

O

R L DWI
PROTEIN DATA BANK

W



4U55

wwPDB X-ray Structure Validation Summary Report

Page 101

sven

€¥TH

oven
6ETH

SETV
v€TH

CETH
TETH

6229

92TD

4]

02zd
612V
812D

L

¥12d

902D
S02D

Toey
002D

86TV

1610

881N
L8TV

S8T0

€LTD

TL1D

69170

8TEV

Soen
v0ed

00€D

L62D
962y

1

zeen

¥8cy

182D

6.20

LL2D

.20

692D

96€V
S6EV
v6€d
98eY
£8€D

9.€D
SLeY

cTLEV
TLED

ovvY

8EVY

SEVD

CEYD

PRSI
9850
S8SV

285D

0850
6.5D
8.LSV
PA]

€190

698V

G150
715D

0S80

€090

TOSV
008D
667D
867V

96%0
S6%D

ovon
6€9D

SE9D

2E9D

0€9Y

1,290

29D

€%.0

STLD

T2LD
0TLY

LTLD

Y1LD

TTLY
oTLY
60LY
80.LD

90.LY
SOLY

€0.LD

TOLD

LBV

$690
769D

T69V
069V
68901

890N

oo

‘
i

06.0 -
881D 698D
1819 | 8980
198D EEBY
998V | zeen
| sesn €60
18.LD 98D oe6n
08LY 626V
6LLD 860
8.L.0 098D LT6D
LL.0 65989 9zeY
1 mmﬁ Sz6V
0.LLD 989 €260

1810 €78y ST6Y
| | | Tev
€810 988y €16V
[ | [ | z16D

9501

vvorn

9E0TV

620TD

STOTY
i4us)

0201

8T0TD
L10TD
9T0TD
ST0TN
v1010

0T0TD

800TN

9001V
S00TD
70010

000TD
666D

Le6v

66V

786D
€86V
2860

086Y

L

.60
€L6V

9ETTV

YETTD
EETTV

6CTTY
82T1Nn

9CT1D

verin
€110

1142518

6TTTD
8TT1ID
LITTD
9TTTD

viiIn
€TTTD
4334

60TTN

LOTTD

SOTTV

CTOTTY

8601V

96010
S60T0

€601V
L8019
€80TD
280TN
T80TN

CL0TD

0,010
690TD

S90TV
7901V

T90TV
090TNn
6S0TD

3
-

66710

LBTTY

76T1D

T6110
06TTY
68TTD
88TTN
L8T1D

S8T1D

6LITV

LLTTD
9LTT0
SLTTD
2455

CTLITD
TLITD

L9110
9911D
SOTTYV
¥911D

911D

8STTV
LSTTD
9GTT0
SSGTTO
YSTTV

C¢STTD
TST10

L

6%11D
8¥11D
LYT1D
9% 11D

LETTO

8.LTTV

VLTIV
€LTTY

LTV
0L2TY

49210
9921
S921Nn
921D
€921V
2921

6SCTY
85CTN

6%CTD
8%C10

9%CTD
SYCTIV

E€YCTD

wein

LETTD
9€TTD

€E€CTD
CETTO

12TT0

STV

(444 %]
11494

812TN
L12TY

€121
{42431

orgIn
602TD

L0TTH

v0TTVY
€0CTY
[4van 4
10210

9G€TN

€GETN
CSETY

0GETY

8vETN
SYETD
¥ved
EVETY
0vETD

SEETD
YEETN

CTEETY

8CETO

9CETY
SCETN
wZen

{44351

0ZETD

9TETD
STETN
V1€T0

90€TH
SOETN
YOETY

|

00€TD

86CT1D

962TD

0621V

L8TTY

S8CTH

O

R LDWIDE
PROTEIN DATA BANK

W



4U55

wwPDB X-ray Structure Validation Summary Report

Page 102

(4445

[44%9)

A A
1542

4545

[454%)
TI%10

80%1D
LOZTY

50710
a5
€0VTD
(4042

00%1D

86€TN
LBETD
96€TD
S6ETD
V6ETY
E6ETY

L

68ETD

L8ETD

S8ETD
78eTN

T8ETV

LLETD

SLETD
VLETD
ELETY

TLETD

69ETYV

L9ETD
99€TV
G9ETD
79€1D
€9ETV
CT9ETD

LSETD

96710
S6vTN
76710

145545

68YTV

98%1D
S8%TD

1421231

08%1D

LLYTY

SLYTV
VLYV

cLyIn

89VTV
LOVTY
9991

1OV

9871V

223
€SYTIV

8¥v1INn
LYP1D
igda
SYPIn
4445
EYPTD
(474451

0771D

8EYTN

9EYIN
SEVTV

(4545

(1445
8CTVTIV

STyIn

04510
69510
895TN
L9510
99STV
S9STD
79s1Nn
€9STO
C9STO

8GSTY
LSSTY

il

C¢SSTD

8¥%STO

€891V
LL9TD
04910
€99T0

09910

8599TD
L8910
9991V
99919
Y891V

SY91N

€VoTV

6€9T0

SEITD

62910
829710

1291V
0z91n
6191V

LT191D

CI9TV

L0970

%0919

2091V

€6STV

L8STY
98GT1D

€831V
28STD

08STV
6.ST0
8.ST0

9LSTD

TLSTN

S181N
wﬁm.:w
0T8TV
6081V
Nmﬁmau
woma<
10810
008TY

e

96.1D
meﬁD
CT6L1D
oJmﬂu
08LTD
meao
meau
0LLTD
69.LTD

L9L1D

S9.10
¥9.10

CT9LID
T9L1D

TSL1D
0SGLTY
6V.LTV
S%L10
E€VLID
cvLIn
LIV
€ELTD
9TLID

veLin
€TLIY

LT.10
91,10

9691V

€69T0

TO6TV

868TD
L68TD
968TV

1681V

mme<
08810
6,81V

L2810

v.L81V

1,810

mwmﬂo
99810
mwma<
8G8TY
L8810
96810
968TN
%9810

2981D
981D

0S8TY

LY8TY

€%810

6€8TY
8E8TH
Le810
9€81D
SE8TY

1281D

2e8T10
12810

61870

L18TD
9181V

79610
€961
29619
19610
05610
6761

€7610

SE6TD
Y€61D

CEBTY

0E6TY
626TD

8T61D
LT61D
916N

(413391
1161V

LO6TD

%0610
€06T0

¥1120
€TTCY
zgrien
11120

coten
10120

L6020

%6020

2612D
6120

881V

¥812n
€81CV

6.120
8L1CV

9,120

vL12D

3

8912V
1972V

S912H

€9120
[4°]541

65T2N
8GTCV

€5T20

TGT2D
0STZD

8vren
LyTCY
9Y12D
k1414

(474541

ov12n

8ETTY
LETZN
9ETTI

j2314)

2eTTd
Terey
0€TTD

Serey
¥Z12d

[4q14]

L

81120

0822y
6.2CV
81220

9.2TH

€.22D
2LTTd

89zen

¥9zen
€922D

1822D
99¢ey
g9cey
¥scen

0S2ZH

L¥Ted
9%CTH

vveey
[iz44 1

Tvcen

6€2CH
8€TTH
hmﬂﬂo
ﬁMﬂNU
pkadan)
wm“ﬂb
NNMW<
912TH

(4344

0122ZH

802V

9022D
moﬂm:
[dyaay)
T02ZH
oomma
hmmﬂu
¥612D

sveey
vvecn

6EETD

LEETD
ggeen
SEETH

EEETD

TEETD

62€TD

ozeey

9T€TH
STETD

60€TY
80€2D
LOETD

i

S0€ETH

C0€TH
Togzn

962CY
S62CY

£622D

0622d

822D

¥8ced
€822
28zen

LEWTD

veven

9zven
SevTH

azTved

L1%20
91¥%20

45443

(45443

orven
60%2D
80%2n
90%2D

vovey

00%2D

F

96€CTH
S6€TH

€6€TD
T6ETD
T6ETH

veeey

08egzn
6.g2n
8LETD
LL€TD
9.€2D

TLETD

69€TD
89¢gTy
L9gTY

S9€TD
¥9€2d

208V

Shvey
vvved

2092

3

€652V

892D

1=} 4

DBM

00
B 0
S N

LPN
==
:
=
ot
_,

O

9%32D

vvsen
£v9en
Zvsen

ovsey
6€52D
8€5eN

L

o4
€€9CD
gesen
Pkaciad)

1414 ]

0gsey
6152V

STSCY
v1sen

T1S82V

v0sen
€052

W



4U55

wwPDB X-ray Structure Validation Summary Report

Page 103

T69CV
06929
6892V
8892N
18929

6.92Y

1,929

.92V

85929

9892V

2s992n

Ly9Ty
9¥%92d
S¥92D
¥¥92d
€¥9Ty
(44741

0v9zy
6€92D
8€92D
LEITY
9€9CYV

veozn
£e9zn

829eV
L2920

§T9TD
¥292d
€292
¢T9Td
T292H
02929
61929
81929
41920
9192D
S192D
¥192D
£1920
21920
Tr9zn
0792
6092V
80929

G092

€092

TLLT0

69.L2V

99.2n

¥9.20
€9.20

19.2D
09420

98420
9520

€5.2D

6%.2D
8v.Ley

6ELTY

LELTD

TeLzn

LeLey
92LTD

vclen
g€clen

0TLed
6120

0T.L2D

90429

0LV

0042
6692
8692

9692V
S692Y
7692V
€692D
2692V

95829

€982V
25820

F

9¥8zn
S¥8TY

€¥82n
z¥v8en

8€82Y

9€82D

€8TV

T€82H
0€82D
62820

Lz8en

vc8ed
€820

6182V

91829

€182V
218D
1182V
07820
60820
8082V

9082n
S082D

66,2V

162D

96,20
¥6.2D

S§8.LTY

z¢8len
18.20

8.L.TD

ozezn
6162V
816TD
L16TD
91620
S1620

162D

0oT62Y

90620
50620
70620

2068y
T062D

868TH
L682Y

£6820

16820

88820

882D
882D
£882N

18820
0882Nn
6.820
8.8TH

91820
§.82n

0.82D
69820
89820
982D
9982Nn
$982Nn
v98ey
£982H

79820

65820

88620
1,862V
98620
S8620

08620

8.62N

S.620
v.L620
€62

1,62V

6962V
896CD
L962Y
9962D
S962n
%962

19629

L

65620
8562V

9562V
99620
3620
£9620
2562

1S62D

6¥620

LY6TD

T€62D

9T6TY

wzecn

8L0€N

9.L0€D

CLOED

0L0€Y

3

850€N

950€n

S50€N

050eN

8V0EY

SY0€D
¥%0€D

T0eN
070eY

620V

9T0EY

CT0EY

900€Y

200€D

000€Y
66620

L6629

S66CY

£662D
26620

06629

sg8Ten
¥81EV
£8TEY

08TV
6L1en
8LIEY
LLTED

89TEY

S9TEV
¥91€Dd

LSTEn

9ETED
seTen

TE€TEN
OETEY

021€D

ETTEY

Trren

LoTen
90TEY

€0TEY

T0T€D
ooten
660€0

992€D
S92€0
¥9zed

192€0

69zen

992€D

€92€D

8¥CeD
VAZ4°0)]

=

j344°0)

612ED
8TTEY

912ED
STCTEV
v1cen

21280
602V
802D
S02€D
¥02€ed
T0T€D
96TEN
seren
¥61€D

T6T€D
06T€D

L8TEY

69€€D

€9geN
[415394
T9€ED
09€ED

9G€EED
SGeen
vgeen
€9€ED
zgeen
Tgeen
08€ED

LYEEV
oveen
Sveed
TYeEy

cveey
Tveen

SEEEV

9CEED

0CZEEY

€TEEN

OTEEV

LOEEY
90€EN

vogen
€0€ED

862ED

S62EV
v6ceEV

682€D
88C€H
18zeN
982€D

8zen
8.T€D

LLzen
9.2€D

L

e Molecule 36

68€eN

€8EED

LLEED

25S ribosomal RNA

7%

8%

39%

46%

Chain 5

S8V

€80

780

w.LD

TL

99V

£9Y
{42
oV
(5} 4

@
re)
o

98D

sy
T8V
0sn

+

9N
Sy
441

T
(%4

8€N
LEN
9€D
SEV
vev

€0

120
14

44

9TV
STD

91TV

€110
cTin

0T1d
60TV

3

701D
201D
66Y

869
60

S6vV

N M
D O D
(CIRSIRL]

6,20

slzn

0Lzn
692D

S9¢Y
652D
¥ecv
egey

zsen
1529

6ven
8van
L%2D

v¥ed

ovzn
6€TH
8ETY
LETD
9€TH

622D

1229

2T

(4441

1

0zzd
61TV

Lren

1610

L9gY
99V
S9EY
79¢ed

TOEV

8SG€D

vsen
€G€D

8VEY

9%€D

vvev
even
cvey
TvED

LEED
9EEV

YEEV

0ged
62eN

Leey

veev

60€N

80V

70€D

coen

662D

162D

882D
182D
982N

78Ty
£82H

782D

O

R LDWIDE
PROTEIN DATA BANK

W



4U55

wwPDB X-ray Structure Validation Summary Report

Page 104

T2%D
(475]

LI%V
9THV

j457°8

TT90
(0] 5718

LOYY
90%D
So¥N
70D

{44l
T0%0

66EV

LBEV

v6€D
£€6€N

€8€D

9.€D
SLeEV
vLev

TLED
0Len
69€V
89€D

815D

STS0
719D

2180
118D
015D
L0S0
oSV
867Y
967D

2670

96.0
S6.D
v6.L0
€6.L0

88L0
18.D

S§8.D

181D

6.LD

LLL0

L

Ll

€5L0

0%Ld

S¢LD

0TLY
6T.L0
8T.LD

TTLY
OTLY

90LY

v0L0n

669V

9690

7690
€69V

68801
888V

788V
£88Y

048D
698D

$S98n

T€8D
0€8Y

928D
28D

Tzen
0z8y

918V
S18D

seen
ve6D

TE€6D

626V

126D

L

Szev

€260
zzen

WO~ O o
00000 alo o
0 0© 0 0 0 o O
oD b b=

T68D

SEOTD

CEOTO

620TD
820TN
L20TY
9201V
S2OTY
%2010

201D

6101

LT0TD

ST0TN

101D

0T0TD

%0010

200TY

866V

766D
£669

166D

786D
€86V

61110

9TTID
STTTD
vitin
€TTTD
(43334

0TTTN

LOTTD

660TV
860TV
L60TD
96070
S60TN
v6010
€601V

880TN

S80TY

18070

mhmﬂ<
mpmﬂ<
TLOTD
TL0T0

T90TV
owmﬂb
950TN
SS0TY
%30TV

2s0tTn

LY0TY

S%0T0

9010

88T1N
L8110

S8TT0
811V
€8TT0
81TV

LLTTD

YL11D
€LT1N
CTLITD
TLTTD
OLTTY
69TTV

L9710

%9110

09TTD

8GTTY

9ST1D

YSTIV

1ST10
0STTV
6711D
8¥11D

9110

EVITY
[443%)

LETTD

EETTY

OETTY
6CTTY
8TTIN
211D
9CT1H

43

cecrIn

9921H
S9ZTN
¥921D
€9CTV
292T1H

6GCTV
8G2TN

%5210

[4:{44

9YCTD
SYCTY

3

€Y1

cveTd

06TTV
68110

9GeTN
SSETV
¥SeTd
€5ETN
CSETY
TSETN

67ETD

L

YPETD

0vETD
6EETD

SEETD

0EETY

8TETD
LZETD

vzen

2CETN

0ZETD
6TETD

CTETD

0TETD
60€TA

90€TH
SOETN
YoeTY
€0ETY
COETY

00€TD
66210
86210

96CTD
S62TH
Y6C1V

9821V

%821

SEVIV

EEVIV
2EVID
TEVTD

62%1D

[I474%)

4442

[4474%)

(4745

8TFTV

9T¥%10

€TVID
(452
TI%10
[)572%0)
60%1D

LOVTY

F

66ETY
86ETN

06ETV

68ETD
88€TN

S8ETD
¥8e1N

T8ETY

6LETD
9LETD
YLETD
ELETY
CLETD

0LETD

91STD

¥1S1D
€TSTD

60STV
80STD
LOSTD
90STV

€0STY
COSTD

008719
66710

L6710
96710
S6vTN

€671D

88¥1D
L8%1D

S8%1D

€871D

08%1D

9L%1D

YLVIV
€LVTD

TL%T0

69710

99%1D
SOVTV

98V TV
SSvTN

[4i2a
TSY1D
08710

LY¥1D
VYTV
SvvIn

8EVTIN

T6STH

L8STV

€8STV

L9510
99STV

C9STD

09STD

LSSTV

§SSTN
$SSTN

(4153

0SSTD

8¥STD
L¥STD
9¥STV
SPSTV

0¥sTn
BESTY

9€STD

YESTY

L

8¢STH
L8810

VTSIV

ezTsIn

6TSTD

LISTD

O

R LDWIDE
PROTEIN DATA BANK

W



4U55

wwPDB X-ray Structure Validation Summary Report

Page 105

SELTD

0€LTD

STLID

L

L1.70

L

OTLID

TOLTD

S6910

18910

S89TD

€891V

L99TV

29919

85919

mmmﬂu
9%91D
S7910
v¥91D
EY9TY

7910

6€9TD
i
7E9TD
€E9TD
|
62910
82910
|
0z91n
i
TI9TV
]
60910
|
091D
|
66STD
86STD
|
S6STN

€6STV

YTy
T¥81V

8€8TD
LESTN

vesTNn
€€8TD

62819
88TV

§281H

Tz8Tn
0Z810

81810
9181V
S18TN
vI8TV
0T8TV

S08TD

€08TD

LBLIY

06L1D

T8L10
08LTD

0LLTD

L9LTD

S9.T0
79.10

29L1D

F

09.L1V

LSLTY

TSLTD
0S.LTV

SPLID

8ELTD

9€LTD

7881V

881D

08810

9,810

V.81V

TL81D

081D
69810
89819

S98TV
7981V

T981D

8581V
946810

981D
£39810

T98TD
0881V
6%8T0
8¥81D
LY8TY

S¥8TD
7¥810
€¥8T0

€96TD

LY6TD

cve1n
T¥610

SE6TD

TE6TN

926TD

1261V

616TD

L1610
V161D
c16T0n

1161V
0T6TY

oziey

L1T2Y

i
-

TT12D

coten
T012D

L6020

21220
T1een
012ZH
60zzn

6612D

L6120

3
it

16720
06120

3

8812V
1812D
9872n
S81CH

€812V
€L1en
6912D

89712V
L9712V

99129
¥o1CV

F

LS12D
9S12D

L

(574541

Lyiey
9%120
Sviey

CETTO
TETTV

82120

[4q34)]

06220

L8TTO

S82T0
¥8¢2d
£82TH

1822V

6.LceY

9122

T.LTTD

0.LzcTv

99z2n

€9220

8522N

9seey

[4:144 |

052ZH

S%2T0

eveey
[a444

9ETTH

44

1€2TD

S¢een

£eeey
ceeey

(%44 )

1544 )

TogCV
09€TD
6S€TO
8GETY
LSETY
9GETY
SGETH
¥seed
€£GETH
T9ezn
0G€TD
mwﬂm:
mw“m<
cveen
THETY

6EETO
8EETO

9€eTN
SEETH

mm“ﬂo
om“ﬂu
Lzeen
mw“ﬂ<
mm“mu
0zeey
61€2N
81€TN
LTETY

vieen
ETETY

TT€2D

60€CY

L0€TD

Lezen

962CTY
S6cey

0EVTY

9zven

81¥%2H

00%ZH
66€TY
86€CY

96€TH
S6€TH
¥6€2D

26€TD
16€2D

68€TD

€8€TO
28ETH
T8€TH
08€ZN
6.€20

LL€TD

29€TD

134744

0v¥Td
6EVTY

LEVTD
9€¥TN
SEVTH
veven

6952V

8952D
L9520
99520

%9520

[4°[4

99520
99929
441

[4:1ay)

0ss2n

¥vsen
€vsen

(072514
6€S520
8€gen
Lgsen

Te592D
0€52H
6252y

9252
14:t4)

€zsey

STSTY
¥1sen
€752n

T182V
01520

8052n

L0820
9052n
S052n

8%9¢H
Lyoey
97920
S792H

€voTy
cvocTy

i

8€92D

Se9CY

2€9TH
Teozn
0€92D

87TV
1292
9z9TY
S2920

€292

0292
6192D
8192
L1920
91920
192D
¥192D
€192

11920

L0929

S092H

00920
66520

Lesen

€692V

Tesey

889N
852N
9892
S$8S52H

L

6.52D

v.592D

69TV

S8920
%8920

28920

LL92D
9,92V

24

992D

1992H

9592V

2s9zn
T892H

€282

12820
0z8ey
6182V

L182V
91829
G182

€182V

1182V
0182D

5082H

86,20

¥6.2D

[4:7x4 4

£8.20

1820

8L.LTD

sllzn

€L.2D

L

§9.2D

€9.2n
[4°7x4 |
19.2D

65,20
88.L2V
18220
982D

¥5.2D
€5.2D
e¢slen
8vLey

€v.LTY

O

R LDWIDE
PROTEIN DATA BANK

W



4U55

wwPDB X-ray Structure Validation Summary Report

Page 106

04820
6982n
8982Nn
982D

7982V

982N
982N
0982n
65820

L8820

959820
9820
€582V

T3882V

8¥82D

S¥8CY

8€8CY
Le8evV
9€82D

v€82H

[45:149)
T€8TH
0€82D

12820

§282D

£5620

TS62D
05629

8¥62D

ozezn
6162V
8162
L162D
91620

€162

1162V
o162y
60620
80629

90620

vo62n
€062V

0062V

SEOEY

CEOEY

0€0ED

820€D

920€D

[adol>n)
TCoey

v10€N

TT0EY

800€Y

SO0EY

€00€D

L6620

7662y
€662

1662V
06629

88620
1862V
98620

78620
£8620

8.62Nn

062D

8962

99620

T962D

65620

vs62n

Tzren
0ZT€0

L

9TT€D
STT€0

L0Ten
90TEY
S0TEN

€0TEY
20T€D
107€D

660€D
860€D
L60€D

960€0

v60EY

670EY

LY0€EN

SY0€D
Yv0eD
€%0€0

Tv0EN
0v0EY
6€0€0

L

06T€0

88T€D
L8TEY
98TEV

¥8IEV

LLTED

S.1EN
vLiiey
€LTED

TLTEN

89T€EV
L9TEY
99T€0

83T€D
LS1€EN
9s1€EN
SSTEN

0STEY

8v1en
LY1€ED

SYTED
4455
134544
8eTEN
LETED
9ETED
EETED

TE€TEN

6cTEY
8CT€ED

€CTEY
cerey

182€eN

9.2€D

s.zen

€LTEY
CLTED

0Lzen

£92€D
z9zen

65zen

oi{450)]

L%TED
9%2ED

vveev
eveey

6ETED
8ETED

T€TEN

8CTED
LTTEY

S2TED

02zeED
612ED

L12€D
9T2ED

v1zen

[4%4°]
T12€D

60CEY

L
B

902€ED

¥0zed

002Z€D

86TEN

0LEEY
69€€D
ww“m:
N@Mm<
8G€EN
Lsegen
9GEED

9TEEY

TT€ED

60€ED
80€ED
LOEEY

voeen
€0€ED

96CEY
S6CEY

062€D
682€D

8zen
982€D
S82€0

z8zen

06€ED
68€EN

98€€D

€8€ED

08eeN

e Molecule 37

LLEED

vLeen
€LEEN

5S ribosomal RNA

26%

70%

Chain 3

1z

[435)]
1T

060

LD

5S ribosomal RNA

e Molecule 37

11%

39%

s~ o mw © © 0
1o} © ©0 © ©0 ©
3 o o < (SRS

50%

Chain 7

3

68D
88D
18D

< v ©
0 00 0
< S D

w o~
NSNS
[T

TLD

van
€80

A
01D

SD

1z
0z10

3

T
011D

{0} 7o)

2oty

001D
669
860
L6Y
96n

060

5.8S ribosomal RNA

e Molecule 38

6%

44%

III\ 288 II(N II‘$
¥ S 0Bib 0o D
DIV B < =<

R LDWIDE

50%

Chain 4

99V

von
€90
290
T9Y

~
)
o

0
0
=

o g W
<
< < O

(9474

rw
o0
DI

ven

2ced
T€D

620

9zn
4]
44
€20

120
ozn

LTV
eTv

(434
T10

O

PROTEIN DATA BANK

W



4U55

wwPDB X-ray Structure Validation Summary Report

Page 107

9ETD

8TTN

9CTV

L

1210

611D

ST1D
Y110

TTTV

60TY

LOTD
901D
SOTV
YoTVY
€0TD

00T
660

L6Y

5.8S ribosomal RNA

%60

16D
0o6n

18D
280
S8D
780
€80

e Molecule 38

80
0o8vy

—
5%

39%

56%

Chain 8

z8n
80

ozn
610
81N

oTY

N M 0o oed

851N
LS10
9810
SGTV
8ETV

9CTV
seIn

e

611D

235
€110

60S ribosomal protein L2-A

SOTV
YotV
€0TD
20otn

0
o
=}

L6Y

68V

18D
980
S$8D

e Molecule 39

€80

19%

80%

Chain L2

3

SLTA

69TI

SOTA

YETA

0€TS

9TTA

v118

9018

7011

671

%D

S7A
4729

(4L

191
0szb

Lycd
9%2¢1

veen
0€TA
pra4:s
eI
L02A

Y02

60S ribosomal protein L2-A

cozA

[498

0614

88TA

08TT
6.L11

LLTH

e Molecule 39

21%

76%

Chain 12

AR S

TPIN
€vTa

T71d

LETI

GETI
YETIA

8z

SeTY

CITI

TOTA

2%

TLT

29N
TOA

98V

754

67A
8¥I

SvA
428

(42!

0€Yd

8¢
£eyd
6TH
STI

v1s
€10

6%CS

Az
9¥%T1

(4448

[iZ4 4

8€CI

TETS
0€zA

+

9TCH

€1TH
(454}

L0TA

60S ribosomal protein L3

69TI
89TA

S9TA

6STS
8STI

e Molecule 40

19%

79%

Chain L3

8¥11

V1Y

1545

6£TH

8CTH
ST
YITA
€11d
€0TL

00Ty

€H

80EN

S0€I

00€Y

T62d

6820

1824

v8cy

S.lcd

992

v9TA
€9CS

2SI
Tved
8€TT
LETH
9€TH
SE€TL
{44
C1ZN

1120
012d

80CA

20Tl

9674

TBTA

Ll

81D

€811
€LT0
6971
1974

9GTS
SSTV

98€d
S8EN

¢8EL

T9EL

Sg€s
veeA

TSET

ceed

vcen

L1€1

60S ribosomal protein L3

e Molecule 40

19%

81%

Chain 13

O

R LDWIDE
PROTEIN DATA BANK

W



4U55

wwPDB X-ray Structure Validation Summary Report

Page 108

09TA
LSTA
9GTS
SSTV

0GTYH

8%TT

9vTH

(47444

ov1a
6€Th

62TV
0ZTy
9TTH
v
T11S

YOTL
€0TL

1018

S
a4
€H

0veN

8€EET

(4358}

8CE€I

145}
wzen

80EW

70€L

coex

L6TS
9621

682a

82y

S.2d
v.L2s

2SI
1820

6¥CA

vl

8€TT

SETL

(434S

€124

1120
(0] ¥4c)

902a
S0CA

20Tl

L6734
9614

€811

69TL

L9Td

98ed
S98¢ex

voen
€9€S

vsen

9veL

Tves

60S ribosomal protein L4-A

e Molecule 41

CSTA

0STT

e 8¥TI
Ly1a
9%Td

Ll

I
EVTH
(4749

21%

8ETY

TETA

vers

0CTA

(4951

801X

864

€61

064

988
784

YLI
€4

78%

TLA

%98

09L

S8

LEL

©
o
II:l=

eI

T€d

0Z1

8TN

¥1a

€4

Chain L4

L0€d
90€L

1821

0428

892V
L92A
99CL

1

8SCT

95821

92y

CETS

0ECZA

{444

T1cd

9021

€0y

0021

76T
€6TA

061D

88TY
L8T1
98TH

2811
T8TA

6LTT
CLIA
0LTY
T9TH

9GT1

vsen

0GeN

9veEN

6€€T
8EEN

L2eT

60S ribosomal protein L4-A

e Molecule 41

19%

78%

Chain 14

98TY

2811

6LTT

CTLIA

0LTX
69TT

9STT

YSTL

TSTA
0ST1T

9¥%1d

(4498

TETA

0CTX

9TL
STV

L

st

€4

8€eN
EEEN
0€EX
6ced
8CZEN
L2€1
€TEN
6TeN
9TEN

€T€T

TTEH

L0€b
90eL

0ED

COEV

6621
9621
v8cs
LLed
0.Lzs
L9TA
992L
s9zd

85CT

9521

iza

€€q1

[444 %

€02d

€6TA

L8TT

T9EH
09ex

99eL

csey

PAZAR
oveN

1

(4745}

i

60S ribosomal protein L5

e Molecule 42

21%

78%

Chain L5

SSTL
7STL

(4
TSTD

9%TT
(A%
Le1a

CETL
TETT

SCTA
(4498

8TTL

(4958
60TL
80TY
074
S0TI
261
cLa
691
998
LSN
15728
SeY
zed

ey
[44:!

0TS
LY

9a
S

1620

S62D

(4144

0621

S.2L

€.L24

8924

0924
652

pAstact

€524

eves

veea
ey

(4448

912d
S§12a

€0CH

L61S
96TY

€674

06TI

60S ribosomal protein L5

8814
L8TL

e Molecule 42

G814

8LIN
LL13

€911

B6STA
8STY

19%

79%

Chain 15

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4U55

wwPDB X-ray Structure Validation Summary Report

Page 109

Q‘-m
(=4 wn

162h

1823
0823

€.24

TLTH
0,23

892d

992V

0924
69231

s

154499

6€CI

L2211

1121

96TH

7611

S8T4

8LIN

8STH

SSTL
YSTL

e Molecule 43: 60S ribosomal protein L6-A

2STH
TSTD

11%

10%

79%

Chain L6:

I--

2918

GSTT

2¢STL

80TH

86A

€6A

681

8.4
LLY

S9I
%91

ZSA

8vY

SEA

Ted

T2l

6T

e Molecule 43: 60S ribosomal protein L6-A

10%

14%

75%

Chain 16:

7458

€ETT

TETH

60Td

Ll

pal o0
o o
= =

D
0
=

8.4

L

ELTH

e Molecule 44: 60S ribosomal protein L7-A

TL1d

SSTT

STl
TSTH

9%

Ll

8%

81%

Chain L7:

7811

08TS
6.L171

*

SLTH

85T

6211

¥Zr1

8T

() 9%:8

TOTH
00TY

vveN

6€TT

e Molecule 44: 60S ribosomal protein L7-A

8%

3

13%

—
77%

Chain 17:

1811

6.L11

*

SLTH

8GTH
LSGTIN
9GTI
0STY
8T
¥Z1r1
6TTA

€118

e Molecule 45: 60S ribosomal protein L8-A

9%

16%

75%

Chain LS:

CETA
8114
80TY
901X
TOTL

{48

98N
784

6.Lb
PLL
TLA
€93
T84
L%S

70

6ev
8ed

9eT

R LDWIDE

O

PROTEIN DATA BANK

W



4U55

wwPDB X-ray Structure Validation Summary Report

Page 110

1

8%

9V

TveH

Leea

TeeNn

8T1¢I

602y

902d

€0CA

L6TA

¥6TL

6811

S8TYH

08TA

6911

09TI

LSTA

L

0ST1
6714

e Molecule 45: 60S ribosomal protein L8-A

LYTH

9ETT

9%

20%

70%

Chain 18:

TTTY

TOTL

S6N

€61

8%ex
Sved
Tven
0%eN
6€TD
8€TT
LETI
¥cea
€Ty
ezed

v1e1
E€TCA

121

€02A

96TV

06TA

88TL

TLIA

€9TA

09TI

0STT
67T

1458
9€TT
YETA
€ETA
CETA

cTA
1218

8114

e Molecule 46: 60S ribosomal protein L9-A

19%

79%

Chain L9:

6VIN

8ETL

€ETL
CETA

4%t

T2TH

8TTT

OTTH

90T

86d

96H

06K

Z8A

08L

€LS
TLA

0LL
694
891
B6SN

281

0SN
67N

Ll

9€e%
ey
618
9TA

60

L3

sb

[2:8

88TL

eL1Yd

e Molecule 46: 60S ribosomal protein L9-A

[434s]
1911

LSTN

TSTA

26%

73%

Chain 19:

€ETL
0€Ta
62TY
8CTA
€174
OTTH
L0TQ

90TH
S0TH

oYL

vl

LEN

6874
88TL

LL1Q

L9TA
9974

€910
[4s34s]

LSTN

TSTA

67IN

3

e Molecule 47: 60S ribosomal protein L.10

€v1a

8ETL

22%

72%

Chain MO:

Y119

COTH

25}

0zzh
1324
024
S0¢s
0021
6814
9814
8L1Y4

LL1a
9L11

PLTL

L9771

S9TI

€9Th

9GTYH

9v1a

*

e Molecule 47: 60S ribosomal protein L.10

6€TYd
8ETA
LETS

0€Ta
6CTA

LT1D
9TTH

21%

75%

Chain mO0:

9STY
€STY

PPIN
EVIS

B6ETY
91Td

€110

COTH

D E

O

R L DWI
PROTEIN DATA BANK

W



4U55

wwPDB X-ray Structure Validation Summary Report

Page 111

e Molecule 48: 60S ribosomal protein L11-B

0zzh
L124
1324
802N
L0zd
9021
%02d
0021
LBTA
9614
S6TY
761D
€61d
2811
8.T4

LL1a
9LT1

69T

17%

77%

Chain M1:

C11

0Ty

€L1Q

L9TK
991X

e Molecule 48: 60S ribosomal protein L11-B

22%

73%

Chain m1:

9SG

€51

SYIX
(0j4%:8
0ETA
9TTA

STTY
YITI

L07Q

e Molecule 49: 60S ribosomal protein L13-A

19%

77%

Chain M3:

6971
8974

99TV

¥o13

Il

15444
o¥1s

9€Td

vera

TN
0ETD

8CTH

¥CrI

8114

STTY
j2210]

0L4

194

694
8SGA

791

ves

€61V
2673

TLT]
TL14
0LT1

e Molecule 49: 60S ribosomal protein L13-A

22%

75%

Chain m3:

[ o19d 7613

C9TN
r |

FSTA

0S7d
671D

15244
0%1s

20%

SETV
veTa

TeTH
0€Td
6CTN
¥er1
€CTI
[445)
1218
8114
E€TTA
L0Td
voTd

T0TH
00Ty

80%

694 814
8GA €814

a1 LT
€971 TL1H

0Sd 89TH

L9V 9918
[ | 5914

e Molecule 50: 60S ribosomal protein L14-A

Chain M4:

LETH

SETT

[4358

€TTL

SOTD

(4015}

R LDWIDE

O

PROTEIN DATA BANK

W



4U55

wwPDB X-ray Structure Validation Summary Report

Page 112

e Molecule 50: 60S ribosomal protein L.14-A
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e Molecule 69: 60S ribosomal protein L33-A
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e Molecule 80: 40S ribosomal protein S30-A
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e Molecule 83: Unknown protein chain p1l

Chain pl: 100%
There are no outlier residues recorded for this chain.

e Molecule 84: Unknown protein chain p2
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There are no outlier residues recorded for this chain.
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4 Data and refinement statistics (i)

EDS failed to run properly - this section is therefore incomplete.

Property Value Source
Space group P1211 Depositor
Cell constants 435.15A  287.07TA  303.24A .
Depositor
a, b, c, a, B, 90.00° 98.87° 90.00°
Resolution (A) 99.87 — 3.20 Depositor
7 Data completeness 100.0 (99.87-3.20) Depositor
(in resolution range)
Rinerge 0.37 Depositor
Raym (Not available) Depositor
<I)o(l)>" 1.28 (at 3.19A) Xtriage
Refinement program PHENIX (phenix.refine: dev_1702) | Depositor
R, Ryree 0.194 , 0.246 Depositor
Wilson B-factor (A?) 88.0 Xtriage
Anisotropy 0.117 Xtriage
L-test for twinning? <|L| > =048, < [?*> = 0.31 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 411206 wwPDB-VP
Average B, all atoms (A?) 76.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.63% 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: MG,
3K8, OHX, ZN

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 2 0.79 5/41698 (0.0%) 1.34 378/64972 (0.6%)

1 6 0.90 17/42765 (0.0%) 1.39 452/66634 (0.7%)

2 SO 0.48 0/1617 0.67 0/2215

2 sO 0.47 0/1623 0.71 0/2222

3 S1 0.41 0/1735 0.68 2/2335 (0.1%)

3 sl 0.53 0/1748 0.70 0/2352

4 S2 0.52 0/1665 0.65 0/2263

4 s2 0.59 0/1665 0.74 0/2263

5 S3 0.50 0/1759 0.69 0/2368

5 s3 0.44 0/1759 0.59 0/2368

6 S4 0.51 0/2109 0.74 1/2839 (0.0%)

6 s4 0.55 0/2109 0.78 0/2839

7 SH 0.41 0/1629 0.62 0/2202

7 Sh) 0.46 0/1629 0.66 0/2202

8 S6 0.50 0/1823 0.67 0/2439

8 s6 0.59 0/1779 0.73 0/2379

9 S7 0.46 0/1506 0.69 0/2028

9 s7 0.47 0/1516 0.70 1/2043 (0.0%)

10 S8 0.59 0/1514 0.78 1/2021 (0.0%)

10 s8 0.64 0/1514 0.70 0/2021

11 S9 0.48 0/1519 0.69 0/2035

11 s9 0.57 0/1519 0.76 2/2035 (0.1%)

12 Co 0.44 0/790 0.67 1/1069 (0.1%)

12 c0 0.38 0/777 0.67 3/1049 (0.3%)

13 C1 0.62 0/1240 0.76 0/1675

13 cl 0.67 0/1194 0.77 0/1610

14 C2 0.37 0/900 0.64 0/1224

14 c2 0.29 0/900 0.56 0/1224

15 C3 0.51 0/1215 0.70 2/1638 (0.1%)

15 c3 0.61 0/1215 0.69 0/1638

16 C4 0.43 0/901 0.70 0/1217

16 cd 0.56 0/960 0.75 0/1290
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5

17 Ch 0.48 0/998 0.69 0/1341

17 cd 0.50 0/1060 0.69 0/1426

18 C6 0.46 0/1125 0.71 2/1510 (0.1%)
18 c6 0.49 0/1131 0.70 0/1518

19 C7 0.46 0/935 0.64 0/1254

19 c7 0.51 0/914 0.70 0/1224

20 C8 0.47 0/1211 0.65 1/1628 (0.1%)
20 c8 0.51 0/1211 0.73 2/1628 (0.1%)
21 C9 0.45 0/1130 0.66 0/1517

21 c9 0.52 0/1130 0.68 0/1517

22 DO 0.49 0/865 0.65 0/1169

22 do 0.47 0/892 0.65 0/1205

23 D1 0.49 0/693 0.68 0/935

23 dl 0.52 0/693 0.69 0/935

24 D2 0.53 0/1038 0.74 2/1395 (0.1%)
24 d2 0.62 0/1038 0.78 1/1395 (0.1%)
25 D3 0.64 0/1139 0.80 2/1518 (0.1%)
25 d3 0.72 0/1139 0.85 2/1518 (0.1%)
26 D4 0.50 0/1087 0.64 0/1449

26 d4 0.54 0/1087 0.73 0/1449

27 D5 0.40 0/571 0.73 1/768 (0.1%)
27 db 0.46 0/566 0.71 0/761

28 D6 0.51 0/782 0.69 0/1047

28 dé6 0.56 0/782 0.69 0/1047

29 D7 0.47 0/620 0.66 0/838

29 d7 0.49 0/620 0.71 0/838

30 D8 0.37 0/499 0.58 0/670

30 ds8 0.45 0/499 0.64 0/670

31 D9 0.56 0/452 0.73 1/600 (0.2%)
31 d9 0.51 0/452 0.68 0/600

32 EO 0.51 0/483 0.66 0/643

33 E1l 0.47 0/577 0.81 0/770

33 el 0.42 0/619 0.73 0/822

34 SR 0.41 0/2494 0.64 1/3393 (0.0%)
34 sR 0.38 0/2495 0.57 0/3395

35 SM 0.54 0/1113 0.75 2/1502 (0.1%)
35 sM 0.48 0/682 0.68 1/921 (0.1%)
36 1 1.25 | 247/75394 (0.3%) 1.73 | 2232/117545 (1.9%)
36 5 1.26 | 266/75414 (0.4%) 1.73 | 2109/117575 (1.8%)
37 3 1.02 0/2883 1.46 30/4491 (0.7%)
37 7 1.20 8/2883 (0.3%) 1.73 86,/4491 (1.9%)
38 4 1.17 3/3746 (0.1%) 1.69 85/5832 (1.5%)
38 8 1.07 4/3746 (0.1%) 1.54 64/5832 (1.1%)
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
39 L2 0.81 0/1948 0.86 0/2617

39 12 0.72 0/1946 0.88 3/2614 (0.1%)
40 L3 0.80 1/3146 (0.0%) 0.83 1/4228 (0.0%)
40 13 0.90 1/3146 (0.0%) 0.89 2/4228 (0.0%)
41 L4 0.86 0/2800 0.94 7/3790 (0.2%)
41 14 0.82 1,/2800 (0.0%) 0.93 2/3790 (0.1%)
42 L5 0.58 0/2425 0.71 0/3271

42 15 0.74 1/2408 (0.0%) 0.81 1/3248 (0.0%)
43 L6 0.82 0/1260 0.82 0/1694

43 16 0.84 0/1269 0.88 1/1705 (0.1%)
44 L7 0.85 0/1821 0.92 3/2451 (0.1%)
44 17 0.95 1/1828 (0.1%) 0.93 3/2461 (0.1%)
45 L8 0.60 0/1836 0.72 1/2481 (0.0%)
45 18 0.54 0/1795 0.70 1/2429 (0.0%)
46 L9 0.73 0/1539 0.82 2/2073 (0.1%)
46 19 0.84 0/1539 0.86 0/2073

47 MO 0.78 1/1741 (0.1%) 0.86 3/2335 (0.1%)
47 m0 0.80 1/1758 (0.1%) 0.88 0/2358

48 M1 0.53 0/1374 0.71 1/1842 (0.1%)
48 ml 0.69 0/1374 0.82 2/1842 (0.1%)
49 M3 0.81 0/1568 0.90 3/2106 (0.1%)
49 m3 0.73 0/1573 0.85 0/2113

50 M4 0.84 0/1068 0.86 0/1438

50 m4 0.92 0/1074 0.90 2/1446 (0.1%)
51 Mb 0.83 1/1757 (0.1%) 0.89 2/2354 (0.1%)
51 mb 0.72 0/1757 0.86 4/2354 (0.2%)
52 M6 0.96 2/1585 (0.1%) 0.97 4/2128 (0.2%)
52 m6 1.04 2/1585 (0.1%) 0.96 4/2128 (0.2%)
53 M7 0.84 1/1443 (0.1%) 0.87 3/1944 (0.2%)
53 m7 0.97 1/1250 (0.1%) 0.93 1/1683 (0.1%)
o4 M8 0.84 0/1465 0.88 0/1965

54 m8 0.78 0/1465 0.90 1/1965 (0.1%)
55 M9 0.61 0/1538 0.70 0/2050

55 m9 0.65 0/1538 0.71 0/2050

56 NO 0.86 0/1481 0.86 1/1990 (0.1%)
56 n0 0.93 0/1481 0.93 3/1990 (0.2%)
o7 N1 0.84 0/1300 0.85 1/1743 (0.1%)
o7 nl 0.93 3/1300 (0.2%) 0.85 1/1743 (0.1%)
58 N2 0.44 0/812 0.62 0/1099

58 n2 0.54 0/794 0.74 0/1076

59 N3 0.79 0/1018 0.87 0/1369

59 n3 0.90 0/1018 0.92 3/1369 (0.2%)
60 N4 0.64 0/712 0.74 0/958

$roe



Page 126 wwPDB X-ray Structure Validation Summary Report 4U55
. Bond lengths Bond angles
Mol | Chain | 5\ 1q7 #|Z] >5 RMSZ #|Z| >5
60 n4 0.69 0/1052 0.76 0/1398
61 N5 0.69 0/979 0.83 1/1321 (0.1%)
61 nd 0.68 0/974 0.79 2/1314 (0.2%)
62 N6 0.77 0/1004 0.89 1/1341 (0.1%)
62 n6 0.71 0/1004 0.89 1/1341 (0.1%)
63 N7 0.59 0/1118 0.71 0/1497
63 n7 0.53 0/1118 0.67 0/1497
64 N8 0.83 1/1204 (0.1%) 0.95 3/1612 (0.2%)
64 ng8 0.78 0/1204 0.90 3/1612 (0.2%)
65 N9 0.74 0/473 0.88 1/629 (0.2%)
65 n9 0.85 0/473 1.01 1/629 (0.2%)
66 00 0.55 0/751 0.68 0/1008
66 o0 0.53 0/775 0.69 0/1040
67 01 0.70 0/890 0.78 1/1196 (0.1%)
67 ol 0.78 0/897 0.88 0/1205
68 02 0.90 0/1041 0.91 3/1394 (0.2%)
68 02 0.89 0/1041 0.94 2/1394 (0.1%)
69 03 0.97 0/868 0.91 0/1168
69 03 1.01 1/868 (0.1%) 0.94 2/1168 (0.2%)
70 04 0.68 0/890 0.83 1/1189 (0.1%)
70 o4 0.63 0/890 0.78 0/1189
71 05 0.78 0/978 0.85 0/1301
71 05 0.61 0/974 0.75 0/1297
72 06 0.67 0/778 0.86 0/1034
72 06 0.63 0/777 0.77 0/1033
73 o7 0.90 0/696 1.01 3/923 (0.3%)
73 o7 0.75 0/696 0.86 2/923 (0.2%)
74 08 0.59 0/618 0.70 0/826
74 o8 0.50 0/614 0.69 0/822
75 09 0.81 0/443 0.93 0/588
75 09 0.74 0/443 0.91 0/588
76 QO 0.78 0/423 0.89 0/562
76 q0 0.93 1/423 (0.2%) 0.92 0/562
7 Q1 0.65 0/234 0.82 0/300
7 ql 0.81 0/234 1.10 1/300 (0.3%)
78 Q2 0.91 1/860 (0.1%) 0.84 0/1136
78 q2 0.89 2/860 (0.2%) 0.82 0/1136
79 Q3 0.80 0/701 0.83 0/934
79 q3 0.80 0/701 0.85 1/934 (0.1%)
80 e0 0.57 0/499 0.74 0/665
81 p0 0.46 0/1091 0.62 0/1472
All All 0.96 | 573/430072 (0.1%) | 1.35 | 5562/631360 (0.9%)
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Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
2 sO 0 1
7 SH 0 1
7 sH 0 2
9 S7 0 2
9 s7 0 1

10 S8 0 1
16 C4 0 3
16 c4 0 1
17 cd 0 1
18 C6 0 1
18 cb 0 1
19 C7 0 1
24 d2 0 1
26 d4 0 1
27 D5 0 3
28 D6 0 1
39 L2 0 1
39 12 0 4
44 17 0 2
46 L9 0 1
48 M1 0 1
52 M6 0 1
52 m6 0 1
56 NO 0 1
56 n0 0 1
57 N1 0 1
59 n3 0 1
64 N8 0 2
64 ng8 0 3
65 N9 0 1
67 01 0 1
80 e0 0 1
82 m2 0 1
All All 0 46

The worst 5 of 573 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
78 q2 17 CYS | CB-SG | 14.54 2.06 1.82

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
78 Q2 17 CYS | CB-SG | 14.44 2.06 1.82
36 D 1152 G N9-C4 | -12.25 1.28 1.38
36 5 2971 A N9-C4 | 9.75 1.43 1.37
36 5 1152 G N9-C8 | 9.62 1.44 1.37

The worst 5 of 5562 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
36 5 1152 G N3-C4-C5 | 28.50 142.85 128.60
36 5 1152 G N3-C4-N9 | -25.34 110.80 126.00
36 D 1152 G C2-N3-C4 | -23.17 100.31 111.90
36 5 424 G C5-C6-06 | -17.79 117.92 128.60
36 5 1152 G C5-N7-C8 | -14.52 97.04 104.30

There are no chirality outliers.

5 of 46 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
16 C4 38 | THR | Peptide
7 S5 44 | ASN | Peptide
9 S7 131 | PHE | Peptide
9 S7 31 SER | Peptide
10 S8 147 | ALA | Peptide

5.2 Too-close contacts (i)

Due to software issues we are unable to calculate clashes - this section is therefore empty.

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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#close_contacts
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_backbone
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles

2 | so 204/251 (81%) | 148 (T2%) | 39 (19%) | 17 (8%) |
2 s0 204/251 (81%) 148 (72%) 32 (16%) 24 (12%)
3 S1 212/254 (84%) 149 (70%) 34 (16%) 29 (14%)
3 sl 214/254 (84%) 178 (83%) 23 (11%) 13 (6%)
4 S2 215/253 (85%) 178 (83%) 26 (12%) 11 (5%)
4 s2 215/253 (85%) 169 (79%) 30 (14%) 16 (7%)
5 S3 221/239 (92%) 173 (78%) 28 (13%) 20 (9%)
5 s3 221/239 (92%) 176 (80%) 29 (13%) 16 (7%)
6 S4 258/260 (99%) 203 (79%) 38 (15%) 17 (7%)
6 s4 258 /260 (99%) 209 (81%) 29 (11%) 20 (8%)
7 SH 204/224 (91%) 155 (76%) 28 (14%) 21 (10%)
7 sH 204/224 (91%) 156 (76%) 26 (13%) 22 (11%)
8 S6 224/236 (95%) 191 (85%) 22 (10%) 11 (5%)
8 s6 216/236 (92%) 179 (83%) 22 (10%) 15 (7%)
9 S7 182/189 (96%) 137 (75%) 25 (14%) 20 (11%)
9 s7 184/189 (97%) 140 (76%) 28 (15%) 16 (9%)
10 S8 184/200 (92%) 154 (84%) 21 (11%) 9 (5%)
10 s8 184/200 (92%) 161 (88%) 12 (6%) 11 (6%)
11 S9 183/196 (93%) 147 (80%) 24 (13%) 12 (7%)
11 s9 183/196 (93%) 149 (81%) 26 (14%) 8 (4%)
12 Co 94/105 (90%) 70 (74%) 18 (19%) 6 (6%)
12 c0 92/105 (88%) 66 (72%) 11 (12%) 15 (16%)
13 C1 153/155 (99%) 118 (77%) 17 (11%) 18 (12%)
13 cl 144/155 (93%) 114 (79%) 24 (17%) 6 (4%)
14 C2 122/142 (86%) 75 (62%) 21 (17%) 26 (21%)
14 c2 122/142 (86%) 71 (58%) 31 (25%) 20 (16%)
15 C3 148/150 (99%) 123 (83%) 12 (8%) 13 (9%)
15 c3 148/150 (99%) 115 (78%) 22 (15%) 11 (7%)
16 C4 125/136 (92%) 95 (76%) 15 (12%) 15 (12%)
16 cd 126/136 (93%) 104 (82%) 16 (13%) 6 (5%)
17 C5h 122/141 (86%) 81 (66%) 28 (23%) 13 (11%)
17 ch 133/141 (94%) 90 (68%) 26 (20%) 17 (13%)
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Continued from previous page...

Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
18 C6 139/142 (98%) 109 (78%) 20 (14%) 10 (7%) 117 |
18 cb 140/142 (99%) 112 (80%) 16 (11%) 12 (9%) 1114
19 C7 116/136 (85%) 82 (71%) 25 (22%) 9 (8%) 1§16
19 c’ 113/136 (83%) 87 (77%) 14 (12%) 12 (11%) 0ff2
20 C8 143/145 (99%) 115 (80%) 15 (10%) 13 (9%) 1013
20 c8 143/145 (99%) 117 (82%) 20 (14%) 6 (4%) 31 20
21 C9 141/143 (99%) 115 (82%) 20 (14%) 6 (4%) 210 20
21 c9 141/143 (99%) 115 (82%) 22 (16%) 4 (3%) 51 29
22 DO 105/120 (88%) 82 (78%) 20 (19%) 3 (3%) 48 28
22 do 108/120 (90%) 84 (78%) 14 (13%) 10 (9%) ] 1 B
23 D1 85/87 (98%) 64 (75%) 15 (18%) 6 (7%) 1018
23 dl 85/87 (98%) 70 (82%) 8 (9%) 7 (8%) 1015
24 D2 127/129 (98%) 105 (83%) 20 (16%) 2 (2%) 9] 43
24 d2 127/129 (98%) 113 (89%) 13 (10%) 1 (1%)

25 D3 142/144 (99%) 115 (81%) 14 (10%) 13 (9%)
25 d3 142/144 (99%) 123 (87%) 13 (9%) 6 (4%)
26 D4 132/134 (98%) 107 (81%) 19 (14%) 6 (4%)
26 d4 132/134 (98%) 100 (76%) 21 (16%) 11 (8%)
27 D5 68/107 (64%) 45 (66%) 13 (19%) 10 (15%)
27 db 67/107 (63%) 52 (78%) 12 (18%) 3 (4%)
28 D6 95/97 (98%) 61 (64%) 17 (18%) 17 (18%)
28 d6 95/97 (98%) 71 (75%) 16 (17%) 8 (8%)
29 D7 79/81 (98%) 62 (78%) 11 (14%) 6 (8%)
29 d7 79/81 (98%) 59 (75%) 15 (19%) 5 (6%)
30 D8 61/66 (92%) 45 (74%) 11 (18%) 5 (8%)
30 ds 61/66 (92%) 46 (75%) 10 (16%) 5 (8%)
31 D9 51/55 (93%) 41 (80%) 7 (14%) 3 (6%)
31 d9 51/55 (93%) 37 (72%) 8 (16%) 6 (12%)
32 EO 58/60 (97%) 42 (72%) 12 (21%) 4 (7%)
33 E1l 69/76 (91%) 34 (49%) 11 (16%) 24 (35%)
33 el 74/76 (97%) 34 (46%) 22 (30%) 18 (24%)
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
34 SR 316/318 (99%) 238 (75%) 56 (18%) 22 (%) |
34 sR 316/318 (99%) 261 (83%) 39 (12%) 16 (5%)
35 SM 155/273 (57%) 109 (70%) 26 (17%) 20 (13%)
35 sM 98/273 (36%) 61 (62%) 23 (24%) 14 (14%)
39 L2 250/253 (99%) 218 (87%) 22 (9%) 10 (4%)
39 12 250/253 (99%) 209 (84%) 26 (10%) 15 (6%)
40 L3 384/386 (100%) 333 (87%) 34 (9%) 17 (4%)
40 13 384/386 (100%) 339 (88%) 32 (8%) 13 (3%)
41 L4 359/361 (99%) 302 (84%) 40 (11%) 17 (5%)
41 14 359/361 (99%) 293 (82%) 40 (11%) 26 (7%)
42 L5 294/296 (99%) 239 (81%) 34 (12%) 21 (7%)
42 15 292/296 (99%) 252 (86%) 32 (11%) 8 (3%)
43 L6 152/175 (87%) 134 (88%) 16 (10%) 2 (1%)
43 16 153/175 (87%) 127 (83%) 23 (15%) 3 (2%)
44 L7 220/243 (90%) 195 (89%) 19 (9%) 6 (3%)
44 17 221/243 (91%) 193 (87%) 23 (10%) 5 (2%)
45 L8 231/255 (91%) 188 (81%) 36 (16%) 7 (3%)
45 18 229/255 (90%) 181 (79%) 31 (14%) 17 (7%)
46 L9 189/191 (99%) 156 (82%) 25 (13%) 8 (4%)
46 19 189/191 (99%) 162 (86%) 23 (12%) 4 (2%)
47 MO 207/220 (94%) 172 (83%) 21 (10%) 14 (7%)
47 m0 209/220 (95%) 165 (79%) 30 (14%) 14 (7%)
48 M1 167/173 (96%) 127 (76%) 24 (14%) 16 (10%)
48 ml 167/173 (96%) 142 (85%) 10 (6%) 15 (9%)
49 M3 191/198 (96%) 156 (82%) 23 (12%) 12 (6%)
49 m3 192/198 (97%) 149 (78%) 25 (13%) 18 (9%)
50 M4 134/137 (98%) 115 (86%) 12 (9%) 7 (5%)
50 m4 135/137 (98%) 120 (89%) 13 (10%) 2 (2%)
51 M5 201/203 (99%) 179 (89%) 17 (8%) 5 (2%)
51 mb 201/203 (99%) 175 (87%) 17 (8%) 9 (4%)
52 M6 195/198 (98%) 176 (90%) 14 (7%) 5 (3%)
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
52 m6 195/198 (98%) 170 (87%) 18 (9%) 7 (4%) 23
53 M7 181/183 (99%) 150 (83%) 22 (12%) 9 (5%) 16
53 m7 153/183 (84%) 136 (89%) 12 (8%) 5 (3%) 25
o4 M8 183/185 (99%) 157 (86%) 20 (11%) 6 (3%) 25
54 m8 183/185 (99%) 158 (86%) 23 (13%) 2 (1%) 51
55 M9 186/188 (99%) 158 (85%) 23 (12%) 5 (3%) 51 30
55 m9 186/188 (99%) 165 (89%) 20 (11%) 1 (0%) 29 67
56 NO 170/172 (99%) 150 (88%) 17 (10%) 3 (2%) 8] 41
56 n0 170/172 (99%) 154 (91%) 15 (9%) 1 (1%)

57 N1 157/159 (99%) 132 (84%) 19 (12%) 6 (4%)

57 nl 157/159 (99%) 143 (91%) 13 (8%) 1 (1%)

58 N2 98/120 (82%) 77 (79%) 17 (17%) 4 (4%)

58 n2 96/120 (80%) 76 (79%) 14 (15%) 6 (6%)

59 N3 134/136 (98%) 120 (90%) 12 (9%) 2 (2%)

59 n3 134/136 (98%) 122 (91%) 9 (7%) 3 (2%)

60 N4 96/155 (62%) 69 (72%) 17 (18%) 10 (10%)

60 n4 133/155 (86%) 106 (80%) 17 (13%) 10 (8%)

61 N5 119/141 (84%) 103 (87%) 10 (8%) 6 (5%)

61 nd 118/141 (84%) 94 (80%) 15 (13%) 9 (8%)

62 N6 124/126 (98%) 110 (89%) 11 (9%) 3 (2%)

62 n6 124/126 (98%) 112 (90%) 7 (6%) 5 (4%)

63 N7 133/135 (98%) 108 (81%) 12 (9%) 13 (10%)

63 n7 133/135 (98%) 101 (76%) 21 (16%) 11 (8%)

64 N8 146/148 (99%) 120 (82%) 19 (13%) 7 (5%)

64 n8 146/148 (99%) 117 (80%) 21 (14%) 8 (6%)

65 N9 56/58 (97%) 47 (84%) 5 (9%) 4 (7%)

65 n9 56/58 (97%) 37 (66%) 13 (23%) 6 (11%)

66 00 95/104 (91%) 86 (90%) 8 (8%) 1 (1%)

66 o0 98/104 (94%) 88 (90%) 9 (9%) 1 (1%) 15] 54
67 01 107/112 (96%) 96 (90%) 5 (5%) 6 (6%) 14
67 ol 107/112 (96%) 84 (78%) 15 (14%) 8 (8%)
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
63 02 125/129 (97%) 106 (85%) | 14 (11%) 5 (4%)
68 02 125/129 (97%) 105 (84%) | 15 (12%) 5 (4%)
69 03 104/106 (98%) 4 (90%) 6 (6%) 4 (4%)
69 03 104,106 (98%) 4 (90%) 7 (7%) 3 (3%)
70 04 110/120 (92%) 0 (82%) 19 (17%) 1 (1%)

70 04 110/120 (92%) 7 (88%) 10 (9%) 3 (3%)
71 05 117/119 (98%) 104 (89%) 10 (8%) 3 (3%)
71 05 117/119 (98%) 100 (86%) | 14 (12%) | 3 (3%)
72 06 97/99 (98%) 72 (74%) 17 (18%) | 8 (8%)
72 06 97/99 (98%) 81 (84%) 11 (11%) | 5 (5%)
73 07 85/87 (98%) 72 (85%) 12 (14%) 1 (1%)
73 | o7 85/87 (98%) 68 (30%) | 12 (14%) | 5 (6%) 1|12
74 08 75)77 (97%) 61 (81%) 12 (16%) 2 (3%)
74 08 75/77 (97%) 64 (85%) 8 (11%) 3 (4%)
75 09 48/50 (96%) 42 (88%) 5 (10%) 1 (2%)
75 09 48/50 (96%) 40 (83%) 8 (17%) 0
76 QO 50/52 (96%) 44 (88%) 4 (8%) 2 (4%)

76 q0 50/52 (96%) 49 (98%) 0 1 (2%)

77 Q1 23/25 (92%) 22 (96%) 1 (4%) 0

77 ql 23/25 (92%) 20 (87%) 2 (9%) 1 (4%)

78 Q2 103/105 (98%) 76 (74%) 19 (18%) | 8 (8%)

78 q2 103/105 (98%) 86 (84%) 14 (14%) | 3 (3%)

79 Q3 89/91 (98%) 76 (85%) 10 (11%) | 3 (3%)

79 a3 89/91 (98%) 81 (91%) 7 (8%) 1 (1%)

80 e0 60/62 (97%) 44 (73%) 8 (13%) | 8 (13%)

81 p0 139/311 (45%) 110 (79%) | 21 (15%) | 8 (6%)

All | Al | 22333/24143 (92%) | 18176 (81%) | 2788 (12%) | 1369 (6%)

5 of 1369 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 SO 4 PRO
2 SO 39 ASN

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type
S0 66 ALA
S0 139 VAL
S0 158 VAL

NI\ )

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 SO 164/209 (78%) 135 (82%) 29 (18%) 2119 |
2 s0 165/209 (79%) 134 (81%) 31 (19%) 1§18
3 S1 191/223 (86%) 154 (81%) 37 (19%) 117
3 sl 192/223 (86%) 155 (81%) 37 (19%) 1§18
4 S2 176 /204 (86%) 138 (78%) 38 (22%) 1§15
4 s2 176,/204 (86%) 131 (74%) 45 (26%) 0ff2
) S3 182/194 (94%) 145 (80%) 37 (20%) 1§16
5 s3 182/194 (94%) 141 (78%) 41 (22%) 1114
6 S4 221/221 (100%) 170 (77%) 51 (23%) 1013
6 s4 221/221 (100%) 183 (83%) 38 (17%) 24110
7 SH 173/190 (91%) 137 (79%) 36 (21%) 1§16
7 sH 173/190 (91%) 141 (82%) 32 (18%) 1018
8 S6 188/201 (94%) 154 (82%) 34 (18%) 1§18
8 s6 187/201 (93%) 153 (82%) 34 (18%) 1§18
9 S7 165/169 (98%) 136 (82%) 29 (18%) 2119
9 s7 165/169 (98%) 142 (86%) 23 (14%) 31 16
10 S8 150/161 (93%) 129 (86%) 21 (14%) 316
10 s8 150/161 (93%) 124 (83%) 26 (17%) 24110
11 S9 158/165 (96%) 121 (77%) 37 (23%) 1013
11 s9 158/165 (96%) 128 (81%) 30 (19%) 1018
12 C0 77/98 (79%) 66 (86%) 11 (14%) 3415

Continued on next page...


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

Page 135

wwPDB X-ray Structure Validation Summary Report

4U55

Continued from previous page...

Percentiles

Mol | Chain Analysed Rotameric | Outliers
12 c0 73/98 (74%) 58 (80%)
13 C1 129/136 (95%) 111 (86%)
13 cl 129/136 (95%) 99 (77%)
14 C2 88/118 (75%) 69 (78%)
14 c2 88/118 (75%) 62 (70%)
15 C3 127/127 (100%) 101 (80%)
15 c3 127/127 (100%) 102 (80%)
16 C4 81/104 (78%) 58 (72%)
16 c4 97/104 (93%) 77 (79%)
17 Ch 101/117 (86%) 87 (86%)
17 cd 103/117 (88%) 85 (82%)
18 C6 117/118 (99%) 92 (79%)
18 cb 118/118 (100%) 95 (80%)
19 C7 94/124 (76%) 73 (78%)
19 c’ 92/124 (74%) 73 (79%)
20 C8 128/128 (100%) 97 (76%)
20 c8 128/128 (100%) 98 (77%)
21 C9 115/115 (100%) 87 (76%)
21 c9 115/115 (100%) 97 (84%)
22 DO 100/113 (88%) 80 (80%)
22 do 103/113 (91%) 77 (75%)
23 D1 74/74 (100%) 58 (78%)
23 d1l 74/74 (100%) 55 (74%)
24 D2 110/110 (100%) 89 (81%)
24 d2 110/110 (100%) 95 (86%)
25 D3 119/119 (100%) 95 (80%)
25 d3 119/119 (100%) 97 (82%)
26 D4 112/112 (100%) 95 (85%)
26 d4 112/112 (100%) 94 (84%)
27 D5 61/88 (69%) 49 (80%)
27 d5 61/88 (69%) 51 (84%)

AAAAAAAAAAAAAAA
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Percentiles

Mol | Chain Analysed Rotameric | Outliers
28 D6 83/83 (100%) 65 (78%)
28 d6 83/83 (100%) 73 (88%)
29 D7 70/70 (100%) 59 (84%)
29 d7 70/70 (100%) 60 (86%)
30 D8 56/59 (95%) 41 (73%)
30 ds8 56/59 (95%) 42 (75%)
31 D9 47/48 (98%) 38 (81%)
31 d9 47/48 (98%) 36 (77%)
32 EO 51/51 (100%) 43 (84%)
33 E1l 62/66 (94%) 47 (76%)
33 el 66/66 (100%) 47 (71%)
34 SR 260/261 (100%) 213 (82%)
34 sR 260/261 (100%) 232 (89%)
35 SM 97/228 (42%) 69 (71%)
35 sM 54/228 (24%) 40 (74%)
39 L2 193/195 (99%) 153 (79%)
39 12 192/195 (98%) 149 (78%)
40 L3 320/322 (99%) 251 (78%)
40 13 320/322 (99%) 258 (81%)
41 L4 288/288 (100%) 225 (78%)
41 14 288/288 (100%) 230 (80%)
42 L5 244 /244 (100%) 197 (81%)
42 15 243/244 (100%) 191 (79%)
43 L6 134/152 (88%) 118 (88%)
43 16 135/152 (89%) 112 (83%)
44 L7 186,/204 (91%) 165 (89%)
44 17 187/204 (92%) 158 (84%)
45 L8 187/207 (90%) 151 (81%)
45 18 177/207 (86%) 141 (80%)
46 L9 171/171 (100%) 137 (80%)
46 19 171/171 (100%) 123 (72%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
47 MO 177/186 (95%) 139 (78%) 38 (22%) 1f15 |
47 m0 179/186 (96%) 145 (81%) 34 (19%) 1§18
48 M1 147/150 (98%) 123 (84%) 24 (16%) 20111
48 ml 147/150 (98%) 115 (78%) 32 (22%) 1§15
49 M3 154/158 (98%) 123 (80%) 31 (20%) 1§16
49 m3 154/158 (98%) 124 (80%) 30 (20%) 117
50 M4 107/108 (99%) 87 (81%) 20 (19%) 1§18
50 m4 108/108 (100%) 81 (75%) 27 (25%) 0ff2
51 Mb 175/175 (100%) 143 (82%) 32 (18%) 1018
51 mb 175/175 (100%) 142 (81%) 33 (19%) 1§18
52 M6 160/161 (99%) 141 (88%) 19 (12%) 5) 22
52 m6 160/161 (99%) 130 (81%) 30 (19%) 1018
53 M7 140/145 (97%) 107 (76%) 33 (24%) 1013
53 m7 125/145 (86%) 100 (80%) 25 (20%) 1§16
54 M8 150/150 (100%) 126 (84%) 24 (16%) 20011
o4 m8 150/150 (100%) 122 (81%) 28 (19%) 1§18
55 M9 153/153 (100%) 121 (79%) 32 (21%) 1§16
55 m9 153/153 (100%) 123 (80%) 30 (20%) 117
56 NO 156/156 (100%) 127 (81%) 29 (19%) 1§18
56 n0 156/156 (100%) 122 (78%) 34 (22%) 1f15
o7 N1 136/136 (100%) 111 (82%) 25 (18%) 1§18
57 nl 136/136 (100%) 108 (79%) 28 (21%) 1§16
58 N2 87/106 (82%) 70 (80%) 17 (20%) 117
58 n2 85/106 (80%) 70 (82%) 15 (18%) 2119
59 N3 104/104 (100%) 87 (84%) 17 (16%) 20111
59 | n3 | 104/104 (100%) | 89 (86%) | 15 (14%) s[5 |
60 N4 57/129 (44%) 51 (90%) 6 (10%) 71 28
60 n4 100/129 (78%) 82 (82%) 18 (18%) 1§19
61 N5 104/117 (89%) 84 (81%) 20 (19%) 1§18
61 nb 104/117 (89%) 82 (79%) 22 (21%) 1§15
62 N6 109/109 (100%) 85 (78%) 24 (22%) 1§15
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Mol | Chain Analysed Rotameric | Outliers
62 n6 109/109 (100%)
63 N7 115/115 (100%)
63 n7 115/115 (100%)
64 N8 118/118 (100%)
64 n8 118/118 (100%)
65 N9 46/46 (100%)
65 n9 46/46 (100%)
66 00 81/87 (93%)
66 o0 84/87 (97%)
67 01 92/96 (96%)
67 ol 94/96 (98%)
68 02 109/110 (99%)
68 02 109/110 (99%)
69 03 90/90 (100%)
69 03 90/90 (100%)
70 04 95/102 (93%)
70 o4 95/102 (93%)
71 05 104/104 (100%)
71 05 103/104 (99%)
72 06 81/81 (100%)
72 06 80/81 (99%)
73 o7 70/70 (100%)
73 o7 70/70 (100%)
74 08 68/68 (100%)
74 o8 67/68 (98%)
5 09 45/45 (100%)
75 09 45/45 (100%)
76 QO 47/47 (100%)
76 q0 47/47 (100%)
7 Q1 23/23 (100%)
7 ql 23/23 (100%)

Percentiles
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Mol | Chain Analysed Rotameric | Outliers | Percentiles

78 Q2 90/90 (100% 69 (77%) 21 (23%) |
78 q2 90/90 (100% 74 (82%) 16 (18%)
79 Q3 71/71 (100% 55 (78%) 16 (22%)
79 q3 71/71 (100% 55 (78%) 16 (22%)
80 e0 53/53 (100%) 40 (76%) 13 (24%)
81 p0 105/253 (42%) 85 (81%) 20 (19%)

All All 18728/20241 (92%) | 15006 (80%) | 3722 (20%)

5 of 3722 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
2 sO 144 ILE
70 o4 33 GLN
17 cd 69 GLU
68 02 41 VAL
o4 ms 81 VAL

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 45

such sidechains are listed below:

Mol | Chain | Res | Type

11 s9 124 HIS

40 13 184 ASN

20 c8 89 GLN

24 d2 56 HIS

45 18 192 GLN

5.3.3 RNA (O

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 2 1747/1800 (97%) 509 (29%) 56 (3%)
1 6 1793/1800 (99%) 472 (26%) 48 (2%)
36 1 3145/3396 (92%) 704 (22%) 78 (2%)
36 5 3145/3396 (92%) 688 (21%) 76 (2%)
37 3 120/121 (99%) 17 (14%) 2 (1%)
37 7 120/121 (99%) 24 (20%) 2 (1%)
38 4 157/158 (99%) 36 (22%) 5 (3%)
38 8 157/158 (99%) 38 (24%) 2 (1%)
All All 10384,/10950 (94%) 2488 (23%) 269 (2%)
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5 of 2488 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 2 2 A
1 2 4 C
1 2 25 C
1 2 26 A
1 2 27 U

5 of 269 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
36 5 2101 C
36 5 2255 A
36 5 3289 G
36 1 1716 U
36 1 1562 C

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

There are no non-standard protein/DNA /RNA residues in this entry.

5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

Of 2559 ligands modelled in this entry, 1426 are monoatomic - leaving 1133 for Mogul analysis.

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

Bond lengths

Bond angles

Mol | Type | Chain | Res | Link | "' RMS7 | #Z] > 2 | Counts | RMSZ | #2] > 2
8 | OHX | b5 | 4177 - 0,6,6 - - -
8 | OHX | 1 | 4180 - 0,6,6 - - -
87 | 3KS | 6 [2205| - [323232] 055 0 44,4747 087 | 3 (6%)
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX m7 206 - 0,6,6 - - _
86 | OHX 1 3884 - 0,6,6 - _ _
86 | OHX 1 3917 - 0,6,6 - - -
86 | OHX 6 2147 - 0,6,6 - - -
86 | OHX 1 4084 - 0,6,6 - - _
86 | OHX 5 4070 - 0,6,6 - - _
86 | OHX 09 101 - 0,6,6 - - _
86 | OHX 5 4159 - 0,6,6 - - _
86 | OHX 4 227 - 0,6,6 - - _
86 | OHX 5 3987 - 0,6,6 - - -
86 | OHX 7 220 - 0,6,6 - - -
86 | OHX 2 2046 - 0,6,6 - - -
86 | OHX 2 2123 - 0,6,6 - - _
86 | OHX 1 4010 - 0,6,6 - - _
86 | OHX 1 4000 - 0,6,6 - - _
86 | OHX 3 219 - 0,6,6 - - _
86 | OHX 2 2086 - 0,6,6 - - -
86 | OHX 8 215 - 0,6,6 - - -
86 | OHX 1 4016 - 0,6,6 - - _
86 | OHX 5 4189 - 0,6,6 - - _
86 | OHX 5 3924 - 0,6,6 - - _
86 | OHX 5 4137 - 0,6,6 - - _
86 | OHX 5 4164 - 0,6,6 - - _
86 | OHX 1 4196 - 0,6,6 - - -
86 | OHX 6 2086 - 0,6,6 - - -
86 | OHX 5 4227 - 0,6,6 - - _
86 | OHX 5 4038 - 0,6,6 - - _
86 | OHX 6 2121 - 0,6,6 - _ _
86 | OHX 6 2181 - 0,6,6 - _ _
86 | OHX 1 3909 - 0,6,6 - - -
86 | OHX 3 218 - 0,6,6 - - -
86 | OHX 6 2157 - 0,6,6 - - -
86 | OHX 5 3938 - 0,6,6 - - -
86 | OHX 2 2039 - 0,6,6 - - _
86 | OHX 2 2149 - 0,6,6 - - _
86 | OHX 1 3930 - 0,6,6 - - _
86 | OHX 5 3949 - 0,6,6 - - -
86 | OHX 1 3931 - 0,6,6 - - _
86 | OHX 5 3979 - 0,6,6 - - _
86 | OHX 1 4143 - 0,6,6 - - _
86 | OHX 6 2199 - 0,6,6 - - _
86 | OHX 2 2128 - 0,6,6 - - _
86 | OHX 1 4091 - 0,6,6 - - _
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. . Bond lengths Bond angles

Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 1 4042 - 0,6,6 - - _
86 | OHX 6 2203 - 0,6,6 - - -
86 | OHX 2 2101 - 0,6,6 - - -
86 | OHX 5 3971 - 0,6,6 - - -
86 | OHX 2 2119 - 0,6,6 - - -
86 OHX 5 4144 - 0,6,6 - - _
86 | OHX 5 3963 - 0,6,6 - - -
86 | OHX 5 3958 - 0,6,6 - - -
86 | OHX 5 3925 - 0,6,6 - - -
86 | OHX 5 4051 - 0,6,6 - - -
86 | OHX 5 4126 - 0,6,6 - - -
86 | OHX 1 4085 - 0,6,6 - - -
86 OHX 5 4181 - 0,6,6 - - _
86 | OHX 1 4149 - 0,6,6 - - -
86 | OHX 5 3933 - 0,6,6 - - -
86 | OHX 1 4161 - 0,6,6 - - _
86 | OHX 1 4203 - 0,6,6 - - -
86 | OHX 1 4145 - 0,6,6 - - -
86 | OHX 6 2175 - 0,6,6 - - -
86 | OHX 5 4166 - 0,6,6 - - -
86 | OHX 1 4048 - 0,6,6 - - -
86 OHX n9 102 - 0,6,6 - - _
86 | OHX 5 3922 - 0,6,6 - - _
86 | OHX 5 3908 - 0,6,6 - - -
86 | OHX 1 4189 - 0,6,6 - - -
86 OHX 5 4042 - 0,6,6 - - _
86 | OHX 2 2087 - 0,6,6 - - -
86 OHX 5 4222 - 0,6,6 - - _
86 | OHX 5 4049 - 0,6,6 - - -
87 3K8 2 2179 - 32,32,32 | 0.79 1 (3%) | 44,4747 | 091 2 (4%)
86 | OHX 2 2026 - 0,6,6 - - _
86 | OHX 8 230 - 0,6,6 - - _
86 | OHX 6 2196 - 0,6,6 - - _
86 | OHX 6 2158 - 0,6,6 - - -
86 | OHX 5 4009 - 0,6,6 - - -
86 | OHX 5 4074 - 0,6,6 - - _
86 | OHX 5 3940 - 0,6,6 - - _
86 | OHX 1 3978 - 0,6,6 - - _
8 | OHX | 2 |2121| - 0,6,6 - . -
86 | OHX 6 2064 - 0,6,6 - - _
86 | OHX 5 4099 - 0,6,6 - - -
86 | OHX 1 3953 - 0,6,6 - - -
86 | OHX 5 4138 - 0,6,6 - - _
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 5 4128 - 0,6,6 - - _
86 | OHX 5 4103 - 0,6,6 - - _
86 | OHX 1 3956 - 0,6,6 - - -
86 | OHX 6 2178 - 0,6,6 - - -
86 | OHX 1 4058 - 0,6,6 - - -
86 | OHX 5 3904 - 0,6,6 - - _
86 | OHX L3 406 - 0,6,6 - - _
86 | OHX 5 4167 - 0,6,6 - - _
86 | OHX 5 4201 - 0,6,6 - - _
86 | OHX 4 232 - 0,6,6 - - _
86 | OHX 1 4148 - 0,6,6 - - -
86 | OHX 5 4242 - 0,6,6 - - _
86 | OHX 1 4205 - 0,6,6 - - _
86 | OHX 5 4065 - 0,6,6 - - _
86 | OHX 8 221 - 0,6,6 - _ _
86 | OHX 4 233 - 0,6,6 - - _
86 | OHX 5 3944 - 0,6,6 - - _
86 | OHX 5 4083 - 0,6,6 - - -
86 | OHX 5 4008 - 0,6,6 - - _
86 | OHX 1 4040 - 0,6,6 - - _
86 | OHX 6 2127 - 0,6,6 - - _
86 | OHX 5 4115 - 0,6,6 - - _
86 | OHX 1 3959 - 0,6,6 - - -
86 | OHX 1 4056 - 0,6,6 - - -
86 | OHX 7 223 - 0,6,6 - - -
86 | OHX 6 2198 - 0,6,6 - - _
86 | OHX 5 4058 - 0,6,6 - - _
86 | OHX 1 4087 - 0,6,6 - - _
86 | OHX 5 4165 - 0,6,6 - - _
86 | OHX 5 4251 - 0,6,6 - - _
86 | OHX 2 2159 - 0,6,6 - - -
86 | OHX 1 4082 - 0,6,6 - - _
86 | OHX 01 201 - 0,6,6 - - _
86 | OHX 5 3982 - 0,6,6 - - _
86 | OHX 4 230 - 0,6,6 - - _
86 | OHX 5 4162 - 0,6,6 - - _
86 | OHX 5 4182 - 0,6,6 - - _
86 | OHX 5 3912 - 0,6,6 - - _
86 | OHX 1 4005 - 0,6,6 - - _
86 | OHX 6 2047 - 0,6,6 - - _
86 | OHX 6 2137 - 0,6,6 - - _
86 | OHX 1 4131 - 0,6,6 - _ _
86 | OHX 5 4060 - 0,6,6 - - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 1 3922 - 0,6,6 - - _
86 | OHX 5 4061 - 0,6,6 - _ _
86 | OHX 5 4066 - 0,6,6 - - -
86 | OHX 2 2168 - 0,6,6 - - -
86 | OHX 2 2171 - 0,6,6 - - _
86 | OHX 1 3988 - 0,6,6 - - _
86 | OHX 5 3919 - 0,6,6 - - _
86 | OHX 5 4170 - 0,6,6 - - _
86 | OHX 2 2164 - 0,6,6 - - _
86 | OHX 1 4037 - 0,6,6 - - -
86 | OHX 5 4180 - 0,6,6 - - -
86 | OHX 7 224 - 0,6,6 - - _
86 | OHX 2 2056 - 0,6,6 - - _
86 | OHX 7 227 - 0,6,6 - - _
86 | OHX 03 202 - 0,6,6 - _ _
86 | OHX 15 303 - 0,6,6 - - _
86 | OHX 5 4228 - 0,6,6 - - -
86 | OHX 5 4229 - 0,6,6 - - -
86 | OHX 4 234 - 0,6,6 - - _
86 | OHX 2 2124 - 0,6,6 - - _
86 | OHX 5 4003 - 0,6,6 - - _
86 | OHX 5 4084 - 0,6,6 - _ _
86 | OHX 5 4147 - 0,6,6 - - -
86 | OHX 5 4140 - 0,6,6 - - -
86 | OHX 1 4021 - 0,6,6 - - _
86 | OHX 2 2103 - 0,6,6 - - _
86 | OHX 1 3976 - 0,6,6 - - _
86 | OHX 5 3983 - 0,6,6 - - _
86 | OHX 5 4064 - 0,6,6 - _ _
86 | OHX 1 4065 - 0,6,6 - - -
86 | OHX 3 217 - 0,6,6 - - -
86 | OHX 5 4131 - 0,6,6 - - _
86 | OHX 5 3988 - 0,6,6 - - -
86 | OHX 5 4195 - 0,6,6 - - _
86 | OHX 5 4235 - 0,6,6 - - _
86 | OHX 2 2067 - 0,6,6 - - _
86 | OHX 5 3957 - 0,6,6 - - -
86 | OHX n3 203 - 0,6,6 - - -
86 | OHX 1 3902 - 0,6,6 - - _
86 | OHX 5 4100 - 0,6,6 - - _
86 | OHX 5 3942 - 0,6,6 - - _
86 | OHX 5 4191 - 0,6,6 - _ _
86 | OHX 5 4196 - 0,6,6 - - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 8 226 - 0,6,6 - - _
86 | OHX 1 3997 - 0,6,6 - - _
86 | OHX 5 4107 - 0,6,6 - - -
86 | OHX 5 4123 - 0,6,6 - - -
86 | OHX 5 4052 - 0,6,6 - - _
86 | OHX 1 3876 - 0,6,6 - - _
86 | OHX 2 2074 - 0,6,6 - - _
86 | OHX 5 3936 - 0,6,6 - - -
86 | OHX 5 4236 - 0,6,6 - - _
86 | OHX 6 2185 - 0,6,6 - - -
86 | OHX 1 3913 - 0,6,6 - - -
86 | OHX 5 3927 - 0,6,6 - - -
86 | OHX 1 4140 - 0,6,6 - - _
86 | OHX 6 2112 - 0,6,6 - - _
86 | OHX 2 2091 - 0,6,6 - _ _
86 | OHX 6 2202 - 0,6,6 - - _
86 | OHX 5 4023 - 0,6,6 - - -
86 | OHX 2 2044 - 0,6,6 - - _
86 | OHX 1 4003 - 0,6,6 - - _
86 | OHX 5 4025 - 0,6,6 - - _
86 | OHX 1 3970 - 0,6,6 - - _
86 | OHX 1 4030 - 0,6,6 - - _
86 | OHX 5 4028 - 0,6,6 - - -
86 | OHX 1 3923 - 0,6,6 - - -
86 | OHX 1 4118 - 0,6,6 - - -
86 | OHX 5 4163 - 0,6,6 - - _
86 | OHX 1 3977 - 0,6,6 - - _
86 | OHX 1 4190 - 0,6,6 - - _
86 | OHX 6 2133 - 0,6,6 - - _
86 | OHX 1 4211 - 0,6,6 - - _
86 | OHX 1 3987 - 0,6,6 - - -
86 | OHX 1 4147 - 0,6,6 - - -
86 | OHX M7 207 - 0,6,6 - - _
86 | OHX 6 2093 - 0,6,6 - - _
86 | OHX 6 2149 - 0,6,6 - - _
86 | OHX 1 3872 - 0,6,6 - - _
86 | OHX 2 2088 - 0,6,6 - - -
86 | OHX N1 201 - 0,6,6 - - _
86 | OHX 5 3981 - 0,6,6 - - _
86 | OHX 5 4101 - 0,6,6 - - _
86 | OHX 6 2099 - 0,6,6 - - _
86 | OHX 1 4178 - 0,6,6 - - _
86 | OHX 6 2107 - 0,6,6 - - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 5 3917 - 0,6,6 - - _
86 | OHX 1 4050 - 0,6,6 - - _
86 | OHX 5 4090 - 0,6,6 - - -
86 | OHX 1 4107 - 0,6,6 - - -
86 | OHX 6 2139 - 0,6,6 - - -
86 | OHX 5 4154 - 0,6,6 - - _
86 | OHX 5 4249 - 0,6,6 - - _
86 | OHX 8 229 - 0,6,6 - - _
86 | OHX 6 2094 - 0,6,6 - - _
86 | OHX 2 2100 - 0,6,6 - - -
86 | OHX 1 3982 - 0,6,6 - - _
86 | OHX 4 224 - 0,6,6 - - _
86 | OHX 6 2151 - 0,6,6 - - _
86 | OHX 5 3953 - 0,6,6 - - _
86 | OHX 1 4119 - 0,6,6 - - _
86 | OHX 1 4136 - 0,6,6 - - _
86 | OHX 5 3906 - 0,6,6 - - -
86 | OHX 4 225 - 0,6,6 - - -
86 | OHX 1 4106 - 0,6,6 - - _
86 | OHX 2 2104 - 0,6,6 - - _
86 | OHX 5 4063 - 0,6,6 - - _
86 | OHX 7 225 - 0,6,6 - - _
86 | OHX 2 2084 - 0,6,6 - - _
86 | OHX 1 3883 - 0,6,6 - - -
86 | OHX 6 2080 - 0,6,6 - - -
86 | OHX 5 4244 - 0,6,6 - - _
86 | OHX 2 2141 - 0,6,6 - - _
86 | OHX 1 4206 - 0,6,6 - - _
86 | OHX 5 4095 - 0,6,6 - - _
86 | OHX 5 4035 - 0,6,6 - - -
86 | OHX M8 201 - 0,6,6 - - _
86 | OHX 6 2108 - 0,6,6 - - -
86 | OHX 1 4179 - 0,6,6 - - _
86 | OHX 6 2162 - 0,6,6 - - _
86 | OHX 1 4031 - 0,6,6 - _ _
86 | OHX 1 3980 - 0,6,6 - - _
86 | OHX 5 4039 - 0,6,6 - - -
86 | OHX 2 2110 - 0,6,6 - - -
86 | OHX 1 4046 - 0,6,6 - - _
86 | OHX 1 3983 - 0,6,6 - - _
86 | OHX 5 3996 - 0,6,6 - - _
86 | OHX 5 4087 - 0,6,6 - - _
86 | OHX 1 4172 - 0,6,6 - - _
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 6 2069 - 0,6,6 - - _
86 | OHX 1 4193 - 0,6,6 - - _
86 | OHX 5 4206 - 0,6,6 - - -
86 | OHX 1 3963 - 0,6,6 - - -
86 | OHX 5 4082 - 0,6,6 - - _
86 | OHX 2 2045 - 0,6,6 - - _
86 | OHX 1 3869 - 0,6,6 - - _
86 | OHX 5 3973 - 0,6,6 - - -
86 | OHX 5 4161 - 0,6,6 - - _
86 | OHX 6 2204 - 0,6,6 - - _
86 | OHX 2 2176 - 0,6,6 - - -
86 | OHX 5 4032 - 0,6,6 - - _
86 | OHX 5 4250 - 0,6,6 - - _
86 | OHX 6 2132 - 0,6,6 - - _
86 | OHX 5 3956 - 0,6,6 - - -
86 | OHX 1 4101 - 0,6,6 - - _
86 | OHX 1 3921 - 0,6,6 - - _
86 | OHX 5 4218 - 0,6,6 - - -
86 | OHX 6 2081 - 0,6,6 - - _
86 | OHX 6 2184 - 0,6,6 - - _
86 | OHX c8 202 - 0,6,6 - - _
86 | OHX 1 4122 - 0,6,6 - _ _
86 | OHX 5 4139 - 0,6,6 - - -
86 | OHX 5 3946 - 0,6,6 - - -
86 | OHX 2 2068 - 0,6,6 - - -
86 | OHX 1 4035 - 0,6,6 - - _
86 | OHX 1 3989 - 0,6,6 - - _
86 | OHX 1 4047 - 0,6,6 - - _
86 | OHX 1 3861 - 0,6,6 - _ _
86 | OHX 5 4156 - 0,6,6 - - -
86 | OHX 1 3916 - 0,6,6 - - -
86 | OHX 5 3978 - 0,6,6 - - -
86 | OHX 1 3994 - 0,6,6 - - _
86 | OHX 2 2105 - 0,6,6 - - _
86 | OHX 1 3890 - 0,6,6 - - _
86 | OHX 5 4055 - 0,6,6 - - _
86 | OHX 6 2085 - 0,6,6 - - -
86 | OHX 5 4160 - 0,6,6 - - -
86 | OHX 6 2155 - 0,6,6 - - _
86 | OHX 1 4028 - 0,6,6 - - _
86 | OHX 6 2072 - 0,6,6 - - _
86 | OHX 8 225 - 0,6,6 - - _
86 | OHX 1 4208 - 0,6,6 - - -

WO RLDWIDE
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Page 148 wwPDB X-ray Structure Validation Summary Report 4U55
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 2 2082 - 0,6,6 - - _
86 | OHX 1 4070 - 0,6,6 - - _
86 | OHX 2 2151 - 0,6,6 - - _
86 | OHX 1 4081 - 0,6,6 - - _
86 | OHX 1 4125 - 0,6,6 - - -
86 | OHX 1 3940 - 0,6,6 - - _
86 | OHX 1 4141 - 0,6,6 - - _
86 | OHX 1 3990 - 0,6,6 - - -
86 | OHX 2 2027 - 0,6,6 - - _
86 | OHX 5 4157 - 0,6,6 - - -
86 | OHX 5 4108 - 0,6,6 - - -
86 | OHX 5 4075 - 0,6,6 - - -
86 | OHX 5 3997 - 0,6,6 - - _
86 | OHX 2 2169 - 0,6,6 - - _
86 | OHX 2 2109 - 0,6,6 - - _
86 | OHX 1 4177 - 0,6,6 - - _
86 | OHX 5 3947 - 0,6,6 - - -
86 | OHX 5 4018 - 0,6,6 - - -
86 | OHX 1 3955 - 0,6,6 - - -
86 | OHX 1 3958 - 0,6,6 - - _
86 | OHX 6 2097 - 0,6,6 - - _
86 | OHX 5 4067 - 0,6,6 - - _
86 | OHX 5 4211 - 0,6,6 - - _
86 | OHX 1 4089 - 0,6,6 - - -
86 | OHX 5 3991 - 0,6,6 - - _
86 | OHX 6 2173 - 0,6,6 - - _
86 | OHX 2 2075 - 0,6,6 - - _
86 | OHX 6 2066 - 0,6,6 - - _
86 | OHX 6 2084 - 0,6,6 - _ _
86 | OHX 1 3944 - 0,6,6 - - _
86 | OHX 6 2152 - 0,6,6 - - _
86 | OHX L3 404 - 0,6,6 - - _
86 | OHX 6 2060 - 0,6,6 - - _
86 | OHX 5 4118 - 0,6,6 - - _
86 | OHX 6 2062 - 0,6,6 - _ _
86 | OHX ch 201 - 0,6,6 - - _
86 | OHX 5 4190 - 0,6,6 - - -
86 | OHX 5 4243 - 0,6,6 - - -
86 | OHX 5 4037 - 0,6,6 - - _
86 | OHX 1 4209 - 0,6,6 - - _
86 | OHX 6 2161 - 0,6,6 - - _
86 | OHX 13 402 - 0,6,6 - _ _
86 | OHX 2 2132 - 0,6,6 - - _

WO RLDWIDE
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Page 149 wwPDB X-ray Structure Validation Summary Report 4U55
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 2 2114 - 0,6,6 - - _
86 | OHX 5 4068 - 0,6,6 - - _
86 | OHX 1 4169 - 0,6,6 - - -
86 | OHX 5 4183 - 0,6,6 - - -
86 | OHX 6 2120 - 0,6,6 - - -
86 | OHX 6 2146 - 0,6,6 - - _
86 | OHX 8 222 - 0,6,6 - - _
86 | OHX 1 4066 - 0,6,6 - - _
86 | OHX 1 4191 - 0,6,6 - - _
86 | OHX 1 4011 - 0,6,6 - - _
86 | OHX 5 3976 - 0,6,6 - - -
86 | OHX 1 4133 - 0,6,6 - - -
86 | OHX 1 4075 - 0,6,6 - - _
86 | OHX 1 4186 - 0,6,6 - - _
86 | OHX 1 3962 - 0,6,6 - _ _
86 | OHX 2 2059 - 0,6,6 - - _
86 | OHX 2 2096 - 0,6,6 - - -
86 | OHX 1 3878 - 0,6,6 - - -
86 | OHX 1 4073 - 0,6,6 - - _
86 | OHX 1 4018 - 0,6,6 - - _
86 | OHX 1 4142 - 0,6,6 - - _
86 | OHX 5 3905 - 0,6,6 - - -
86 | OHX 1 3867 - 0,6,6 - - -
86 | OHX 1 3904 - 0,6,6 - - _
86 | OHX 1 4014 - 0,6,6 - - _
86 | OHX 2 2043 - 0,6,6 - - _
86 | OHX 1 4123 - 0,6,6 - - _
86 | OHX 1 4163 - 0,6,6 - - _
86 | OHX 6 2189 - 0,6,6 - - _
86 | OHX 5 3913 - 0,6,6 - - -
86 | OHX 5 4116 - 0,6,6 - - -
86 | OHX 1 4157 - 0,6,6 - - -
86 | OHX 5 4226 - 0,6,6 - - _
86 | OHX 5 4005 - 0,6,6 - - _
86 | OHX 2 2032 - 0,6,6 - _ _
86 | OHX 1 4137 - 0,6,6 - - _
86 | OHX 1 4054 - 0,6,6 - - _
86 | OHX 5 4199 - 0,6,6 - - -
86 | OHX 1 4083 - 0,6,6 - - _
86 | OHX 1 4032 - 0,6,6 - - _
86 | OHX L4 402 - 0,6,6 - - _
86 | OHX 3 215 - 0,6,6 - - _
86 | OHX 5 4022 - 0,6,6 - - _

WO RLDWIDE
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Page 150 wwPDB X-ray Structure Validation Summary Report 4U55
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 1 4072 - 0,6,6 - - _
86 | OHX 5 4238 - 0,6,6 - - _
86 | OHX 7 221 - 0,6,6 - - _
86 | OHX M9 202 - 0,6,6 - - _
86 | OHX 5 4220 - 0,6,6 - - -
86 | OHX 5 4237 - 0,6,6 - - _
86 | OHX 5 4002 - 0,6,6 - - _
86 | OHX 2 2073 - 0,6,6 - - _
86 | OHX 5 3939 - 0,6,6 - - _
86 | OHX 5 4106 - 0,6,6 - - -
86 | OHX 2 2058 - 0,6,6 - - -
86 | OHX 2 2049 - 0,6,6 - - -
86 | OHX 5 3994 - 0,6,6 - - _
86 | OHX 6 2101 - 0,6,6 - - _
86 | OHX 1 4153 - 0,6,6 - - _
86 | OHX 6 2124 - 0,6,6 - - _
86 | OHX 5 4119 - 0,6,6 - - -
86 | OHX 6 2159 - 0,6,6 - - -
86 | OHX 2 2095 - 0,6,6 - - _
86 | OHX 2 2054 - 0,6,6 - - _
86 | OHX 1 4114 - 0,6,6 - - _
86 | OHX 8 219 - 0,6,6 - - _
86 | OHX 1 4199 - 0,6,6 - - -
86 | OHX 1 4192 - 0,6,6 - - _
86 | OHX 1 4097 - 0,6,6 - - -
86 | OHX 5 4141 - 0,6,6 - - _
86 | OHX 5 3950 - 0,6,6 - - _
86 | OHX 5 3955 - 0,6,6 - - _
86 | OHX 6 2131 - 0,6,6 - _ _
86 | OHX 5 3990 - 0,6,6 - - -
86 | OHX 1 4195 - 0,6,6 - - -
86 | OHX 1 3906 - 0,6,6 - - -
86 | OHX 6 2126 - 0,6,6 - - _
86 | OHX 13 403 - 0,6,6 - - _
86 | OHX 1 3914 - 0,6,6 - _ _
86 | OHX 5 3937 - 0,6,6 - - _
86 | OHX 1 4027 - 0,6,6 - - -
86 | OHX 5 4040 - 0,6,6 - - -
86 | OHX 6 2180 - 0,6,6 - - _
86 | OHX 1 3882 - 0,6,6 - - _
86 | OHX 6 2063 - 0,6,6 - - _
86 | OHX 5 4006 - 0,6,6 - - _
86 | OHX 1 4002 - 0,6,6 - - _
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Page 151 wwPDB X-ray Structure Validation Summary Report 4U55
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 1 3935 - 0,6,6 - - -
86 | OHX 6 2116 - 0,6,6 - - _
86 | OHX 2 2135 - 0,6,6 - - -
86 | OHX 6 2070 - 0,6,6 - - -
86 | OHX 6 2076 - 0,6,6 - - -
86 | OHX 1 4071 - 0,6,6 - - _
86 | OHX 5 4016 - 0,6,6 - - _
86 | OHX 5 4171 - 0,6,6 - _ _
86 | OHX 5 4207 - 0,6,6 - - _
86 | OHX 5 4245 - 0,6,6 - - -
86 | OHX 1 4198 - 0,6,6 - - -
86 | OHX 5 4046 - 0,6,6 - - -
86 | OHX 5 3921 - 0,6,6 - - _
86 | OHX 5 4096 - 0,6,6 - - _
86 | OHX 5 4254 - 0,6,6 - _ _
86 | OHX 1 3951 - 0,6,6 - - _
86 | OHX 3 220 - 0,6,6 - - -
86 | OHX 5 4122 - 0,6,6 - - _
86 | OHX 2 2112 - 0,6,6 - - _
86 | OHX 3 216 - 0,6,6 - - _
86 | OHX 5 3989 - 0,6,6 - - _
86 | OHX 2 2118 - 0,6,6 - - _
86 | OHX 5 3977 - 0,6,6 - - -
86 | OHX 2 2166 - 0,6,6 - - -
86 | OHX 1 4108 - 0,6,6 - - -
86 | OHX 4 226 - 0,6,6 - - _
86 | OHX 5 4176 - 0,6,6 - - _
86 | OHX 1 4170 - 0,6,6 - - _
86 | OHX 1 3947 - 0,6,6 - - _
86 | OHX 1 4012 - 0,6,6 - - _
86 | OHX 1 3889 - 0,6,6 - - -
86 | OHX 1 4188 - 0,6,6 - - -
86 | OHX 2 2142 - 0,6,6 - - _
86 | OHX 5 4178 - 0,6,6 - - _
86 | OHX 2 2093 - 0,6,6 - - _
86 | OHX 1 4026 - 0,6,6 - - _
86 | OHX 5 4125 - 0,6,6 - - -
86 | OHX 1 3969 - 0,6,6 - - -
86 | OHX 6 2098 - 0,6,6 - - _
86 | OHX 6 2140 - 0,6,6 - - _
86 | OHX 1 4207 - 0,6,6 - - _
86 | OHX 6 2182 - 0,6,6 - _ _
86 | OHX 5 3902 - 0,6,6 - - -
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Page 152 wwPDB X-ray Structure Validation Summary Report 4U55
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX Ch 201 - 0,6,6 - - _
86 | OHX 1 3880 - 0,6,6 - - _
86 | OHX 1 3885 - 0,6,6 - - -
86 | OHX 1 4063 - 0,6,6 - - -
86 | OHX 1 4121 - 0,6,6 - - _
86 | OHX 5 4072 - 0,6,6 - - _
86 | OHX 2 2072 - 0,6,6 - - _
86 | OHX 1 4004 - 0,6,6 - _ _
86 | OHX 1 3863 - 0,6,6 - - _
86 | OHX 1 3903 - 0,6,6 - - -
86 | OHX sR 401 - 0,6,6 - - _
86 | OHX 2 2175 - 0,6,6 - - -
86 | OHX 1 4022 - 0,6,6 - - _
86 | OHX 1 3896 - 0,6,6 - - _
86 | OHX 6 2122 - 0,6,6 - _ _
86 | OHX 2 2036 - 0,6,6 - - _
86 | OHX 5 4184 - 0,6,6 - - _
86 | OHX 5 4020 - 0,6,6 - - -
86 | OHX 5 4168 - 0,6,6 - - _
86 | OHX 5 4223 - 0,6,6 - - _
86 | OHX 7 217 - 0,6,6 - - _
86 | OHX 2 2163 - 0,6,6 - - _
86 | OHX 1 4176 - 0,6,6 - - -
86 | OHX 2 2160 - 0,6,6 - - -
86 | OHX 6 2073 - 0,6,6 - - -
86 | OHX 5 4129 - 0,6,6 - - _
86 | OHX 1 4113 - 0,6,6 - - _
86 | OHX 6 2176 - 0,6,6 - - _
86 | OHX 1 4020 - 0,6,6 - - _
86 | OHX 1 3911 - 0,6,6 - - _
86 | OHX 5 4094 - 0,6,6 - - _
86 | OHX 2 2158 - 0,6,6 - - -
86 | OHX 2 2077 - 0,6,6 - - _
86 | OHX 2 2165 - 0,6,6 - - _
86 | OHX 1 3888 - 0,6,6 - - _
86 | OHX 1 3865 - 0,6,6 - - _
86 | OHX 1 4092 - 0,6,6 - - _
86 | OHX 6 2113 - 0,6,6 - - -
86 | OHX 5 4169 - 0,6,6 - - _
86 | OHX 2 2178 - 0,6,6 - - _
86 | OHX 5 4208 - 0,6,6 - - _
86 | OHX 15 304 - 0,6,6 - _ _
86 | OHX 5 4212 - 0,6,6 - - _
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Page 153 wwPDB X-ray Structure Validation Summary Report 4U55
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 2 2140 - 0,6,6 - - _
86 | OHX 5 4011 - 0,6,6 - _ _
86 | OHX 1 4135 - 0,6,6 - - -
86 | OHX 5 4124 - 0,6,6 - - _
86 | OHX 5 4186 - 0,6,6 - - -
86 | OHX 2 2148 - 0,6,6 - - _
86 | OHX 1 3943 - 0,6,6 - - _
86 | OHX 6 2130 - 0,6,6 - - _
86 | OHX 1 3950 - 0,6,6 - - _
86 | OHX 1 4033 - 0,6,6 - - -
86 | OHX m8 201 - 0,6,6 - - _
86 | OHX 1 4156 - 0,6,6 - - -
86 | OHX 1 3898 - 0,6,6 - - _
86 | OHX 6 2102 - 0,6,6 - - _
86 | OHX 2 2161 - 0,6,6 - _ _
86 | OHX 1 3946 - 0,6,6 - - _
86 | OHX 5 4059 - 0,6,6 - - -
86 | OHX 6 2136 - 0,6,6 - - -
86 | OHX 3 223 - 0,6,6 - - _
86 | OHX MO 304 - 0,6,6 - - _
86 | OHX 5 3961 - 0,6,6 - - _
86 | OHX 5 4214 - 0,6,6 - _ _
86 | OHX 1 4165 - 0,6,6 - - -
86 | OHX 1 4064 - 0,6,6 - - _
86 | OHX 6 2088 - 0,6,6 - - -
86 | OHX 1 4094 - 0,6,6 - - _
86 | OHX 2 2099 - 0,6,6 - - _
86 | OHX 1 3986 - 0,6,6 - - _
86 | OHX 1 3941 - 0,6,6 - _ _
86 | OHX 5 4081 - 0,6,6 - - _
86 | OHX SR 401 - 0,6,6 - - _
86 | OHX 1 4116 - 0,6,6 - - -
86 | OHX 6 2119 - 0,6,6 - - _
86 | OHX 8 223 - 0,6,6 - - _
86 | OHX 5 4187 - 0,6,6 - - _
86 | OHX 5 4054 - 0,6,6 - - _
86 | OHX 8 217 - 0,6,6 - - -
86 | OHX s4 301 - 0,6,6 - - _
86 | OHX 3 224 - 0,6,6 - - _
86 | OHX 1 4124 - 0,6,6 - - _
86 | OHX 14 403 - 0,6,6 - - _
86 | OHX 1 3920 - 0,6,6 - - _
86 | OHX 2 2080 - 0,6,6 - - -
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Page 154 wwPDB X-ray Structure Validation Summary Report 4U55
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2 | Counts RMSZg 47| > 2
86 | OHX 6 2129 - 0,6,6 - - -
86 | OHX 5 3929 - 0,6,6 - - -
86 | OHX 5 4089 - 0,6,6 - - -
86 | OHX 5 4145 - 0,6,6 - - -
86 | OHX 2 2138 - 0,6,6 - - -
86 | OHX 1 3886 - 0,6,6 - - -
86 | OHX 1 3985 - 0,6,6 - - -
86 | OHX 5 3951 - 0,6,6 - - -
86 | OHX 1 4059 - 0,6,6 - - -
86 | OHX 8 220 - 0,6,6 - - -
86 | OHX 2 2052 - 0,6,6 - - -
86 | OHX 5 4219 - 0,6,6 - - -
86 | OHX 2 2066 - 0,6,6 - - -
86 | OHX 5 3980 - 0,6,6 - - -
86 | OHX 1 4155 - 0,6,6 - - -
86 | OHX 2 2162 - 0,6,6 - - -
86 | OHX 5 4047 - 0,6,6 - - -
86 | OHX 6 2110 - 0,6,6 - - -
86 | OHX 8 231 - 0,6,6 - - -
86 | OHX 1 4019 - 0,6,6 - - -
86 | OHX 1 3899 - 0,6,6 - - -
86 | OHX 5 4175 - 0,6,6 - - -
86 | OHX 6 2128 - 0,6,6 - - -
86 | OHX 2 2090 - 0,6,6 - - -
86 | OHX 5 4012 - 0,6,6 - - -
86 | OHX 5 4188 - 0,6,6 - - -
86 | OHX 2 2154 - 0,6,6 - - -
86 | OHX 1 3926 - 0,6,6 - - -
86 | OHX 1 4150 - 0,6,6 - - -
86 | OHX 1 4194 - 0,6,6 - - -
86 | OHX 6 2090 - 0,6,6 - - -
86 | OHX 5 4192 - 0,6,6 - - -
86 | OHX 1 3975 - 0,6,6 - - -
86 | OHX 6 2167 - 0,6,6 - - -
86 | OHX 5 4230 - 0,6,6 - - -
86 | OHX 1 3984 - 0,6,6 - - -
86 | OHX 1 4053 - 0,6,6 - - -
86 | OHX 3 221 - 0,6,6 - - -
86 | OHX 5 3914 - 0,6,6 - - -
86 | OHX 1 4171 - 0,6,6 - - -
86 | OHX 5 4027 - 0,6,6 - - -
86 | OHX 1 4088 - 0,6,6 - - -
86 | OHX 1 3934 - 0,6,6 - - -
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Page 155 wwPDB X-ray Structure Validation Summary Report 4U55
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 5 4127 - 0,6,6 - - _
86 | OHX mb 303 - 0,6,6 - - _
86 | OHX 1 4034 - 0,6,6 - - _
86 | OHX m9 201 - 0,6,6 - - _
86 | OHX 2 2037 - 0,6,6 - - -
86 | OHX 1 4129 - 0,6,6 - - _
86 | OHX 5 3935 - 0,6,6 - - _
86 | OHX 2 2145 - 0,6,6 - - _
86 | OHX 5 4014 - 0,6,6 - - _
86 | OHX 2 2061 - 0,6,6 - - _
86 | OHX 2 2063 - 0,6,6 - - -
86 | OHX 6 2179 - 0,6,6 - - -
86 | OHX 5 3984 - 0,6,6 - - _
86 | OHX 2 2107 - 0,6,6 - - _
86 | OHX 5 3945 - 0,6,6 - - _
86 | OHX 5 4071 - 0,6,6 - - _
86 | OHX S8 302 - 0,6,6 - - _
86 | OHX 1 4173 - 0,6,6 - - -
86 | OHX 2 2139 - 0,6,6 - - _
86 | OHX o7 106 - 0,6,6 - - _
86 | OHX 2 2174 - 0,6,6 - - _
86 | OHX 1 4093 - 0,6,6 - - _
86 | OHX 2 2157 - 0,6,6 - - -
86 | OHX 5 4034 - 0,6,6 - - _
86 | OHX 6 2134 - 0,6,6 - - _
86 | OHX 1 4130 - 0,6,6 - - _
86 | OHX 1 4007 - 0,6,6 - - _
86 | OHX 19 202 - 0,6,6 - _ _
86 | OHX 1 3901 - 0,6,6 - _ _
86 | OHX 3 225 - 0,6,6 - - -
86 | OHX d4 202 - 0,6,6 - - _
86 | OHX 5 4117 - 0,6,6 - - -
86 | OHX 2 2136 - 0,6,6 - - _
86 | OHX 2 2170 - 0,6,6 - - _
86 | OHX 2 2050 - 0,6,6 - - _
86 | OHX 1 4057 - 0,6,6 - - _
86 | OHX 5 4209 - 0,6,6 - - -
86 | OHX 1 3928 - 0,6,6 - - -
86 | OHX 5 3915 - 0,6,6 - - _
86 | OHX 5 4045 - 0,6,6 - - _
86 | OHX 1 3995 - 0,6,6 - - _
86 | OHX 5 3918 - 0,6,6 - - _
86 | OHX 5 3943 - 0,6,6 - - -

WO RLDWIDE

PROTEIN DATA BANK




Page 156 wwPDB X-ray Structure Validation Summary Report 4U55
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 6 2053 - 0,6,6 - - _
86 | OHX m0 302 - 0,6,6 - _ _
86 | OHX 5 4033 - 0,6,6 - - -
86 | OHX 6 2115 - 0,6,6 - - -
86 | OHX 1 4055 - 0,6,6 - - -
86 | OHX 6 2057 - 0,6,6 - - _
86 | OHX 5 4142 - 0,6,6 - - _
86 | OHX 7 218 - 0,6,6 - - _
86 | OHX 1 3952 - 0,6,6 - - _
86 | OHX 6 2150 - 0,6,6 - - -
86 | OHX 5 4121 - 0,6,6 - - _
86 | OHX 5 4043 - 0,6,6 - - -
86 | OHX 5 4091 - 0,6,6 - - _
86 | OHX C1 201 - 0,6,6 - - _
86 | OHX 1 4187 - 0,6,6 - - _
86 | OHX 2 2120 - 0,6,6 - - _
86 | OHX 2 2064 - 0,6,6 - - _
86 | OHX 6 2056 - 0,6,6 - - -
86 | OHX 1 4210 - 0,6,6 - - _
86 | OHX 6 2144 - 0,6,6 - - _
86 | OHX 5 3903 - 0,6,6 - - _
86 | OHX 5 3941 - 0,6,6 - _ _
86 | OHX 6 2117 - 0,6,6 - - -
86 | OHX 2 2143 - 0,6,6 - - -
86 | OHX 2 2125 - 0,6,6 - - -
86 | OHX 1 3927 - 0,6,6 - - _
86 | OHX 2 2055 - 0,6,6 - - _
86 | OHX 1 3945 - 0,6,6 - - _
86 | OHX 1 4168 - 0,6,6 - - _
86 | OHX 1 3937 - 0,6,6 - - -
86 | OHX 5 4062 - 0,6,6 - - _
86 | OHX 6 2083 - 0,6,6 - - -
86 | OHX 2 2153 - 0,6,6 - - _
86 | OHX 5 3911 - 0,6,6 - - _
86 | OHX 1 4160 - 0,6,6 - - _
86 | OHX 2 2167 - 0,6,6 - - _
86 | OHX 1 3924 - 0,6,6 - - _
86 | OHX 5 4179 - 0,6,6 - - -
86 | OHX 6 2194 - 0,6,6 - - _
86 | OHX 6 2065 - 0,6,6 - - _
86 | OHX 5 4001 - 0,6,6 - - _
86 | OHX 1 3915 - 0,6,6 - - _
86 | OHX 1 4098 - 0,6,6 - - -
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Page 157 wwPDB X-ray Structure Validation Summary Report 4U55
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2 | Counts RMSZg 47| > 2
86 | OHX 5 4092 - 0,6,6 - - -
86 | OHX 1 3925 - 0,6,6 - - -
86 | OHX 1 4051 - 0,6,6 - - -
86 | OHX 5 3907 - 0,6,6 - - -
86 | OHX 5 4133 - 0,6,6 - - -
86 | OHX 5 4134 - 0,6,6 - - -
86 | OHX 1 3881 - 0,6,6 - - -
86 | OHX 5 4198 - 0,6,6 - - -
86 | OHX 5 3969 - 0,6,6 - - -
86 | OHX 1 4061 - 0,6,6 - - -
86 | OHX 6 2061 - 0,6,6 - - -
86 | OHX 2 2150 - 0,6,6 - - -
86 | OHX 1 3965 - 0,6,6 - - -
86 | OHX 4 222 - 0,6,6 - - -
86 | OHX 5 4044 - 0,6,6 - - -
86 | OHX 5 4135 - 0,6,6 - - -
86 | OHX 5 4253 - 0,6,6 - - -
86 | OHX 1 4151 - 0,6,6 - - -
86 | OHX 8 228 - 0,6,6 - - -
86 | OHX 2 2041 - 0,6,6 - - -
86 | OHX 2 2089 - 0,6,6 - - -
86 | OHX 2 2024 - 0,6,6 - - -
86 | OHX 5 3962 - 0,6,6 - - -
86 | OHX 1 4181 - 0,6,6 - - -
86 | OHX 5 3975 - 0,6,6 - - -
86 | OHX 4 229 - 0,6,6 - - -
86 | OHX 1 4185 - 0,6,6 - - -
86 | OHX 5 4029 - 0,6,6 - - -
86 | OHX 1 3897 - 0,6,6 - - -
86 | OHX 5 4048 - 0,6,6 - - -
86 | OHX 1 4074 - 0,6,6 - - -
86 | OHX 6 2195 - 0,6,6 - - -
86 | OHX 1 4146 - 0,6,6 - - -
86 | OHX 8 218 - 0,6,6 - - -
86 | OHX 6 2078 - 0,6,6 - - -
86 | OHX 5 4030 - 0,6,6 - - -
86 | OHX 1 3892 - 0,6,6 - - -
86 | OHX 5 3986 - 0,6,6 - - -
86 | OHX 6 2050 - 0,6,6 - - -
86 | OHX 1 3877 - 0,6,6 - - -
86 | OHX 5 4234 - 0,6,6 - - -
86 | OHX 1 4197 - 0,6,6 - - -
86 | OHX 1 4068 - 0,6,6 - - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 5 3934 - 0,6,6 - - _
86 | OHX 1 4183 - 0,6,6 - - _
86 | OHX 2 2048 - 0,6,6 - - -
86 | OHX 2 2062 - 0,6,6 - - _
86 | OHX 5 4088 - 0,6,6 - - -
86 | OHX 5 4217 - 0,6,6 - - _
86 | OHX 1 4045 - 0,6,6 - - _
86 | OHX 1 3875 - 0,6,6 - - -
86 | OHX 2 2030 - 0,6,6 - - _
86 | OHX 1 3879 - 0,6,6 - - -
86 | OHX 1 4127 - 0,6,6 - - -
86 | OHX 6 2048 - 0,6,6 - - -
86 | OHX 5 3954 - 0,6,6 - - _
86 | OHX 5 4110 - 0,6,6 - - _
86 | OHX 1 3981 - 0,6,6 - _ _
86 | OHX 13 404 - 0,6,6 - - _
86 | OHX 5 4233 - 0,6,6 - - -
86 | OHX 5 4000 - 0,6,6 - - -
86 | OHX 5 4132 - 0,6,6 - - _
86 | OHX 2 2033 - 0,6,6 - - _
86 | OHX 5 3920 - 0,6,6 - - _
86 | OHX 5 4004 - 0,6,6 - _ _
86 | OHX 1 4109 - 0,6,6 - - -
86 | OHX 1 4115 - 0,6,6 - - -
86 | OHX 6 2163 - 0,6,6 - - -
86 | OHX 5 4173 - 0,6,6 - - _
86 | OHX 1 4112 - 0,6,6 - - _
86 | OHX 1 4043 - 0,6,6 - - _
86 | OHX 5 4086 - 0,6,6 - - _
86 | OHX 5 3985 - 0,6,6 - - -
86 | OHX 5 4153 - 0,6,6 - - -
86 | OHX nl 201 - 0,6,6 - - _
86 | OHX 1 4134 - 0,6,6 - - _
86 | OHX 5 4010 - 0,6,6 - - _
86 | OHX 7 222 - 0,6,6 - _ _
86 | OHX 1 4060 - 0,6,6 - - _
86 | OHX 6 2192 - 0,6,6 - - _
86 | OHX 8 227 - 0,6,6 - - -
86 | OHX 1 3929 - 0,6,6 - - _
86 | OHX 1 4139 - 0,6,6 - - _
86 | OHX 6 2171 - 0,6,6 - - _
86 | OHX 5 4148 - 0,6,6 - - _
86 | OHX 6 2186 - 0,6,6 - - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 2 2129 - 0,6,6 - - _
86 | OHX 1 3910 - 0,6,6 - - _
86 | OHX 5 4146 - 0,6,6 - - -
86 | OHX 1 4076 - 0,6,6 - - -
86 | OHX 2 2133 - 0,6,6 - - -
86 | OHX 5 3909 - 0,6,6 - - _
86 | OHX 2 2079 - 0,6,6 - - _
86 | OHX 5 4031 - 0,6,6 - _ _
86 | OHX 6 2188 - 0,6,6 - - _
86 | OHX 5 4150 - 0,6,6 - - -
86 | OHX 2 2116 - 0,6,6 - - -
86 | OHX 1 4024 - 0,6,6 - - _
86 | OHX 5 3992 - 0,6,6 - - _
86 | OHX 5 4174 - 0,6,6 - - _
86 | OHX 5 3974 - 0,6,6 - _ _
86 | OHX 5 4239 - 0,6,6 - - _
86 | OHX 6 2049 - 0,6,6 - - -
86 | OHX 1 4202 - 0,6,6 - - _
86 | OHX 2 2053 - 0,6,6 - - _
86 | OHX 1 3948 - 0,6,6 - - _
86 | OHX 1 4052 - 0,6,6 - - _
86 | OHX 5 4053 - 0,6,6 - - _
86 | OHX 1 3900 - 0,6,6 - - -
86 | OHX 2 2137 - 0,6,6 - - -
86 | OHX 1 3942 - 0,6,6 - - _
86 | OHX 5 3910 - 0,6,6 - - _
86 | OHX 4 231 - 0,6,6 - - _
86 | OHX 5 4215 - 0,6,6 - - _
86 | OHX 6 2135 - 0,6,6 - - _
86 | OHX 2 2130 - 0,6,6 - - -
86 | OHX D9 102 - 0,6,6 - - _
86 | OHX 1 3961 - 0,6,6 - - _
86 | OHX 5 4073 - 0,6,6 - - _
86 | OHX 2 2117 - 0,6,6 - - _
86 | OHX 1 3966 - 0,6,6 - - _
86 | OHX 6 2187 - 0,6,6 - - _
86 | OHX 1 4029 - 0,6,6 - - -
86 | OHX 1 3979 - 0,6,6 - - -
86 | OHX 4 228 - 0,6,6 - - _
86 | OHX 6 2082 - 0,6,6 - - _
86 | OHX 1 4013 - 0,6,6 - - _
86 | OHX 1 3905 - 0,6,6 - - _
86 | OHX 2 2051 - 0,6,6 - - _
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 1 3964 - 0,6,6 - - _
86 | OHX 5 4007 - 0,6,6 - - _
86 | OHX 6 2169 - 0,6,6 - - -
86 | OHX 5 3901 - 0,6,6 - - _
86 | OHX 6 2109 - 0,6,6 - - -
86 | OHX 5 3930 - 0,6,6 - - _
86 | OHX 6 2138 - 0,6,6 - - _
86 | OHX 5 4205 - 0,6,6 - - _
86 | OHX 3 222 - 0,6,6 - - _
86 | OHX M7 206 - 0,6,6 - - -
86 | OHX 6 2164 - 0,6,6 - - _
86 | OHX s9 201 - 0,6,6 - - _
86 | OHX 5 3972 - 0,6,6 - - _
86 | OHX 6 2153 - 0,6,6 - - _
86 | OHX 5 4041 - 0,6,6 - _ _
86 | OHX 2 2029 - 0,6,6 - - _
86 | OHX 1 4132 - 0,6,6 - - _
86 | OHX 5 3993 - 0,6,6 - - -
86 | OHX 5 4204 - 0,6,6 - - _
86 | OHX 1 4025 - 0,6,6 - - _
86 | OHX 5 4021 - 0,6,6 - - _
86 | OHX 5 3916 - 0,6,6 - - _
86 | OHX 6 2111 - 0,6,6 - - _
86 | OHX 5 4247 - 0,6,6 - - -
86 | OHX 2 2038 - 0,6,6 - - -
86 | OHX 2 2081 - 0,6,6 - - _
86 | OHX 5 4036 - 0,6,6 - - _
86 | OHX 1 4079 - 0,6,6 - - _
86 | OHX 2 2071 - 0,6,6 - _ _
86 | OHX 5 3952 - 0,6,6 - - _
86 | OHX 1 4080 - 0,6,6 - - -
86 | OHX 6 2077 - 0,6,6 - - -
86 | OHX 1 3998 - 0,6,6 - - _
86 | OHX 1 4062 - 0,6,6 - - _
86 | OHX 5 3999 - 0,6,6 - - _
86 | OHX 5 4015 - 0,6,6 - - _
86 | OHX 1 3866 - 0,6,6 - - -
86 | OHX 1 4006 - 0,6,6 - - -
86 | OHX 1 3908 - 0,6,6 - - _
86 | OHX 5 4210 - 0,6,6 - - _
86 | OHX 1 3971 - 0,6,6 - - _
86 | OHX 6 2114 - 0,6,6 - _ _
86 | OHX q2 502 - 0,6,6 - - _
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 1 3873 - 0,6,6 - - -
86 | OHX 1 4105 - 0,6,6 - - _
86 | OHX 6 2089 - 0,6,6 - - -
86 | OHX 1 3932 - 0,6,6 - - _
86 | OHX 5 4114 - 0,6,6 - - _
86 | OHX 5 4252 - 0,6,6 - - _
86 | OHX 1 4096 - 0,6,6 - - _
86 | OHX 1 3918 - 0,6,6 - - _
86 | OHX 2 2028 - 0,6,6 - - _
86 | OHX 2 2102 - 0,6,6 - - _
86 | OHX 6 2059 - 0,6,6 - - -
86 | OHX 2 2094 - 0,6,6 - - _
86 | OHX 1 4067 - 0,6,6 - - _
86 | OHX 2 2108 - 0,6,6 - - _
86 | OHX 1 4120 - 0,6,6 - - _
86 | OHX 1 3868 - 0,6,6 - - _
86 | OHX 02 202 - 0,6,6 - - _
86 | OHX 1 3862 - 0,6,6 - - _
86 | OHX 1 4017 - 0,6,6 - - _
86 | OHX 1 4077 - 0,6,6 - - _
86 | OHX 1 3870 - 0,6,6 - - _
86 | OHX 2 2144 - 0,6,6 - _ _
86 | OHX 6 2095 - 0,6,6 - - -
86 | OHX 6 2174 - 0,6,6 - - _
86 | OHX m6 202 - 0,6,6 - - _
86 | OHX 2 2097 - 0,6,6 - - _
86 | OHX C3 201 - 0,6,6 - - _
86 | OHX 1 4102 - 0,6,6 - _ _
86 | OHX 5 4098 - 0,6,6 - - _
86 | OHX 2 2035 - 0,6,6 - - -
86 | OHX 2 2069 - 0,6,6 - - -
86 | OHX 2 2177 - 0,6,6 - - -
86 | OHX 1 4041 - 0,6,6 - - _
86 | OHX 5 4194 - 0,6,6 - - _
86 | OHX 5 4232 - 0,6,6 - _ _
86 | OHX 1 4015 - 0,6,6 - - _
86 | OHX 2 2152 - 0,6,6 - - _
86 | OHX 2 2060 - 0,6,6 - - -
86 | OHX 5 4151 - 0,6,6 - - _
86 | OHX 1 3993 - 0,6,6 - - _
86 | OHX 1 3887 - 0,6,6 - - _
86 | OHX 2 2155 - 0,6,6 - - _
86 | OHX c3 201 - 0,6,6 - - _
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 5 4240 - 0,6,6 - - _
86 | OHX 2 2034 - 0,6,6 - _ _
86 | OHX 2 2047 - 0,6,6 - - -
86 | OHX 1 4117 - 0,6,6 - - -
86 | OHX 2 2106 - 0,6,6 - - -
86 | OHX 5 4200 - 0,6,6 - - _
86 | OHX 6 2118 - 0,6,6 - - _
86 | OHX 5 4057 - 0,6,6 - - _
86 | OHX 5 4111 - 0,6,6 - - _
86 | OHX ml 202 - 0,6,6 - - _
86 | OHX 6 2166 - 0,6,6 - - -
86 | OHX 1 3954 - 0,6,6 - - _
86 | OHX 6 2197 - 0,6,6 - - _
86 | OHX 6 2104 - 0,6,6 - - _
86 | OHX 1 4167 - 0,6,6 - - _
86 | OHX 2 2147 - 0,6,6 - - _
86 | OHX 5 4050 - 0,6,6 - - -
86 | OHX 7 219 - 0,6,6 - - -
86 | OHX 2 2042 - 0,6,6 - - _
86 | OHX 1 4104 - 0,6,6 - - _
86 | OHX 5 4224 - 0,6,6 - - _
86 | OHX 6 2058 - 0,6,6 - - _
86 | OHX 1 4086 - 0,6,6 - - -
86 | OHX 5 4155 - 0,6,6 - - -
86 | OHX 2 2134 - 0,6,6 - - _
86 | OHX 6 2125 - 0,6,6 - - _
86 | OHX 1 4182 - 0,6,6 - - _
86 | OHX 8 216 - 0,6,6 - - _
86 | OHX 6 2168 - 0,6,6 - - _
86 | OHX 1 3949 - 0,6,6 - - -
86 | OHX 1 4184 - 0,6,6 - - _
86 | OHX 6 2071 - 0,6,6 - - _
86 | OHX 6 2067 - 0,6,6 - - _
86 | OHX 5 4069 - 0,6,6 - - _
86 | OHX 1 3864 - 0,6,6 - _ _
86 | OHX 6 2183 - 0,6,6 - - _
86 | OHX 2 2085 - 0,6,6 - - -
86 | OHX 6 2054 - 0,6,6 - - _
86 | OHX 5 4013 - 0,6,6 - - _
86 | OHX 1 4138 - 0,6,6 - - _
86 | OHX 1 4110 - 0,6,6 - - _
86 | OHX 5 4026 - 0,6,6 - - _
86 | OHX 1 3968 - 0,6,6 - - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 4 223 - 0,6,6 - - _
86 | OHX 1 3992 - 0,6,6 - _ _
86 | OHX 5 3964 - 0,6,6 - - -
86 | OHX 1 3960 - 0,6,6 - - -
86 | OHX 5 4152 - 0,6,6 - - _
86 | OHX 2 2173 - 0,6,6 - - _
86 | OHX 5 4225 - 0,6,6 - - _
86 | OHX 5 4193 - 0,6,6 - - _
86 | OHX 1 3894 - 0,6,6 - - _
86 | OHX 6 2123 - 0,6,6 - - -
86 | OHX 2 2083 - 0,6,6 - - -
86 | OHX 2 2092 - 0,6,6 - - _
86 | OHX 5 4076 - 0,6,6 - - _
86 | OHX 1 3874 - 0,6,6 - - _
86 | OHX 1 3891 - 0,6,6 - _ _
86 | OHX 1 3895 - 0,6,6 - - _
86 | OHX 1 4036 - 0,6,6 - - -
86 | OHX 1 4090 - 0,6,6 - - -
86 | OHX 5 4158 - 0,6,6 - - _
86 | OHX 1 4001 - 0,6,6 - - _
86 | OHX 1 4174 - 0,6,6 - - _
86 | OHX 5 3948 - 0,6,6 - - _
86 | OHX 6 2191 - 0,6,6 - - _
86 | OHX 1 3907 - 0,6,6 - - -
86 | OHX 5 4246 - 0,6,6 - - -
86 | OHX 2 2156 - 0,6,6 - - _
86 | OHX N9 101 - 0,6,6 - - _
86 | OHX 5 4080 - 0,6,6 - - _
86 | OHX 1 4069 - 0,6,6 - - _
86 | OHX 5 3967 - 0,6,6 - - -
86 | OHX 5 3998 - 0,6,6 - - -
86 | OHX 6 2096 - 0,6,6 - - -
86 | OHX 6 2156 - 0,6,6 - - _
86 | OHX 6 2201 - 0,6,6 - - _
86 | OHX 6 2148 - 0,6,6 - - _
86 | OHX o7 105 - 0,6,6 - - _
86 | OHX sl 303 - 0,6,6 - - -
86 | OHX 1 3974 - 0,6,6 - - _
86 | OHX 6 2193 - 0,6,6 - - _
86 | OHX 1 4144 - 0,6,6 - - _
86 | OHX 5 4105 - 0,6,6 - - _
86 | OHX 1 4152 - 0,6,6 - _ _
86 | OHX 5 4112 - 0,6,6 - - _
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 6 2177 - 0,6,6 - - _
86 | OHX 5 3932 - 0,6,6 - _ _
86 | OHX 5 4248 - 0,6,6 - - -
86 | OHX 1 4044 - 0,6,6 - - _
86 | OHX 6 2092 - 0,6,6 - - _
86 | OHX 1 3973 - 0,6,6 - - _
86 | OHX 6 2051 - 0,6,6 - - _
86 | OHX 6 2160 - 0,6,6 - - _
86 | OHX 5 3966 - 0,6,6 - - _
86 | OHX 1 4126 - 0,6,6 - - -
86 | OHX 2 2078 - 0,6,6 - - -
86 | OHX 1 3933 - 0,6,6 - - -
86 | OHX 6 2142 - 0,6,6 - - _
86 | OHX 5 4078 - 0,6,6 - - _
86 | OHX 2 2172 - 0,6,6 - _ _
86 | OHX sl 302 - 0,6,6 - - _
86 | OHX 1 3972 - 0,6,6 - - _
86 | OHX 5 3931 - 0,6,6 - - _
86 | OHX 2 2126 - 0,6,6 - - _
86 | OHX 6 2075 - 0,6,6 - - _
86 | OHX 5 4077 - 0,6,6 - - _
86 | OHX 5 4017 - 0,6,6 - - _
86 | OHX 5 4120 - 0,6,6 - - -
86 | OHX 5 3928 - 0,6,6 - - -
86 | OHX Mb 302 - 0,6,6 - - _
86 | OHX 5 4136 - 0,6,6 - - _
86 | OHX L3 405 - 0,6,6 - - _
86 | OHX 1 4175 - 0,6,6 - - _
86 | OHX d9 102 - 0,6,6 - _ _
86 | OHX 1 4049 - 0,6,6 - - -
86 | OHX 1 3957 - 0,6,6 - - -
86 | OHX 6 2091 - 0,6,6 - - _
86 | OHX 5 4130 - 0,6,6 - - _
86 | OHX 1 4009 - 0,6,6 - - _
86 | OHX 5 4149 - 0,6,6 - - _
86 | OHX 1 4159 - 0,6,6 - - _
86 | OHX 5 4185 - 0,6,6 - - -
86 | OHX 2 2025 - 0,6,6 - - -
86 | OHX 6 2074 - 0,6,6 - - _
86 | OHX 5 3970 - 0,6,6 - - _
86 | OHX 6 2143 - 0,6,6 - - _
86 | OHX 2 2076 - 0,6,6 - - _
86 | OHX 1 4128 - 0,6,6 - - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 6 2055 - 0,6,6 - - _
86 | OHX 5 3965 - 0,6,6 - - _
86 | OHX 1 3936 - 0,6,6 - - -
86 | OHX 1 4095 - 0,6,6 - - -
86 | OHX 5 3959 - 0,6,6 - - -
86 | OHX 1 4164 - 0,6,6 - - _
86 | OHX 1 3967 - 0,6,6 - - _
86 | OHX 1 4038 - 0,6,6 - - _
86 | OHX 8 224 - 0,6,6 - - _
86 | OHX 1 4023 - 0,6,6 - - -
86 | OHX 2 2040 - 0,6,6 - - -
86 | OHX m4 201 - 0,6,6 - - _
86 | OHX 1 4039 - 0,6,6 - - _
86 | OHX 1 4008 - 0,6,6 - - _
86 | OHX 6 2165 - 0,6,6 - - _
86 | OHX 1 3871 - 0,6,6 - - _
86 | OHX 5 3923 - 0,6,6 - - -
86 | OHX 1 4100 - 0,6,6 - - -
86 | OHX 6 2052 - 0,6,6 - - _
86 | OHX 6 2106 - 0,6,6 - - _
86 | OHX 5 3926 - 0,6,6 - - _
86 | OHX 1 3999 - 0,6,6 - - -
86 | OHX 5 4216 - 0,6,6 - - -
86 | OHX 2 2131 - 0,6,6 - - _
86 | OHX 2 2098 - 0,6,6 - - -
86 | OHX 1 3938 - 0,6,6 - - -
86 | OHX 1 4078 - 0,6,6 - - _
86 | OHX 7 226 - 0,6,6 - - _
86 | OHX 6 2103 - 0,6,6 - - _
86 | OHX 14 402 - 0,6,6 - - _
86 | OHX 1 4154 - 0,6,6 - - _
86 | OHX 5 4019 - 0,6,6 - - -
86 | OHX 1 4166 - 0,6,6 - - _
86 | OHX 5 4109 - 0,6,6 - - _
86 | OHX 5 4241 - 0,6,6 - _ _
86 | OHX 1 3919 - 0,6,6 - - _
86 | OHX 5 4093 - 0,6,6 - - -
86 | OHX 5 4102 - 0,6,6 - - _
86 | OHX 6 2105 - 0,6,6 - - _
86 | OHX 6 2141 - 0,6,6 - - _
86 | OHX 6 2145 - 0,6,6 - - _
86 | OHX 1 3893 - 0,6,6 - - _
86 | OHX 1 4200 - 0,6,6 - - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 2 2122 - 0,6,6 - - _
86 | OHX 5 3960 - 0,6,6 - - _
86 | OHX 5 4213 - 0,6,6 - - -
86 | OHX 1 4111 - 0,6,6 - - _
86 | OHX 5 4197 - 0,6,6 - - -
86 | OHX 2 2031 - 0,6,6 - - _
86 | OHX 6 2079 - 0,6,6 - - _
86 | OHX 2 2065 - 0,6,6 - - _
86 | OHX 2 2127 - 0,6,6 - - _
86 | OHX 2 2115 - 0,6,6 - - -
86 | OHX 1 4099 - 0,6,6 - - -
86 | OHX 2 2070 - 0,6,6 - - -
86 | OHX 6 2190 - 0,6,6 - - _
86 | OHX 5 4143 - 0,6,6 - - _
86 | OHX 1 4103 - 0,6,6 - - _
86 | OHX 2 2023 - 0,6,6 - - _
86 | OHX 5 4079 - 0,6,6 - - -
86 | OHX 6 2172 - 0,6,6 - - _
86 | OHX 1 4201 - 0,6,6 - - _
86 | OHX 5 4221 - 0,6,6 - - _
86 | OHX 1 3996 - 0,6,6 - - _
86 | OHX 1 4158 - 0,6,6 - - _
86 | OHX 2 2113 - 0,6,6 - - -
86 | OHX 5 4202 - 0,6,6 - - _
86 | OHX 1 3939 - 0,6,6 - - -
86 | OHX 4 235 - 0,6,6 - - -
86 | OHX 5 4024 - 0,6,6 - - _
86 | OHX 5 4104 - 0,6,6 - _ _
86 | OHX m0 303 - 0,6,6 - - _
86 | OHX 1 3991 - 0,6,6 - - _
86 | OHX 15 305 - 0,6,6 - - -
86 | OHX 5 4172 - 0,6,6 - - _
86 | OHX 1 4204 - 0,6,6 - - _
86 | OHX 5 3968 - 0,6,6 - - _
86 | OHX C8 201 - 0,6,6 - _ _
86 | OHX 5 4203 - 0,6,6 - - _
86 | OHX 6 2200 - 0,6,6 - - -
86 | OHX 03 201 - 0,6,6 - - _
86 | OHX 6 2068 - 0,6,6 - - _
86 | OHX 5 3995 - 0,6,6 - - _
86 | OHX 5 4056 - 0,6,6 - - _
86 | OHX 2 2111 - 0,6,6 - _ _
86 | OHX 6 2170 - 0,6,6 - - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2 | Counts RMszg 47| > 2
86 | OHX 5 4231 - 0,6,6 - - -
86 | OHX 1 4162 - 0,6,6 - - -
86 | OHX 5 4113 - 0,6,6 - - -
86 | OHX 5 4097 - 0,6,6 - - -
86 | OHX 2 2057 - 0,6,6 - - -
86 | OHX 1 3912 - 0,6,6 - - -
86 | OHX 6 2100 - 0,6,6 - - -
86 | OHX s8 303 - 0,6,6 - - -
86 | OHX 5 4085 - 0,6,6 - - -
86 | OHX 6 2154 - 0,6,6 - - -
86 | OHX 6 2087 - 0,6,6 - - -
86 | OHX 2 2146 - 0,6,6 - - -

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
87 3K8 2 2179 - - 0/6/25/25 | 0/5/5/5
87 3K8 6 2205 - - 0/6/25/25 | 0/5/5/5

All (1) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)

87 2 2179 | 3K8 | C7-C8 | 3.62 1.42 1.37
All (5) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
87 2 2179 | 3K8 C15-C7-C4 | -3.24 116.14 120.34
87 6 2205 | 3K8 C11-C10-N | 3.05 118.55 110.59
87 2 2179 | 3K8 C11-C10-N | 3.02 118.48 110.59
87 6 2205 | 3K8 | C20-C19-C18 | -2.13 117.97 120.07
87 6 2205 | 3K8 | C17-C18-C19 | 2.03 122.08 120.07

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

No monomer is involved in short contacts.
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The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.

Ligand 3K8 6 2205

Bond lengths Bond angles

Torsions Rings
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Ligand 3K8 2 2179

Bond lengths Bond angles

Torsions Rings

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#polymer_linkage
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

EDS failed to run properly - this section is therefore empty.

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

EDS failed to run properly - this section is therefore empty.

6.3 Carbohydrates (i)

EDS failed to run properly - this section is therefore empty.

6.4 Ligands (i)

EDS failed to run properly - this section is therefore empty.

6.5 Other polymers (i)

EDS failed to run properly - this section is therefore empty.


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