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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 : 1.8.4, 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) : 2.36
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.10 A.

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

Metric Percentile Ranks Value
Ramachandran outliers T 5.9%
Sidechain outliers D 19.8%
RNA backbone I I 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 1141 (3.10-3.10)
Sidechain outliers 138945 1141 (3.10-3.10)
RNA backbone 3102 1116 (3.40-2.80)

The table below summarises the geometric issues observed across the polymeric chains and their
fit to the electron density. The red, orange, yellow and green segments 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% 5% .
1 6 1800 62% 32% 6%

2 SO 251 60% 21% S
2 sO 251 63% 17% S A
3 S1 254 60% 20% CTe%
3 sl 254 67% 17% - 15%
4 S2 253 69% 16% . 14%
4 s2 253 66% 18% VA

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

Mol | Chain | Length Quality of chain
5 S3 239 73% 18% - 7%
5 s3 239 71% 19% 7%
6 S4 260 76% 21%
6 s4 260 77% 21% B
7 SH 224 72% 18% 8%
7 sb 224 68% 22% 8%
8 S6 236 78% 17%
8 s6 236 72% 19% 8%
9 ST 189 74% 22% P
9 s7 189 76% 21% T
10 S8 200 80% 12% . 6%
10 s8 200 78% 15% - 6%
11 S9 196 71% 21% %
11 s9 196 76% 17% - 6%
12 Co 105 72% 17% . 9%
12 c0 105 72% 16% . 9%
13 C1 155 79% 20%
13 cl 155 72% 22% 6%
14 C2 142 56% 27% 13%
14 c2 142 60% 25% 13%
15 C3 150 79% 19%
15 c3 150 81% 17%
16 C4 136 72% 15% 5% . 1%
16 cd 136 73% 20% 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 70% 22% T
18 C6 142 81% 15%
18 c6 142 77% 23% .
19 c7 136 69% 15% . 12%
19 c’ 136 68% 15% . 14%
20 C8 145 79% 18% o
20 c8 145 80% 17%
21 C9 143 80% 20%
21 c9 143 81% 17%
22 DO 120 66% 23% T
22 do 120 63% 26% %
23 D1 87 74% 23% o
23 dl 87 77% 21% .
24 D2 129 81% 19% .
24 d2 129 88% 12%
25 D3 144 81% 17%
25 d3 144 79% 21%
26 D4 134 76% 22% B
26 d4 134 75% 24% .
27 D5 107 41% 21% 35%
27 d5 107 51% 13% 36%
28 D6 97 66% 26% T
28 d6 97 74% 26%
29 D7 81 85% 12%
29 dr 81 75% 25%

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

Mol | Chain | Length Quality of chain
30 D8 66 71% 23% 5%
30 ds 66 68% 26% 5%
31 D9 55 71% 22% R
31 d9 55 69% 27% -
32 EO 60 7% 23%
33 El 76 49% 39% 5% 1%
33 el 76 58% 38% o
34 SR 318 85% 15%
34 sR 318 90% 10%
35 SM 273 45% 12% - 42%
35 sM 273 28% 8% - 62%
36 1 3396 48% 38% Ta% 1%
36 5 3396 49% 37% % 1%
37 3 121 64% 34% B
37 7 121 52% 40% Te%
38 4 158 48% 43% 9%
38 8 158 61% 32% “6%
39 L2 253 83% 15%
39 12 253 77% 21% .
40 L3 386 78% 21%
40 13 386 81% 16%
41 L4 361 80% 19%
41 14 361 78% 19% B
42 L5 296 78% 20% .
42 15 296 82% 17%

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

Mol | Chain | Length Quality of chain
43 L6 175 74% 15%  11%
43 16 175 71% 17% . 10%
44 L7 243 78% 1% - 9%
44 17 243 77% 13% . 8%
45 L8 255 73% 17% - 9%
45 18 255 71% 18% %
46 L9 191 77% 22%
46 19 191 79% 21% .
47 MO 220 77% 18%
47 m0 220 78% 16%
48 M1 173 72% 20% 5% -
48 ml 173 71% 25% T
49 M3 198 78% 18%
49 m3 198 74% 23% o~
50 M4 137 80% 18% e
50 m4 137 83% 15%
51 M5 203 81% 19%
o1 mb 203 83% 15%
52 M6 198 86% 12%
52 m6 198 78% 20% e
53 M7 183 79% 20%
53 m7 183 65% 20% BT
54 M8 185 82% 16%
54 ms 185 82% 18% .
55 M9 188 86% 14%

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

Mol | Chain | Length Quality of chain
95 m9 188 80% 19% .
56 NO 172 80% 18% .
56 n0 172 78% 22% .
o7 N1 159 77% 21% B
o7 nl 159 82% 17%
58 N2 120 66% 17% 17%
58 n2 120 64% 17% 18%
59 N3 136 83% 17%
59 n3 136 91% 7% -
60 N4 155 53% 10% - 37%
60 n4 155 70% 16% 13%
61 N5 141 67% 17% 14%
61 nj 141 70% 13% 15%
62 N6 126 76% 23% .
62 n6 126 78% 21% B
63 N7 135 76% 22% .
63 n7 135 73% 24% o
64 N8 148 78% 18% o
64 n8 148 78% 20% B
65 N9 58 79% 17% .
65 n9 58 69% 29% B
66 00 104 74% 19% “T%
66 o0 104 77% 19% -
67 01 112 74% 20% R
67 ol 112 77% 20% o

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

Mol | Chain | Length Quality of chain
68 02 129 81% 18%
68 02 129 76% 21% T
69 03 106 87% 13%
69 03 106 84% 16%
70 04 119 79% 13% .+ 6%
70 o4 119 71% 22% 6%
71 05 119 79% 19%
71 05 119 76% 22% B
72 06 99 73% 23% o
72 06 99 75% 23% B
73 o7 87 80% 17%
73 o7 87 78% 20% B
74 08 77 75% 25%
74 o8 7 79% 21%
75 09 50 86% 14%
75 09 50 78% 22%
76 QO 52 81% 17% .
76 q0 52 79% 21%
7 Q1 25 64% 36%
7 ql 25 76% 24%
78 Q2 105 76% 23% .
78 q2 105 79% 21%
79 Q3 91 82% 16% -
79 q3 91 82% 16% -
80 el 62 68% 29% o

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

Mol | Chain | Length Quality of chain
81 m2 160 94% 6%
82 p0O 311 38% 8% 54%
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 411258 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...



Page 12

wwPDB X-ray Structure Validation Summary Report

4U4N

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 ZeroQOcc | AltConf | Trace
Total C N O S

14 C2 124 892 562 156 172 2 0 0 0
Total C N O S

14 c2 124 892 562 156 172 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
Total C N O S
15 C3 150 1192 759 224 207 2 0 0 0
Total C N O S
15 c3 150 1192 759 224 207 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
oo | w WO O T
16 o 128 goig | 5;}2 118\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(232 115\3]2 1(6?6 ? 0 0 0
7] 155 38531 6(5]8 115\;6 1(7)8 ? 0 0 0

e Molecule 18 is a protein called 40S ribosomal protein S16-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
18 1 C6 141 1105 708 203 194 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

18 | <6 142 ﬁtﬁl 7(111 21(\)14 1(9)6 0 0
e Molecule 19 is a protein called 40S ribosomal protein S17-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 7 120 1;)02? 1 5(737 11;17 1?0 g 0 0 0
19 e 7 Tsaogg 1 553 11;14 127 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 rf(iga; 7553 21?\)17 2(1)0 g 0 0 0
20 <8 145 ?iga; 723 21:\),17 2(1)0 g 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
21 <9 143 111?161(&2l 6(9]4 21(\)18 2(38 52; 0 0 0
b @ 143 ?ftf;l 6(9]4 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
221 Do 07| gn s 1% 130 1 0 0 0
IR E T HEEEEE

e Molecule 23 is a protein called 40S ribosomal protein S21-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
B DU ST g ey s | 0| 00
B a | s G ey s s | 0| 0|0
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e Molecule 24 is a protein called 40S ribosomal protein S22-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
24 b2 129 ?8;1 6?0 115\%18 1(52() 2 0 0 0
24 d2 129 r‘1F((;t2?l 6?0 11;18 1(8)() 2 0 0 0

e Molecule 25 is a protein called 40S ribosomal protein S23-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
25 D3 144 ?i;l 7%8 QI;IO 1(9)1 2 0 0 0
25 d3 144 ?it;il 7%8 QI;IO 181 2 0 0 0

e Molecule 26 is a protein called 40S ribosomal protein S24-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
26 b4 134 1118%1 6(736 21(\)18 129 0 0 0
26 4 134 ?8%1 6?6 21(\)18 129 0 0 0

e Molecule 27 is a protein called 40S ribosomal protein S25-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
27 Do 70 T5O6t ?&: 1 3%0 11(\JI4 S% 0 0 0
27 d5 69 T505t ; 1 3?7 11(\)13 S% 0 0 0

e Molecule 28 is a protein called 40S ribosomal protein S26-B.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
28 D6 o7 I;C)E;GSI 4(735 1125]0 1(2)9 § 0 0 0
28 d6 o7 I;C)ggl 4(735 11(\310 1(2)9 § 0 0 0

e Molecule 29 is a protein called 40S ribosomal protein S27-A.
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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
Total C N O S
30 d8 63 497 306 99 91 1 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 g 53 442 274 92 72 4 0 0
Total C N O S
31 d9 53 442 274 92 72 4 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

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.

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
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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 104 630 403 140 137 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
36 1 3491 67355 30086 12142 21978 3149 0 0 0
Total C N O P
619 3501 67376 30005 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 461 845 121 0 0 0
Total C N O P
37 7 121 2579 1152 461 845 121 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 @) 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 383 334 1 0 0 0
Total C N O S
39 12 252 1912 1190 388 333 1 0 0 0

e Molecule 40 is a protein called 60S ribosomal protein L3.
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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
4l L4 361 2748 1729 522 494 3 0 0 0
Total C N O S
4l 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| 16 156 1230 800 222 216 1 0 0 0
Total C N O S
43 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
44 L7 222 1784 1151 324 308 1 0 0 0
Total C N O S
44 I7 223 1791 1155 325 310 1 0 0 0
e Molecule 45 is a protein called 60S ribosomal protein L8-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 L3 233 1804 1151 323 327 3 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
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
16 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 0
Total C N O
49| m3 194 1548 965 316 267 0 0 0
e Molecule 50 is a protein called 60S ribosomal protein L14-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
50 | M4 136 1053 675 199 177 2 0 0 0
Total C N O S
o0 m4 137 1059 678 200 179 2 0 0 0
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e Molecule 51 is a protein called 60S ribosomal protein L15-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o1 M5 203 1720 1077 361 281 1 0 0 0
Total C N O S
2 md 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
52 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
o4 | md 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
Total C N O
55 | mI 188 1521 935 326 260 0 0 0

e Molecule 56 is a protein called 60S ribosomal protein L20-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
56 NO 172 1445 930 267 244 4 0 0 0
Total C N O S
56 no 172 1445 930 267 244 4 0 0 0
e Molecule 57 is a protein called 60S ribosomal protein L21-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o1 N1 159 1276 805 246 221 4 0 0 0
Total C N O S
o7 nl 159 1276 805 246 221 4 0 0 0
e Molecule 58 is a protein called 60S ribosomal protein L22-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
o8 N2 100 796 516 131 149 0 0 0
Total C N O
o8 n2 8 778 505 127 146 0 0 0
e Molecule 59 is a protein called 60S ribosomal protein L23-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o9 N3 136 1003 628 189 179 7 0 0 0
Total C N O S
5 n3 136 1003 628 189 179 7 0 0 0
e Molecule 60 is a protein called 60S ribosomal protein L24-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
60 | N4 8 609 443 137 118 1 0 0 0
Total C N O S
60 | nd 135 1038 651 206 180 1 0 0 0
e Molecule 61 is a protein called 60S ribosomal protein L25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
61 N5 121 964 620 169 173 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

61 | m5 120 T905ts§L l 6(117 11(\318 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 1;)0{;; 1 6(235 11;)]2 1?6 0 0 0
62 ] b 126 T909t§L 1 6(215 115\912 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 ?8?21 7(le 21812 120 0 0 0
63| o7 155 ?8?21 7(110 21(\}2 120 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
64 N8 148 111?67?’)1 75139 21;%]1 180 2 0 0 0
64 | n8 148 %%l 751]9 22]1 1(9)0 2 0 0 0

e Molecule 65 is a protein called 60S ribosomal protein 1.29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
65 | N9 o8 s 2% 100 7 0 0 0
65 | 09 o8 W a0 100 7 0 0 ;

e Molecule 66 is a protein called 60S ribosomal protein L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
6 | 00 | 97 | T oo 1 | O | 0 |0
o6 | o0 | 100 | T e s aag 1 | O | 0 | 0

O RLDWIDE

PROTEIN DATA BANK




Page 23

wwPDB X-ray Structure Validation Summary Report

e Molecule 67 is a protein called 60S ribosomal protein L31-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o on | s e s | 0 | 0|0
67 | ol 109 Tsostgl 5?9 11(\5]7 1(5)6 ? 0 0 0
e Molecule 68 is a protein called 60S ribosomal protein L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
08 02 127 ?8;%1 627 21(\)15 1((?7 ? 0 0 0
08 | o2 127 ?());%1 627 21(\)15 1((37 ? 0 0 0
e Molecule 69 is a protein called 60S ribosomal protein L33-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o o | w [T Lo
i 106 T805t8Ll 520 12]5 124 ? 0 0 0
e Molecule 70 is a protein called 60S ribosomal protein L34-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o1 |z s g g g | 0 | 0|
0| od 12 1;30;31 525 11;19 1(5)2 i 0 0 0
e Molecule 71 is a protein called 60S ribosomal protein L35-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
m 05 119 gof;cgl 6(135 12]6 1(6?7 El; 0 0 0
oo 119 goﬁt?l 6(132 112\315 1(@?7 ? 0 0 ¥

e Molecule 72 is a protein called 60S ribosomal protein L36-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 06 % 771 481 156 132 2 0 0 0
Total C N O S
[E 06 % 770 481 156 131 2 0 0 0
e Molecule 73 is a protein called 60S ribosomal protein L37-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
73 07 87 681 414 148 114 5 0 0 0
Total C N O S
73 o7 87 681 414 148 114 5 0 0 0
e Molecule 74 is a protein called 60S ribosomal protein L38.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
“ 08 v 612 391 115 106 0 0 0
Total C N O
& 08 m 608 388 114 106 0 0 0
e Molecule 75 is a protein called 60S ribosomal protein L39.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
& 09 50 436 272 97 65 2 0 0 0
Total C N O S
[E 09 o0 436 272 97 65 2 0 0 0
e Molecule 76 is a protein called Ubiquitin-60S ribosomal protein L40.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 Q0 o2 417 259 86 67 5 0 0 0
Total C N O S
6| d0 o2 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
v Ql 25 233 142 63 27 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
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
8 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
& Q3 91 694 429 138 121 © 0 0 0
Total C N O S
7 a3 Il 694 429 138 121 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 Unknown protein m2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
81| m2 150 750 450 150 150 0 0 0
e Molecule 82 is a protein called 60S acidic ribosomal protein PO.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
82 pU 143 1077 687 192 195 3 0 0 0

e Molecule 83 is a protein called Unknown protein pl.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
83 pl 47 9235 141 47 47 0 0 0
e Molecule 84 is a protein called Unknown protein p2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
84 p2 46 230 138 46 46 0 0 0

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

Mol | Chain | Residues Atoms ZeroQOcc | AltConf
Total Mg

85 9 122 59 199 0 0

85 4 1 Total - Mg 0 0
1 1

85 38 1 Total -~ Mg 0 0
1 1

85 DO 1 Toltal N{g 0 0

85 D3 1 Toltal N{g 0 0

85 D4 1 Toltal N{g 0 0

85 | SM 1 Toltal Dﬁg 0 0
Total Mg

85 1 AT5 s e 0 0
Total Mg

85 3 14 L 0 0
Total Mg

85 4 923 05 o3 0 0

85 1.2 1 Total = Mg 0 0
1 1

85 L3 9 Total = Mg 0 0
9 9

85 L4 9 Total = Mg 0 0
9 2

85 L5 1 Total = Mg 0 0
1 1
Total Mg

85 L7 4 PR 0 0

85 L8 1 Toltal l\gg 0 0

Continued on next page...
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4U4N

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

85 | Mo 9 Total - Mg 0 0
2 2

85 | M1 | Toltal N{g 0 0

85 | M3 3 Total = Mg 0 0
3 3

85 | M5 | Toltal N{g 0 0

85 | M6 | Toltal N{g 0 0
Total Mg

85 | M7 4 PR 0 0

85 NO 1 Toltal hgg 0 0

85 N3 9 Total -~ Mg 0 0
2 2

85 N5 9 Total - Mg 0 0
2 2

85 N8 5 Total = Mg 0 0
5 5

85 01 1 Toltal N{g 0 0

85 | 07 1 Toltal Dﬁg 0 0

85 Q2 1 Toltal N{g 0 0
Total Mg

85 6 146 6 L 0 0

85 s1 1 Total - Mg 0 0
1 1
Total Mg

85 S8 9 Ty 0 0

85 cl 1 Total - Mg 0 0
1 1

85 7 1 Total = Mg 0 0
1 1

85 8 1 Total - Mg 0 0
1 1

85 d3 9 Total = Mg 0 0
2 2

85 | dd 1 Toltal hgg 0 0
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4U4N

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

$5 | de | Total - Mg 0 0
1 1

85 | sM 9 Total - Mg 0 0
9 9
Total Mg

85 5 508 08 508 0 0
Total Mg

85 7 15 s 0 0
Total Mg

85 8 13 313 0 0
Total Mg

85 12 9 ) ) 0 0
Total Mg

85 13 9 ) ) 0 0

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

85 15 9 ) ) 0 0
Total Mg

85 17 9 ) ) 0 0

85 19 1 Total - Mg 0 0
1 1

85 ml 1 Total = Mg 0 0
1 1

85 m5 9 Total = Mg 0 0
9 9

85 mé6 1 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
Total Mg

85 n9 9 ) ) 0 0

85 | o0 1 Toltal hgg 0 0




Page 29

wwPDB X-ray Structure Validation Summary Report

4U4N

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
85 | ol | Total - Mg 0 0
1 1
85 | o3 | Total - Mg 0 0
1 1
35 a0 1 Total Mg 0 0
1 1
35 ql 1 Total Mg 0 0
1 1
85 | o3 | Toltal N{g 0 0

e Molecule 86 is osmium (III) hexammine (three-letter code: OHX) (formula: H;3NgOs).

OHX

N2

H.N

N3

NH,

NHLN-— Os — NH,M
/OS

HN  NH,

NG N5
Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 2 1 TO;al 121 ?S 0 0
86 | 2 1 To;al 1(\3] ?S 0 0
86 | 2 1 To;al 1(\3] Ols 0 0
86 | 2 1 To;al 1(\3] Ols 0 0
86 | 2 1 To;al 1(\31 ?S 0 0
86 | 2 | 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
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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
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
8 | S8 1 TO;al 1(\31 Ols 0 0
8 | C3 1 TO;al lg Ols 0 0
8 | C5 1 To;al 1(\31 ?S 0 0
8 | C8 1 TO;al 1;51 Ols 0 0
8 | D9 1 To;al 12 Ols 0 0
8 | SR 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
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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 | 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 3 1 To;al 1(\31 ?S 0 0
86 3 1 TO;al 1;51 Ols 0 0
86 3 1 To;al 12 Ols 0 0
86 3 1 To;al 12 Ols 0 0
86 3 1 TO;al 12 ?S 0 0
86 3 1 TO;al 12 Cis 0 0
86 3 1 TO;al 12 Cis 0 0
86 3 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 | 4 1 To;al 1(\3] Ols 0 0
86 | 4 1 To;al 1(\31 ?S 0 0
86 | 4 | To;al lg ?S 0 0
86 | 4 | To;al 1(\31 ?S 0 0
86 | 4 | TO;al lg Ols 0 0
86 4 1 TO;al 1(\31 Ols 0 0
86 4 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
8 | L3 1 TO;al 12 ?S 0 0
8 | L3 1 TO;al 12 Cis 0 0
8 | L3 1 TO;al 12 Cis 0 0
8 | L4 1 TO;al 12 Cis 0 0
8 | Mo 1 TO;al 12 Ols 0 0
8 | M5 1 To;al 12 ?S 0 0
86 | M7 1 To;al 12 (is 0 0
86 | M7 1 To;al 12 ?S 0 0
86 | MS 1 To;al 1g1 ?S 0 0
86 | M9 | To;al 1(\;] Ols 0 0




Page 56 wwPDB X-ray Structure Validation Summary Report 4UAN

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | NI 1 To;al 1(\3] Ols 0 0
86 | N9 1 To;al 1(\31 ?S 0 0
86 | 03 | To;al lg ?S 0 0
86 | 07 | To;al 1(\31 ?S 0 0
86 | Q2 | 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 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 s1 1 TO;al 12 Ols 0 0
86 s1 1 To;al 12 ?S 0 0
86 sd 1 To;al 12 (is 0 0
86 s8 1 To;al 12 ?S 0 0
86 s9 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 | 5 1 To;al 1(\3] Ols 0 0
86 | o8 1 To;al 1(\31 ?S 0 0
86 | d4 | To;al lg ?S 0 0
86 | do | To;al 1(\31 ?S 0 0
86 | sR | 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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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
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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 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
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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




Page 77 wwPDB X-ray Structure Validation Summary Report 4UAN
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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
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86 5 1 To;al 12 (is 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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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
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 7 1 TO;al lg Ols 0 0
86 7 1 To;al 1(\31 ?S 0 0
86 7 1 TO;al 1;51 Ols 0 0
86 7 1 To;al 12 Ols 0 0
86 7 1 To;al 12 Ols 0 0
86 7 1 TO;al 12 ?S 0 0
86 7 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




Page 82 wwPDB X-ray Structure Validation Summary Report 4UAN

Continued from previous page...

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 | 8 | To;al lg ?S 0 0
86 | 8 | To;al 1(\31 ?S 0 0
86 | 8 | TO;al lg Ols 0 0
86 8 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 13 1 TO;al 1;51 Ols 0 0
86 13 1 To;al 12 Ols 0 0
86 13 1 To;al 12 Ols 0 0
86 14 1 TO;al 12 ?S 0 0
86 14 1 TO;al 12 Cis 0 0
86 15 1 TO;al 12 Cis 0 0
86 15 1 TO;al 12 Cis 0 0
86 15 1 TO;al 12 Ols 0 0
86 19 1 To;al 12 ?S 0 0
86 | mo 1 To;al 12 (is 0 0
86 | mo 1 To;al 12 ?S 0 0
86 | ml 1 To;al 1g1 ?S 0 0
86 | md | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 | m5 1 To;al 1(\3] Ols 0 0
86 | m6 1 To;al 1(\31 ?S 0 0
86 | m7 | To;al lg ?S 0 0
8 | 1 1 To;al lg ?S 0 0
8 | n3 | TO;al lg Ols 0 0
8 | n3 1 TO;al 1(\31 Ols 0 0
8 | n9 1 TO;al 1(\31 Ols 0 0
8 | o2 1 TO;al 1(\31 ?S 0 0
8 | o3 1 TO;al 1;51 Ols 0 0
8 | o7 1 To;al 12 Ols 0 0
8 | o 1 To;al 12 Ols 0 0
86 | 2 1 TO;al 12 ?S 0 0

e Molecule 87 is EDEINE B (three-letter code: EDE) (formula: Csz4Hz9N1101p).

EDE
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
87 2 1 55 34 11 10 0 0
Total C N O
87 6 1 55 34 11 10 0 0

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

Mol | Chain | Residues Atoms ZeroQOcc | AltConf

88 D6 1 Total * Zn 0 0
11

88 D7 1 Total = Zn 0 0
11

88 D9 1 Total = Zn 0 0
11

88 El 1 Total = Zn 0 0
11

88 07 1 Total = Zn 0 0
11

38 Q0 1 Total Zn 0 0
11

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 d7 1 Total = Zn 0 0
11

88 | do | Total = Zn 0 0
11

88 | el | Total ~ Zn 0 0
11

88 | o7 | Total ~ Zn 0 0
11

38 0 1 Total Zn 0 0
11

38 2 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

—
5% -«

30%

62%

Chain 2:

8.10

69TV

910

1910

6510

L

€GT1D

9710

(445
win
oIy
6ETD

SETV
veTn

€TI0
0E€TD

21D
9CTV

T2

811N

¥110

oTTN

YoTvY
€0TV

00TV

S6D

S6%0
v6vn
€670

98%D
S8YY
78%0

Ll

LYY

897V

S9%D

€5¥N

05PN

Lyvn

4747

6ETN

LEVY

veYd
€evd

8CHY

9TYd
SThY
vZvo

61¥D
8T¥D
LTPY
9THV
(4544

80%D

9070

v0%D
£0¥D

TOvV
00%Y

Sv.L0

€v.Ln
cvLn

8ELD

SELD

EELY
CTELD
T€L0

L2.L0

STL0

€TLD
acTLd
TcLn

610
8T.L0
L1LD

YILD
ETLY
TTLD

0TL0
604D

LOLY

w0 —- N n © WO - N
oMl AN = =N NN
K 00 000000 ®0 Q0
=1 < < © O SRR ==

b
i

9690

9890

789V

2890

089N
6,90

119D

098n

958V

7580

2580

8%80

9%8D

ov8n

LE8D

£€80

€6.LY

¥8L0
€8LD

8.0

8L.LD

SLLD
YLLY

9.0
99.0

95.LY
SS.LV
TSLY
€SLY

810TN
L1010

21010
S00TV
70010
€001V
20019
000TD

166D

£66Y

166D

886V

z8en

6960

3
H

s96n

096n

TS6V

+

seen
€60

1

9zey

916N
ST6Y

cien

T06D

868V

9880

6.8D

118D
918D

F

€98V
298Y

6%11D

9YI1D

EVITY

6ETTY
8ETTV

TETTV

621N

(4390

L1110

SOTTO

TOTTD
00TTD

L6070

T60TV

980TV

€80TD

T80TV
08010

€L0TD
99010
T90TV
09070
650TN
850TN

€50TD

TS0TD

0%0T1D

L

€€0TD

T€0T0

62010
82010
1201V
9201V

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

wwPDB X-ray Structure Validation Summary Report 4UAN

Page 86

L5210
9SCTV

TS210
0szTNn

S¥C1D
i4zaal
E€%CTD

15745

6221D
8¢CT1H
Leety
92TTV

81CTD
L1TTV

STCID

(542

80CTY
L0210

86TTD
LBTTD

V61TV

16110
06TTD

S.TTNn
YLITD

911D

Y9T1D

29T1D

09TTV

8STTD
LSTTV

TSTTV

vivin
€TP1INn
[454%5)

00%TV
66ETD
86ETN

06€TN
68ETD

TLETN
TLETY

L

Y9€TD
€9€TN
CT9ETN

L

+

SSETD
7SETD

SYETY
vYETY

(045990

LEETY
YCeTd

TCETY
0zZeTN

STETN
viemn

20eTN
TOETN

T621D

88CTD

98210

28210

0821D

9,210

j2xan)
€LTTD

6S2TNn

|

T2S1D

L1510
91STV

v1sTn

90STD

66%1D

L6710

€671V
145244
T67T0

28¥T10
18%10

6LYTY

SLYTV
25745

TLYTY

6971V

F

19710

LTVTY

€2y

01474 %]

9€9T0

YE9TO
€EITY

TEITV
%2910
619TD
9191
ST91D
Y191V
TI9TV
70910

T091D

|

L6STY
96STO

T6ST1D
06STD

831D

V.LS1D

CTLSTD

0LSTY
69STV

|

S9STO

09STN
6GSTY

LSSTN
0GSTY
0%S1D

6€S9TD
8ESTN

SESTN

9CSTVY

vestv
€CSTH

VLIV
SPLID

€ELTO

TELTV

€89T0

089TD

0.L919

€991

28910

w9910

S6.10

Y6LIV
€6.1D
C6LTD

-

18S ribosomal RNA

T8LTY
T8L1V
08.L1D
LLLTD
€LLTD

0LLTN
69,10

89.LTD

99.LTY

09.41D

LSLTD
9GLTY

6V.LTY
8Y.LID

e Molecule 1

6%

32%

62%

Chain 6

201N

00TV

860

96D
S$6D

06D
68D

18D

L0
9LY

€Ln

o
~
<

D
©
o

oo
©
I“

S9V

oV

LvY
Eidl
svn
7vn

€D

0€d
620

Lzn
oy
{49)

€29

Y10

9D

(4

€670
2610

0610

88TV

S81N

8.1n

1910

€91

T9T0
0910
651N
LSTV

751D
€5TD

TS1D

ovIn
SYIV

(445
Wi
(43

8ETV

9€TD

CETN

0€TD

821N
1219
9TTY
61TV

STID

+

1110

9070

vo1V

ToeY

1620

S62Y
7620

182D

082N

8.zn
L.2n

.20

€20

LTV
0420

S9TV

920
09zn

ssen

082D
6¥en

wen
oven

SE€TD

€€TO
ceTn

0€TO

82TH
Lzen
9zey

(444§

ozey
612V
81ay
L1y
9120

+

00zy
661D

L6TY

S6TD

70vD

TO%V

1

96€D

26ED

06€D
68€D

L8EY

£8€D

18€D

cLED
TLED

79ed

85en

73€d
€GEY

1

L%€D

6EED

9EED

veed
EEEY

€CTEV
TTED

ozen
61EN

9TEY

eren
(4334

0T€0
60€0

ELVY
c.Lvn

89%V
L9%D
99%n

€970

89%D
LS%D

SS70
i
€570

9650
S69D
v6svY

2880
7880
08SY
6.5V
8.sn

.90

048V

998D
9990

6550

L5SD

€999

8%3D

LTSV

€299

6150

STSV
¥19D
€180
[45:1 4
TI8Y
018D

8080
1080
905V
SOSV
¥osn

T0S0
0050

2890

7890

6,90

LL9D

25999
T899
059N

89D
LY9D

SY90

0790

8g9N
LE9D

SEIV

TE9D

%299

0Zovy
6T9Y

L7190

1190
079D

L09D

1

68.LY

€810

8.0

08LY

8L.LD

60LD

869N
1690

S69Nn

1690

S89V
¥89v
€890

O

R LDWIDE
PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

€6.LY
ze.Ln

Page 87

SE0TD

TE0TN

ik

S00TY

€00TV
2001

000TD
6660

166D

€66V

166D

6860
886V
1869

9869

z86n
1860

9,69
TL6V

0.L6Y
6960

F

S960

0960
6560

156D
9960

+
L

6E6Y

LEGD

SE60

€E6Y

€T6Y

6TTTD

YIT1D
ETTTV

TT11D

60TTD
90TTN

SOTTD
voTTN

960TD

€601V

T60TV

180TV

0L0TD

L9010
990TD

€90T0

T90TV
090TN
65010
501N
€590T1D
235010
9%01D
S¥0TD
€V0TV

0%0TD
6E0TY

vviIn

15435

6ETTYV
8ETTV

L

EETTYV

TETTV

62110

L2119

€CTTID

8YETY

oVETY
SYETY
vveTy
EVETN

TYETV
0%ETN

8EETD

E€EETD

TEETY
YCeTD
T2eTV
91€TD
STETN
vieIn

LOETN

SOETN
L6219
9621V
S62T1D
T62TD

88CTD

98210
S8TTN

18219
08210

19219
9921n

29z1n

8521
PA(A 9]
98CTV
§S¢T1D

9%CT0
EiZan)
vvery
€¥CTD
cveTy
15445

28¥%10
08¥%TH
6LVTY
8L¥TD
TLYTV
S9%TO

€9%T0

T9%10
0971V

8¥¥1D
LY¥T0
VYTV
mﬁmﬂo
E€EVID
CEVIN
TE€YTD

(1445

L271Y
9ZY1D
mmﬂa<

STY10

€170

(2542 4

14945

00%TV
66€TO
wJMﬁD
06€TN
68ETD
mJMﬂ<
mmMaU
TLETN
ﬂsmﬂ<
Y9€TD
€9€TN

06STD
68STO

98STV

831D

LLSTY

SLSTD
%810
E€LSTY

69GTY

L9G810

S9G1D

29STH

09STNn
6GSTV

LSSTN

¥ss10

6%STO

{47215

6€STD
8ESTN

9ESTH

L

ves1v
€CSTH
2csIn

L1570
91STV
STSTY

L

01S1Nn

90STD

96710

Y6¥10

14544

06%T0

0T.I0

CTOLTY
TOLTV

-

669TD

1891V
08919

S.L91D

€L91D

0L91D

S991N

6591V
8G9TH

989TN

€G9T0

1991V

%910
0¥91D
6€91D

40S ribosomal protein SO-A

LESTO

SEITY

CE9TO

629TD

12910
029710

8T91D

9191
ST91D
4541

T091D

|

96STO

C6STY

0087V
66.T0

S6.TN
v6LIV
€6.LTD
26LTD

68L1D

€8L1D

T8LTV
08L1D

21%

8LLID
LLLTD

€LLTD
CTLLTD

0LLTN
69,70

1,919
99.LTY
S9LTY
%9.10
€9LTY
C9LTY

09419
SSLTV
[AVAN

LYLTD
VLIV
SYLID
LIV

LELTD

LTLTD
9CTLID
meaz
LTLTD
9TLTD
STLID

CTLTV

e Molecule 2

18%

60%

Chain SO

€G1S

6ETA

61TH

L1174

TITI
OTTA

3

2oTd
T0T¥

Ll

IS oo
[l [} b4
= = [=]

<
3¢}
=]

o
s}
==}

© 0o
~TENER
<=

< v
A<

S02H

€024
C0TA

002a

86T

961S
S6TM
¥61d

1614
06Ta

8811

S8TYH
811

LLTT

CTLTT

S9TH
FOIN

2910
8GTA

LS1Q
9GTA

408 ribosomal protein SO-A

e Molecule 2

. 18%

17%

63%

Chain s0

8STA

asixcs

1818

47428

6ETA

6174

TT1I

OTTA

60TN

9018

€0TL

961

[T}
2}
<

€61
C6H

883
181

cLa

99y

651

0SA

SPA
42

v

TEA

6CA

vV

[ | o
<+ w0 o<} ~
A< =] ]

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UAN

Page 88

90za

€024
[4UAS

LTI

Ll

981D

7811
€814

LT
L9TA
S9TH

P9IN

e Molecule 3: 40S ribosomal protein S1-A

16%

o
~
I=l

20%

o O = oM
0O QYO
A< AXS

60%

Chain S1:

£6D

680

S84

LL3

0LT

S84
781

67N
8vA
LY
VL

Sed

ogd
6CM

STl

6%1h
8YIN

SETT
zera
LTTM
C1is
T11d
0171
S0T4

167
961

e Molecule 3: 40S ribosomal protein S1-A

15%

17%

67%

Chain s1:

9T
S0Td
167

4500
€69

064
680

€831
184
8.0

.0
€L7

0.7
(421
SN

188

07N

LEL
9€S

SclL

cea
TCA

CETH

STTA

61T

viex

TICH

902d

€0ca
oy

L6TI

€6TI

7811

811

08TL

€LTL

318

LYTV

i4ALS

62TL

92TL
STTA

6TTL

e Molecule 4: 40S ribosomal protein S2

14%

16%

69%

Chain S2:

L6y
961
S6d

3

06L
680

180

LD
9.1

eLT
TLT

89T
€81
0SI
1

9EA

8%¢s

svea
j444%)

{44428

0%21

LETA

92Tl
S¢e1

[£44AN
TeeL

02T
vL1d
99TL
6STL

0STh

e Molecule 4: 408 ribosomal protein S2

S%10

TPTH
0%TH

LETT

YETT

0ETI

6TTY

L1TL

TTTA

LOTS

14%

18%

66%

Chain s2:

680

180

08A
6.4

LD

€L1
TLT

0La
691

891

SS3

€SI

w1
[}

Svea

0¥%C1

LETA

SETT

€€TY

8z

(4448

Liey

90TL

TozN

v61a

1818

0LTI

7918

D E

O

R L DWI
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UAN

Page 89

8¥Ts

e Molecule 5: 408 ribosomal protein S3

7%

18%

73%

Chain S3:

TLIL

8STI

TSTH

A

EVTY
(449"

6ETS

LETA

YETD

LTTH

0ZTX

L1748

(435}
TTIN

SOTH

€0TH

3

[43]
T6A

684

ZON

TTTA

0zged

3

912d

T12d
() gact

pAAR

2021

661d

9614

T8TA

8.74

e Molecule 5: 40S ribosomal protein S3

9.TT
SLTA

7%

.

19%

71%

Chain s3:

89TI

v91A
€97d

191D

8STI

0STH

EVTY
[44%%

vETD

(4958

8¢Td
LTI

SCTX
ve1y

9174

+

TTIN

13

684

¥8I
€81

691

193

L
L1

950

kil

£vd

A

B6EA

121

(0158

veea
£

Tees
0zed
612V

L1e1
912d

€12

cren
T12d

861D

e Molecule 6: 40S ribosomal protein S4-A

9614

S8TH

T8TA
081D

9.11

cLIL

691Q

21%

76%

Chain S4:

E€GTN

1S1d

8ETA

EETA

TETT

62TA

9CTA

€211

€11Y

80TH

vora

[tds]
83zh

8¢l
PAZ4Y

92T
svex

0¥y
9€CI

EETH

1€2d

Leea
9zed

ceel
|44

A%48

902a

861X
L6TH

S6TI
26eTI
1874
(42199
18TA
0811

9918

09TA

SSTY

e Molecule 6: 40S ribosomal protein S4-A

21%

—
77%

Chain s4:

LYTI
971l

SETD

TETT

LeTH
9CTA

€211

911d

eT1Yd

80Ty

Ll

{4741

092D

LTS
921

1

(444}

9€CI

pX44

zeel
1144

6TCA

¥ie1

80CA

96TA
S6TI

78TL

Z8TA

e Molecule 7: 40S ribosomal protein S5

08TT

9,10

89T)

o111
€91a

09TA
6GTL

8¥TH

8%

18%

72%

Chain S5:

61
€61
(418
681
v8u
784
6.LN
9.4
S9Y
7oA
€90
25!

TSA

6vd
874

(4741

6ed
8el

D E

O

R L DWI
PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

Page 90

144
€0ey
¥611
0LTh

C9TA

09TA

LSTH

vSTY

€STD

6V TA

e Molecule 7: 40S ribosomal protein S5

LYTL
IVIL

2270

2TIN
1211

101D
00TN

8%

.

22%

68%

Chain sb:

€61

9123

e1ey

60CA

%02D
€0y

7611

4y

7814

CTLTI
TLIV

1974
9974

09TA

L8149

€STD

8¥TY
LYTL

EVTY

8CIN
LTT0

SCTL

61Ta

4228

(4958

60T

20Td

00TN
661N

e Molecule 8: 40S ribosomal protein S6-A

17%

78%

Chain S6:

0471
697X

SSTQ

2S1a

8¥%1s

57498

€eTT
ety

6CTA
8CTL
pXany
9z1a
0zTa
60771
864
764
680
288

6.3
8LL

9.1

250

odas

L1128

(4148

8.L11
LLTY

SLTI
YL
€L1d

e Molecule 8: 40S ribosomal protein S6-A

8%

19%

72%

Chain s6:

9674
SS1a

2¢s1a
1S1d
0574
8¥v1s
749!
LETH
6CTA

8CIL
LTTL

1211

0zTa

STTA

TT11

6071
80TA

L6A

€63

€80

6.4
8LL

9.1

€L1

TLL

L12S

e Molecule 9: 40S ribosomal protein S7-A

ST2H
(41481
102D
€611
[4:340]

VLI
€L7d

697X
8911

22%

74%

Chain S7:

S8TI

€LTX

L9749
9971

831a

9818
SS1a

LYIN

15745

€ETL
CETd

e Molecule 9: 40S ribosomal protein S7-A

21%

76%

Chain s7:

3

L1TL
9TTd

j23%

0710

801D

SOTL

€0TS

TOTX

661

L64

€83

18T

6.4

LLT

L0
E€LA

3

998

7oA

8I

D E

O

R L DWI
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UAN

Page 91

9911

6711

147478

6€TY

€ETL

T€Td

9211

CCTH

8TTT

e Molecule 10: 40S ribosomal protein S8-A

—
. 6%

12%

80%

Chain S8:

GSTS

3

TSTH

8ETN

0zTL

L0TL

S0Ta

€010

1

e Molecule 10: 40S ribosomal protein S8-A

9611

7811

7914

8STS

—
. 6%

15%

78%

Chain s8&:

TSTH

8¥IV

8ETN

1211
0zTL
6110
1170
TOTI

S6L
76N

Z8A
8LI

L4
9LL

250

TON

198

8%l

9%A

9EL

+

8Td

(0158

LS

e Molecule 11: 40S ribosomal protein S9-A

66T

€811

8L1Y4

9.L18

8910

GSTS

¢STI

—
. 6%

21%

71%

Chain S9:

2814

CTLIA
.74

691d
8914

Y914
€97d

e Molecule 11: 40S ribosomal protein S9-A

T9TL

6714

—
. 6%

17%

76%

Chain s9:

8914

2918
T9TL

6714

LYTH

ZYIN

3

€ETH

OETL

0TI

TTTL

6071

T0TA

€81

o I - oy oo - B o w0
— o N N [l N4 <
X wn n = £ 4 (=]

e Molecule 12: 40S ribosomal protein S10-A

65 2814

LL 0814

i
TLIA
|

9%

17%

72%

Chain CO0:

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UAN

Page 92

e Molecule 12: 40S ribosomal protein S10-A

9%

16%

72%

Chain c0:

S64
v6d

261

[4:31

e Molecule 13: 40S ribosomal protein S11-A

20%

79%

Chain C1:

¥STY
LYTV
9TV
SYTV
TETI
0E€Td
6CTH
Pasi]

6TTA
8TTh

€11d
2118

60TA

1074

664

08I

YLL

e Molecule 13: 40S ribosomal protein S11-A

CLL

69)

1,94

Pl

—
. 6%

22%

w—
72%

Chain cl:

o¥TA

TETI

62Td
8210

Te1a

14234

LOTA

664

761

€81

CTLL

44}

otd

IV

e Molecule 14: 40S ribosomal protein S12

13%

27%

56%

Chain C2:

T6A
063

184
98A

T80

(UA%S
6ETH
8ETd

zetd
Te1a
0ETL
82TV
pan]
9CTM
STIN

TCIA

STTA

CITV

L01a
90TI

€071

TOTV

£6d

e Molecule 14: 40S ribosomal protein S12

13%

25%

60%

Chain c2:

TOA

651
891

AL

evyd

0%d

1

9€1T

8¢1

(44

(A%

9€TI

ceTT
T€1d

6214

TCIA

611S

9TTA
STTA

OTTY

80Ty
L07Q@
90TI

e Molecule 15: 408 ribosomal protein S13

TOTV

1671

19%

79%

Chain C3:

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UAN

Page 93

TSIN

6711

SYTL

EVIS
(4745

8ETN

PETA

L2114

SCT1

STTT

0T1d

SOTN

20T

e Molecule 15: 40S ribosomal protein S13

17%

81%

Chain ¢3:

0STA
ovTA
6ETM
8ETIN
YETA
SCT1
STTT

881
180

081

0LX

<
Q
IIK:IIII..

o
©
(=7

o
©
=

&
B

[}
A
S

[}
3]
B

0
)
(5]

~
3]
x

(44
Ten

o O
—-
n o~

©
—
-

II"’I.Iw IIIIII
~ 0

e Molecule 16: 40S ribosomal protein S14-A

7%

5%

15%

72%

Chain C4:

LETT
9€TH

C¢ETY
TETD

e Molecule 16: 40S ribosomal protein S14-A

A%

—
. 6%

20%

73%

Chain c4:

LETT
9ETH

€ETH
CETH
TETD

S¢Ts
¥Zra

6TTL

v1Td

L0TY

CoTT

78y

T8A

6LA

8GA

e Molecule 17: 40S ribosomal protein S15

12%

13%

72%

Chain Cb:

9TTA

1211

()%

e Molecule 17: 40S ribosomal protein S15

22%

70%

Chain cb:

EETY
CETD
TETV
0ETY

9CTA

S21d

1211

L11D

(01954

LOTI

LB6A

268

S.d

oL
1.3

89d

YIL

(4%
TIA

8
LV

vETL

e Molecule 18: 408 ribosomal protein S16-A

15%

81%

Chain C6:

LETH

LTTH

€2TY

€T1a

€0TN

86a

69A
894

994

e Molecule 18: 40S ribosomal protein S16-A

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UAN

Page 94

23%

77%

Chain c6:

LETY

8CTA

9111
STTL
5%
€11a

1118
OTTL

LOTH

SO0TT

1018

LEL

e Molecule 19: 40S ribosomal protein S17-A

12%

15%

69%

Chain CT:

iZ4N
€CIN

6111

1

SOTh

88A

98d

784

8.4

691
z9b

674
8YN

i

oL

8€1
el
62b

921
Sl

ced

e Molecule 19: 40S ribosomal protein S17-A

14%

15%

68%

Chain c7:

0zTs

T

0TTA

Ll

66A
869

98d
G8A

691

191

e Molecule 20: 40S ribosomal protein S18-A

o, .
A

18%

79%

Chain C8:

iaaxt
EVTY
(445}
9ETh
ety

Se1L
745

9111

L0718

L6a

3

T6ea

981

28d

08}
LLL

TLD

L}

791

el

821

921

1

LT

3

e Molecule 20: 40S ribosomal protein S18-A

€TH

17%

80%

Chain c8:

445

8ETL

9ETD

6TTI

€61

[413]

melo M 1
AsEo O

e Molecule 21: 408 ribosomal protein S19-A

20%

80%

Chain C9:

15

6EL

LEA
9€I
Sed

E€EA

Ted
0EA

o
N
|

e Molecule 21: 40S ribosomal protein S19-A

N
=

17%

81%

Chain ¢9:

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UAN

Page 95

e Molecule 22: 40S ribosomal protein S20

11%

23%

66%

Chain DO:

80TI
90TI
€0TI

661

684
883

8L
9.8
.4
0LL

To%
091

891
LS4

TSA

8%H
L¥D

(478
6€S
TEA
pxan

€2H

e

810
LT0

STh

*

e Molecule 22: 408 ribosomal protein S20

8TTA
L1TA

8%

26%

63%

Chain dO:

67N

L

e Molecule 23: 40S ribosomal protein S21-A

8TTA
ST1d
80TI
]

€0TI
[4ox:s

661

23%

74%

Chain D1:

*

78S

084

8.1

e Molecule 23: 40S ribosomal protein S21-A

9.d

691

{41
198

21%

—
77%

Chain d1:

e Molecule 24: 40S ribosomal protein S22-A

988

8.1
LLD

691
89S

19%

81%

Chain D2:

L

azcTs
TCTA

SOTL

€0TI
007D

860

e Molecule 24: 408 ribosomal protein S22-A

12%

88%

Chain d2:

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UAN

Page 96

e Molecule 25: 40S ribosomal protein S23-A

6CTA

i7a5:

TCTA

L1174

€0TI

17%

3

81%

Chain D3:

A%t

LETA

€ETT

8CTs

4228

(4358

0TTX

1074

€0TT

26D

68N

8L

€4

0LX

T

€€1

8CZN

9zd

614
8TH

118

61

LY

SH

€1

e Molecule 25: 408 ribosomal protein S23-A

21%

79%

Chain d3:

(458
6ETH

€ETT

0ETA

8CIs

j14%:¢

L1TI

60TH

L0T4

€071

00Ta

e Molecule 26: 40S ribosomal protein S24-A

22%

76%

Chain D4:

EETN

6CTA
8CTH
L2TH

S0TY
70T1S

[0S

663
864

961

w8x

7948
094

e Molecule 26: 40S ribosomal protein S24-A

864
LSA

€8a
[4:):1

LYA
ova

24%

75%

Chain d4:

EETN
CETY

8CTA
€CTA
T2TL
9TTA
L0TD

S0TYH

e Molecule 27: 40S ribosomal protein S25-A

35%

21%

41%

Chain D5:

691

190

€98

6SA
854

9SL
SSd
0SI

472
£va

15728

B6EV
8€H
LED

00TI

163

e Molecule 27: 408 ribosomal protein S25-A

e
€68
261

S84

S.1
LS

36%

13%

51%

Chain db:

LSA

fiicy

197

12!

70

8E€H

O

R LDWIDE
PROTEIN DATA BANK

W



Page 97 wwPDB X-ray Structure Validation Summary Report

4U4N

A104

e Molecule 28: 40S ribosomal protein S26-B

Chain D6: 66% 26% 8%

[} g Bl ~ -~ [} ot < < © © © © ©O © N~ N~ 0 sl <]
£ ~ x [ o~ (=] o< o< A X = - n H > wn =]

e Molecule 28: 40S ribosomal protein S26-B

vis
144
V58

Chain d6: 74% 26%

e ™ 0 o M BN o Ml o W < S ® 0N o Ml o BN NN Y © o
0 — - bl el N N go’: < 3 < o) [te) L 0 o © © © Q Q O [}
= = £ ~ = =4 X 0 e (=] (=] < ~ =] = = > o< |2 ~ ~ > 2]

e Molecule 29: 40S ribosomal protein S27-A

Chain DT: 85% 12% -

Mo mon < 0 o o Qo
) 3] M o Lo © © © ~ N
- B4 =] = wn (=] = £ m

e Molecule 29: 40S ribosomal protein S27-A

Chain d7: 75% 25%
Iz’ ="z E-§-§I§-§-§-§-§-E Elﬁ-ﬁ §I§-§-§I
e Molecule 30: 40S ribosomal protein S28-A

ain DS: 71% 23% . 5%
Chain D8
.m-alﬁ-a gy 3+3-$Is-5 o slgi

1= - = B O (ST 1= ~< = =Mm ~ [ [

e Molecule 30: 40S ribosomal protein S28-A
Chain d8: 68% 26% - 5%

o ~ © o o N < - e .
® M M < < [T) n © 38
- 0 o~ =] ~ = = ~ =

- o - o N
© ~ = — NN ]
> x - 0 o~ o

e Molecule 31: 40S ribosomal protein S29-A

Chain D9: 71% 22% e



wwPDB X-ray Structure Validation Summary Report 4UAN

Page 98

1

67a

Ll

{41

0€T

woona ATy
EaZazE 2 &

e Molecule 31: 40S ribosomal protein S29-A

27%

69%

Chain d9:

e Molecule 32: 40S ribosomal protein S30-A

23%

77%

Chain EO:

198

e Molecule 33: Ubiquitin-40S ribosomal protein S31

7%

5%

39%

49%

Chain E1:

TSIN
LYTA
SYTH
071X

6ETT
8ETH

+

OETA

8CTY
21D

¥Z1d

0214

ETTH

T11d
OTTV

80TA

90TA
SOTA

€071
COTA

0071

T61

e Molecule 33: Ubiquitin-40S ribosomal protein S31

181
981
984
v8A
€84

38%

58%

Chain el:

*

8YTA

9vTs
SYTH

9ETA

T€T4

621D
8CTV
121D
¥Z1d

(A
61TY

STTL

ETTA
[43%)

LOTH

+

€071

86A

{48

063

181

S84
¥8A
€84

831

6.3
8.4

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

15%

85%

Chain SR:

v61D

161d

9918
S91Q

T9TH
0973

€STH

EVIL

1540

9€TI

E€ETA

C1is

60TQ

S0TD

864

©
o
IIEﬂ II

76A

181

9.a

99H

(428

09s
654

zsh
TSa

8L

8CD

STD

9N

N
€S

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

81€eV
L1€L
9TEN
80EN
00€L
ket
892h

992a
9921

8€ed
L€2Y

1120
20zT

96TN
S6TH

10%

90%

Chain sR:

6TEN
8TEV

L62a

98¢d

S.24

CETA

8¢eH

6611

9814

9LTH

8971

S91a

€91Q

0974
6GTN

671a

SY1T

e Molecule 35: Suppressor protein STM1

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



wwPDB X-ray Structure Validation Summary Report 4UAN

Page 99

42%

12%

45%

Chain SM

SETV
veTQ

9174

T11D

€0TX
20TL

6L

674

9¥d

8cs
pral

ved

LIA

CTA

YLTT
€LT3
TLIA

3

99TA

€STA

0%1a

STM1

111

Suppressor prote

e Molecule 35

62%

8%

28%

Chain sM

78d

8.a

-
S
Il-‘

[aaxcs
TCTY

25S ribosomal RNA

e Molecule 36

7%

8%

38%

48%

Chain 1

881N
18TV
9810
2810

LD
TL1D

991D
LSTV
981D
SGTD
€910
PAAN

EVID
(4745

9€TH
SETD

€ETN
CETD
TETD

1A%
j£49

(4494
etV
0zTd
91TV

1110

60TV

L0TV
90TV
S0TD

2oTd
T0TD
00TV

Len
969

©
©
o

TL2D

692D

192D

€VTH

oven
6ETH

SETV

TETH

622D
822N

922D
S¢Td

£

1144

612V

912D

v12D

(454

682y

S8V
¥8cy

1829

(44
6EVD
8EVY

SEVD

62vN
8Ty
L2%D
9C¥D

{744
4744

(/470]

154

(0157718

LOVY

1

S6EV
76€D

26€D

88€D

98€V

28€eN

TLEY
TLED

69V
89€D

99€V
S9EV

L0Sn

TOSY
005D

867V

S6%D

O

R LDWIDE
PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

Page 100

809V

709D

T090

7630

265V

065D

88399
1880

789D
€89D
[4:30)

0850

8.8V

L%SD
9750
Svsn
P80

SESD

€ESY

T2sY

615V
819D
L1SD

ST1S0

2180
118D

LLOV

€90
TLOV

0490

899D

959V

3

%590
€59V

199D
0590

99V
SYov
%90
£7oNn

0von
6€9D

Lgon
529D
129V
0zon
6T9Y
8190
7790

2190

079D

08LY

LLL0

L

0L.LD

89.0
9.0
99.0
S9.0
9.0
€919
€v.LD
0€LD
LTLD

STLD

8T.LD

STLY
Y1.LD

CTLD

60.LY
80.D

90.LY
SOLY

2T0LD
T0LD

669V

L69V

S690

£69Y

639N
889D

S899

€891
289N

089D
6.90n

798D
£980

7980

658D

158D

6%80

£v8Y
2%8D

S€89D
vesn

0e8y
628N

zeen

216D
7160
016D
606D

506N
o6y

006D

868N

998Y

vro1n

0T0TD

L0070

&

686Y
886N

786D
£86V
2860
1860

9,60

COTTV

6607V
8601V

CLOTD

69070

S90TV
7901V

090TN
6S0TD

LG0TV
950TN

7501V
€907V
250N
19010
0507

LY0TV

S7070

€V0TD
ZvoTn
70T

LEOTD
9E0TY

62019

SCOTY
¥2o1d

120D
0207H

8T0TD

|

9911D
SOTTV
79110

09T1D

EVITY

(4425
T%110

6ETTD

LETTD
9ETTY
SETTY
YETTD
EETTV
CETTD

6211V
LZT1D

Era AN
verin

12110

6TTTD
8TTID
LITTD
9TTTD
STTTD
vITIn
€TTTD
CITTV

01710

L0T1D

70T1D

izas)
SYCTv

€VCTD
cveTd
awmﬁb
8€TTD
LETTD
9€TTD
SETTN

€ETTD

CETTD

92TTH

(444 5]

8121Nn

9121d

orgIn
6021D

L0219
9021D
S0TTY

T0TTD

L3

€6TTV

06TTV

88T1N

98TTD

€8T1D

BLITY
8LT1D
LLTTD

SL110

€LTTIN
CLITD

8IETV

9T€TD

TIE€TD

L

0TETD
60€TN

S0€TN
YOETY
E0ETY

TOETY
00€TH

86210

96210

Y621V

S921TN
%921
€921V
2921

69TV
821N

€521

TSCTV

6%C1D
8%C1D

T8ETD
T8ETV

6LETD

LLETD
9.LETD
SLETD
v.LETD
ELETY

TLETD
0LETD
69ETV
89€TN
L9ETD
99€TV
S9€TD
79ETD

CT9ETD
T9ETN
09€TD
B6SETD

LSETD
95€TN
GSETY

€5ETN
CTSETY

8YETN

9%€TD
SYETD

EVETY
CHETD

0%€TD
BEETD
8EETD

YEETN

CTEETY

0EETY

L

9CTETY

€CTETD
cTETN

0ZETD

[4<i4a

(4444
8¥¥1Nn

igda
SvPIn

(44491
15425
[i44%)

Hr

EEVTY
CEVTID
13545

8TYIV

SgyIn

F

13445

8I¥IV
LI%1D
9TI%1D
STPIN
4545

60%TD

F

S0P

€0VTD
(4o %)
TOvTV

96€TD
S6ETD
VEETY

06ETY
68ETD

98ETY
G8ETD

€8ETD

¥SSTn

L¥STD

SPSTV

9€STD

YESTY
€ESTN

TESTO
0€STN

8¢STH
pRaci )
9zsTn
STSTD
[44=150
0ZSTD

STSTV

€TSTD
(45191}

60STY
80S1D

9081V
S0STD

2OSTD
S67TN
145145
T671V
0671V
68VTV
88%1D
S8%T1D

£8%1D

SLYTY
VLYV

69%1D

SOPTV
79v1D

SSPTIN

SYo1N

0%91D
6€9TD

7E9TD

62910

F

6191V
8191D
L191D

ST91D

€191V

L0910

70919

€6STV
26STD

9.LSTD
SLSTV

TLSTN

04STNn
69510
895TN
L9810
9981V

79s1Nn
€9ST0
2¢9STO
T9S1D
09STD
6GSTV

F

S¥LT0

€VLTD

9€LTD

6CLIYV

LTL1D

STLID

+

0z.L1In

LT.10
91,10

VILIV

S0LTN

9691V
S69TN

€891V

6L9TV

69910

L99TV

T991D

8G9TD
LS9TD

O

R LDWIDE
PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

Page 101

9810

T.870

69810

1981V
99810
G981V
7981V

L5810

§§8TN

T98TD
0881V

8¥81D
L¥8TV

cY8TV

6E8TY
8€8TD
LE8TN

SEBTYV

0€81D

2T81d
12810

61810

L18TD
9181V

Y181V

[45:19)

0T8TV

8081

86LTV
LBLTY

S6.T0

06.TD
68LTD

08LTD
6LLTD

7961
€561

TS6TD

6761D

LE6TN

vceTn

81610

70610
£06TN
2061
TO6TY

T68TY

9881V

881D

08810

81819

eTTey
c¢rien
T112D

coten
T012D

76020

€610
[45)549)

88TCY

9872n

[4:54 4

vL12D

8912V

9912y
S972D

€9720
[42)541)

09729

meN<
vs1en
meND
812N
Lyiey
9¥12d

cviey
wicn
o¥Ten

8ETCY

9€TTD
segTen
ve1Td

TETTY

L

4144

vC12d

[4q54))

STT2D

S.LTTY

cTLTTd
T.L2TV

69zen
89zen

952TY

etd )

0§22

P44

S¥2To

8veTy

vveen
€¥€TO

1524

LEETD
9€eTN
SEETH
veeean
E€EETD
ceeey
T€ETD

9TETY

2TETO

ozeey

9T€TH
STETH

60€CY
80€2D
L0€TD
90€2D
S0€2D
¥0€2D
€0€TY
C0ETD

00€TH

Lezen

vezen
€6220

622V

88CCH

9822N

¥82C0

[4:1441

6.Lzey

9.2TH

14574
€T¥Ty
(A7)
11720

60%2H

L0%2D

i4%%41

00%2D
66€TY
86€TY

96€TH
S6ETH

€6€TH
CT6ETO
T6€CH

68€TO

€8€TD

08€ezNn
6,20
8.L€TO
LLETD
9.L€TH

0Z%20

L1%20
91¥2n

0.520
695CV
89520
T9STV

S9G52D

24820
18920
08s2n
6992
879D
LySey

£vsen
zvsen

05TV
6€S5C0
8€52N

L

vesed
€E€9CH
zesen
,2S2d

€232y

L

STSTY

€152n
8052n
v0sen

€052D
2082V

€992D
592N
ﬁmmNU
LyoTy
wwmwo
€V9CY
(4441

ov9ey
6€92D
8€92D

wm“m«
2E9TH
Teoen
0€92D
6292n
8T9TY
1,292

§2¢920
%292d
€292
22920
1292H
0292H
6192D

11920

ST92D
45143

21920

0792H

L3

€092

T09CY
0092D
66520
869¢H

%6920
€692V
2652

9852H

L

9.52H

€192

TeLen
0€.2D

9TLTd
sclzn

€zcLen

6120
81.2n

crLen

0TLZD
60.2D

90.2D
S0.LTV

0.2V

00L2D
6692

9692V
S692Y

2692y
1692V

88920
1892

18920

6.92Y
8L92Y

L

v.L92V

TL9Td
TL92Y

2992H
1992H

8592

9592Y
S592n

91829

¥182D
€182V
2182d
1182V
0782D

8082V

$S082D

208eV
T082Y

66.L2V

16.2D
96.2D

€6.2D

T6.2D

68.20

18.29

£€8.20

8L.LTD

§..20

cLLED

89.2n

%9.2D

T9.L2D

8.2V

98420

€8.2D
¢sLen

Lvley

+

veLey
€ELTY

78820
£8820

18820

81829

€820
(5144

04820

89820
19820

§982n

79820

65820

15820
95829

+

0882H
67820

9¥8zn
S¥8ey
¥¥82d

6962V
89629
L9eey

7962
09620
65620
8562V

vg62n
€962n

0862D
8%62D

L%62D
9v6TY

vvecn

8€6CD
LEBTD

seg62Nn

TE62D
0eeey
62620

S262D

ozezn
6162V
8162
L162D
9r62n
s1620
71620

2162
T162V

50620
v0620

T062D
0062V

86820

3

268eY

O

R LDWIDE
PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

Page 102

850€N

S§50€n

0soen

9Y0EY
S%0€D

E€%0ED

Tvoen

8E0EN

0€0€D

YTOEY

2T0ed

9TOEY
STOED

€T0EN
CTOEY

700€D

L662D

S662YV

£662D
26620

06629

88620
1862V
98620

78620

2862V

i
L

6,620
862N

s.620

€L62D

v91€D

85TED
L57€N
957€EN
SSTEN

L

TST1EN

4450

VeTEY
E€ETED

rTeren
0ETEY

LTTEY

0zTED
61TEN

STTED
YITEY
ETTEY
{4350

0T1€D

L0TEN

voren

TOTED

L60€D

€60ED

T60EV

880€D

980€EV

080€D

8.L0en

0LOEY

L90€D

090€D

912€D

vicen

(454

60CEY

S02€d

T02€D

LB6TED
96TEN

L

88T€D
L8TEY
98TEV

€8TEY
28T€D

6.7EN
8LIEY

VLIEY
€LT€D

TLTEN
0LTEY
697€N
89TEV

SOTEV

Treen

SEEEY

9TEED

0ZEEY

LI€EN

L

ereen

60€€D
80€ED

90€€eNn
SOEEY

cogen

S6TEY
vecev

682€D
88CED
.8zen
982€D

18zen
8.TED

Llgen
9.2€D

|

25S ribosomal RNA

v.LTevy

89CEY

992€D
S92€0

£92€D

192€D

85zen

€G2€D

8¥%2€0
L%TED
9%ZeED
sveev

T6EEV
06€ED
68€EN
98EED

£8EED
z8gen

8LEED

9.LeEY

69€€ED

€9€en
cogeEY
T9EED

LGeen
9GEED
Sgeen
vseen
£9€€D
zseen
Tseen
0S€€D
67€€0

LYEEY

SveeEd
YYEEV

e Molecule 36

7%

i
3

7%

37%

49%

Chain 5

66Y
86D
60

1

€60

060
68V
88V

989

£80

180

Rl
~
o

w
~
(&

€LD

99V
S9V

€9V
(44

09V

8G9

€99

6%V

0
<
l“

17D

€€D
(441

0€d

prey)
9gy

€V

ST0

L0zn

L6TD

067N
681D

L8TV

€81D
2810
810

8.10

7.10
€LTD

TL1D

9910

S0T0
701D

TOTD

162D

S62Y

€620

182D
982N

v8cy
€829

112D

T€TH

122D

§2To

ceey
Teey
02ed
612V

Lren
912H
STTH

11544

oren

S6eEV
76€D

26ED

9zen

€zcey
czen

ST€D

T1€0

L1%Y
9TvY

45718
€190

0
(15700

807V

90%D

70D
€0%0
[dua)
T0%0

TGSV
8¥3D
L%SD
9750
(470
SESD
TESD
0€SD
623y
928D

€TSV

125V

819D
L1589

719D

2180

oSV

567D

2670

LGSV

SGS0

€680
[4p)]

STLD

3

8T.LD

STLY
YLD

1

CTLD

0TLY

80.9

90.LY

669V

9690

€69V

T69Y
069V

889D
890N
989D

€890
289N

L

LLOV
9199
SL90

€Lon
TLOV

699N
899D

199D

699D

S¥8D

8€8D

SE8D
vesn

T€8D

928D

%280

2T8d
Tz8n
0z8y
6180
8180

8SG.0

win
0%.LD

9TLD

O

R LDWIDE
PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

Page 103

€60

1260

i

€260
zeen

9169
ST6V

€16V

1160
016D

8069

S060

i

968V
S68V

0680
6880

988D
5880

€88V

1880
0889

8189
118D

S.8D

€180

T80

698D

2980

698D

L1589

8¥8Y

£969D
296Y

65960

1,560

SSG60

€569
2S6V

cven
176D

8€6D
LEBD
9E6Y

ve6D
E€E6Y
zeen

980TD
G80TV

280TNn
78070

6LOTYV

SLOTY

¢LOTD
TL0TN

69010

S90TV
90TV

09010

SSOTV
7501V

6%01D

LY0TV

%010

SE0TH

6201D
8201
20TV
9201V
STOTY
¥201D

12019

6T0TD
8T0TD
L10TD
9T0TD
ST0TN

€T0TD

TT0TY

800TN

2001V
T00TH

8STTV
LSTTD

GSTTD
YSTTIV

TSTTN
0STTV
6%T1D
8711D

9%T1D
SYTTD

EVITY

0¥T1D

SETTV
YETTD
EETTV
CETTD

0ETTY
6CTTV

9CT1H

verin
€eTIn

6TTTD
8TT1D

9TT1D
STTTD

€TTTD
[4334 1

017N

Y0TT1D

TOTTD
0071
660TV
860TV

96010

76010
€601V

L8019

izav)
SYTTV
€¥CTD

cveTd
Tvein

LETTD
9€CTD

2eTTd
(4445
6121D

60CTD
802TN

9021
S0TTY
v0TTY
€0CTY
20Tty
T021D
0021V

96110
S6TTV

16110

68TTD
88110
L8T1D

S8TTD
Y8TTV

[4:134 4

8L11D

L

9LT1D
SLT1D
YLITD
€LT10

0LTTV

79T1D
€9TTV

9G€TN
SSETV
7SETD
€5ETN
CTSETY
TSETN

6%ETD

L

B6EETD
8EETD
LEETY
9EeTN
SEETD

CTEETY

€CETD

13

TCETD

8TETY

9TETD
STETN
VIETD

TTETD
0TETD

90€TD
S0ETN
YOETY

COETY

00€TD
66210

[4:1a%)
9821
992T1D
S9TTN
¥9C1D
€9CTV
29TTd
852TN

A

CEVID
135745

(1445
8CTYTV

114725
(4429

F

1215441

9THTID

€I71D
[4545)

(157290
60%1D
80%1D

S0¥TN

96€TD
S6ETD
V6ETY

CBETD

ommﬂ<
L8ETD
98ETY

¢JMﬂD
08ETD
6LETD
8LETN
LLETD
9LETD
SLETD

ELETY

TLETD

89€TN
L9ETD
99ETY
S9€TD

€9ETY

6SETD

LSETD

€18TD

90STV

70STY
€0STV

66710

961D

€8V1D
[4si4a

08%1D
9L¥TD
€LVTD
69%TD

891V
LOVTY

SOVTY
v9v1D

[4%i4a 4
TOPTV
09¥TV

9SVTV

ieidald

[4si4a 4
1S%10

(547431

VIV

445

(%445

8EVTIN

L8STY

€8STV

18510
08STV
6.STO
8.LSTD
LLSTD
9LSTD
SLSTY
%.910

TLSIN
TLSTY
0810
69510

L9510
9951V
S9STH

€9ST0
C9STO

09STH

LSSTY

SGSTN

€85TN

67510
8¥%ST0

VSTV

T9S1D

9ESTD

€ESTN

62STY
8CGT1D

92s1Nn

2TSIN

0ZSTH
61STD

LISTD
91510

¥181D

PAYAN
9T.10

€TLID

T0L1D

86910

889TN

€891V

08919

S991D

2991D

09910

8G9TH
L8910

Svo1Tn
w9910
EVITY

9910

6€91D

+

62910
82910

8T9TD

ST9TD

60970

L0970

S09TY
%091D

Y9810

cv8Ty
T¥81V

6E8TY

vesin
€E8TD

12810
0z81n
61810
8181N

9T8TY
ST81N
Y181V
181D
0T8TV
008TV
LBLTY
96.LTD
S6.TN

16.10

68L1D
88L1D

08L1D

99.1D
S9.T0
79.L10

29LTD

LSLTY

191D
0S.LTY

THLIV

9ELTD

0ELTD

SCTLTO

TzLin

SE6TD
¥e61D

TE610

626TD

81610

71610

cremn
TT6TY

6061V

LO6TD
906TD
S06TH

€06T0
206TD

L68TD

v681n
€68TV
268T1D
1681V

988TY
S881TN

0881N

v.L81V

04810
69810
898TD
L98TV
99810
S98TV

8981V
L98TD
99810
99810

€980
2S81H
TS81D
0887V
67810
8%81D
LY8TV

€967D
29619

L¥61D

17610

6E6TD

LEBTN

SeTTN

€eTzn

ﬁmmW<
8212
Leren
921CY
1454

[44149)

L

8T12D
LTT2Y
9112

Y1120

0T1ZH
LOTCV
coten

T0TZD
00TV

O

R LDWIDE
PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

+

Page 104

15444

115444

T1CTn
07122

80TCY

90229
§022n
70220

20eed
1022

6612D
86TCV

[4:)%49)
16120
06720
6812n
88TCY

9812n

08129
6.12D

LL12D
9,120
S.120
L1280

6912
8912V

99712V

voTCY

[4°)541

6712V
87120
LY12Y

1454

(44541

o¥Ten
6ETTY
8ETTY

9€TTD

istaae)
¥8ced
€8CCD

6.L2CY

cLeed
TLTTY
oLgey

€922

F

pAsta0)
95TTy

€522
(45144 4
T8¢2H
05229

F

8%22D

S¥¢ed
vveev

+

I

T€2TD

6ceey
8ceTey

§geen

LLETD
9.LETD

V.€TO

99€T0
S9€T0
79€2D

29€TD
T9€TY

8S€TY

SSETD

€9€TD
[4sia 4
TS€2N

mwﬂwb
9%€TO
Sheey

£¥€TD
zveen
Tveey
ovezn
6€€TD
8EETD

9geTNn
SEETD
veeen
E€EETO

TEETD

Lzeen

€TETD

Teeey
0zeTY

81€2N

91€TD
STETD

€TeTY

134741

eV
V4743
6E7CY
8eVTY
LEVTD

SEVTD
veven

0Z¥%2o

81%2H

91¥2n

[45%44)

L0%2D
90%2D

00%2H

LBETY

S6ETH

CT6ETD

06€TY
68€TD

v8ecy

€8€TO

08€gzn
6.£20

STSTY

€152n
21520
TSV
0rs2n
6052n
8052n
L0S20
9052n
$§052n
052N

99520

2952y

0982D

S9G52H

€59592n
2SSTO

05520

L

€¥sen

vsen
ovsey
6€SC0
8€92N
Lgsen

zesen
1€52D
0€52D

92STO

Yesev
€esey
2csed

81520

689CY

€LLT0

TLlTn

L9lzn

€9.20

19129

65.2n
89.2V

)

%9.2D

z¢slzn
1S.2D
05220
67.TD
8V.LTV

LELTD

SgLTN

eeLey

0€.2D
62.20

LeLey
9T LD

¥cLen

2LV

61.20

91,20

¥1L2D

60.L20

L,0.2D

S0.L2Y
Y0LTV

00.2D
6692D

L69TY

Y692V
€6920

£58CV
25820
TS82V
0582H
67820

L%8TV

0%82D
6€82D

6182V

918TH

£18CV

1182V
01820

S082H
7082V

1082V

¥6.2D

[4:7k4

8L.LTH

6162V

91620

€162D

T162V
0162V

80629

S0620n
70620

0062V

L682V
968CV

€682
68TV
rT6e8zn
0682V

98820

2882N
882D
08820

81829
1,82

.82

L86TV
98620
S8620

2862V
8620
08620

8.620

9.6V

CL62D

04620

8962

99629
S962n

65620

€5620

19629
08629

8%62D

SY62H
vvecn
€¥62D

Tv62V

6E6CD
8E6CD
LEGTD

veecy
£e6eTy
zeean
T€62D

62620
826TD
L2620
9z6TY

vzeen

ozeen

L

SL0€D

TLOED

090€D

850€N
L50€n
950€Nn
S50€n
730€0

2S80€D

050€N

8Y0EV
Lv0en

Tv0en
0%0EY

9€0€ED

0E0ED

8COED

920€D

YCOEV

2T0€d
8T0€D
ST0€D

vroen
€T0€EN

L

800EY

SO00EY
%00€D

000€V

L662D

ve6cy
£€662D

1662V

88620

SSTEN

4450

13745344
0vTED
BETEY
9€TED

€ETED

Teren
0ETEY

8CTED
LTTEY
92TED

ECTEY
cTTEY
Teren

61TEN

GTTED

[435°0)

80T€D
LOTEN

soten
7oTEN

660€D
860€D

960€D
S60EN

€60€D

T60EY

680€D
880€D
L8OEY
980EV

780€D

T80€ED

622ED

-

§TTED
vceed
€TTEY

434300

128D

90TED

LST€EN
95TEN

€T€EN

T1€€D
OTEEY
60€ED
80€ED

68C€D
88TED

[4%44)

0¥Ted
6ETED

CTETED

O

R LDWIDE
PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

Page 105

96£€N

ceeEN

68€EN
88EED

98€€D

€8€ED

08€EN

8LEED

vleen

69€ED
89€EN

T9EEY

8G€EN
LSs€en

5S ribosomal RNA

e Molecule 37

34%

64%

Chain 3

960

760
€60

68D
88D

981

w8y
€80

(03%9)

8D
LD

0

e

7110

(435

SO0TD

[4J4)

+

e Molecule 37

5S ribosomal RNA

8%

40%

52%

Chain 7

88D
18D

8D
78V

[4:5)
80

6LV

© N~
~oN
IQUI

¥L0

o @l o Mo
© © © © N~
<< o (SIS o

09D

18D
98V
SGY
S0

{4
T8V
0sn

L7

%0

(4414

1z
0Z1d

011D

0 O
S o
-
<O

=y
© o ol
D O -
oo <<

©
D
=}

e Molecule 38

=3
[}
=3

5.8S ribosomal RNA

9%

43%

48%

Chain 4

von
€90
290

oon

89D

999

€0

2ed
€D
0€D

9zn

8S1N

STV

(A1)
TSTD

671V

Ly

(445

(045

8ETV

821N
Lein
9CTV

+

0210

811D

STTD

011D
60TV

9010
SOTV

5.8S ribosomal RNA

€0TD

60

06n

e Molecule 38

18D
980
S$8D
780
€80

6%

32%

61%

Chain 8

L6V

18D

S$8D

z8n
80

©
©
<

o o
©0 ©
(ST}

Yo o
0 [ ]
< =]

o = o
0 W 0
DU

44
evy

81N
4810
9s1Nn
(435}

071D

8ETV

9€TD

L0

60S ribosomal protein L2-A

scin

zcin

911D
ST1D

60TV

9070
SOTV

*

e Molecule 39

001N

15%

83%

Chain L2

I-

1814

6.L11

LLTH

6911

S9TA

LSTA

THIN

(47414

6ETH

LETI
PETA
0€TS
L2TV
81Td
v118
60Td

%011

794
{47\

8vI
%D

SYA
429

[4°31

0zl

8T8

R LDWIDE

w_ 0

PROTEIN DATA BANK



4U4N

wwPDB X-ray Structure Validation Summary Report

Page 106

162y

921

veen

Lgey

L0TA

Y0

c0ozA

€674

06TH

60S ribosomal protein L2-A

e Molecule 39

21%

77%

Chain 12

3

8¥TA
AR

cvia
LETI
€ETX
0€TS

8214
Lety

61T
9TTA
v118
L0TA
7011
TOTA

961

Z8A

6.LN
.4

L1
0.4

(47N
9SGV
8%1
9N
S7A
474"
[4°31

4]
£€ed

L1L

STI

€10

LvTy
9¥%T1

E€¥TL

[%iz4 4

0€ZA

praas

GTZN

€12d
[414)

802a
0T
902d

60S ribosomal protein L3

70T

Y6TIN
€6TY

88TA

1813

e Molecule 40

6L11

69TI

S9TA

8STI

SSTH

21%

78%

Chain L3

ETS

9174

4278

c1ia

7011
€0TL

00Ty

00eY

9621

L.LTS

LTS

0.L24

v92n

[4s1an

4448

Tved

8€TT

9€TA
SETL

ceT

912a

{454

1

o) act

L0gs

20Tl

9674

T6TA

3

1818
€L10
69TL
LSTA
9818
STV

8¥11

V1Y

(4444

ov1a
6£TH

98€d

T8EL

S9€4d

T9eL

§Ses

TS€1

8€EET

EEEN
TEEY

8C€eI

74N

ozea

L1€1

80EN

SGO0€T
70el

60S ribosomal protein L3

e Molecule 40

16%

81%

Chain 13

88TI

6971

L974

09TA

LSTA

SGTV

€GTH

0814

8Y11

V1Y
sv1a

(4444
1545
ov1a
6£TH

9TTH

174978

€0TL
2011

S8A

694

194

98I

0S84

€%1

ver

{44

o
N
IMI

111

oTyd

6S€I

oveL

oveEN

8EET

YEEY

zeed

8C¢eI

veen

L1€1

80EN

v0el

9621

1824

9.21L

v.ics

992y

2SI
TS2D

(54418

8€TT

62CA

80CA

S0CA

20Tl
ToTH

L1673

BTN

08EN

e Molecule 41

8.LEV

198X

€9€S
[4c1 4

60S ribosomal protein L4-A

19%

80%

Chain L4
k:

T8TA

6.L171

LL1a
9.L1S

CTLIN

0LTH

9GT1

€918
CSTA

0STT

9v1d
SYII

6ETD

9€TT

€ETS

TETA
0ETY

¥eis

0ZTA

L0TY

201d

€610

064

288

TLA

09L

L7

{44

3

STV

<
—
5]

Sb

8EeN

E€EEN
ceEEN

L2€1

€CEN

81€1
L1€d

3

oTeL

L0gb
90€L

L6TS

i

T6CN

68C1

R LDWIDE

pAIAN

€821

0821

028

89¢Y

85C1

ovTy

€€TT
CETS

0€TA

{4443

0zey
9021
€02y
0021
V61X
€6TY
261D

061D

O

PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

Page 107

1

e Molecule 41: 60S ribosomal protein L4-A

69€T

vSen

67€L

oveEN

EveN

6€EET

19%

78%

Chain 14:

6LT1

LL1a

CTLIA

0LTX

8STS

9STT

0STT

811

9%1d

PETT

021

9TL

TceN

67eN
81€T

9TEN

€T€T

TTEH
0TEL

L0€b
90€L

CTOEY
00eY
(414
¥8cs
kAR
cLTh

9921
9923

8921
ovcy
€E€TT
0€TA
felaac
(444
0zzy
L1231
9021
£02YH

T0Zh
00TL

1674

1811
981X

2811

1

6G€ET

95€eL

LYEL

e Molecule 42: 60S ribosomal protein L5

SHed

€EEN

0€EX
6ced
8TEN
L2e1

20%

78%

Chain L5:

8¥TI

(A%

Ll

TETT

SCIA

8TTL

STTT

(4358

60TL

L0748

SOTI

TOTL

261

68L

T8H
08s

691

198
998

0S4

8%

S62D

€621

0621

L.21

€.L24

€923

0924

852x
pAstAct

€524

eves

6€CI

eeay

8¢ey
1221

€eed
(444t
Teed

912
S§12a

902b
S02Zs

L8TL

G814

8LIN

€911

8STY

SSTL
7STL

e Molecule 42: 60S ribosomal protein L5

(4

17%

82%

Chain 15:

1811
9873
S8T4
8LIN
8GTH
SSTL

8%TI

911

YvIA

ovTY

SETA

€ETT
CETL

SCIA
0TTY
6TTA
8TTL

€111
(4358

0TT1
60TL

L62b

€621

28cy

Ll

S.2TL

€.L24

89¢d

{4214’

e Molecule 43: 60S ribosomal protein L6-A

0924

65T

vSen

zeea

1221

812y

1121

7611

06TI

11%

15%

74%

Chain L6:

CSTL

911

veTd

6214

80T

*

e Molecule 43: 60S ribosomal protein L6-A

¥918

097s

SGT1
¥STT

10%

17%

71%

Chain 16:

D E

O

R L DWI
PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

® IIIIII
I3l
IIM

Page 108

911

3

8TTA

6074

COTN

5] IIIIII
o0
II:>

T6A

681

08y

T2l

STA
¥1a

e Molecule 44: 60S ribosomal protein L7-A

{45

OTA

83

SLTH

ELIN

9913

2918

091S

SST1

CSTL
TGTH

. 9%

11%

78%

3

Chain LT7:

EVTL
8TTA
¥C11

8TTA

1074
863
€6N
16D
884
8)
08b
LLA

94
€9)

S71
[0)2:1

(43

szd

L

6ETT

20zT

81T

6L11
8.11

SLTA

7918

1

e Molecule 44: 60S ribosomal protein L7-A

0974

8%

13%

—
77%

Chain 17:

8STA

0€TI

L2171

TT1I

863

450

LLA

291

094

954

L

6€TT

ceTy

Ll

92TH

61CA

3

(4335
T6TA

¥811

6LTT
8LTI

9LTX
SLTX

e Molecule 45: 60S ribosomal protein L8-A

€LTT

9%

17%

73%

Chain LS:

9TTA
STTV

TOTL

S6N

(458

784

281
8L
084
6.0

TLA

52

TSed

9VTH

Tved

8€TT

TZeN

1121

802

90cd

€0CA

68171

S8TH

ELTH

69171

v9TA

LSTA

SSIN

0ST1
(57458

9€TT

CETA

611D
8114

e Molecule 45: 60S ribosomal protein L8-A

9%

18%

71%

Chain 18:

LITV

6071

TOTL

S6N

684

6eY

ved

sed

8¥eH
Ssveu
THeH
0N
6€CD
L8TT
0€TA
L121
¥ie1
80cd
€0CA
0021
96TV
T6IN
9814
TLIA
6971
o1
0971

0ST1
6%TY

9V IA
9ETT
€ETH
9CIs
€210
(445}

1218
0ZTA

e Molecule 46: 60S ribosomal protein L9-A

22%

—
77%

Chain L9:

O

R LDWIDE
PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

Page 109

TSTA

157428

6ETN

SETH

€ETL

jZ4%t

€TTd

OTTH

8TA

1611
6814

eLTYd
CTLTI

9914

29Th
1911

LSTIN

[4])

e Molecule 46: 60S ribosomal protein L9-A

21%

79%

Chain 19:

L9TA
99Td

€970
29Th
1911
LSTN

TSTA

8ETL
€ETL
6214

cTTA
T2TH

8TTT
L0TQ

S0TH

T6TT

6LTI

L.1Q

€LTY

0LTX

e Molecule 47: 60S ribosomal protein L10

18%

—
77%

Chain MO:

E€VIS

6ETY
8ETA

0€Ta

L11D

T6A

© M W0 O N~ D N~ 0 < w0 D 52} -~ e o
WG © © © © 0 © M~ ~ o o o Mo M- lld d
— o — — N bl N o o N
& odHAHAOd@md AR K& B X & <=0

e Molecule 47: 60S ribosomal protein L10

16%

78%

Chain m0:

691X

9971

€910
29Th

PYIN

(iany
6€TY

11454

L

1124
T1cd
023
90271
S02s
00271

LBTA

+

9873

2811

LL1Q

SLIN

e Molecule 48: 60S ribosomal protein LL11-B

—
5% -«

20%

72%

Chain M1:

8ETA

O0ETA

611S

L11a

YITI

80T
LotTa
90TI

S6N

1

S84

284

Y.Ld

TLA
0LL

991
2!

€51

TSy

vl

*

L9TX
99T
S9Th
831a

CSTH
1578

LYTL

e Molecule 48: 60S ribosomal protein L11-B

17458

(47455

25%

71%

Chain m1:

O

R LDWIDE
PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

Page 110

OETA
6CTA

STTH
YITI

80TH

90TI

TOTN

64

8.3

YLTA
L9TX
09TA
6GTL
8GTa

€GTH
CSTH

LYTL

(47455

(07445

LETYH

e Molecule 49: 60S ribosomal protein L13-A

18%

78%

Chain M3:

€919
€STa
15434
9€THT
€ETd
0ETD
6CIN
¥C1I

STTY
$TT0

L0732

7014

91
Sv

1529
ey
8zh

49N
€Ty

€TH

061X

S.L1S

TL1d

vora

e Molecule 49: 60S ribosomal protein L13-A

23%

74%

Chain m3:

oIS

SETV
veTa

TETH

6CIN
8214

verI
€CTI
[445:¢
811d
ja30)
1073
T0TH

€61

98L
S81

8y
€Ld

69A

194

€9A
291

09V
694

761

68Td

v81d

9.7d

TLTH

9918
Y9Td

TITN

LSTY

Ll

e Molecule 50: 60S ribosomal protein L14-A

6710

15444

18%

80%

IIEg..

Chain M4:

9ETY

1

8214

9zTh
611D
{40158

€63

16D
06A

cL1
99L
E9A

891

€SA
0S4

Led
9EA

62V

Pxd]

ST

)
—
~

oo™
< 0

IIIIIIln # IIII
[

e Molecule 50: 60S ribosomal protein L14-A

15%

83%

Chain m4:

9ETV

1

O0ETL

60TH
80TH
L0Td
90TH
S0Th

264

288

08L

L4

22X

cL1

7oA

z9b

9G4

€GA
%0
Pk}

ozA
614

e Molecule 51: 60S ribosomal protein L15-A

19%

81%

Chain Mb5:

€8TL

0LTX

L9TL

6STY

LSTX

GSTA

€STA

TSTI

Sv1a
A%

(47450

8ETY

€ETI

€TTT

60TY

90TA

168
964

764

€8%

(44}

8TA

voeH

96TL

610

06TL

88TY
1874

v8TA

O

R LDWIDE
PROTEIN DATA BANK

W



4U4N

15%

83%

wwPDB X-ray Structure Validation Summary Report

e Molecule 51: 60S ribosomal protein L15-A

Page 111
Chain mb5:

67D TSTA 19TV [ |
| | [ | 09TV aass
06TL (4213 63T | ebrd |
Ceem i TR e awts
88TH . . BETA | |
1874 [ | 95TV 9ETI
| | < 0ETH | | < | |
78T & 6211 - faats n Pras
° 82TH 3 | evtd 9zTY
-, e S Wz R s |
1L18 ~N 9ZTA [ | 0ZIN
[ | 96TV | sty T€TH 6TTA
S9TL 96TV 745 [ | [ |
me ¢m3 [ | 8TTYH 9TTH
2174 LgTd o | grIs
£g1a 06TA Lot 9zTH S YITA
[ | [ | STTH [ | N~ [EEa
8eTh $8TL [ ] 0ZTN TITT
| | | | 1T7d 6TTA | |
90TA SLTL | sITd 1071
| | | | LT71 | |
86T 09TY 90Td [ | €018
[ | [ | [ | ¥17A [ |
€63 oIS 007 | ETTR 761
261 EHTL [ | (A% | |
[ | [ | 764 R 6831
mw.ﬁ Nmﬁ [ ] om 1L m§
agy
184 A_u. $ETH A_n 87T A_u 161 A_u 08y
08L © o — © | I~ [ | I~ 6LL
— W — 084 — 6LL — 8LA
l — o , — - 6.1 — < [ | — [ |
(44 S 1 > Pt [V
y.d = [ | = IS = ~ [ | = [ |
[ | Lnl..w 1174 ..w 7.4 ,.nw 191 ,w 191
T o 91Ty o) [ | o 995 o X 995
n
= | | = 699 = | | = 0 | |
(oF 111d (oF | oy @F 95u [oF 95y
— 1 — 191 — - — -
99 < < 993 < Tl < TqT
| | m 907d m [ | m 151 m 180
09A @} | | o 093 e} e} 0sb
& eu 5 I z r & |
) | | 3 851 ) sey ) 191
ey — 81 — 151 — zel = 9€T
| ged wn wn [ ] 1611 [p] [ | wn [ |
ze1 ] ) BEA [ | ) 621 ] zEL
[ | © © | ¥81L © [ | © [ |
m& & m@m & mﬂ. €8TV @ A @ mS
Z8IN €2
[45'1 0 mmq 0 m§ [ | 10O | | 1 0 mﬁm
o Q P o) SLTL [5) & 619 ) .-
011 = © vEA = © 9TA 1 = = ] 1874 =) b~ 6L
[ ea 02 O = €T O g [ | TLT O = 61 0873 O g e
8d [ | 9 a [ | 9 o €19 [ | < o [oes [ | < o L1
[ | 1024 [a) = 9TA o = 454 9974 o = L1 89TT [a) = oy
o [ | M o M o] [ ] M o] [ ] M < [ | 3574
867S -~ = 0974 = vOTH = £ | perE
r [ | ° @) ° O 1 ° @) [ | ° O oo €973

16%

R LDWIDE

O
PROTEIN DATA BANK

W

erbDeBe

82%

e Molecule 54: 60S ribosomal protein L18-A

Chain MS:



wwPDB X-ray Structure Validation Summary Report 4U4AN

Page 112

(42244

0STA

LyTH

iaAxt

T9TH

Ll

SETD

ETTH

T1Td

SOTH

00TL

L

e Molecule 54: 60S ribosomal protein L18-A

€810

08TH

89TL

18%

82%

Chain mS&:

8.14
0L7d
1918
9911
S9TI
T9TH
Ly1d

8ETT
LETL

SETD
L2171

[433 4

*

08TY

e Molecule 55: 60S ribosomal protein L19-A

14%

86%

Chain MO9:

281a

S9TH

8ETT

YETH
€ETA

621D

911a

0TTY

9071

70TY
€0TY

661

681

84

7.4

T4

198
0934

SSA
€94
6%l
44!
evi
(44
Sca

(44N

011

e Molecule 55: 60S ribosomal protein LL19-A

Y911

8974

9GTIN
SGTT

€GTH
[4) xS

19%
|

8€ETT

82T
L2118
9z1d

80%
[Te]
ES

671

LYN

5200

1€d

62l

Chain m9:

*

e Molecule 56: 60S ribosomal protein L20-A

€8TV
€LTH

1974

18%

80%

Chain NO:

CTLIX
TLTd

Ll

0971
LSTD
9GTA
SGTH
67T

SYTL

+

8ETh
LETYH

CETL

0E€Td

SCTH

LTTH

SOTL

181

e Molecule 56: 60S ribosomal protein L20-A

S8

084

191

8GI
PALcH

{4’y
TSA
08y
SP1
123
L13
€Td
(45!

TH

22%

78%

Chain no0:

29TL
T9TY
09TL
LSTD
GSTY

(458
8¥TT

B6ETA

LeTd
9€TH

EETY

0€THT

STTY

SOTL
vora

00TA

CLIK

6918

1974

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4U4N

wwPDB X-ray Structure Validation Summary Report

Page 113

e Molecule 57: 60S ribosomal protein L21-A
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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 434.77A  287.66A 303.84A .
Depositor
a, b, c, a, B, 90.00° 98.99° 90.00°
Resolution (A) 73.94 — 3.10 Depositor
7 Data completeness 100.0 (73.94-3.10) Depositor
(in resolution range)
Rinerge 0.41 Depositor
Raym (Not available) Depositor
<I)o(l)>" 1.25 (at 3.13A) Xtriage
Refinement program PHENIX (phenix.refine: dev_1702) | Depositor
R, Ryree 0.203 , 0.252 Depositor
Wilson B-factor (A?) 74.7 Xtriage
Anisotropy 0.164 Xtriage
L-test for twinning? <|L] > =047, < L?* > = 0.30 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 411258 wwPDB-VP
Average B, all atoms (A?) 71.0 wwPDB-VP

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

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

WO RLDWIDE
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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:
OHX, MG, ZN, EDE

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 0.78 3/41698 (0.0%) 1.36 372/64972 (0.6%)

1 6 0.89 23/42765 (0.1%) 1.41 502/66634 (0.8%)

2 SO 0.49 0/1617 0.70 0/2215

2 sO 0.49 0/1623 0.72 0/2222

3 S1 0.42 0/1735 0.67 2/2335 (0.1%)

3 sl 0.52 0/1748 0.68 1/2352 (0.0%)

4 S2 0.54 0/1665 0.69 0/2263

4 s2 0.61 0/1665 0.77 1/2263 (0.0%)

5 S3 0.52 0/1759 0.67 1/2368 (0.0%)

5 s3 0.45 0/1759 0.64 2/2368 (0.1%)

6 S4 0.50 0/2109 0.73 0/2839

6 s4 0.56 0/2109 0.79 2/2839 (0.1%)

7 SH 0.40 0/1629 0.61 0/2202

7 Sh) 0.48 0/1629 0.69 1/2202 (0.0%)

8 S6 0.51 0/1823 0.69 0/2439

8 s6 0.58 0/1779 0.74 0/2379

9 S7 0.46 0/1506 0.66 0/2028

9 s7 0.49 0/1516 0.72 0/2043

10 S8 0.57 0/1514 0.75 1/2021 (0.0%)

10 s8 0.66 0/1514 0.77 1/2021 (0.0%)

11 S9 0.52 0/1519 0.72 0/2035

11 s9 0.60 0/1519 0.79 1/2035 (0.0%)

12 Co 0.44 0/790 0.68 1/1069 (0.1%)

12 c0 0.38 0/777 0.65 3/1049 (0.3%)

13 C1 0.62 0/1240 0.69 0/1675

13 cl 0.67 1/1194 (0.1%) 0.80 0/1610

14 C2 0.38 0/900 0.63 0/1224

14 c2 0.30 0/900 0.57 0/1224

15 C3 0.54 0/1215 0.71 2/1638 (0.1%)

15 c3 0.59 0/1215 0.73 0/1638

16 C4 0.43 0/901 0.72 0/1217

16 cd 0.53 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 0.68 0/1341
17 cd 0.49 0/1060 0.69 0/1426
18 C6 0.46 0/1125 0.72 2/1510 (0.1%)
18 c6 0.49 0/1131 0.71 0/1518
19 C7 0.49 0/935 0.69 0/1254
19 c7 0.48 0/914 0.73 0/1224
20 C8 0.46 0/1211 0.65 0/1628
20 c8 0.53 0/1211 0.74 2/1628 (0.1%)
21 C9 0.45 0/1130 0.69 0/1517
21 c9 0.50 0/1130 0.67 0/1517
22 DO 0.48 0/865 0.67 0/1169
22 do 0.50 0/892 0.67 0/1205
23 D1 0.50 0/693 0.67 0/935
23 dl 0.53 0/693 0.76 1/935 (0.1%)
24 D2 0.55 0/1038 0.76 1/1395 (0.1%)
24 d2 0.65 0/1038 0.79 1/1395 (0.1%)
25 D3 0.65 0/1139 0.81 1/1518 (0.1%)
25 d3 0.72 0/1139 0.80 2/1518 (0.1%)
26 D4 0.48 0/1087 0.64 0/1449
26 d4 0.56 0/1087 0.78 0/1449
27 D5 0.44 0/571 0.72 1/768 (0.1%)
27 db 0.44 0/566 0.68 0/761
28 D6 0.48 0/782 0.70 0/1047
28 dé6 0.53 0/782 0.73 0/1047
29 D7 0.50 0/620 0.70 0/838
29 d7 0.50 0/620 0.69 0/838
30 D8 0.40 0/499 0.59 0/670
30 ds8 0.44 0/499 0.65 0/670
31 D9 0.55 0/452 0.82 1/600 (0.2%)
31 d9 0.55 0/452 0.69 0/600
32 EO 0.50 0/483 0.65 0/643
33 E1l 0.48 0/577 0.77 0/770
33 el 0.41 0/619 0.73 1/822 (0.1%)
34 SR 0.40 0/2494 0.59 0/3393
34 sR 0.41 0/2495 0.58 0/3395
35 SM 0.56 0/1113 0.78 3/1502 (0.2%)
35 sM 0.51 0/683 0.68 1/923 (0.1%)
36 1 1.22 | 216/75394 (0.3%) 1.71 | 2044/117545 (1.7%)
36 5 1.22 | 222/75414 (0.3%) 1.69 | 1963/117575 (1.7%)
37 3 0.99 2/2883 (0.1%) 1.42 30/4491 (0.7%)
37 7 1.19 6,/2883 (0.2%) 1.73 81/4491 (1.8%)
38 4 1.16 5/3746 (0.1%) 1.70 103/5832 (1.8%)
38 8 0.99 1/3746 (0.0%) 1.51 47/5832 (0.8%)

$roe
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
39 L2 0.75 0/1948 0.86 0/2617

39 12 0.71 0/1946 0.88 3/2614 (0.1%)
40 L3 0.77 1/3146 (0.0%) 0.85 2/4228 (0.0%)
40 13 0.87 1/3146 (0.0%) 0.93 7/4228 (0.2%)
41 L4 0.84 0/2800 0.95 4/3790 (0.1%)
41 14 0.74 0/2800 0.87 2/3790 (0.1%)
42 L5 0.62 0/2425 0.73 1/3271 (0.0%)
42 15 0.72 0/2408 0.81 0/3248

43 L6 0.84 0/1260 0.87 2/1694 (0.1%)
43 16 0.80 0/1269 0.84 2/1705 (0.1%)
44 L7 0.84 0/1821 0.91 4/2451 (0.2%)
44 17 0.85 0/1828 0.93 3/2461 (0.1%)
45 L8 0.60 0/1836 0.72 1/2481 (0.0%)
45 18 0.54 0/1795 0.69 1/2429 (0.0%)
46 L9 0.70 0/1539 0.79 2/2073 (0.1%)
46 19 0.81 1/1539 (0.1%) 0.82 0/2073

47 MO 0.81 1/1741 (0.1%) 0.87 2/2335 (0.1%)
47 m0 0.78 0/1758 0.84 0/2358

48 M1 0.55 0/1374 0.74 1/1842 (0.1%)
48 ml 0.66 0/1374 0.79 3/1842 (0.2%)
49 M3 0.80 0/1568 0.85 2/2106 (0.1%)
49 m3 0.68 0/1573 0.82 0/2113

50 M4 0.78 0/1068 0.86 1/1438 (0.1%)
50 m4 0.83 0/1074 0.90 2/1446 (0.1%)
51 Mb 0.78 0/1757 0.86 0/2354

51 mb 0.69 0/1757 0.80 1/2354 (0.0%)
52 M6 0.93 0/1585 0.92 4/2128 (0.2%)
52 m6 1.05 2/1585 (0.1%) 1.00 8/2128 (0.4%)
53 M7 0.85 0/1443 0.91 3/1944 (0.2%)
53 m7 0.92 0/1250 0.87 0/1683

o4 M8 0.82 0/1465 0.91 2/1965 (0.1%)
54 m8 0.73 0/1465 0.94 1/1965 (0.1%)
55 M9 0.59 0/1538 0.71 0/2050

55 m9 0.66 0/1538 0.72 0/2050

56 NO 0.82 0/1481 0.90 2/1990 (0.1%)
56 n0 0.90 0/1481 0.90 1/1990 (0.1%)
o7 N1 0.82 0/1300 0.85 1/1743 (0.1%)
o7 nl 0.85 1/1300 (0.1%) 0.82 0/1743

58 N2 0.47 0/812 0.62 0/1099

58 n2 0.55 0/794 0.68 0/1076

59 N3 0.74 0/1018 0.84 1/1369 (0.1%)
59 n3 0.89 0/1018 0.92 1/1369 (0.1%)
60 N4 0.56 0/712 0.69 0/958
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Mol | Chain | 5\ 1q7 #|Z] >5 RMSZ #|Z| >5
60 n4 0.73 0/1052 0.77 0/1398
61 N5 0.64 0/979 0.83 1/1321 (0.1%)
61 nd 0.65 0/974 0.77 0/1314
62 N6 0.72 0/1004 0.88 1/1341 (0.1%)
62 n6 0.65 0/1004 0.84 1/1341 (0.1%)
63 N7 0.56 0/1118 0.71 0/1497
63 n7 0.52 0/1118 0.65 0/1497
64 N8 0.82 0/1204 0.98 4/1612 (0.2%)
64 ng8 0.78 0/1204 0.85 1/1612 (0.1%)
65 N9 0.72 0/473 0.82 0/629
65 n9 0.81 0/473 0.97 0/629
66 00 0.52 0/751 0.72 0/1008
66 o0 0.51 0/775 0.69 0/1040
67 01 0.65 0/890 0.73 0/1196
67 ol 0.79 0/897 0.88 0/1205
68 02 0.89 0/1041 0.92 0/1394
68 02 0.85 0/1041 0.93 3/1394 (0.2%)
69 03 0.91 0/868 0.87 1/1168 (0.1%)
69 03 0.92 0/868 0.94 1/1168 (0.1%)
70 04 0.62 0/890 0.82 2/1189 (0.2%)
70 o4 0.59 0/890 0.78 0/1189
71 05 0.76 0/978 0.82 1/1301 (0.1%)
71 05 0.61 0/974 0.73 0/1297
72 06 0.69 0/778 0.82 0/1034
72 06 0.57 0/777 0.69 0/1033
73 o7 0.79 0/696 1.00 3/923 (0.3%)
73 o7 0.75 0/696 0.88 2/923 (0.2%)
74 08 0.54 0/618 0.68 0/826
74 o8 0.48 0/614 0.64 0/822
75 09 0.87 1/443 (0.2%) 0.93 0/588
75 09 0.69 0/443 0.81 0/588
76 QO 0.67 0/423 0.81 0/562
76 q0 0.93 0/423 0.87 0/562
7 Q1 0.63 0/234 0.96 0/300
7 ql 0.77 0/234 0.83 0/300
78 Q2 0.94 1/860 (0.1%) 0.83 0/1136
78 q2 0.84 1/860 (0.1%) 0.79 0/1136
79 Q3 0.78 0/701 0.85 0/934
79 q3 0.74 0/701 0.81 0/934
80 e0 0.59 0/499 0.75 0/665
82 p0 0.48 0/1092 0.62 0/1474
All All 0.94 | 489/430074 (0.1%) | 1.34 | 5269/631364 (0.8%)




Page 126 wwPDB X-ray Structure Validation Summary Report 4UAN

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
) s3 0 1
6 S4 0 1
7 sH 0 2
9 ST 0 1
16 C4 0 3
17 cH 0 2
18 cb 0 1
19 C7 0 2
22 do 0 1
24 D2 0 1
25 d3 0 1
27 D5 0 2
28 D6 0 1
33 E1 0 1
36 1 0 1
39 L2 0 1
39 12 0 1
41 14 0 1
42 L5 0 1
42 15 0 1
43 16 0 2
44 17 0 2
45 L8 0 2
48 M1 0 1
52 M6 0 1
52 m6 0 1
53 M7 0 1
56 n0 0 1
o7 N1 0 1
64 n8 0 1
65 N9 0 1
67 01 0 1
67 ol 0 1
72 06 0 1
All All 0 44

The worst 5 of 489 bond length outliers are listed below:
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
78 Q2 17 CYS | CB-SG | 16.17 2.09 1.82
36 5 1152 G N9-C4 | -12.64 1.27 1.38
78 q2 17 CYS | CB-SG | 12.30 2.03 1.82
36 d 2401 A N3-C4 | 10.74 1.41 1.34
36 1 2404 A N3-C4 | 10.30 1.41 1.34

The worst 5 of 5269 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
36 D 1152 G N3-C4-C5 | 25.71 141.45 128.60
36 D 1152 G N3-C4-N9 | -21.48 113.11 126.00
36 5 1152 G C2-N3-C4 | -20.82 101.49 111.90
36 1 2714 G N3-C4-C5 | 16.25 136.73 128.60
36 1 2714 G N3-C4-N9 | -14.32 117.41 126.00

There are no chirality outliers.

5 of 44 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
16 C4 123 | SER | Peptide
16 C4 124 | ASP | Peptide
16 C4 38 | THR | Peptide

6 S4 2 ALA | Peptide
9 S7 131 | PHE | 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 (3)

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

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


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%) | 34 (17%) | 22 (11%) |
2 s0 204,251 (81%) 144 (71%) | 37 (18%) | 23 (11%)
3 S1 212/254 (84%) 153 (72%) 30 (14%) 29 (14%)
3 sl 214/254 (84%) 173 (81%) 32 (15%) 9 (4%)
4 S2 215/253 (85%) 187 (87%) 20 (9%) 8 (4%)
4 s2 215/253 (85%) 177 (82%) 24 (11%) 14 (6%)
5 S3 221/239 (92%) 182 (82%) 27 (12%) 12 (5%)
5 s3 221/239 (92%) 173 (78%) 27 (12%) 21 (10%)
6 S4 258/260 (99%) 200 (78%) 45 (17%) 13 (5%)
6 s4 258/260 (99%) 215 (83%) 26 (10%) 17 (7%)
7 SH 204/224 (91%) 161 (79%) 25 (12%) 18 (9%)
7 sH 204/224 (91%) 158 (78%) 30 (15%) 16 (8%)
8 S6 224/236 (95%) 188 (84%) 27 (12%) 9 (4%)
8 s6 216/236 (92%) 189 (88%) 16 (7%) 11 (5%)
9 ST 182/189 (96%) 135 (74%) 27 (15%) 20 (11%)
9 s7 184/189 (97%) 145 (79%) 26 (14%) 13 (7%)
10 S8 184/200 (92%) 150 (82%) 24 (13%) 10 (5%)
10 s8 184/200 (92%) 159 (86%) 19 (10%) 6 (3%)
11 S9 183/196 (93%) 144 (79%) 27 (15%) 12 (7%)
11 s9 183/196 (93%) 144 (79%) 33 (18%) 6 (3%)
12 CO 94/105 (90%) 66 (70%) 19 (20%) 9 (10%)
12 c0 92/105 (88%) 66 (72%) 13 (14%) 13 (14%)
13 C1 153/155 (99%) 127 (83%) 14 (9%) 12 (8%)
13 cl 144/155 (93%) 123 (85%) 14 (10%) 7 (5%)
14 C2 122/142 (86%) 73 (60%) 25 (20%) 24 (20%)
14 c2 122/142 (86%) 71 (58%) 28 (23%) 23 (19%)
15 C3 148/150 (99%) 127 (86%) 14 (10%) 7 (5%)
15 c3 148/150 (99%) 117 (79%) 20 (14%) 11 (7%)
16 C4 125/136 (92%) 88 (70%) 22 (18%) 15 (12%)
16 cd 126/136 (93%) 103 (82%) 13 (10%) 10 (8%)
17 C5h 122/141 (86%) 87 (71%) 24 (20%) 11 (9%)
17 ch 133/141 (94%) 92 (69%) 22 (16%) 19 (14%)

AAAAAAAAAAAAAAA

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

Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
18 C6 139/142 (98%) 116 (84%) 11 (8%) 12 (9%) |
18 cb 140/142 (99%) 115 (82%) 18 (13%) 7 (5%)
19 C7 116/136 (85%) 87 (75%) 19 (16%) 10 (9%)
19 c’ 113/136 (83%) 84 (74%) 19 (17%) 10 (9%)
20 C8 143/145 (99%) 112 (78%) 20 (14%) 11 (8%)
20 c8 143/145 (99%) 116 (81%) 18 (13%) 9 (6%)
21 C9 141/143 (99%) 119 (84%) 16 (11%) 6 (4%)
21 c9 141/143 (99%) 118 (84%) 18 (13%) 5 (4%)
22 DO 105/120 (88%) 85 (81%) 15 (14%) 5 (5%)
22 do 108/120 (90%) 82 (76%) 16 (15%) 10 (9%)
23 D1 85/87 (98%) 67 (79%) 9 (11%) 9 (11%)
23 dl 85/87 (98%) 67 (79%) 14 (16%) 4 (5%)
24 D2 127/129 (98%) 104 (82%) 20 (16%) 3 (2%)
24 d2 127/129 (98%) 116 (91%) 11 (9%) 0
25 D3 142/144 (99%) 111 (78%) 18 (13%) 13 (9%)
25 d3 142/144 (99%) 121 (85%) 17 (12%) 4 (3%)
26 D4 132/134 (98%) 108 (82%) 13 (10%) 11 (8%)
26 d4 132/134 (98%) 101 (76%) 16 (12%) 15 (11%)
27 D5 68/107 (64%) 46 (68%) 12 (18%) 10 (15%)
27 db 67/107 (63%) 54 (81%) 8 (12%) 5 (8%)
28 D6 95/97 (98%) 56 (59%) 20 (21%) 19 (20%)
28 d6 95/97 (98%) 71 (75%) 15 (16%) 9 (10%)
29 D7 79/81 (98%) 67 (85%) 8 (10%) 4 (5%)
29 d7 79/81 (98%) 60 (76%) 13 (16%) 6 (8%)
30 D8 61/66 (92%) 51 (84%) 7 (12%) 3 (5%)
30 ds 61/66 (92%) 41 (67%) 16 (26%) 4 (7%)
31 D9 51/55 (93%) 43 (84%) 5 (10%) 3 (6%)
31 d9 51/55 (93%) 39 (76%) 7 (14%) 5 (10%)
32 EO 58/60 (97%) 45 (78%) 10 (17%) 3 (5%)
33 E1l 69/76 (91%) 33 (48%) 14 (20%) 22 (32%)
33 el 74/76 (97%) 36 (49%) 16 (22%) 22 (30%)

AAAAAAAAAAAAAAA
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
34 SR 316/318 (99%) 270 (85%) 32 (10%) 14 (4%)
34 sR 316/318 (99%) 271 (86%) 38 (12%) 7 (2%)
35 SM 155/273 (57%) 107 (69%) 28 (18%) 20 (13%)
35 sM 98/273 (36%) 65 (66%) 17 (17%) 16 (16%)
39 L2 250/253 (99%) 223 (89%) 18 (7%) 9 (4%)
39 12 250/253 (99%) 200 (80%) 35 (14%) 15 (6%)
40 L3 384/386 (100%) 332 (86%) 38 (10%) 14 (4%)
40 13 384/386 (100%) 337 (88%) 35 (9%) 12 (3%)
41 L4 359/361 (99%) 292 (81%) 45 (12%) 22 (6%)
41 14 359/361 (99%) 298 (83%) 42 (12%) 19 (5%)
42 L5 294/296 (99%) 233 (79%) 39 (13%) 22 (8%)
42 15 292/296 (99%) 251 (86%) 34 (12%) 7 (2%)
43 L6 152/175 (87%) 127 (84%) 21 (14%) 4 (3%)
43 16 153/175 (87%) 121 (79%) 28 (18%) 4 (3%)
44 L7 220/243 (90%) 193 (88%) 18 (8%) 9 (4%)
44 17 221/243 (91%) 189 (86%) 23 (10%) 9 (4%)
45 L8 231/255 (91%) 189 (82%) 31 (13%) 11 (5%)
45 18 229/255 (90%) 176 (77%) 33 (14%) 20 (9%)
46 L9 189/191 (99%) 164 (87%) 19 (10%) 6 (3%)
46 19 189/191 (99%) 162 (86%) 24 (13%) 3 (2%)
47 MO 207/220 (94%) 171 (83%) 29 (14%) 7 (3%)
47 m0 209/220 (95%) 168 (80%) 31 (15%) 10 (5%)
48 M1 167/173 (96%) 123 (74%) 25 (15%) 19 (11%)
48 ml 167/173 (96%) 138 (83%) 17 (10%) 12 (7%)
49 M3 191/198 (96%) 159 (83%) 21 (11%) 11 (6%)
49 m3 192/198 (97%) 156 (81%) 23 (12%) 13 (7%)
50 M4 134/137 (98%) 118 (88%) 8 (6%) 8 (6%)
50 m4 135/137 (98%) 120 (89%) 12 (9%) 3 (2%)
51 M5 201/203 (99%) 182 (90%) 14 (7%) 5 (2%)
51 mb 201/203 (99%) 182 (90%) 12 (6%) 7 (4%)
52 M6 195/198 (98%) 179 (92%) 11 (6%) 5 (3%)
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
52 m6 195/198 (98%) 178 (91%) 10 (5%) 7 (4%)
53 M7 181/183 (99%) 152 (84%) 19 (10%) 10 (6%)
53 m7 153/183 (84%) 135 (88%) 13 (8%) 5 (3%)
54 M8 183/185 (99%) 158 (86%) 20 (11%) 5 (3%)
54 m8 183/185 (99%) 152 (83%) 27 (15%) 4 (2%)
55 M9 186/188 (99%) 167 (90%) 16 (9%) 3 (2%)
55 m9 186/188 (99%) 163 (88%) 17 (9%) 6 (3%)
56 NO 170/172 (99%) 147 (86%) 18 (11%) 5 (3%)
56 n0 170/172 (99%) 155 (91%) 13 (8%) 2 (1%)
57 N1 157/159 (99%) 136 (87%) 16 (10%) 5 (3%)
57 nl 157/159 (99%) 142 (90%) 12 (8%) 3 (2%)
58 N2 98/120 (82%) 70 (71%) 19 (19%) 9 (9%)
58 n2 96/120 (80%) 78 (81%) 12 (12%) 6 (6%)
59 N3 134/136 (98%) 124 (92%) 7 (5%) 3 (2%)
59 n3 134/136 (98%) 123 (92%) 9 (7%) 2 (2%)
60 N4 96/155 (62%) 70 (73%) 16 (17%) 10 (10%)
60 n4 133/155 (86%) 108 (81%) 13 (10%) 12 (9%)
61 N5 119/141 (84%) 107 (90%) 10 (8%) 2 (2%)
61 nb 118/141 (84%) 99 (84%) 11 (9%) 8 (7%)
62 N6 124/126 (98%) 108 (87%) 11 (9%) 5 (4%)
62 n6 124/126 (98%) 112 (90%) 8 (6%) 4 (3%)
63 N7 133/135 (98%) 111 (84%) 12 (9%) 10 (8%)
63 n7 133/135 (98%) 97 (73%) 26 (20%) 10 (8%)
64 N8 146/148 (99%) 119 (82%) 19 (13%) 8 (6%)
64 n8 146/148 (99%) 117 (80%) 19 (13%) 10 (7%)
65 N9 56/58 (97%) 47 (84%) 6 (11%) 3 (5%)
65 n9 56/58 (97%) 42 (75%) 7 (12%) 7 (12%)
66 00 95/104 (91%) 83 (87%) 9 (10%) 3 (3%)
66 o0 98/104 (94%) 86 (88%) 9 (9%) 3 (3%)
67 01 107/112 (96%) 92 (86%) 9 (8%) 6 (6%)
67 ol 107/112 (96%) 87 (81%) 10 (9%) 10 (9%)
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
68 02 125/129 (97%) 112 (90%) 9 (7%) 4 (3%)
68 02 125/129 (97%) 101 (81%) 17 (14%) 7 (6%)
69 03 104/106 (98%) 96 (92%) 8 (8%) 0
69 03 104/106 (98%) 94 (90%) 7 (7%) 3 (3%)
70 04 110/119 (92%) 93 (84%) 16 (14%) 1 (1%)
70 o4 110/119 (92%) 92 (84%) 14 (13%) 4 (4%)
71 05 117/119 (98%) 97 (83%) 18 (15%) 2 (2%)
71 05 117/119 (98%) 96 (82%) 15 (13%) 6 (5%)
72 06 97/99 (98%) 72 (74%) 16 (16%) 9 (9%)
72 06 97/99 (98%) 78 (80%) 13 (13%) 6 (6%)
73 o7 85/87 (98%) 74 (87%) 7 (8%) 4 (5%)
73 o7 85/87 (98%) 76 (89%) 5 (6%) 4 (5%)
74 08 75/77 (97%) 62 (83%) 10 (13%) 3 (4%)
74 o8 75/77 (97%) 60 (80%) 11 (15%) 4 (5%)
75 09 48/50 (96%) 44 (92%) 4 (8%) 0
75 09 48 /50 (96%) 44 (92%) 2 (4%) 2 (4%)
76 QO 50/52 (96%) 46 (92%) 2 (4%) 2 (4%)
76 q0 50/52 (96%) 47 (94%) 2 (4%) 1 (2%)
77 Q1 23/25 (92%) 20 (87%) 3 (13%) 0
7 ql 23/25 (92%) 18 (78%) 5 (22%) 0
78 Q2 103/105 (98%) 86 (84%) 12 (12%) 5 (5%)
78 q2 103/105 (98%) 94 (91%) 9 (9%) 0
79 Q3 89/91 (98%) 72 (81%) 13 (15%) 4 (4%)
79 q3 89/91 (98%) 77 (86%) 9 (10%) 3 (3%)
80 e0 60/62 (97%) 45 (75%) 8 (13%) 7 (12%)
82 p0 139/311 (45%) 120 (86%) 13 (9%) 6 (4%)
All All 22333/24141 (92%) | 18313 (82%) | 2695 (12%) | 1325 (6%)

5 of 1325 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 SO 4 PRO
2 SO 30 GLN

Continued on next page...
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Mol | Chain | Res | Type
S0 39 ASN
S0 66 ALA
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%) 126 (77%) 38 (23%) 1013 |
2 s0 165/209 (79%) 137 (83%) 28 (17%) 2119
3 S1 191/223 (86%) 150 (78%) 41 (22%) 114
3 sl 192/223 (86%) 153 (80%) 39 (20%) 1§15
4 S2 176 /204 (86%) 138 (78%) 38 (22%) 114
4 s2 176,/204 (86%) 133 (76%) 43 (24%) 042
) S3 182/194 (94%) 141 (78%) 41 (22%) 1013
5 s3 182/194 (94%) 144 (79%) 38 (21%) 1§15
6 S4 221/221 (100%) 166 (75%) 55 (25%) 0ff2
6 s4 221/221 (100%) 177 (80%) 44 (20%) 1§15
7 SH 173/190 (91%) 144 (83%) 29 (17%) 2119
7 sH 173/190 (91%) 134 (78%) 39 (22%) 1013
8 S6 188/201 (94%) 154 (82%) 34 (18%) 117
8 s6 187/201 (93%) 148 (79%) 39 (21%) 1{15
9 S7 165/169 (98%) 136 (82%) 29 (18%) 2118
9 s7 165/169 (98%) 131 (79%) 34 (21%) 1f15
10 S8 150/161 (93%) 130 (87%) 20 (13%) 48116
10 s8 150/161 (93%) 123 (82%) 27 (18%) 1417
11 S9 158/165 (96%) 121 (77%) 37 (23%) 1013
11 s9 158/165 (96%) 127 (80%) 31 (20%) 1§16
12 C0 77/98 (79%) 65 (84%) 12 (16%) 20111

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
12 c0 73/98 (74%) 66 (90%) 7 (10%) 8] 31
13 C1 129/136 (95%) 108 (84%) 21 (16%) 21110
13 cl 129/136 (95%) 101 (78%) 28 (22%) 1§14
14 C2 88/118 (75%) 63 (72%) 25 (28%) 0fl1
14 c2 88/118 (75%) 68 (77%) 20 (23%) 1113
15 C3 127/127 (100%) 99 (78%) 28 (22%) 1§14
15 c3 127/127 (100%) 108 (85%) 19 (15%) 3012
16 C4 81/104 (78%) 61 (75%) 20 (25%) 0ff2
16 ez 97/104 (93%) 76 (78%) 21 (22%) 1§14
17 Ch 101/117 (86%) 87 (86%) 14 (14%) 3415
17 cd 103/117 (88%) 83 (81%) 20 (19%) 1§16
18 C6 117/118 (99%) 99 (85%) 18 (15%) 20011
18 cb 118/118 (100%) 92 (78%) 26 (22%) 1§14
19 C7 94/124 (76%) 75 (80%) 19 (20%) 1§15
19 c’ 92/124 (74%) 74 (80%) 18 (20%) 1§16
20 C8 128/128 (100%) 103 (80%) 25 (20%) 1§16
20 c8 128/128 (100%) 106 (83%) 22 (17%) 2119
21 C9 115/115 (100%) 91 (79%) 24 (21%) 1§15
21 c9 115/115 (100%) 91 (79%) 24 (21%) 1§15
22 DO 100/113 (88%) 77 (77%) 23 (23%) 1013
22 do 103/113 (91%) 77 (75%) 26 (25%) 0ff1
23 D1 74/74 (100%) 57 (77%) 17 (23%) 1113
23 d1l 74/74 (100%) 57 (77%) 17 (23%) 1013
24 D2 110/110 (100%) 89 (81%) 21 (19%) 1§16
24 d2 110/110 (100%) 94 (86%) 16 (14%) 13
o5 | D3 | 119/119 (100%) | 103 (87%) | 16 (13%) 4|16 |
25 d3 119/119 (100%) 96 (81%) 23 (19%) 1§16
26 D4 112/112 (100%) 88 (79%) 24 (21%) 1§14
26 d4 112/112 (100%) 91 (81%) 21 (19%) 1§16
27 D5 61/88 (69%) 45 (74%) 16 (26%) 0ff1
27 db 61/88 (69%) 52 (85%) 9 (15%) 34013

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
28 D6 83/83 (100%) 62 (75%) 21 (25%) |
28 d6 83/83 (100%) 67 (81%) 16 (19%)
29 D7 70/70 (100%) 60 (86%) 10 (14%)
29 d7 70/70 (100%) 56 (80%) 14 (20%)
30 D8 56/59 (95%) 42 (75%) 14 (25%)
30 ds8 56/59 (95%) 41 (73%) 15 (27%)
31 D9 47/48 (98%) 35 (74%) 12 (26%)
31 d9 47/48 (98%) 37 (79%) 10 (21%)
32 EO 51/51 (100%) 40 (78%) 11 (22%)
33 E1l 62/66 (94%) 47 (76%) 15 (24%)
33 el 66/66 (100%) 53 (80%) 13 (20%)
34 SR 260/261 (100%) 225 (86%) 35 (14%)
34 sR 260/261 (100%) 236 (91%) 24 (9%)
35 SM 97/228 (42%) 78 (80%) 19 (20%)
35 sM 54/228 (24%) 40 (74%) 14 (26%)
39 L2 193/195 (99%) 160 (83%) 33 (17%)
39 12 192/195 (98%) 148 (77%) 44 (23%)
40 L3 320/322 (99%) 247 (77%) 73 (23%)
40 13 321/322 (100%) 258 (80%) 63 (20%)
41 L4 288/288 (100%) 236 (82%) 52 (18%)
41 14 288/288 (100%) 224 (78%) 64 (22%)
42 L5 244 /244 (100%) 197 (81%) 47 (19%)
42 15 243/244 (100%) 196 (81%) 47 (19%)
43 L6 134/152 (88%) 114 (85%) 20 (15%)
43 16 135/152 (89%) 108 (80%) 27 (20%)
44 L7 186,/204 (91%) 161 (87%) 25 (13%)
44 17 187/204 (92%) 159 (85%) 28 (15%)
45 L8 187/207 (90%) 152 (81%) 35 (19%)
45 18 177/207 (86%) 145 (82%) 32 (18%)
46 L9 171/171 (100%) 133 (78%) 38 (22%)
46 19 171/171 (100%) 133 (78%) 38 (22%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
47 MO 177/186 (95%) 143 (81%) 34 (19%) |
47 m0 179/186 (96%) 142 (79%) 37 (21%)
48 M1 147/150 (98%) 115 (78%) 32 (22%)
48 m1l 147/150 (98%) 113 (77%) 34 (23%)
49 M3 154/158 (98%) 127 (82%) 27 (18%)
49 m3 154/158 (98%) 119 (77%) 35 (23%)
50 M4 107/108 (99%) 86 (80%) 21 (20%)
50 m4 108/108 (100%) 88 (82%) 20 (18%)
51 M5 175/175 (100%) 142 (81%) 33 (19%)
51 mb 175/175 (100%) 144 (82%) 31 (18%)
52 M6 160/161 (99%) 138 (86%) 22 (14%)
52 m6 160/161 (99%) 129 (81%) 31 (19%)
53 M7 140/145 (97%) 112 (80%) 28 (20%)
53 m7 125/145 (86%) 94 (75%) 31 (25%)
54 M8 150/150 (100%) 119 (79%) 31 (21%)
o4 ms 150/150 (100%) 120 (80%) 30 (20%)
55 M9 153/153 (100%) 129 (84%) 24 (16%)
55 m9 153/153 (100%) 121 (79%) 32 (21%)
56 NO 156/156 (100%) 126 (81%) 30 (19%)
56 n0 156/156 (100%) 121 (78%) 35 (22%)
o7 N1 136/136 (100%) 104 (76%) 32 (24%)
57 nl 136/136 (100%) 111 (82%) 25 (18%)
58 N2 87/106 (82%) 74 (85%) 13 (15%)
58 n2 85/106 (80%) 69 (81%) 16 (19%)
59 N3 104/104 (100%) 85 (82%) 19 (18%)
59 n3 104/104 (100%) 93 (89%) 11 (11%)
60 N4 57/129 (44%) 50 (88%) 7 (12%)
60 n4 100/129 (78%) 83 (83%) 17 (17%)
61 N5 104/117 (89%) 79 (76%) 25 (24%)
61 nb 104/117 (89%) 89 (86%) 15 (14%)
62 N6 109/109 (100%) 84 (77%) 25 (23%)
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Mol | Chain Analysed Rotameric | Outliers
62 n6 109/109 (100%) 84 (77%) 25 (23%)
63 N7 115/115 (100%) 91 (79%) 24 (21%)
63 n7 115/115 (100%) 84 (73%) 31 (27%)
64 N8 118/118 (100%) 92 (78%) 26 (22%)
64 n8 118/118 (100%) 94 (80%) 24 (20%)
65 N9 46/46 (100%) 36 (78%) 10 (22%)
65 n9 46/46 (100%) 34 (74%) 12 (26%)
66 00 81/87 (93%) 64 (79%) 17 (21%)
66 o0 84/87 (97%) 67 (80%) 17 (20%)
67 01 92/96 (96%) 69 (75%) 23 (25%)
67 ol 94/96 (98%) 81 (86%) 13 (14%)
68 02 109/110 (99%) 90 (83%) 19 (17%)
68 02 109/110 (99%) 88 (81%) 21 (19%)
69 03 90/90 (100%) 77 (86%) 13 (14%)
69 03 90/90 (100%) 77 (86%) 13 (14%)
70 04 95/101 (94%) 78 (82%) 17 (18%)
70 o4 95/101 (94%) 71 (75%) 24 (25%)
71 05 104/104 (100%) 80 (77%) 24 (23%)
71 05 103/104 (99%) 79 (77%) 24 (23%)
72 06 81/81 (100%) 60 (74%) 21 (26%)
72 06 80/81 (99%) 59 (74%) 21 (26%)
73 o7 70/70 (100%) 57 (81%) 13 (19%)
73 o7 70/70 (100%) 55 (79%) 15 (21%)
74 08 68/68 (100%) 52 (76%) 16 (24%)
74 o8 67/68 (98%) 55 (82%) 12 (18%)
5 09 45/45 (100%) 39 (87%) 6 (13%)
75 09 45/45 (100%) 36 (80%) 9 (20%)
76 QO 47/47 (100%) 38 (81%) 9 (19%)
76 q0 47/47 (100%) 37 (79%) 10 (21%)
7 Q1 23/23 (100%) 14 (61%) 9 (39%)
7 ql 23/23 (100%) 17 (74%) 6 (26%)

Percentiles

AAAAAAAAAAAAAAA
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
78 Q2 90/90 (100% 70 (78%) 20 (22%) |
78 q2 90/90 (100% 69 (77%) 21 (23%)

79 Q3 71/71 (100% 58 (82%) 13 (18%)
79 q3 71/71 (100% 57 (80%) 14 (20%)
80 e0 53/53 (100%) 38 (72%) 15 (28%)
82 p0 105/253 (42%) 84 (80%) 21 (20%)
All All 18729/20239 (92%) | 15025 (80%) | 3704 (20%)

5 of 3704 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
2 s0 185 ARG
70 o4 84 CYS
17 ch 40 ARG
68 02 89 THR
54 ms 41 ASP

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 49

such sidechains are listed below:

Mol | Chain | Res | Type
8 s6 197 ASN

13 cl 18 HIS
8 s6 201 GLN

11 s9 110 GLN

21 c9 64 HIS

5.3.3 RNA (O

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 2 1747/1800 (97%) 490 (28%) 72 (4%)
1 6 1793/1800 (99%) 473 (26%) 59 (3%)
36 1 3145/3396 (92%) 702 (22%) 91 (2%)
36 5 3145/3396 (92%) 686 (21%) 84 (2%)
37 3 120/121 (99%) 25 (20%) 2 (1%)
37 7 120/121 (99%) 23 (19%) 1 (0%)
38 4 157/158 (99%) 39 (24%) 5 (3%)
38 8 157/158 (99%) 40 (25%) 2 (1%)
All All 10384,/10950 (94%) 2478 (23%) 316 (3%)
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5 of 2478 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 2 2 A
1 2 4 C
1 2 17 C
1 2 25 C
1 2 26 A

5 of 316 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
36 5 210 U
36 5 2372 A
36 5 647 A
36 5 1331 U
36 5 2896 A

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 2555 ligands modelled in this entry, 1422 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 | 2 | 2167 - 0,6,6 - - -
8 | OHX | b5 | 4251 - 0,6,6 - - -
86 | OOX | 3 | 224 | - 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 1 3921 - 0,6,6 - - -
86 | OHX 6 2100 - 0,6,6 - - -
86 | OHX 6 2104 - 0,6,6 - - -
86 | OHX 6 2119 - 0,6,6 - - -
86 | OHX 2 2105 - 0,6,6 - - -
86 | OHX 5 3987 - 0,6,6 - - -
86 | OHX 5 4101 - 0,6,6 - - -
86 | OHX 6 2073 - 0,6,6 - - -
86 | OHX 1 4174 - 0,6,6 - - -
86 | OHX 5 4088 - 0,6,6 - - -
86 | OHX 5 4183 - 0,6,6 - - -
86 | OHX 8 216 - 0,6,6 - - -
86 | OHX 6 2200 - 0,6,6 - - -
86 | OHX 5 4082 - 0,6,6 - - -
86 | OHX M7 206 - 0,6,6 - - -
86 | OHX 2 2137 - 0,6,6 - - -
86 | OHX 3 219 - 0,6,6 - - -
86 | OHX 5 4215 - 0,6,6 - - -
86 | OHX 6 2077 - 0,6,6 - - -
86 | OHX 2 2050 - 0,6,6 - - -
86 | OHX 5 3955 - 0,6,6 - - -
86 | OHX 2 2043 - 0,6,6 - - -
86 | OHX 4 239 - 0,6,6 - - -
86 | OHX 5 3950 - 0,6,6 - - -
86 | OHX 5 4073 - 0,6,6 - - -
86 | OHX 2 2057 - 0,6,6 - - -
86 | OHX 2 2117 - 0,6,6 - - -
86 | OHX 2 2177 - 0,6,6 - - -
86 | OHX 1 4053 - 0,6,6 - - -
86 | OHX 5 4151 - 0,6,6 - - -
86 | OHX 1 3895 - 0,6,6 - - -
86 | OHX 1 4033 - 0,6,6 - - -
86 | OHX 2 2159 - 0,6,6 - - -
86 | OHX 4 225 - 0,6,6 - - -
86 | OHX 6 2050 - 0,6,6 - - -
86 | OHX 1 3886 - 0,6,6 - - -
86 | OHX 5 3964 - 0,6,6 - - -
86 | OHX 8 224 - 0,6,6 - - -
86 | OHX 1 4133 - 0,6,6 - - -
86 | OHX 5 4198 - 0,6,6 - - -
86 | OHX 6 2139 - 0,6,6 - - -
86 | OHX 5 4103 - 0,6,6 - - -
86 | OHX 2 2099 - 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 6 2096 - 0,6,6 - - -
86 | OHX 5 4236 - 0,6,6 - - -
86 | OHX 8 219 - 0,6,6 - - -
86 | OHX 6 2068 - 0,6,6 - - -
87 | EDE 2 2180 - 54,55,55 | 1.06 4 (7%) | 62,70,70 | 1.16 5 (8%)
86 | OHX 8 228 - 0,6,6 - - -
86 | OHX 1 3884 - 0,6,6 - - -
86 | OHX 1 4147 - 0,6,6 - - -
86 | OHX 5 4197 - 0,6,6 - - -
86 | OHX 2 2149 - 0,6,6 - - -
86 | OHX 2 2060 - 0,6,6 - - -
86 | OHX 1 3968 - 0,6,6 - - -
86 | OHX 1 3991 - 0,6,6 - - -
86 | OHX 3 220 - 0,6,6 - - -
86 | OHX 2 2097 - 0,6,6 - - -
86 | OHX 1 4003 - 0,6,6 - - -
86 | OHX 1 4042 - 0,6,6 - - -
86 | OHX 5 4235 - 0,6,6 - - -
86 | OHX 5 3909 - 0,6,6 - - -
86 | OHX 2 2153 - 0,6,6 - - -
86 | OHX 1 3902 - 0,6,6 - - -
86 | OHX 6 2181 - 0,6,6 - - -
86 | OHX 5 3907 - 0,6,6 - - -
86 | OHX 1 3958 - 0,6,6 - - -
86 | OHX 1 3979 - 0,6,6 - - -
86 | OHX 6 2196 - 0,6,6 - - -
86 | OHX 1 4008 - 0,6,6 - - -
86 | OHX 5 4017 - 0,6,6 - - -
86 | OHX 1 4075 - 0,6,6 - - -
86 | OHX 4 226 - 0,6,6 - - -
86 | OHX 5 4072 - 0,6,6 - - -
86 | OHX 5 4074 - 0,6,6 - - -
86 | OHX 1 3969 - 0,6,6 - - -
86 | OHX 6 2112 - 0,6,6 - - -
86 | OHX 5 4039 - 0,6,6 - - -
86 | OHX 6 2155 - 0,6,6 - - -
86 | OHX 5 4158 - 0,6,6 - - -
86 | OHX 6 2184 - 0,6,6 - - -
86 | OHX 4 229 - 0,6,6 - - -
86 | OHX 6 2144 - 0,6,6 - - -
86 | OHX 1 3930 - 0,6,6 - - -
86 | OHX 5 4010 - 0,6,6 - - -
86 | OHX 2 2144 - 0,6,6 - - -

WO RLDWIDE

PROTEIN DATA BANK




Page 142 wwPDB X-ray Structure Validation Summary Report 4UAN
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 6 2122 - 0,6,6 - - _
86 | OHX 5 4064 - 0,6,6 - _ _
86 | OHX 5 4077 - 0,6,6 - - -
86 | OHX 2 2131 - 0,6,6 - - _
86 | OHX 1 4044 - 0,6,6 - - _
86 | OHX 1 4097 - 0,6,6 - - _
86 | OHX ml 202 - 0,6,6 - - _
86 | OHX 4 236 - 0,6,6 - - _
86 | OHX 5 4061 - 0,6,6 - - _
86 | OHX 1 4096 - 0,6,6 - - -
86 | OHX 3 218 - 0,6,6 - - -
86 | OHX 2 2075 - 0,6,6 - - -
86 | OHX o7 503 - 0,6,6 - - _
86 | OHX 5 4204 - 0,6,6 - - _
86 | OHX 2 2083 - 0,6,6 - - _
86 | OHX 4 231 - 0,6,6 - - _
86 | OHX 6 2067 - 0,6,6 - - -
86 | OHX 2 2110 - 0,6,6 - - -
86 | OHX 2 2148 - 0,6,6 - - _
86 | OHX M7 205 - 0,6,6 - - _
86 | OHX 5 4099 - 0,6,6 - - _
86 | OHX m0 301 - 0,6,6 - _ _
86 | OHX 5 4194 - 0,6,6 - - _
86 | OHX 1 3891 - 0,6,6 - - _
86 | OHX 1 4173 - 0,6,6 - - -
86 | OHX 6 2074 - 0,6,6 - - _
86 | OHX 5 4091 - 0,6,6 - - _
86 | OHX 5 4221 - 0,6,6 - _ _
86 | OHX 2 2025 - 0,6,6 - - _
86 | OHX 1 4038 - 0,6,6 - - -
86 | OHX 1 4062 - 0,6,6 - - _
86 | OHX 5 3936 - 0,6,6 - - -
86 | OHX 5 4059 - 0,6,6 - - _
86 | OHX 1 3959 - 0,6,6 - - _
86 | OHX 5 4238 - 0,6,6 - - _
86 | OHX 6 2099 - 0,6,6 - - _
86 | OHX 2 2124 - 0,6,6 - - _
86 | OHX 5 4170 - 0,6,6 - - -
86 | OHX 5 4226 - 0,6,6 - - _
86 | OHX 1 3867 - 0,6,6 - - _
86 | OHX 1 3947 - 0,6,6 - - _
86 | OHX 5 4012 - 0,6,6 - _ _
86 | OHX 5 4164 - 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 4178 - 0,6,6 - - _
86 | OHX 2 2139 - 0,6,6 - - _
86 | OHX 6 2046 - 0,6,6 - - -
86 | OHX 1 4011 - 0,6,6 - - _
86 | OHX 2 2077 - 0,6,6 - - -
86 | OHX 6 2093 - 0,6,6 - - _
86 | OHX 2 2113 - 0,6,6 - - _
86 | OHX 1 4084 - 0,6,6 - _ _
86 | OHX 1 4057 - 0,6,6 - - _
86 | OHX 2 2029 - 0,6,6 - - -
86 | OHX 1 3932 - 0,6,6 - - _
86 | OHX 5 3923 - 0,6,6 - - -
86 | OHX 5 4134 - 0,6,6 - - _
86 | OHX 5 4228 - 0,6,6 - - _
86 | OHX 2 2156 - 0,6,6 - - _
86 | OHX 2 2164 - 0,6,6 - - _
86 | OHX 2 2058 - 0,6,6 - - -
86 | OHX 5 4098 - 0,6,6 - - -
86 | OHX N9 101 - 0,6,6 - - _
86 | OHX 6 2087 - 0,6,6 - - _
86 | OHX 5 4231 - 0,6,6 - - _
86 | OHX 03 201 - 0,6,6 - _ _
86 | OHX 1 3965 - 0,6,6 - - -
86 | OHX 1 3873 - 0,6,6 - - -
86 | OHX 6 2069 - 0,6,6 - - -
86 | OHX 5 4117 - 0,6,6 - - _
86 | OHX 1 4034 - 0,6,6 - - _
86 | OHX 1 3945 - 0,6,6 - - _
86 | OHX 5 4222 - 0,6,6 - _ _
86 | OHX 2 2136 - 0,6,6 - - -
86 | OHX 2 2034 - 0,6,6 - - _
86 | OHX 2 2030 - 0,6,6 - - -
86 | OHX 1 4088 - 0,6,6 - - _
86 | OHX 6 2152 - 0,6,6 - - _
86 | OHX 7 225 - 0,6,6 - - _
86 | OHX 5 4165 - 0,6,6 - - _
86 | OHX 5 4033 - 0,6,6 - - -
86 | OHX 5 4185 - 0,6,6 - - -
86 | OHX 2 2161 - 0,6,6 - - _
86 | OHX 1 3998 - 0,6,6 - - _
86 | OHX 1 4209 - 0,6,6 - - _
86 | OHX 6 2056 - 0,6,6 - - _
86 | OHX 1 4055 - 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 4245 - 0,6,6 - - _
86 | OHX 14 402 - 0,6,6 - _ _
86 | OHX 2 2056 - 0,6,6 - - -
86 | OHX 5 4113 - 0,6,6 - - -
86 | OHX 2 2140 - 0,6,6 - - -
86 | OHX 6 2135 - 0,6,6 - - _
86 | OHX 5 4016 - 0,6,6 - - _
86 | OHX 2 2095 - 0,6,6 - - _
86 | OHX 5 4203 - 0,6,6 - - _
86 | OHX 6 2106 - 0,6,6 - - -
86 | OHX 1 3981 - 0,6,6 - - _
86 | OHX 1 4029 - 0,6,6 - - -
86 | OHX 1 4172 - 0,6,6 - - _
86 | OHX 1 4107 - 0,6,6 - - _
86 | OHX 13 405 - 0,6,6 - - _
86 | OHX 2 2089 - 0,6,6 - - _
86 | OHX 1 3892 - 0,6,6 - - _
86 | OHX 6 2079 - 0,6,6 - - -
86 | OHX 1 4100 - 0,6,6 - - _
86 | OHX 1 3960 - 0,6,6 - - _
86 | OHX 2 2093 - 0,6,6 - - _
86 | OHX 1 4127 - 0,6,6 - - _
86 | OHX 2 2032 - 0,6,6 - - _
86 | OHX 1 4198 - 0,6,6 - - -
86 | OHX 7 218 - 0,6,6 - - -
86 | OHX 1 4159 - 0,6,6 - - _
86 | OHX 6 2146 - 0,6,6 - - _
86 | OHX 1 4206 - 0,6,6 - - _
86 | OHX 1 4074 - 0,6,6 - _ _
86 | OHX 1 4193 - 0,6,6 - - -
86 | OHX 6 2071 - 0,6,6 - - _
86 | OHX 2 2071 - 0,6,6 - - _
86 | OHX 5 4116 - 0,6,6 - - _
86 | OHX 6 2065 - 0,6,6 - - _
86 | OHX 1 4036 - 0,6,6 - - _
86 | OHX 1 3997 - 0,6,6 - - _
86 | OHX 2 2104 - 0,6,6 - - _
86 | OHX 1 3953 - 0,6,6 - - -
86 | OHX 4 224 - 0,6,6 - - _
86 | OHX 1 3924 - 0,6,6 - - _
86 | OHX 5 4126 - 0,6,6 - - _
86 | OHX 6 2125 - 0,6,6 - - _
86 | OHX 5 4005 - 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 n3 203 - 0,6,6 - - _
86 | OHX 2 2090 - 0,6,6 - - _
86 | OHX 5 4108 - 0,6,6 - - -
86 | OHX 5 4111 - 0,6,6 - - _
86 | OHX 1 3879 - 0,6,6 - - -
86 | OHX 4 228 - 0,6,6 - - _
86 | OHX 2 2171 - 0,6,6 - - _
86 | OHX 1 3995 - 0,6,6 - - -
86 | OHX 2 2040 - 0,6,6 - - _
86 | OHX 1 4077 - 0,6,6 - - -
86 | OHX 1 4187 - 0,6,6 - - -
86 | OHX 5 3977 - 0,6,6 - - -
86 | OHX 2 2039 - 0,6,6 - - _
86 | OHX 5 4140 - 0,6,6 - - _
86 | OHX 1 4060 - 0,6,6 - - _
86 | OHX 6 2108 - 0,6,6 - - _
86 | OHX 5 4054 - 0,6,6 - - _
86 | OHX 1 3929 - 0,6,6 - - -
86 | OHX 2 2046 - 0,6,6 - - _
86 | OHX 5 4157 - 0,6,6 - - _
86 | OHX 2 2138 - 0,6,6 - - _
86 | OHX 6 2070 - 0,6,6 - - _
86 | OHX 2 2133 - 0,6,6 - - -
86 | OHX 5 4173 - 0,6,6 - - -
86 | OHX 5 4048 - 0,6,6 - - -
86 | OHX 6 2165 - 0,6,6 - - _
86 | OHX 1 4115 - 0,6,6 - - _
86 | OHX 1 3901 - 0,6,6 - _ _
86 | OHX 1 4212 - 0,6,6 - _ _
86 | OHX mb 303 - 0,6,6 - - -
86 | OHX 5 4150 - 0,6,6 - - -
86 | OHX 1 3949 - 0,6,6 - - -
86 | OHX 1 4085 - 0,6,6 - - _
86 | OHX 1 4154 - 0,6,6 - - _
86 | OHX 2 2179 - 0,6,6 - - _
86 | OHX 7 216 - 0,6,6 - - _
86 | OHX 13 403 - 0,6,6 - - -
86 | OHX 5 3999 - 0,6,6 - - -
86 | OHX 1 4047 - 0,6,6 - - _
86 | OHX 5 3916 - 0,6,6 - - _
86 | OHX 1 3878 - 0,6,6 - - _
86 | OHX 5 4147 - 0,6,6 - - _
86 | OHX Q2 503 - 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 2146 - 0,6,6 - - _
86 | OHX 1 4164 - 0,6,6 - _ _
86 | OHX m7 206 - 0,6,6 - - -
86 | OHX 6 2163 - 0,6,6 - - -
86 | OHX 5 4230 - 0,6,6 - - -
86 | OHX 2 2068 - 0,6,6 - - _
86 | OHX 1 4134 - 0,6,6 - - _
86 | OHX 5 4000 - 0,6,6 - - _
86 | OHX 1 3909 - 0,6,6 - - _
86 | OHX nl 201 - 0,6,6 - - _
86 | OHX 2 2064 - 0,6,6 - - _
86 | OHX 4 230 - 0,6,6 - - -
86 | OHX 4 232 - 0,6,6 - - _
86 | OHX 2 2065 - 0,6,6 - - _
86 | OHX 5 4180 - 0,6,6 - - _
86 | OHX 2 2121 - 0,6,6 - - _
86 | OHX 2 2152 - 0,6,6 - - _
86 | OHX 1 4046 - 0,6,6 - - -
86 | OHX 5 4241 - 0,6,6 - - _
86 | OHX 1 4110 - 0,6,6 - - _
86 | OHX 6 2052 - 0,6,6 - - _
86 | OHX 1 3882 - 0,6,6 - _ _
86 | OHX 5 3991 - 0,6,6 - - _
86 | OHX 5 4138 - 0,6,6 - - -
86 | OHX 2 2022 - 0,6,6 - - _
86 | OHX 1 4143 - 0,6,6 - - _
86 | OHX 2 2061 - 0,6,6 - - _
86 | OHX 1 4095 - 0,6,6 - - _
86 | OHX d9 102 - 0,6,6 - _ _
86 | OHX 5 3914 - 0,6,6 - - _
86 | OHX 6 2098 - 0,6,6 - - -
86 | OHX 1 3956 - 0,6,6 - - -
86 | OHX 5 4131 - 0,6,6 - - _
86 | OHX L3 404 - 0,6,6 - - _
86 | OHX 1 4142 - 0,6,6 - _ _
86 | OHX 6 2142 - 0,6,6 - - _
86 | OHX 1 4139 - 0,6,6 - - -
86 | OHX q2 502 - 0,6,6 - - _
86 | OHX 5 4105 - 0,6,6 - - _
86 | OHX 5 3904 - 0,6,6 - - _
86 | OHX 1 4056 - 0,6,6 - - _
86 | OHX 1 4066 - 0,6,6 - - _
86 | OHX 5 3922 - 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 3946 - 0,6,6 - - _
86 | OHX 1 4185 - 0,6,6 - - _
86 | OHX 6 2113 - 0,6,6 - - -
86 | OHX 1 4050 - 0,6,6 - - -
86 | OHX 6 2148 - 0,6,6 - - -
86 | OHX 2 2116 - 0,6,6 - - _
86 | OHX 5 3965 - 0,6,6 - - _
86 | OHX 6 2080 - 0,6,6 - - _
86 | OHX 1 3905 - 0,6,6 - - _
86 | OHX 1 3915 - 0,6,6 - - -
86 | OHX 1 4020 - 0,6,6 - - -
86 | OHX 5 3975 - 0,6,6 - - -
86 | OHX 5 4096 - 0,6,6 - - _
86 | OHX 5 4044 - 0,6,6 - - _
86 | OHX 5 4240 - 0,6,6 - - _
86 | OHX 5 4104 - 0,6,6 - - _
86 | OHX 2 2081 - 0,6,6 - - _
86 | OHX 5 4107 - 0,6,6 - - -
86 | OHX 5 4083 - 0,6,6 - - _
86 | OHX 5 4136 - 0,6,6 - - _
86 | OHX 5 4078 - 0,6,6 - - _
86 | OHX 5 3945 - 0,6,6 - - _
86 | OHX 5 4144 - 0,6,6 - - _
86 | OHX 1 4192 - 0,6,6 - - _
86 | OHX 5 3989 - 0,6,6 - - -
86 | OHX 7 222 - 0,6,6 - - _
86 | OHX 1 4012 - 0,6,6 - - _
86 | OHX 1 4175 - 0,6,6 - - _
86 | OHX 2 2158 - 0,6,6 - - _
86 | OHX 2 2178 - 0,6,6 - - -
86 | OHX 1 3951 - 0,6,6 - - _
86 | OHX 5 4217 - 0,6,6 - - -
86 | OHX 1 3912 - 0,6,6 - - _
86 | OHX 5 4128 - 0,6,6 - - _
86 | OHX 2 2102 - 0,6,6 - _ _
86 | OHX 5 3917 - 0,6,6 - - _
86 | OHX 5 4195 - 0,6,6 - - -
86 | OHX 6 2086 - 0,6,6 - - -
86 | OHX 6 2158 - 0,6,6 - - _
86 | OHX 6 2166 - 0,6,6 - - _
86 | OHX 5 3966 - 0,6,6 - - _
86 | OHX 1 4049 - 0,6,6 - - _
86 | OHX 1 3911 - 0,6,6 - - _

WO RLDWIDE
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Page 148 wwPDB X-ray Structure Validation Summary Report 4UAN
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 2 2142 - 0,6,6 - - _
86 | OHX 5 4045 - 0,6,6 - - _
86 | OHX 1 4137 - 0,6,6 - - -
86 | OHX 5 4166 - 0,6,6 - - -
86 | OHX 1 4191 - 0,6,6 - - _
86 | OHX 1 3918 - 0,6,6 - - _
86 | OHX 1 3942 - 0,6,6 - - _
86 | OHX 5 3992 - 0,6,6 - _ _
86 | OHX 6 2164 - 0,6,6 - - _
86 | OHX 6 2134 - 0,6,6 - - _
86 | OHX 1 4157 - 0,6,6 - - -
86 | OHX 5 4081 - 0,6,6 - - _
86 | OHX 5 4190 - 0,6,6 - - _
86 | OHX 5 4189 - 0,6,6 - - _
86 | OHX 2 2151 - 0,6,6 - _ _
86 | OHX 1 3910 - 0,6,6 - - _
86 | OHX 1 4048 - 0,6,6 - - -
86 | OHX 5 4002 - 0,6,6 - - _
86 | OHX 5 3970 - 0,6,6 - - -
86 | OHX 5 3974 - 0,6,6 - - _
86 | OHX 1 3987 - 0,6,6 - - _
86 | OHX m6 202 - 0,6,6 - _ _
86 | OHX 1 4009 - 0,6,6 - - -
86 | OHX L3 405 - 0,6,6 - - -
86 | OHX 1 4016 - 0,6,6 - - -
86 | OHX 1 4150 - 0,6,6 - - _
86 | OHX 5 4250 - 0,6,6 - - _
86 | OHX 1 4052 - 0,6,6 - _ _
86 | OHX 6 2180 - 0,6,6 - - _
86 | OHX 1 4027 - 0,6,6 - - -
86 | OHX 5 4065 - 0,6,6 - - -
86 | OHX 1 4119 - 0,6,6 - - -
86 | OHX 1 4054 - 0,6,6 - - _
86 | OHX 1 3872 - 0,6,6 - - _
86 | OHX 5 4196 - 0,6,6 - - _
86 | OHX 2 2079 - 0,6,6 - - _
86 | OHX 1 3888 - 0,6,6 - - -
86 | OHX 1 3919 - 0,6,6 - - -
86 | OHX 8 227 - 0,6,6 - - _
86 | OHX 2 2098 - 0,6,6 - - _
86 | OHX 5 3903 - 0,6,6 - - _
86 | OHX 1 4091 - 0,6,6 - _ _
86 | OHX 1 4000 - 0,6,6 - - -
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Page 149 wwPDB X-ray Structure Validation Summary Report 4UAN
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 1 3871 - 0,6,6 - - _
86 | OHX 5 4106 - 0,6,6 - - _
86 | OHX 5 4022 - 0,6,6 - - _
86 | OHX 1 3957 - 0,6,6 - - -
86 | OHX 5 3982 - 0,6,6 - - _
86 | OHX 2 2041 - 0,6,6 - - _
86 | OHX 1 4180 - 0,6,6 - - _
86 | OHX 2 2147 - 0,6,6 - - _
86 | OHX 5 4169 - 0,6,6 - - _
86 | OHX 5 4023 - 0,6,6 - - -
86 | OHX 5 4133 - 0,6,6 - - -
86 | OHX 5 4188 - 0,6,6 - - -
86 | OHX 2 2166 - 0,6,6 - - _
86 | OHX 2 2094 - 0,6,6 - - _
86 | OHX 2 2145 - 0,6,6 - - _
86 | OHX 1 3980 - 0,6,6 - - _
86 | OHX 6 2061 - 0,6,6 - - _
86 | OHX 1 4162 - 0,6,6 - - _
86 | OHX 6 2168 - 0,6,6 - - _
86 | OHX 5 3959 - 0,6,6 - - _
86 | OHX 1 3896 - 0,6,6 - - _
86 | OHX 2 2037 - 0,6,6 - - _
86 | OHX 1 4205 - 0,6,6 - - -
86 | OHX 5 4207 - 0,6,6 - - -
86 | OHX 1 3913 - 0,6,6 - - -
86 | OHX 5 3961 - 0,6,6 - - _
86 | OHX 6 2130 - 0,6,6 - - _
86 | OHX 5 4040 - 0,6,6 - - _
86 | OHX 1 4122 - 0,6,6 - _ _
86 | OHX 1 4098 - 0,6,6 - - -
86 | OHX 5 4125 - 0,6,6 - - -
86 | OHX 1 3904 - 0,6,6 - - _
86 | OHX 1 4146 - 0,6,6 - - _
86 | OHX 1 4184 - 0,6,6 - - _
86 | OHX 2 2045 - 0,6,6 - - _
86 | OHX 1 4039 - 0,6,6 - - _
86 | OHX 5 4120 - 0,6,6 - - -
86 | OHX 7 223 - 0,6,6 - - -
86 | OHX 6 2063 - 0,6,6 - - _
86 | OHX 5 4160 - 0,6,6 - - _
86 | OHX 6 2055 - 0,6,6 - - _
86 | OHX 2 2091 - 0,6,6 - _ _
86 | OHX 6 2127 - 0,6,6 - - -
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PROTEIN DATA BANK




Page 150 wwPDB X-ray Structure Validation Summary Report 4UAN
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 5 3924 - 0,6,6 - - _
86 | OHX 1 3889 - 0,6,6 - - _
86 | OHX 5 3996 - 0,6,6 - - -
86 | OHX 5 4014 - 0,6,6 - - _
86 | OHX 2 2063 - 0,6,6 - - -
86 | OHX 1 4069 - 0,6,6 - - _
86 | OHX 1 4015 - 0,6,6 - - _
86 | OHX 6 2173 - 0,6,6 - - _
86 | OHX 5 4112 - 0,6,6 - - _
86 | OHX 5 4124 - 0,6,6 - - _
86 | OHX 2 2125 - 0,6,6 - - -
86 | OHX 1 4083 - 0,6,6 - - -
86 | OHX 5 4211 - 0,6,6 - - _
86 | OHX 2 2062 - 0,6,6 - - _
86 | OHX 5 4213 - 0,6,6 - - _
86 | OHX sd 301 - 0,6,6 - - _
86 | OHX 1 3880 - 0,6,6 - - -
86 | OHX 1 4145 - 0,6,6 - - -
86 | OHX 5 3949 - 0,6,6 - - _
86 | OHX 1 4144 - 0,6,6 - - _
86 | OHX 6 2081 - 0,6,6 - - _
86 | OHX 5 4237 - 0,6,6 - - _
86 | OHX 6 2143 - 0,6,6 - - -
86 | OHX 2 2169 - 0,6,6 - - -
86 | OHX 6 2150 - 0,6,6 - - -
86 | OHX 5 4004 - 0,6,6 - - _
86 | OHX 5 4056 - 0,6,6 - - _
86 | OHX 1 3908 - 0,6,6 - - _
86 | OHX 5 4080 - 0,6,6 - - _
86 | OHX 5 4148 - 0,6,6 - - -
86 | OHX 5 4152 - 0,6,6 - - _
86 | OHX 1 4203 - 0,6,6 - - -
86 | OHX 5 3951 - 0,6,6 - - _
86 | OHX 6 2177 - 0,6,6 - - _
86 | OHX 5 4167 - 0,6,6 - - _
86 | OHX 15 304 - 0,6,6 - - _
86 | OHX 15 305 - 0,6,6 - - -
86 | OHX 5 4041 - 0,6,6 - - _
86 | OHX 1 3870 - 0,6,6 - - _
86 | OHX 1 3967 - 0,6,6 - - _
86 | OHX 1 3983 - 0,6,6 - - _
86 | OHX 6 2188 - 0,6,6 - - _
86 | OHX 2 2175 - 0,6,6 - - -
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Page 151 wwPDB X-ray Structure Validation Summary Report 4UAN
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 1 4019 - 0,6,6 - - _
86 | OHX 1 4197 - 0,6,6 - - _
86 | OHX 4 238 - 0,6,6 - - -
86 | OHX 6 2185 - 0,6,6 - - -
86 | OHX 5 4247 - 0,6,6 - - -
86 | OHX 6 2153 - 0,6,6 - - _
86 | OHX 2 2042 - 0,6,6 - - _
86 | OHX 5 3931 - 0,6,6 - _ _
86 | OHX 1 3966 - 0,6,6 - - _
86 | OHX 6 2126 - 0,6,6 - - -
86 | OHX 1 3941 - 0,6,6 - - _
86 | OHX C3 201 - 0,6,6 - - _
86 | OHX 1 3935 - 0,6,6 - - _
86 | OHX 5 3960 - 0,6,6 - - _
86 | OHX 1 3976 - 0,6,6 - - -
86 | OHX 5 4137 - 0,6,6 - - _
86 | OHX 1 4188 - 0,6,6 - - -
86 | OHX 5 3963 - 0,6,6 - - -
86 | OHX 5 4153 - 0,6,6 - - _
86 | OHX 5 4156 - 0,6,6 - - _
86 | OHX 5 4161 - 0,6,6 - - _
86 | OHX 1 4010 - 0,6,6 - - _
86 | OHX 6 2105 - 0,6,6 - - -
86 | OHX 5 3934 - 0,6,6 - - _
86 | OHX 1 3937 - 0,6,6 - - -
86 | OHX 1 4190 - 0,6,6 - - _
86 | OHX 1 4013 - 0,6,6 - - _
86 | OHX C8 201 - 0,6,6 - _ _
86 | OHX 1 4151 - 0,6,6 - _ _
86 | OHX 2 2173 - 0,6,6 - - -
86 | OHX 2 2129 - 0,6,6 - - -
86 | OHX 1 3933 - 0,6,6 - - -
86 | OHX 2 2074 - 0,6,6 - - _
86 | OHX 5 3990 - 0,6,6 - - _
86 | OHX 1 4082 - 0,6,6 - _ _
86 | OHX 1 4126 - 0,6,6 - - _
86 | OHX 5 4143 - 0,6,6 - - -
86 | OHX d4 202 - 0,6,6 - - _
86 | OHX 1 3963 - 0,6,6 - - _
86 | OHX 1 4030 - 0,6,6 - - _
86 | OHX 5 4027 - 0,6,6 - - _
86 | OHX 2 2106 - 0,6,6 - - _
86 | OHX 1 3954 - 0,6,6 - - -
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Page 152 wwPDB X-ray Structure Validation Summary Report 4UAN
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2 | Counts RMSZg 47| > 2
86 | OHX 1 4065 - 0,6,6 - - -
86 | OHX 5 4024 - 0,6,6 - - -
86 | OHX 1 3950 - 0,6,6 - - -
86 | OHX 6 2053 - 0,6,6 - - -
86 | OHX 6 2075 - 0,6,6 - - -
86 | OHX 2 2036 - 0,6,6 - - -
86 | OHX 5 4163 - 0,6,6 - - -
86 | OHX 7 221 - 0,6,6 - - -
86 | OHX 1 4078 - 0,6,6 - - -
86 | OHX 5 4093 - 0,6,6 - - -
86 | OHX 1 3900 - 0,6,6 - - -
86 | OHX 5 4121 - 0,6,6 - - -
86 | OHX 1 3964 - 0,6,6 - - -
86 | OHX 2 2047 - 0,6,6 - - -
86 | OHX 1 3890 - 0,6,6 - - -
86 | OHX 6 2179 - 0,6,6 - - -
86 | OHX 1 4063 - 0,6,6 - - -
86 | OHX 1 4210 - 0,6,6 - - -
86 | OHX 1 4051 - 0,6,6 - - -
86 | OHX 5 3921 - 0,6,6 - - -
86 | OHX 1 4093 - 0,6,6 - - -
86 | OHX 7 226 - 0,6,6 - - -
86 | OHX 5 4055 - 0,6,6 - - -
86 | OHX 5 4227 - 0,6,6 - - -
86 | OHX 1 3948 - 0,6,6 - - -
86 | OHX 5 4032 - 0,6,6 - - -
86 | OHX 1 4017 - 0,6,6 - - -
86 | OHX 2 2088 - 0,6,6 - - -
86 | OHX 1 4072 - 0,6,6 - - -
86 | OHX 6 2097 - 0,6,6 - - -
86 | OHX 1 4106 - 0,6,6 - - -
86 | OHX 5 4029 - 0,6,6 - - -
86 | OHX 6 2111 - 0,6,6 - - -
86 | OHX 5 4087 - 0,6,6 - - -
86 | OHX 1 3917 - 0,6,6 - - -
86 | OHX 2 2066 - 0,6,6 - - -
86 | OHX 5 4092 - 0,6,6 - - -
86 | OHX 5 4162 - 0,6,6 - - -
86 | OHX 5 3952 - 0,6,6 - - -
86 | OHX 2 2035 - 0,6,6 - - -
86 | OHX 2 2026 - 0,6,6 - - -
86 | OHX 6 2154 - 0,6,6 - - -
86 | OHX 1 4201 - 0,6,6 - - -
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Page 153 wwPDB X-ray Structure Validation Summary Report 4UAN
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2 | Counts RMSZg 47| > 2
86 | OHX 3 223 - 0,6,6 - - -
86 | OHX 1 4170 - 0,6,6 - - -
86 | OHX 7 217 - 0,6,6 - - -
86 | OHX 1 4079 - 0,6,6 - - -
86 | OHX Ch 201 - 0,6,6 - - -
86 | OHX 6 2132 - 0,6,6 - - -
86 | OHX 5 4220 - 0,6,6 - - -
86 | OHX 1 4158 - 0,6,6 - - -
86 | OHX 6 2157 - 0,6,6 - - -
86 | OHX 2 2132 - 0,6,6 - - -
86 | OHX 5 3958 - 0,6,6 - - -
86 | OHX 1 4058 - 0,6,6 - - -
86 | OHX 6 2160 - 0,6,6 - - -
86 | OHX 5 4084 - 0,6,6 - - -
86 | OHX 1 4067 - 0,6,6 - - -
86 | OHX 5 3969 - 0,6,6 - - -
86 | OHX 5 4015 - 0,6,6 - - -
86 | OHX 1 4194 - 0,6,6 - - -
86 | OHX 5 4109 - 0,6,6 - - -
86 | OHX 6 2183 - 0,6,6 - - -
86 | OHX 1 4135 - 0,6,6 - - -
86 | OHX 1 3936 - 0,6,6 - - -
86 | OHX 5 4009 - 0,6,6 - - -
86 | OHX 2 2096 - 0,6,6 - - -
86 | OHX 8 218 - 0,6,6 - - -
86 | OHX 5 4102 - 0,6,6 - - -
86 | OHX 5 4182 - 0,6,6 - - -
86 | OHX 2 2109 - 0,6,6 - - -
86 | OHX 1 4181 - 0,6,6 - - -
86 | OHX 5 4090 - 0,6,6 - - -
86 | OHX 1 4148 - 0,6,6 - - -
86 | OHX 5 4068 - 0,6,6 - - -
86 | OHX 5 4208 - 0,6,6 - - -
86 | OHX 2 2168 - 0,6,6 - - -
86 | OHX 6 2159 - 0,6,6 - - -
86 | OHX sl 303 - 0,6,6 - - -
86 | OHX 5 3962 - 0,6,6 - - -
86 | OHX 1 4213 - 0,6,6 - - -
86 | OHX 6 2172 - 0,6,6 - - -
86 | OHX 5 3985 - 0,6,6 - - -
86 | OHX 1 4182 - 0,6,6 - - -
86 | OHX 5 4052 - 0,6,6 - - -
86 | OHX 2 2172 - 0,6,6 - - -
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Page 154 wwPDB X-ray Structure Validation Summary Report 4UAN
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 6 2195 - 0,6,6 - - _
86 | OHX 1 4041 - 0,6,6 - _ _
86 | OHX 1 4059 - 0,6,6 - - -
86 | OHX 1 4103 - 0,6,6 - - -
86 | OHX sl 302 - 0,6,6 - - _
86 | OHX 5 3940 - 0,6,6 - - _
86 | OHX 5 4053 - 0,6,6 - - _
86 | OHX 2 2126 - 0,6,6 - - _
86 | OHX 6 2107 - 0,6,6 - - _
86 | OHX 5 4149 - 0,6,6 - - -
86 | OHX 7 224 - 0,6,6 - - _
86 | OHX 1 4171 - 0,6,6 - - _
86 | OHX 1 4208 - 0,6,6 - - _
86 | OHX 6 2190 - 0,6,6 - - _
86 | OHX 5 3976 - 0,6,6 - - -
86 | OHX 6 2101 - 0,6,6 - - _
86 | OHX 5 4216 - 0,6,6 - - -
86 | OHX 1 4117 - 0,6,6 - - -
86 | OHX 2 2092 - 0,6,6 - - _
86 | OHX 5 3926 - 0,6,6 - - _
86 | OHX 6 2047 - 0,6,6 - - _
86 | OHX 5 4239 - 0,6,6 - - _
86 | OHX 5 4253 - 0,6,6 - - -
86 | OHX c3 201 - 0,6,6 - - _
86 | OHX 2 2157 - 0,6,6 - - -
86 | OHX 1 4161 - 0,6,6 - - _
86 | OHX 5 4254 - 0,6,6 - - _
86 | OHX 8 223 - 0,6,6 - - _
86 | OHX 5 3944 - 0,6,6 - _ _
86 | OHX 5 4229 - 0,6,6 - - -
86 | OHX 1 3934 - 0,6,6 - - _
86 | OHX 1 4195 - 0,6,6 - - -
86 | OHX 5 3973 - 0,6,6 - - -
86 | OHX 5 4042 - 0,6,6 - - _
86 | OHX 1 4031 - 0,6,6 - _ _
86 | OHX 5 4146 - 0,6,6 - - _
86 | OHX 5 3906 - 0,6,6 - - -
86 | OHX 6 2051 - 0,6,6 - - _
86 | OHX 6 2156 - 0,6,6 - - _
86 | OHX 6 2201 - 0,6,6 - - _
86 | OHX 1 3894 - 0,6,6 - - _
86 | OHX 5 4019 - 0,6,6 - - _
86 | OHX 5 4114 - 0,6,6 - - _
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Page 155 wwPDB X-ray Structure Validation Summary Report 4UAN
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 2 2143 - 0,6,6 - - _
86 | OHX 6 2131 - 0,6,6 - _ _
86 | OHX 5 4030 - 0,6,6 - - -
86 | OHX 1 4200 - 0,6,6 - - -
86 | OHX 6 2175 - 0,6,6 - - -
86 | OHX 1 4064 - 0,6,6 - - _
86 | OHX 5 4075 - 0,6,6 - - _
86 | OHX 2 2087 - 0,6,6 - - _
86 | OHX 1 3992 - 0,6,6 - - _
86 | OHX 1 4094 - 0,6,6 - - _
86 | OHX 5 3920 - 0,6,6 - - -
86 | OHX 5 4034 - 0,6,6 - - _
86 | OHX 5 4095 - 0,6,6 - - _
86 | OHX 2 2122 - 0,6,6 - - _
86 | OHX 1 3883 - 0,6,6 - - -
86 | OHX 6 2174 - 0,6,6 - - _
86 | OHX 1 3990 - 0,6,6 - - -
86 | OHX 1 4204 - 0,6,6 - - _
86 | OHX 2 2174 - 0,6,6 - - _
86 | OHX 6 2045 - 0,6,6 - - _
86 | OHX ch 201 - 0,6,6 - - _
86 | OHX 1 3906 - 0,6,6 - - -
86 | OHX 5 4097 - 0,6,6 - - -
86 | OHX 6 2048 - 0,6,6 - - -
86 | OHX 6 2136 - 0,6,6 - - -
86 | OHX 5 4210 - 0,6,6 - - _
86 | OHX 2 2044 - 0,6,6 - - _
86 | OHX 1 4080 - 0,6,6 - - _
86 | OHX 5 3979 - 0,6,6 - - _
86 | OHX 2 2048 - 0,6,6 - - -
86 | OHX 2 2120 - 0,6,6 - - -
86 | OHX 1 4140 - 0,6,6 - - -
86 | OHX 1 4004 - 0,6,6 - - _
86 | OHX 2 2054 - 0,6,6 - - _
86 | OHX 1 4152 - 0,6,6 - _ _
86 | OHX 3 215 - 0,6,6 - - _
86 | OHX 6 2118 - 0,6,6 - - -
86 | OHX 5 4008 - 0,6,6 - - -
86 | OHX 5 4155 - 0,6,6 - - _
86 | OHX s8 303 - 0,6,6 - - _
86 | OHX 1 3869 - 0,6,6 - - _
86 | OHX 8 229 - 0,6,6 - - _
86 | OHX 1 4087 - 0,6,6 - - -
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Page 156 wwPDB X-ray Structure Validation Summary Report 4UAN
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX L3 403 - 0,6,6 - - _
86 | OHX 5 4070 - 0,6,6 - - _
86 | OHX 7 219 - 0,6,6 - - -
86 | OHX 1 4113 - 0,6,6 - - -
86 | OHX 2 2101 - 0,6,6 - - _
86 | OHX 5 3938 - 0,6,6 - - _
86 | OHX 1 3899 - 0,6,6 - - _
86 | OHX 1 4043 - 0,6,6 - - _
86 | OHX 1 3952 - 0,6,6 - - _
86 | OHX 6 2114 - 0,6,6 - - _
86 | OHX 1 3916 - 0,6,6 - - -
86 | OHX 5 4201 - 0,6,6 - - _
86 | OHX 7 227 - 0,6,6 - - _
86 | OHX 1 3982 - 0,6,6 - - _
86 | OHX 5 3983 - 0,6,6 - - -
86 | OHX 6 2066 - 0,6,6 - - _
86 | OHX 1 4111 - 0,6,6 - - _
86 | OHX 5 3902 - 0,6,6 - - _
86 | OHX 1 4116 - 0,6,6 - - _
86 | OHX 6 2057 - 0,6,6 - - _
86 | OHX 6 2084 - 0,6,6 - - _
86 | OHX 5 4058 - 0,6,6 - - _
86 | OHX 5 4003 - 0,6,6 - - -
86 | OHX 5 4007 - 0,6,6 - - -
86 | OHX 6 2082 - 0,6,6 - - _
86 | OHX 2 2080 - 0,6,6 - - _
86 | OHX 1 3971 - 0,6,6 - - _
86 | OHX 2 2031 - 0,6,6 - _ _
86 | OHX 5 3928 - 0,6,6 - - _
86 | OHX 5 4035 - 0,6,6 - - -
86 | OHX 5 4062 - 0,6,6 - - _
86 | OHX 2 2069 - 0,6,6 - - -
86 | OHX 2 2052 - 0,6,6 - - _
86 | OHX 1 4026 - 0,6,6 - - _
86 | OHX 5 4205 - 0,6,6 - - _
86 | OHX 03 202 - 0,6,6 - - _
86 | OHX 1 4125 - 0,6,6 - - -
86 | OHX 5 4199 - 0,6,6 - - -
86 | OHX 5 4243 - 0,6,6 - - _
86 | OHX 1 3898 - 0,6,6 - - _
86 | OHX 6 2186 - 0,6,6 - - _
86 | OHX 1 4001 - 0,6,6 - _ _
86 | OHX 5 4013 - 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 3897 - 0,6,6 - - -
86 | OHX 2 2053 - 0,6,6 - - _
86 | OHX 6 2123 - 0,6,6 - - -
86 | OHX 5 3930 - 0,6,6 - - -
86 | OHX 1 4090 - 0,6,6 - - -
86 | OHX 6 2076 - 0,6,6 - - _
86 | OHX 2 2118 - 0,6,6 - - _
86 | OHX 6 2161 - 0,6,6 - _ _
86 | OHX 1 3887 - 0,6,6 - - _
86 | OHX 2 2028 - 0,6,6 - - -
86 | OHX 6 2049 - 0,6,6 - - -
86 | OHX 1 4165 - 0,6,6 - - -
86 | OHX 6 2138 - 0,6,6 - - _
86 | OHX 3 222 - 0,6,6 - - _
86 | OHX 1 4211 - 0,6,6 - _ _
86 | OHX 1 3977 - 0,6,6 - - _
86 | OHX 6 2095 - 0,6,6 - - -
86 | OHX 1 3927 - 0,6,6 - - -
86 | OHX 4 227 - 0,6,6 - - _
86 | OHX 5 3929 - 0,6,6 - - _
86 | OHX 5 4118 - 0,6,6 - - _
86 | OHX 5 4129 - 0,6,6 - - _
86 | OHX 1 3975 - 0,6,6 - - -
86 | OHX 15 303 - 0,6,6 - - -
86 | OHX 02 201 - 0,6,6 - - _
86 | OHX 1 3940 - 0,6,6 - - _
86 | OHX 2 2070 - 0,6,6 - - _
86 | OHX 2 2086 - 0,6,6 - - _
86 | OHX 1 4104 - 0,6,6 - _ _
86 | OHX 2 2165 - 0,6,6 - - -
86 | OHX 5 4171 - 0,6,6 - - _
86 | OHX 5 4246 - 0,6,6 - - -
86 | OHX 1 3868 - 0,6,6 - - -
86 | OHX 6 2109 - 0,6,6 - - _
86 | OHX 4 237 - 0,6,6 - - _
86 | OHX 6 2092 - 0,6,6 - - _
86 | OHX 1 4216 - 0,6,6 - - -
86 | OHX 1 3926 - 0,6,6 - - -
86 | OHX 1 3914 - 0,6,6 - - _
86 | OHX 4 223 - 0,6,6 - - _
86 | OHX 6 2192 - 0,6,6 - - _
86 | OHX 6 2199 - 0,6,6 - - _
86 | OHX 1 3999 - 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 3947 - 0,6,6 - - _
86 | OHX 1 4168 - 0,6,6 - - _
86 | OHX 6 2060 - 0,6,6 - - -
86 | OHX 2 2170 - 0,6,6 - - -
86 | OHX 1 3943 - 0,6,6 - - -
86 | OHX 1 4086 - 0,6,6 - - _
86 | OHX 1 4105 - 0,6,6 - - _
86 | OHX 5 3998 - 0,6,6 - - -
86 | OHX 5 4209 - 0,6,6 - - _
86 | OHX 5 4031 - 0,6,6 - - _
86 | OHX 1 4108 - 0,6,6 - - -
86 | OHX 1 4040 - 0,6,6 - - -
86 | OHX 1 4028 - 0,6,6 - - _
86 | OHX 1 4138 - 0,6,6 - - _
86 | OHX 5 4159 - 0,6,6 - - _
86 | OHX M8 201 - 0,6,6 - - _
86 | OHX 6 2194 - 0,6,6 - - _
86 | OHX 1 4006 - 0,6,6 - - -
86 | OHX 5 3981 - 0,6,6 - - _
86 | OHX 6 2121 - 0,6,6 - - _
86 | OHX 5 3925 - 0,6,6 - - _
86 | OHX 1 4153 - 0,6,6 - - _
86 | OHX 1 4214 - 0,6,6 - - _
86 | OHX 5 4219 - 0,6,6 - - -
86 | OHX 5 4206 - 0,6,6 - - -
86 | OHX 1 3920 - 0,6,6 - - _
86 | OHX 1 4136 - 0,6,6 - - _
86 | OHX 13 404 - 0,6,6 - _ _
86 | OHX 2 2163 - 0,6,6 - - _
86 | OHX 6 2078 - 0,6,6 - - -
86 | OHX 1 4166 - 0,6,6 - - -
86 | OHX 5 4071 - 0,6,6 - - _
86 | OHX 1 4089 - 0,6,6 - - _
86 | OHX 5 4174 - 0,6,6 - - _
86 | OHX 5 3953 - 0,6,6 - - _
86 | OHX 6 2128 - 0,6,6 - - _
86 | OHX 2 2114 - 0,6,6 - - _
86 | OHX 5 4184 - 0,6,6 - - _
86 | OHX 2 2115 - 0,6,6 - - _
86 | OHX 1 4071 - 0,6,6 - - _
86 | OHX 5 4181 - 0,6,6 - - _
86 | OHX 1 3993 - 0,6,6 - - _
86 | OHX L4 403 - 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 8 222 - 0,6,6 - - _
86 | OHX 6 2110 - 0,6,6 - - _
86 | OHX 2 2107 - 0,6,6 - - -
86 | OHX 1 3946 - 0,6,6 - - -
86 | OHX sR 401 - 0,6,6 - - _
86 | OHX 6 2058 - 0,6,6 - - _
86 | OHX 1 4128 - 0,6,6 - - _
86 | OHX 5 4076 - 0,6,6 - - _
86 | OHX m4 201 - 0,6,6 - - _
86 | OHX 5 4060 - 0,6,6 - - -
86 | OHX 1 4070 - 0,6,6 - - -
86 | OHX c8 202 - 0,6,6 - - _
86 | OHX 5 3988 - 0,6,6 - - _
86 | OHX 8 214 - 0,6,6 - - _
86 | OHX n9 103 - 0,6,6 - - _
86 | OHX 5 4043 - 0,6,6 - - _
86 | OHX 5 4038 - 0,6,6 - - -
86 | OHX 1 4155 - 0,6,6 - - -
86 | OHX 1 4178 - 0,6,6 - - _
86 | OHX 2 2130 - 0,6,6 - - _
86 | OHX Mb 302 - 0,6,6 - - _
86 | OHX 1 4045 - 0,6,6 - - _
86 | OHX 14 403 - 0,6,6 - - -
86 | OHX 6 2085 - 0,6,6 - - -
86 | OHX 2 2176 - 0,6,6 - - -
86 | OHX 5 4063 - 0,6,6 - - _
86 | OHX 5 4047 - 0,6,6 - - _
86 | OHX 6 2072 - 0,6,6 - _ _
86 | OHX 2 2038 - 0,6,6 - - _
86 | OHX 5 4011 - 0,6,6 - - _
86 | OHX 5 3948 - 0,6,6 - - -
86 | OHX 5 4079 - 0,6,6 - - -
86 | OHX 5 4172 - 0,6,6 - - _
86 | OHX 2 2160 - 0,6,6 - - _
86 | OHX 1 3984 - 0,6,6 - _ _
86 | OHX 1 3978 - 0,6,6 - - _
86 | OHX 5 4110 - 0,6,6 - - -
86 | OHX 5 4224 - 0,6,6 - - _
86 | OHX 5 4252 - 0,6,6 - - _
86 | OHX 6 2054 - 0,6,6 - - _
86 | OHX 5 3918 - 0,6,6 - - _
86 | OHX 5 4115 - 0,6,6 - - _
86 | OHX 5 4212 - 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 2112 - 0,6,6 - - _
86 | OHX 1 4035 - 0,6,6 - - _
86 | OHX 1 4123 - 0,6,6 - - -
86 | OHX 1 4002 - 0,6,6 - - _
86 | OHX 5 3971 - 0,6,6 - - _
86 | OHX 1 3928 - 0,6,6 - - _
86 | OHX 5 3937 - 0,6,6 - - _
86 | OHX 1 4018 - 0,6,6 - - _
86 | OHX 5 4154 - 0,6,6 - - _
86 | OHX 6 2124 - 0,6,6 - - _
86 | OHX o7 502 - 0,6,6 - - _
86 | OHX 6 2182 - 0,6,6 - - _
86 | OHX 2 2119 - 0,6,6 - - _
86 | OHX 5 3933 - 0,6,6 - - _
86 | OHX 1 4199 - 0,6,6 - - _
86 | OHX 5 4142 - 0,6,6 - - _
86 | OHX 5 4218 - 0,6,6 - - -
86 | OHX 1 4007 - 0,6,6 - - -
86 | OHX 5 4186 - 0,6,6 - - _
86 | OHX m0 302 - 0,6,6 - - _
86 | OHX 2 2127 - 0,6,6 - - _
86 | OHX 2 2141 - 0,6,6 - _ _
86 | OHX 3 225 - 0,6,6 - - -
86 | OHX 6 2187 - 0,6,6 - - -
86 | OHX 5 4191 - 0,6,6 - - _
86 | OHX 1 4189 - 0,6,6 - - _
86 | OHX 5 4050 - 0,6,6 - - _
86 | OHX 5 4176 - 0,6,6 - - _
86 | OHX 6 2170 - 0,6,6 - - _
86 | OHX 1 3922 - 0,6,6 - - _
86 | OHX 5 3995 - 0,6,6 - - -
86 | OHX 5 4177 - 0,6,6 - - -
86 | OHX 1 3903 - 0,6,6 - - -
86 | OHX 5 4130 - 0,6,6 - - _
86 | OHX 1 3986 - 0,6,6 - - _
86 | OHX 8 225 - 0,6,6 - - _
86 | OHX 2 2024 - 0,6,6 - - _
86 | OHX 1 4129 - 0,6,6 - - -
86 | OHX 5 4200 - 0,6,6 - - _
86 | OHX 1 3876 - 0,6,6 - - _
86 | OHX 2 2134 - 0,6,6 - - _
86 | OHX 1 4022 - 0,6,6 - _ _
86 | OHX 1 4118 - 0,6,6 - - -

WO RLDWIDE

PROTEIN DATA BANK




Page 161 wwPDB X-ray Structure Validation Summary Report 4UAN
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 5 4094 - 0,6,6 - - _
86 | OHX 2 2027 - 0,6,6 - - _
86 | OHX 5 4249 - 0,6,6 - - -
86 | OHX 5 4066 - 0,6,6 - - -
86 | OHX 1 4169 - 0,6,6 - - -
86 | OHX 1 4081 - 0,6,6 - - _
86 | OHX 1 4196 - 0,6,6 - - _
86 | OHX 5 4026 - 0,6,6 - - _
86 | OHX 6 2198 - 0,6,6 - - _
86 | OHX 1 4102 - 0,6,6 - - _
86 | OHX 5 4135 - 0,6,6 - - -
86 | OHX 5 3915 - 0,6,6 - - -
86 | OHX 5 4141 - 0,6,6 - - _
86 | OHX 2 2085 - 0,6,6 - - _
86 | OHX 2 2111 - 0,6,6 - _ _
86 | OHX 5 3956 - 0,6,6 - - _
86 | OHX 1 3962 - 0,6,6 - - _
86 | OHX 5 4244 - 0,6,6 - - _
86 | OHX 1 4025 - 0,6,6 - - _
86 | OHX 5 4100 - 0,6,6 - - _
86 | OHX 8 215 - 0,6,6 - - _
86 | OHX 6 2120 - 0,6,6 - - _
86 | OHX 6 2090 - 0,6,6 - - -
86 | OHX 2 2072 - 0,6,6 - - _
86 | OHX 1 4179 - 0,6,6 - - -
86 | OHX 5 4037 - 0,6,6 - - _
86 | OHX 5 4127 - 0,6,6 - - _
86 | OHX 5 4234 - 0,6,6 - _ _
86 | OHX 2 2078 - 0,6,6 - - _
86 | OHX 1 3989 - 0,6,6 - - -
86 | OHX 6 2178 - 0,6,6 - - -
86 | OHX 5 3943 - 0,6,6 - - -
86 | OHX 6 2171 - 0,6,6 - - _
86 | OHX 1 3893 - 0,6,6 - - _
86 | OHX 2 2051 - 0,6,6 - _ _
86 | OHX N1 201 - 0,6,6 - - _
86 | OHX 5 4020 - 0,6,6 - - -
86 | OHX 5 4028 - 0,6,6 - - -
86 | OHX 5 4202 - 0,6,6 - - _
86 | OHX 5 4006 - 0,6,6 - - _
86 | OHX 1 4073 - 0,6,6 - - _
86 | OHX 6 2147 - 0,6,6 - - _
86 | OHX 5 3911 - 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 3925 - 0,6,6 - - _
86 | OHX 1 4101 - 0,6,6 - _ _
86 | OHX n3 204 - 0,6,6 - - _
86 | OHX 2 2049 - 0,6,6 - - -
86 | OHX 5 3939 - 0,6,6 - - -
86 | OHX 5 3968 - 0,6,6 - - _
86 | OHX 5 4132 - 0,6,6 - - _
86 | OHX 6 2162 - 0,6,6 - _ _
86 | OHX MO 303 - 0,6,6 - - _
86 | OHX 5 3994 - 0,6,6 - - _
86 | OHX 5 4089 - 0,6,6 - - -
86 | OHX 1 4109 - 0,6,6 - - -
86 | OHX 1 3874 - 0,6,6 - - _
86 | OHX 1 4160 - 0,6,6 - - _
86 | OHX 3 221 - 0,6,6 - _ _
86 | OHX 5 4086 - 0,6,6 - - _
86 | OHX 1 3923 - 0,6,6 - - -
86 | OHX 1 4114 - 0,6,6 - - _
86 | OHX 5 4001 - 0,6,6 - - _
86 | OHX 5 3972 - 0,6,6 - - _
86 | OHX 5 4187 - 0,6,6 - - _
86 | OHX 6 2151 - 0,6,6 - _ _
86 | OHX 1 4112 - 0,6,6 - - _
86 | OHX 1 4124 - 0,6,6 - - _
86 | OHX 5 3997 - 0,6,6 - - -
86 | OHX 5 4067 - 0,6,6 - - _
86 | OHX 2 2067 - 0,6,6 - - _
86 | OHX 5 4225 - 0,6,6 - - _
86 | OHX 1 3970 - 0,6,6 - - _
86 | OHX 2 2033 - 0,6,6 - - -
86 | OHX 1 3974 - 0,6,6 - - _
86 | OHX 2 2055 - 0,6,6 - - -
86 | OHX 6 2091 - 0,6,6 - - _
86 | OHX 5 4214 - 0,6,6 - - _
86 | OHX 1 3988 - 0,6,6 - - _
86 | OHX 1 4061 - 0,6,6 - - _
86 | OHX 1 4099 - 0,6,6 - - -
86 | OHX 1 4014 - 0,6,6 - - _
86 | OHX 5 3927 - 0,6,6 - - _
86 | OHX 5 4248 - 0,6,6 - - _
86 | OHX 1 4183 - 0,6,6 - - _
86 | OHX 5 4049 - 0,6,6 - - _
86 | OHX 5 3905 - 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 4139 - 0,6,6 - - _
86 | OHX 2 2123 - 0,6,6 - - _
86 | OHX s9 201 - 0,6,6 - - _
86 | OHX 7 220 - 0,6,6 - - -
86 | OHX 1 4163 - 0,6,6 - - -
86 | OHX 1 4215 - 0,6,6 - - _
86 | OHX 6 2083 - 0,6,6 - - _
86 | OHX SR 401 - 0,6,6 - _ _
86 | OHX 1 4076 - 0,6,6 - - _
86 | OHX 6 2133 - 0,6,6 - - -
86 | OHX 5 3942 - 0,6,6 - - _
86 | OHX 5 4232 - 0,6,6 - - _
86 | OHX 1 3955 - 0,6,6 - - _
86 | OHX 1 4149 - 0,6,6 - - _
86 | OHX 1 4068 - 0,6,6 - - _
86 | OHX 6 2088 - 0,6,6 - - _
86 | OHX 1 4156 - 0,6,6 - - -
86 | OHX 8 221 - 0,6,6 - - -
86 | OHX 1 3885 - 0,6,6 - - -
86 | OHX 5 4192 - 0,6,6 - - _
86 | OHX 6 2062 - 0,6,6 - - _
86 | OHX 2 2108 - 0,6,6 - - _
86 | OHX 3 217 - 0,6,6 - - -
86 | OHX 6 2117 - 0,6,6 - - -
86 | OHX 6 2169 - 0,6,6 - - -
86 | OHX 1 3961 - 0,6,6 - - _
86 | OHX 6 2191 - 0,6,6 - - _
86 | OHX 5 3978 - 0,6,6 - - _
86 | OHX 5 3910 - 0,6,6 - - _
86 | OHX 5 3919 - 0,6,6 - - -
86 | OHX 5 4168 - 0,6,6 - - -
86 | OHX 6 2116 - 0,6,6 - - -
86 | OHX 1 3931 - 0,6,6 - - _
86 | OHX 1 4023 - 0,6,6 - - _
86 | OHX 6 2094 - 0,6,6 - _ _
86 | OHX 4 234 - 0,6,6 - - _
86 | OHX 6 2137 - 0,6,6 - - -
86 | OHX 6 2176 - 0,6,6 - - -
86 | OHX 6 2102 - 0,6,6 - - _
86 | OHX 1 4167 - 0,6,6 - - _
86 | OHX 6 2089 - 0,6,6 - - _
86 | OHX 5 4018 - 0,6,6 - - _
86 | OHX 5 4021 - 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 8 220 - 0,6,6 - - _
86 | OHX 2 2023 - 0,6,6 - - _
86 | OHX 5 4193 - 0,6,6 - - -
86 | OHX 2 2154 - 0,6,6 - - _
86 | OHX 1 4186 - 0,6,6 - - -
86 | OHX 1 4207 - 0,6,6 - - _
86 | OHX 6 2059 - 0,6,6 - - _
86 | OHX 6 2141 - 0,6,6 - _ _
86 | OHX 5 3935 - 0,6,6 - - _
86 | OHX 1 4005 - 0,6,6 - - -
86 | OHX 6 2103 - 0,6,6 - - -
86 | OHX 3 216 - 0,6,6 - - _
86 | OHX 1 4131 - 0,6,6 - - _
86 | OHX 5 4036 - 0,6,6 - - _
86 | OHX 8 217 - 0,6,6 - - _
86 | OHX 2 2103 - 0,6,6 - - _
86 | OHX 1 4176 - 0,6,6 - - -
86 | OHX 5 4046 - 0,6,6 - - -
86 | OHX 1 4120 - 0,6,6 - - _
86 | OHX 1 4177 - 0,6,6 - - _
86 | OHX 6 2129 - 0,6,6 - - _
86 | OHX 6 2189 - 0,6,6 - - _
86 | OHX 5 3957 - 0,6,6 - - -
86 | OHX 1 3881 - 0,6,6 - - _
86 | OHX 1 3973 - 0,6,6 - - -
86 | OHX 2 2150 - 0,6,6 - - _
86 | OHX 6 2115 - 0,6,6 - - _
86 | OHX 1 3907 - 0,6,6 - - _
86 | OHX 1 3994 - 0,6,6 - _ _
86 | OHX 5 4233 - 0,6,6 - - -
86 | OHX 2 2100 - 0,6,6 - - -
86 | OHX D9 102 - 0,6,6 - - _
86 | OHX 1 3996 - 0,6,6 - - -
86 | OHX 5 3941 - 0,6,6 - - _
86 | OHX 2 2073 - 0,6,6 - - _
86 | OHX 1 3938 - 0,6,6 - - _
86 | OHX 6 2193 - 0,6,6 - - -
86 | OHX 1 4024 - 0,6,6 - - _
86 | OHX 5 3980 - 0,6,6 - - _
86 | OHX 5 4123 - 0,6,6 - - _
86 | OHX 8 226 - 0,6,6 - - _
86 | OHX 1 4092 - 0,6,6 - _ _
86 | OHX 2 2155 - 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 2135 - 0,6,6 - - _
86 | OHX 1 3877 - 0,6,6 - - _
86 | OHX 19 202 - 0,6,6 - - _
86 | OHX 1 4121 - 0,6,6 - - _
86 | OHX 1 4141 - 0,6,6 - - _
86 | OHX 5 3954 - 0,6,6 - - _
86 | OHX 1 4130 - 0,6,6 - - _
86 | OHX 2 2128 - 0,6,6 - - _
86 | OHX 5 4119 - 0,6,6 - - _
86 | OHX 5 4223 - 0,6,6 - - -
86 | OHX 5 4122 - 0,6,6 - - _
86 | OHX 5 3993 - 0,6,6 - - -
86 | OHX 5 4179 - 0,6,6 - - _
86 | OHX 1 3875 - 0,6,6 - - _
86 | OHX 1 4037 - 0,6,6 - - _
86 | OHX 5 4085 - 0,6,6 - - _
86 | OHX 1 4032 - 0,6,6 - - _
86 | OHX 2 2162 - 0,6,6 - - _
86 | OHX 5 3986 - 0,6,6 - - -
86 | OHX 5 4051 - 0,6,6 - - _
86 | OHX 5 4145 - 0,6,6 - - _
86 | OHX 1 4202 - 0,6,6 - _ _
86 | OHX 6 2197 - 0,6,6 - - -
86 | OHX 5 3912 - 0,6,6 - - _
86 | OHX 5 4069 - 0,6,6 - - -
87 | EDE 6 2202 - 54,55,55 | 0.69 1 (1%) | 62,70,70 | 1.48 7 (11%)
86 | OHX 2 2084 - 0,6,6 - - _
86 | OHX M9 201 - 0,6,6 - - _
86 | OHX 1 3944 - 0,6,6 - - _
86 | OHX 5 3984 - 0,6,6 - - _
86 | OHX 2 2059 - 0,6,6 - - _
86 | OHX 6 2145 - 0,6,6 - - _
86 | OHX 1 3939 - 0,6,6 - - _
86 | OHX 2 2082 - 0,6,6 - - _
86 | OHX 1 4132 - 0,6,6 - - _
86 | OHX o7 103 - 0,6,6 - - _
86 | OHX 5 3967 - 0,6,6 - - _
86 | OHX 5 4025 - 0,6,6 - - _
86 | OHX 4 235 - 0,6,6 - - _
86 | OHX 1 4021 - 0,6,6 - - _
86 | OHX 5 4175 - 0,6,6 - - -
86 | OHX S8 302 - 0,6,6 - - _
86 | OHX 6 2140 - 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 3908 - 0,6,6 - - -
86 | OHX 5 4242 - 0,6,6 - - -
86 | OHX 6 2149 - 0,6,6 - - -
86 | OHX 6 2064 - 0,6,6 - - -
86 | OHX 4 233 - 0,6,6 - - -
86 | OHX 1 3972 - 0,6,6 - - -
86 | OHX 5 3913 - 0,6,6 - - -
86 | OHX 5 4057 - 0,6,6 - - -
86 | OHX 2 2076 - 0,6,6 - - -
86 | OHX 6 2167 - 0,6,6 - - -
86 | OHX 1 3985 - 0,6,6 - - -
86 | OHX 5 3932 - 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 | EDE 2 2180 - - 20/66,/66/66 | 0/1/1/1
87 | EDE 6 2202 - - 20/66/66/66 | 0/1/1/1

All (5) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
87 2 2180 | EDE | C3-C4 | 4.50 1.58 1.52
87 2 2180 | EDE | C29-N55 | -3.38 1.27 1.33
87 6 2202 | EDE | C29-N55 | -3.20 1.27 1.33
87 2 2180 | EDE | C29-Nb4 | 2.22 1.33 1.27
87 2 2180 | EDE | C34-C32 | -2.06 1.49 1.52

The worst 5 of 12 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(®) | Ideal(°)
87 6 2202 | EDE | 042-C3-C4 | -5.45 98.09 111.01
87 6 2202 | EDE | C32-C31-C30 | -5.10 98.00 112.73
87 6 2202 | EDE C2-N1-C30 | -4.86 112.11 122.69
87 6 2202 | EDE C2-C3-C4 3.97 116.73 111.05
87 2 2180 | EDE | C11-C10-C9 | -3.65 102.64 113.92

There are no chirality outliers.
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5 of 40 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
87 2 2180 | EDE | N46-C45-C6-C7
87 2 2180 | EDE | C12-C13-C14-C15
87 2 2180 | EDE | C12-C13-C14-0O51
87 2 2180 | EDE | N50-C13-C14-0O51
87 2 2180 | EDE | N33-C32-C34-C35

There are no ring outliers.
No monomer is involved in short contacts.

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.
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Ligand EDE 6 2202
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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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