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

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

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

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

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

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

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

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

The reported resolution of this entry is 3.10 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 D 5.7%
Sidechain outliers D 19.7%
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 65% 29% 5% -
1 6 1800 65% 31%

2 SO 251 63% 18% S 1e%
2 sO 251 65% 15% . 18%
3 S1 254 57% 24% S 1e%
3 sl 254 66% 18% s
4 S2 253 64% 21% BV A
4 s2 253 67% 17% VA

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

Mol | Chain | Length Quality of chain
> S3 239 74% 18% 7%
) s3 239 71% 20% 7%
6 S4 260 80% 19%
6 s4 260 81% 17%
7 SH 224 70% 20% 8%
7 sb 224 71% 20% 8%
8 S6 236 76% 19%
8 s6 236 75% 16% - 8%
9 ST 189 75% 22% e
9 s7 189 74% 21% o
10 S8 200 78% 16% - 6%
10 s8 200 80% 14% - 6%
11 S9 196 73% 19% %
11 s9 196 2% 20% %
12 Co 105 69% 21% 0%
12 c0 105 65% 23% %
13 C1 155 81% 18%
13 cl 155 72% 21% 6%
14 C2 142 58% 26% 13%
14 c2 142 54% 32% 13%
15 C3 150 77% 21%
15 c3 150 79% 19%
16 C4 136 71% 18% R 7
16 cd 136 74% 18% %
17 Ch 141 67% 19% 12%

Continued on

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

Mol | Chain | Length Quality of chain
17 ch 141 74% 17% ..
18 C6 142 76% 20%
18 c6 142 79% 20%
19 c7 136 71% 15% . 12%
19 c’ 136 68% 17% 14%
20 C8 145 72% 24% o
20 c8 145 74% 23% B
21 C9 143 80% 18%
21 c9 143 83% 15%
22 DO 120 65% 23% 11%
22 do 120 65% 25% 8%
23 D1 87 71% 26% B
23 dl 87 71% 26% B
24 D2 129 82% 16%
24 d2 129 85% 14%
25 D3 144 76% 20% o
25 d3 144 84% 15%
26 D4 134 87% 13%
26 d4 134 83% 15%
27 D5 107 46% 17% 35%
27 d5 107 51% 13% 36%
28 D6 97 71% 21% T
28 d6 97 82% 16%
29 D7 81 78% 22%
29 dr 81 69% 28% B

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

Mol | Chain | Length Quality of chain
30 D8 66 77% 17% - 5%
30 ds 66 70% 23% 5%
31 D9 55 82% 13%
31 d9 55 75% 22% -
32 EO 60 77% 20% o
33 El 76 53% 33% 8% 7%
33 el 76 55% 37% Ta%
34 SR 318 85% 15%
34 sR 318 87% 13%
35 SM 273 42% 14% 42%
35 sM 273 31% 7% - 62%
36 1 3396 55% 32% 6% 7%
36 ) 3396 54% 33% 6% 1%
37 3 121 76% 23% .
37 7 121 67% 29% -
38 4 158 61% 33% “6%
38 8 158 66% 28% 5%
39 L2 253 80% 18% .
39 12 253 75% 23% B
40 L3 386 79% 20% .
40 13 386 80% 19% .
41 L4 361 76% 22% B
41 14 361 80% 18% .
42 L5 296 79% 19% .
42 15 296 79% 19% -

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

Mol | Chain | Length Quality of chain
43 L6 175 69% 20% AT T
43 16 175 75% 14% . 10%
44 L7 243 81% 9% - 9%
44 17 243 78% 12% - 8%
45 L8 255 75% 16% 9%
45 18 255 73% 17% 9%
46 L9 191 77% 23% .
46 19 191 79% 20%
47 MO 220 76% 20% -
47 m0 220 76% 20%
48 M1 173 72% 22% o
48 ml 173 71% 24% T
49 M3 198 81% 15%
49 m3 198 77% 21%
50 M4 137 80% 19%
50 m4 137 85% 13%
51 M5 203 82% 17%
o1 mb 203 79% 20%
52 M6 198 89% 9% nee
52 m6 198 83% 16%
53 M7 183 81% 19%
53 m7 183 72% 13%  15%
54 M8 185 81% 18%
o4 m8 185 81% 18%
55 M9 188 89% 11%

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

Mol | Chain | Length Quality of chain
95 m9 188 78% 22% .
56 NO 172 80% 20%
56 n0 172 78% 21% .
57 N1 159 81% 18% .
57 nl 159 82% 17% -
58 N2 120 67% 15% 17%
58 n2 120 66% 14% 18%
59 N3 136 88% 12%
59 n3 136 93% 7%
60 N4 155 55% 8% - 37%
60 n4 155 75% 12% . 13%
61 N5 141 70% 6% . 1a%
61 nj 141 67% 15% 15%
62 N6 126 79% 20%
62 n6 126 67% 29% o
63 N7 135 76% 21% B
63 n7 135 73% 24% o
64 N8 148 82% 17%
64 n8 148 78% 21% .
65 N9 58 79% 19% B
65 n9 58 74% 22% T
66 00 104 76% 16% - 7%
66 o0 104 76% 20% -
67 01 112 76% 18% R
67 ol 112 68% 27% T

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

Mol | Chain | Length Quality of chain
68 02 129 84% 15%
68 02 129 75% 23% B
69 03 106 92% 8% -
69 03 106 80% 18%
70 04 120 78% 4% - 1%
70 o4 120 76% 18% “T%
71 05 119 77% 22%
71 0b 119 79% 21%
72 06 99 70% 26% o
72 06 99 70% 28% B
73 o7 87 79% 21%
73 o7 87 85% 14%
74 08 77 75% 25%
74 o8 7 70% 30%
75 09 50 88% 12%
75 09 50 82% 18%
76 QO 52 83% 15%
76 q0 52 83% 15%
7 Q1 25 68% 28% -
7 ql 25 68% 32%
78 Q2 105 75% 22% o
78 q2 105 80% 18%
79 Q3 91 86% 14%
79 q3 91 80% 20%
80 e0 62 71% 27% B

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

Mol | Chain | Length Quality of chain
81 p0O 311 37% 9% 54%
82 m2 160 94% 6%
83 pl 47 100%
84 p2 46 100%

The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-
ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
88 ZBA 1 4206 X - - -
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2 Entry composition (i)

There are 88 unique types of molecules in this entry. The entry contains 411881 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 1781 37048 16965 6715 12487 1781 0 0 0

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

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

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

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

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

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


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

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 59 185 ?Zgil 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
IR H R EEE
12 %0 T7O6t§L | 4(9]1 11;15 124 g 0 0 0

There are 4 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference

Co 89 ALA GLY conflict UNP Q08745
Co 98 SER THR conflict UNP Q08745
c0 89 ALA GLY conflict UNP Q08745
c0 98 SER THR conflict UNP Q08745
e Molecule 13 is a protein called 40S ribosomal protein S11-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 Cl1 195 rfgtlil 735 21?\)10 2(86 § 0 0 0
13 e 146 11“?2&81 737 21;1 1(9)7 § 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 P0CX47
cl 147 ALA GLY conflict UNP P0CX47

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

There are 4 discrepancies between the modelled and reference sequences:

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

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

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

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

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

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

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

There are 2 discrepancies between the modelled and reference sequences:

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

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

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

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

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

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

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

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

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

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

e Molecule 23 is a protein called 40S ribosomal protein S21-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
23 Dl 87 684 420 125 137 2 0 0 0
Total C N O S
23 dl 87 684 420 125 137 2 0 0 0
e Molecule 24 is a protein called 40S ribosomal protein S22-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
24 b2 129 1021 650 188 180 3 0 0 0
Total C N O S
24 d2 129 1021 650 188 180 3 0 0 0
e Molecule 25 is a protein called 40S ribosomal protein S23-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
25 D3 144 1121 708 220 191 2 0 0 0
Total C N O S
25 d3 144 1121 708 220 191 2 0 0 0
e Molecule 26 is a protein called 40S ribosomal protein S24-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
26 D4 134 1073 676 208 189 0 0 0
Total C N O
26 d4 134 1073 676 208 189 0 0 0
e Molecule 27 is a protein called 40S ribosomal protein S25-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
21 D5 0 563 360 104 99 0 0 0
Total C N O
21 db 69 558 357 103 98 0 0 0
e Molecule 28 is a protein called 40S ribosomal protein S26-B.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 D6 97 769 475 160 129 5 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 d6 91 769 475 160 129 5 0 0 0
e Molecule 29 is a protein called 40S ribosomal protein S27-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 D7 81 610 382 110 113 5 0 0 0
Total C N O S
29 d7 81 610 382 110 113 5 0 0 0
e Molecule 30 is a protein called 40S ribosomal protein S28-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 D8 63 497 306 99 91 1 0 0 0
Total C N O S
30 d8 63 497 306 99 91 1 0 0 0
e Molecule 31 is a protein called 40S ribosomal protein S29-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31 D9 b3 442 274 92 72 4 0 0 0
Total C N O S
31 d9 53 442 274 92 72 4 0 0 0
e Molecule 32 is a protein called 40S ribosomal protein S30-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
32 kO 60 475 299 98 77 1 0 0 0
e Molecule 33 is a protein called Ubiquitin-40S ribosomal protein S31.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 | E & 566 362 106 94 4 0 0 0
Total C N O S
33 ] el 76 608 388 117 99 4 0 0 0

e Molecule 34 is a protein called Guanine nucleotide-binding protein subunit beta-like protein.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
34 SR 318 2441 1544 419 470 8 0 0 0
Total C N O S
34 sR 318 2442 1544 418 472 8 0 0 0
e Molecule 35 is a protein called Suppressor protein STM1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
35 SM 159 1104 652 221 231 0 0 0
Total C N O
35 | sM 104 680 403 140 137 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
30 1 3149 67355 30086 12142 21978 3149 0 0 0
Total C N O P
36 g 3150 67376 30095 12145 21987 3149 0 0 0
e Molecule 37 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
37 3 121 2579 1152 461 &45 121 0 0 0
Total C N O P
37 7 121 2579 1152 461 &45 121 0 0 0
e Molecule 38 is a RNA chain called 5.8S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
38 4 158 3353 1500 586 1109 158 0 0 0
Total C N O P
38 8 158 3353 1500 586 1109 158 0 0 0
e Molecule 39 is a protein called 60S ribosomal protein L2-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 L2 252 1914 1191 388 334 1 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 12 252 1912 1190 383 333 1 0 0 0
e Molecule 40 is a protein called 60S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 L3 386 3075 1950 584 533 8 0 0 0
Total C N O S
40 13 386 3075 1950 584 533 8 0 0 0
e Molecule 41 is a protein called 60S ribosomal protein L4-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
41 L4 361 2748 1729 522 494 3 0 0 0
Total C N O S
41 4 361 2748 1729 522 494 3 0 0 0
e Molecule 42 is a protein called 60S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 L5 296 2375 1501 414 458 2 0 0 0
Total C N O S
12 15 294 2359 1489 412 456 2 0 0 0
e Molecule 43 is a protein called 60S ribosomal protein L6-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
43 16 196 1230 800 222 216 1 0 0 0
Total C N O S
13 16 157 1248 806 224 217 1 0 0 0
e Molecule 44 is a protein called 60S ribosomal protein L7-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
) L 222 1784 1151 324 308 1 0 0 0
Total C N O S
Sl 223 1791 1155 325 310 1 0 0 0
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e Molecule 45 is a protein called 60S ribosomal protein L8-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
45 L8 233 1804 1151 323 327 3 0 0 0
Total C N O S
45 18 231 1763 1130 316 314 3 0 0 0
e Molecule 46 is a protein called 60S ribosomal protein L9-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
46 L9 191 1518 963 274 277 4 0 0 0
Total C N O S
46 19 191 1518 963 274 277 4 0 0 0
e Molecule 47 is a protein called 60S ribosomal protein L10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
47 MO 211 1705 1083 322 294 6 0 0 0
Total C N O S
47| mo 213 1722 1094 325 297 6 0 0 0
e Molecule 48 is a protein called 60S ribosomal protein L11-B.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
18 Ml 169 1353 847 253 249 4 0 0 0
Total C N O S
48 | ml 169 1353 847 253 249 4 0 0 0
e Molecule 49 is a protein called 60S ribosomal protein L13-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
49 M3 193 1543 962 315 266 0 0
Total C N O
49| m3 194 1548 965 316 267 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

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

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

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

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

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

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

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

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

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

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

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

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

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

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

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

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

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

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

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

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

There are 2 discrepancies between the modelled and reference sequences:

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

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

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

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

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

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

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

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

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

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

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

e Molecule 82 is a protein called unknown protein chain m2.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
82 | m2 150 750 450 150 150 0 0
e Molecule 83 is a protein called unknown protein chain pl.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
83 pl 47 235 141 47 47 0 0
e Molecule 84 is a protein called unknown protein chain p2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
84 p2 46 230 138 46 46 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

85 9 126 o6 126 0 0

85 | g2 | Total - Mg 0 0
1 1

85 | ss | Total - Mg 0 0
1 1

$5 | SM | Toltal N{g 0 0
Total Mg

85 1 465 J . 0 0
Total Mg

85 3 14 L 0 0
Total Mg

85 4 922 0y 99 0 0

85 1.2 9 Total -~ Mg 0 0
9 9
Total Mg

85 L3 3 , ] 0 0

85 L4 9 Total = Mg 0 0
9 9

85 L5 1 Total = Mg 0 0
1 1

85 L6 9 Toztal hgg 0 0
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4U6F

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

85 L7 4 P 0 0

85 | LS | Total - Mg 0 0
1 1

$5 | 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 | M4 1 Toltal hgg 0 0

8 | M5 9 Total - Mg 0 0
2 2

85 | M6 1 Toltal N{g 0 0

85 | M7 5 Total - Mg 0 0
5 5

85 | M9 1 Toltal N{g 0 0

85 NO 9 Total = Mg 0 0
2 2

85 N3 3 Total -~ Mg 0 0
3 3

85 N5 1 Toltal N{g 0 0

85 N6 1 Toltal N{g 0 0

85 NS 6 Total = Mg 0 0
6 6

85 03 1 Toltal l\gg 0 0

85 04 1 Toltal l\gg 0 0

85 07 1 Toltal l\gg 0 0

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

85 6 147 e e 0 0

85 | sl 1 Toltal hgg 0 0
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4U6F

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

85 S8 9 ) ) 0 0
Total Mg

85 cl 9 ) ) 0 0
Total Mg

85 7 9 ) ) 0 0
Total Mg

85 8 9 ) ) 0 0

85 | d3 | Total - Mg 0 0
1 1

85 d4 1 Total - Mg 0 0
1 1

85 d6 1 Total - Mg 0 0
1 1

85 sM 9 Total -~ Mg 0 0
9 9
Total Mg

85 5 504 A 0 0
Total Mg

85 7 17 A 0 0
Total Mg

85 8 12 s 1o 0 0

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

85 13 3 , ] 0 0

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

85 15 9 ) ) 0 0

85 17 1 Total = Mg 0 0
1 1
Total Mg

85 m1 9 ) ) 0 0

85 m5 5 Total = Mg 0 0
5 5

85 mé6 9 Total = Mg 0 0
9 9
Total Mg

85 m7 4 PR 0 0

85 | n0 | Toltal hgg 0 0
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4U6F

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

85 n3 2 9 9 0 0
Total Mg

85 no6 2 9 9 0 0
Total Mg

85 n& 3 3 3 0 0

85 | 9 ] Total = Mg 0 0
1 1

85 | o0 | Total = Mg 0 0
1 1

85 ol 1 Total = Mg 0 0
1 1

85 03 1 Total = Mg 0 0
1 1

85 od 1 Total = Mg 0 0
1 1

35 0 1 Total Mg 0 0
1 1

85 a3 P Toztal N;g 0 0

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

OHX

N2

HN

N3

NH;

NMHN-— Os — NH M
/OS

H.N NH.
N6 N5
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total N Os
86 2 1 . 6 1 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
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
8 | S8 1 To;al 12 Ols 0 0
8 | S9 1 To;al 12 Ols 0 0
8 | C1 1 TO;al 12 ?S 0 0
8 | C3 1 TO;al 12 Cis 0 0
8 | C5 1 TO;al 12 Cis 0 0
8 | C8 1 TO;al 12 Cis 0 0
8 | D9 1 TO;al 12 Ols 0 0
8 | SR 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 | 1 | TO;al lg Ols 0 0
86 1 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 3 1 TO;al 12 Ols 0 0
86 3 1 To;al 12 ?S 0 0
86 3 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




Page 55 wwPDB X-ray Structure Validation Summary Report 4U6F

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
86 4 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 | L3 1 TO;al 12 Cis 0 0
8 | L4 1 TO;al 12 Ols 0 0
8 | Mo 1 To;al 12 ?S 0 0
86 | M5 1 To;al 12 (is 0 0
86 | M6 1 To;al 12 ?S 0 0
86 | M7 1 To;al 1g1 ?S 0 0
86 | M7 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | Ms 1 To;al 1(\3] Ols 0 0
86 | M9 1 To;al 1(\31 ?S 0 0
86 | NI | To;al lg ?S 0 0
86 | N9 | To;al 1(\31 ?S 0 0
8 | Ol | TO;al lg Ols 0 0
8 | 02 1 TO;al 1(\31 Ols 0 0
8 | O3 1 TO;al lg Ols 0 0
8 | O7 1 To;al 1(\31 ?S 0 0
8 | O7 1 TO;al 1;51 Ols 0 0
86 | Q2 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 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




Page 64 wwPDB X-ray Structure Validation Summary Report 4U6F

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 s1 1 To;al 1g1 Ols 0 0
86 sd 1 TO;al 1(\31 Ols 0 0
86 s8 1 TO;al lg Ols 0 0
86 c3 1 To;al 1(\31 ?S 0 0
86 c5 1 TO;al 1;51 Ols 0 0
86 c8 1 To;al 12 Ols 0 0
8 | d9 1 To;al 12 Ols 0 0
86 | sR 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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Continued from previous page...

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

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

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

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

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

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




Page 81 wwPDB X-ray Structure Validation Summary Report 4U6F

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 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 7 1 TO;al 12 Cis 0 0
86 7 1 TO;al 12 Cis 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 (is 0 0
86 7 1 To;al 12 ?S 0 0
86 7 1 To;al 1g1 ?S 0 0
86 | 7 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 7 1 To;al 1(\3] Ols 0 0
86 | 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 8 1 TO;al 1;51 Ols 0 0
86 8 1 To;al 12 Ols 0 0
86 8 1 To;al 12 Ols 0 0
86 8 1 TO;al 12 ?S 0 0
86 8 1 TO;al 12 Cis 0 0
86 8 1 TO;al 12 Cis 0 0
86 8 1 TO;al 12 Cis 0 0
86 8 1 TO;al 12 Ols 0 0
86 8 1 To;al 12 ?S 0 0
86 13 1 To;al 12 (is 0 0
86 13 1 To;al 12 ?S 0 0
86 14 1 To;al 1g1 ?S 0 0
86 | 14 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 15 1 To;al 1(\3] Ols 0 0
86 | 15 1 To;al 1(\31 ?S 0 0
86 | 15 | To;al lg ?S 0 0
86 | 19 | To;al 1(\31 ?S 0 0
86 | mo | TO;al lg Ols 0 0
86 | mo 1 TO;al 1(\31 Ols 0 0
8 | ml 1 TO;al 1(\31 Ols 0 0
8 | m4 1 TO;al 1(\31 ?S 0 0
86 | m5 1 TO;al 1;51 Ols 0 0
8 | m7 1 To;al 12 Ols 0 0
8 | n3 1 To;al 12 Ols 0 0
8 | 5 1 TO;al 12 ?S 0 0
8 | n9 1 TO;al 12 Cis 0 0
86 | 02 1 TO;al 12 Cis 0 0
8 | o3 1 TO;al 12 Cis 0 0
8 | o7 1 TO;al 12 Ols 0 0
86 | 2 1 To;al 12 ?S 0 0

e Molecule 87 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
87 | D6 | Total - Zn 0 0
1 1
87 | D7 | Toltal Zln 0 0

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

$7 | Do | Total ~ Zn 0 0
11

$7 | El | Total ~ Zn 0 0
11

87 | o7 | Total = Zn 0 0
11

87 | Qo | Toltal Zln 0 0

37 Q2 1 Total Zn 0 0
11

37 Q3 1 Total Zn 0 0
11

87 d6 1 Total ~ Zn 0 0
11

87 | dr | Total ~ Zn 0 0
11

87 d9 1 Total = Zn 0 0
11

87 el 1 Total = Zn 0 0
11

87 | o7 | Total ~ Zn 0 0
11

37 0 1 Total Zn 0 0
11

Q7 » 1 Total Zn 0 0
11

87 a3 1 Toltal Zln 0 0

e Molecule 88 is 12,13-Epoxytrichothec-9-ene-3,4,8,15-tetrol-4,15-diacetate-8-isovalerate
(three-letter code: ZBA) (formula: CyqH350y).
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ZBA

o186

\ Q?y‘ffc 3z 6 "
c3 |:cr-2 /
Ofgag G4 %
O C45 C48 \
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
88 1 1 23 o4 9 0 0
Total C O
88 5 1 33 94 9 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% «

29%

65%

Chain 2:

9ETY
SETH
vecd

181D
981D
S8TN
8.L1N

SL1D

€GTD

9710

vin

win
oIy

LeTN
9ETD
SETV
vern
€ETN

€TI0
0ETD

P10

asizit
€5¥N

i

Lvv0
Eiad

w0
€%%0

ovvn
6EVN

veYD

9TYD
STYY
YZvo

[4470]

8T¥D
LIVY
1544

%07
£0%D

TOPV
00%Y
66€EY

L6€Y
96€D

€6€0

88€D
LBEY

€8€D

08€N

8LEY

¥9€d

19€D

£%€0

TYEY

8590
4590
959D
G599

€990

0s9n

=) 0 © ~ DO =N m =) ~
0 © © © © © © © © © 3
< < < =1 < < < << =1 ]

L6SD

S65D
76SV

T8S0
085V

+

915D

TL9D
0L8Y

S99
6550
855N
LSSD

7550
€559

TSSO

TELD
TELD

62.LD

.20

STLn

€TLD
cTLd
TzLn

6T.L0
8T.L0
L1LD

YI.LD
ETLY
CT.LD

010
60L0

LOLY

S0L0

€0.LD
20LD
ToL0
004D

169D

7690

2690

189D
9890

789V

2890

089N
6,90

119D

Tzen
0zsn
618D
8180

918D
S18D

€180
218V

018D

L08Y
9208V

£08Y

96.LY

6.0
€6.LY

68LY

18LD

§8.0
¥8L0
€8.LD
z8.Ln
8.0

6LL0
8LLD

9L.LD
SL.LD
YLLY

99.0

L

95.LY
SSLY
YeLY

67.0

SvL0
vv.L0

cvLn

8€.LD
LELY

EELY

S86D

T960
096n
6560

TS6V

6760

Zv6D
Tvev

geen
€60

Tzen

aren
ST6V
716D
€169
zren
T160

T06D

868V

9680

9880

918D

S98V
7980

298Y

098n

958Y

vaen

L€8D

£€80

¥z8d
€289

16010

T60TV

980TV

080TN
6.L0TN

9.L0TV
9901D
T90TV
09010
65010
850TN

€50TD
250TNn

L

901D
0%0TD

L

€€0TD

TE0TA

62010
820TD
LTOTY
9201V

€201V
2coTo
12010
020tV
101N

L00TD

S00TV
001N
€00TV

S66Y

€66V

166D

886V

9TV

81CTD
L12TY

80CTV
L0210

86TTD
LBTTD

VeTTV

16110
06710

S8TTN

9LTTD

Y911
€911V

0911V

8STT1D
LSTTV

SSTTD
¥ST1D

TSTTV
0STTD

9YT1D

6ETTY
8ETTY

TETTY

L1110

Vi1

TT11D

80TTD

00TTD

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

wwPDB X-ray Structure Validation Summary Report 4UGF

Page 87

€9€TN
[ zoern |
T9ETN
|
7SETD
|
SYETY
YYETY

Cnan

0vETN

LEETY
|
LeeTo
|
v2eTo
i
T2eTy

STETN

sifa

SOETN
|
TOETN
|
T621D
|
1821V
98210
|
0821D
|
LLTTD
|
v.21D
i
69210

09210

hmmﬁb
TS21n
082N
mwmﬁb
9%C1d
EiZq5)
€¥CTD
ﬁwmﬁc
62CTD
82CTD
paan |

T6%10

L8VTY

L

(4745

t
1

6L71V

LL7TD

25745

TLYTV

69VTV

79V1D

T9%10

LSPTD
981D
98710
2ia5)

LYP1D
OVvIV

135745

8TVTD
LTYTY

1574500

€TV
[454%)

0071V

mmmﬁb
06€TN
mwmﬁo
mwmﬁc
cLETN
TLETV

sifin

79€TD

Y2910

9191D
ST9T0
V19TV

1191V

T091D

96STD
mmmﬂb
Ommﬂo
¢wmﬂu
V.LSTD
E€LSTY
CTLSTD

69STV

siia

09STN

LSSTN
9GSTY

0SSTV

14215

0%STD

8€STN
LESTO
9€STD
mmmﬁb
vesTY
mmmﬁc
L1570
9TSTY

vISTN

908D

€0STV

667D

L6710

€67V
14544 4

€LLTD

69,10
89.TD

99.LTV

09.LTD
6G.LTD

9SLTY

0SLTV
6VLTYV

LYLTD

SPLID

F

6CLTD

STLTD

E€TLTD
CILTIY
TTL1D

€0L1D
CTOLTY
TOLTY
00410
669TD

L69TD
969TD

691D

%8910
€89T0
28910
1891V

6.91D

83991D
L8910

¥S91D

6€9T0

YE9TO

TEITV

96.L1D
S6.10
Y6LTV
€6.L1D

L

e Molecule 1

meau
¥8L1D
€8.T0
T8LIV

08LTD

18S ribosomal RNA

31%

65%

Chain 6

1110

co1n

99N

0€D

TV

91en

S81N

6LTV
8.1n

SL1D

9910

€91D

091D
651N

L

TSTD

ovin
SYIV

€VID
(440
win
0vTV

8ETY
LETN

{44908

0€TD

sgIn

61TV

3

€170

71€0

L

80€0

90en

TOEV

662V

Lezn

182D

§8¢H

082N

8.lzn
LLzn

€LTD

LV

S92V

z9zn
T9zn
09zn

0520
6¥cn

9¥TH

Tven
oven

SETH
veTH
€€TO
{441

0€2d

8T¥D

9TPV

80%0
LOYY

70vD

LTSy
6150
STSV

719D
€750

TISV
0TSD

805N

908V
S08Y
7080

L

cosn

69%D
89%V

Yoy

7svn
€5vn

8%¥Dd

442

6EVN

eV
€EVD

9Zvd
SCTvV
¥Zvd

0E9V

S290

[44°))

029V
619V

L7190

STOV

Tron
0719

€090

TO9V
0090

165D

O~ 0O - N®HWoN o
~ N~ K 00 00 00 0 0 00 o o
OO0 © VOO WOOY QWO ©
vB=DbpPpLVLLUI<ILOS O

S69D
vesy
€650
083y
6.9V
8180
.90
0LSV

9950

L

~ O ROo
© © © &~
© © © ©
=S =]

6550

LGSD
9GSV

1

879D

973N

YvSv

0%5D
6€5D
8ESY

9€S0

€CLD
cTLd
1L
0TLd
6T.L0
8T.LN
LTLD

vTLD
T
oTLn
60.D

869N

S99n

299N
T99V

85990
€990
2999
199D

879D
L%9D

0790
8E9N
LE9D

Tesn
0€sN
628V

9z8n
Sz8n

€289

Tzen

918D
S18D
718V

T8y
118V

908V
S080

€08V
00801
S6.L0
veLn
£6.LY

68.LY

€8.LD
{470
8.0
08LY

SL.LD
YLLY

99.0
S9.D

¥eLY
19D
8v.LN
cvLn
6ELD
0ELD

9¢LD

166D

886V

8.6V
LL6Y

€.L6Y

0L6Y

996Y
5960

T960
096n
6560

L1569
9560

443

8€6D

SE6N

S98Y

£98Y

1980

85989

968V

Ly8Y

sesn
7€8D

zcesn

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UGF

Page 88

86010

960TD

2601V
T60TV

S80TD
7801V
€80TD
280TD
T80TV

6,010

LL01D
9.L0TV

€L0TD

65070

501N
950TN

€50TD
¢sotn
TS0TD

9%01D
S%01D

Tv01D
0%0TD

|

0E0TY

9201V
STOTY
vcotn

T20TD
[4ua
6T0TV

S00TV
70010
€001V

000TD
766D

€66V
66V

9021

€0CTY
(444

66TTD

96TTV

veTTY
€6TTY
TBTTD
98110
08T1D

SL110

€LTTD

TLITV

L9TTD

7911

09TTV

8ST1D

SST1D

TSTTV

iaas)
42500

8ETTY
LETTY

62110
8CT1D

12110
6TT1D
8TTTD
LT110

EITTV

80TTD

€0TT0
[40as)
TOTTD
00TTD

oVETY
SYETY
¢«mﬂ<
0vETN
wmmﬁo
Mm“ﬁo
ﬁmmﬂ<
9TETD
STETN
wﬂmﬂb
oﬁmﬂb
00€TY
66CTD
bmmﬂw
wwmﬁb
owmﬁo
mNmH<
T921D
65210
852N
PA(AY0]
9821V
mmmﬂu
9%CT0
S¥C1D
vvery
€¥CTD
cveTy
15745
ovZIn
6€2TN
wmmﬂ<
0€TTY
62C1D
82CT1D
9TTTV

02210

L12TY

80CTV

9G¥%10

8¥¥1D

VYTV
SYPID

6EVTO

SEVTD

€EYTD

TEYTO

6271D
8T 1D
LTVTIY

STYIY
iz44a 8
(4451

ﬁmma<
STPIN
vivIn
€ ._”m.s

2071

0071V

86ETN

T6ETV
06€TN

wwmﬁ<
vaa<
€LETD
CTLETN
ﬁhmﬁ<
homﬂc
Y9€TD
€9€1N
CT9ETN

L

YSETD

CTSETD

8YETY

€0L1D
COLTY
TOLTV

669TD
869TD

969TD

€89T0

089TD

TLOTY

€991

89919

|

%5910
€99T0
28910
6%91D

19910
0%9T10

829N

12910

81910

9191D
ST9TD
vI91V

T091D

96G1D

€6STY

06STD

¥831D
€8STV

-

%.S91D

CTLSTD

008TV
66.T0

-

S6.TN
v6LIV
€6.L1D

L

68L1D
881D
L8.L10

¥8L1D
€8.70

08.LTD

9LLTY

€LLTD

-

69,10
891D
L9L1D

SOLTV

CTOLTY

40S ribosomal protein SO-A

09.1D
TSL1D
0SLTV
67LTV
OvLIV
9ELTD

TELTV
0ELTY

LTLTD
9TLTD
STLID

CTLIV

e Molecule 2

0T.TN

. 18%

18%

63%

Chain SO

€9TN

8STA
LS1a

LYTL

6ETA
veE
1T
9C1d
61714
L1713
1111
€0TL
T0TH
Sev
883
18T
98A

8y

LEA

€024

00za

96TS
S6TM

Z6TL
1614

68TA
8811
L8TY
7811
LLTT
LT

S9TH

408 ribosomal protein SO0-A

e Molecule 2

. 18%

15%

65%

Chain s0

8STA
va1a
YvII
6ETA
TETD
1274
Y1l
61T
v1is
1111
OTTX
60TN

80TL

€0TL

TN

c1d

Td

902a

€024
20Tk

1674

981D

7811

6.74

cLTT

40S ribosomal protein S1-A

e Molecule 3

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UGF

Page 89

16%

24%

-
57%

Chain S1

2978

e

0TT1

S0Td

1671
961

€690

S8y

408 ribosomal protein S1-A

e Molecule 3

15%

18%

66%

Chain sl

LTTA
9Tl
ST
[4q5xs
0zTT
0TTT
L0TL
90TL
S0T4

£69

680

781

8.a

Z0)

041

S9A

{428

198

Lv1

9cH
STl

TCA

€€Td
CTETH

0€TY

82T1

¥cca

(4448

61CY

ST12A

(414N

L0271

0TI

[4vas

76TN
€6TI

7811
811

LLT0

SL14

€LTL

Y318

STy

LYTV

0€TS

408 ribosomal protein S2

e Molecule 4

14%

21%

64%

Chain S2

061
280
6.3
L0
9.1
S.LD
vLd
€L1
[N
691
420
29d
841
¥9a

171

LETA
9€Td
SETT
6221
92zl
S¢e1
veed

[£44AN
TeeL

1021
T0ZN
verd
L8TT
1818
iZA%
99TL
9GTL

0STD

LYIN

+

15448
ovTY
6ETI

LETI

PETT

61T

LITL

ETTT

TTTA

80TN
L0T8

L64
961
S6d

(434

8%¢s

svea

0%21

408 ribosomal protein S2

e Molecule 4

14%

17%

67%

Chain s2

061
180

78y
€81

T8N
08A

LD

€LT
TLT

691
191
891

SSa

€SI

71

Svea

0¥%CT

8€TS

SETT
veed

S¢e1

[4408
TeeL

8121

60CN

L0271

S0cH

Ll

96TA

S8TH

Ll

v918
€91D

8STL

0STD

8¥TT

9%IL

T71H

LTTL

ETTT

TTTA

L0TS

+

COTA

L64

434

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UGF

Page 90

408 ribosomal protein S3

e Molecule 5

7%

18%

74%

Chain S3

T8TA
8.74
LLTH
9L11
SLIA
CTLIL
0LTL
LSTT

evTY
[474%¢

LETA

8¢1d

L1748

€079

z6b

781

T8d

9.4

TLT

651

SSL

LEA

9zL

forac

121

64

9s
SI

vcca

{4448

0zzd

40S ribosomal protein S3

8121
4121
912d
) ¥acy

crey
T12d

60CI

e Molecule 5

L0TL
S6TS

68T

7%

20%

71%

Chain s3

(44!
157428

Y€T0

CETA

6C1S

LCTH

SCTA

0ZTA

9114

€111

TTIN

V64

€GL

17208

€%d

ovd

LEA

vex

121

(0)5:1
64

ﬂ‘-l\
— £

SCTA

€2TH

1zes
ozed
1244

40S ribosomal protein S4-A

L1121
91¢d

€12d
(424}
T1ed
01zd
20z1
6.10
9LT1
CTLIL

6910
89TI

191D
0971S

8GTI

IV

e Molecule 6

19%

80%

Chain S4

1874

Z8TA

08TT

0LTL

9YTL

[4745:

TeTT

0zTs

L1173

STTL

€T7Y

TITA

701a

ZOTA

261

652h
85z

9G2H
8¥CI
LTS

9YCT
Sy

oveH

Lezh
9ced

€N
2eel
1344
61CA

S1cda
vie1

T1ey

90za

LBTH

S6TI

408 ribosomal protein S4-A

e Molecule 6

17%

81%

Chain s4

7911
€97Q

09TA

8%Td

9%IL

TETT

LT

€er1

911d
STTL

€TTY

86N

061
8LL
0LA
190
Cs1
TSy
0SN
674
8¥%1

(4741

9918

408 ribosomal protein S5

e Molecule 7

8%

.

Mo s
© ©
o>

20%

70%

Chain S5

€84

784

9.4

0LA

891

4!

TSA

6vd
8¥%4

15728

8€L

sed
)

zced

oV
S

€TA

Tl

a4

9123

€1T

7611

9974

29TA

09TA

LSTd
9STY

€38T1D
081D
6VTA
8¥Td
LYTL
B6ETN
0E€TI

LTTh
9z1a

611Q

LITL

T0TD

R LDWIDE

w_ 0

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report 4UGF

Page 91

e Molecule 7: 40S ribosomal protein S5

8%

20%

71%

e Molecule 8: 40S ribosomal protein S6-A

Chain sb:

00TN

96S

9EV
sed

EEA

1ed

621
8¢d
LTl
Se1

€CTA

€2TS

6124

912d

702D

7611

2614

06TI

98TN

7814

SLTT

0LTD

LSTH

TS1D

8714
LYTL

YETA

SCTL

6110

[q3%:¢

[40x:

19%

76%

Chain S6:

2s1a

67TY
8¥%1S

9%1D
547498
LETYH
ety
6CTA
2Tl
9z1a
SCTL

(44X

0cTd
611D

6071
864
64
6.3

8LL
A

691

€cTA
L12S

(42401
1121

T02d
SLTI
YLIN
€L1d

OLTL
691X

S91D
8GTI

SS1a

e Molecule 8: 40S ribosomal protein S6-A

8%

16%

75%

Chain s6:

YL
€LTd

0LTL

S91D

LSTA

SS1d

TS1d

67T
8¥1s

EVINA

6CTA

L2TL
9¢1d

1211

STTH

60T
80TA

L6A

€63

T8A

9.1

€L1

TLL
0Ld

891
LOA

180

£va

e
o€

bt

STy

L0z3

€671

08TL
6LTA

e Molecule 9: 40S ribosomal protein S7-A

22%

75%

Chain S7:

CETd

*

9211

CCTTH

9174

455

[4ax:
TTTH
OTTd
60TA

voTyd

SLL
L0
ELA
044

29T

S8TI
TLIN
1914
Y914
1910
SS1a
vIA

veTa
€ETL

e Molecule 9: 40S ribosomal protein S7-A

21%

74%

Chain s7:

3

998

7oA
0sa
SEN
ve1
izl
0es
vcd
S1d

7Il
€1d

110

61

981d

+

1871
08710

LLTL
9911
€91Q

0STh

D E

O

R L DWI
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UGF

Page 92

e Molecule 10: 40S ribosomal protein S8-A

—
« 6%

16%

78%

Chain S8:

TSTH

6¥%1S

8ETN
LETH

0zTL

S6L

Z8A

9LL

258

0.4

193

694

TSN

08D

oA

SEL

Ll

ScH

{44
124

(158

7S

1

e Molecule 10: 40S ribosomal protein S8-A

9611

€611

981D
9814

9.L18

7914

1918

SSTS

€979

—
.« 6%

14%

80%

€811

SGTS

CSTI
TSTH

8YIV
LYTV

9ETS

€CTA

0ZTL

TOTI
00TV

e Molecule 11: 40S ribosomal protein S9-A

S8T7d
811

—
. 6%

19%

73%

Chain S9:

2918

1814

67Td

SIS

8ETA

Ll

0ETL

1e18

L11D

STTY

OTTh
6071

SOTT

€0Ta

TOTA

661
86V
1671

[42:1

0L1
694

2814

i ZA%

CTLIA

e Molecule 11: 40S ribosomal protein S9-A

69Td
89TH

—
. 6%

3

20%

72%

Chain s9:

LY
9¥Td

CYIN

0%TI

€ETH
0ETL
9zTYd
0TTH
8111
TT1L

OTTd
60TT

SOTT

2814

081X
6L14

TLIA

691d

19TV

Ll

e Molecule 12: 40S ribosomal protein S10-A

TS1a
0STT
6%Td

9%

21%

69%

Chain CO:

L8A

281
T8N

8.4
9.1
1.4

Y94
€94

984
SGSA
4578
671

L¥D
9%1

GEI
62b
8CN
124
0cA

84

97

T

e Molecule 12: 408 ribosomal protein S10-A

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UGF

Page 93

9%

23%

65%

Chain c0:

96N
S64
764

261

281

e Molecule 13: 408 ribosomal protein S11-A

18%

81%

Chain C1:

1

—
. 6%

iA
SYIV

E€YIS

8ETN

9eTYd
T€TL
STTA
8TTh

60TA

e Molecule 13: 40S ribosomal protein S11-A

21%

w—
72%

Chain cl:

IV

6ETA
8ETN

€CTA

LITA

12341
€T1d

60TA

e Molecule 14: 40S ribosomal protein S12

13%

26%

58%

Chain C2:

T6A

TLI

0S4

SP1

€74

91

LEA
9€1

£ed

821

(44N
Tca

Or® o1 o ~roooHan oo
oo - - §og o oM 3
pa === < 7 SIHMEAMI TR

e Molecule 14: 40S ribosomal protein S12

[se]
o)
a

13%

32%

54%

Chain c2:

e Molecule 15: 408 ribosomal protein S13

21%

—
77%

Chain C3:

(4745

8ETN
LETd

SCT1

LTTT

STT1
5%

orTa

90Ty

€013
20Tl

881

9L
SL1

89D

©
©
H

794

TOL

8SH
LSV

SP1

e

64

Te€d

821

TZN

9TI

€18

111

63

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UGF

Page 94

e Molecule 15: 408 ribosomal protein S13

6%TT

19%

79%

Chain ¢3:

6ETM
8ETN
LETd
TETL
1274
SC11

9TTI
STT1

LOTX

€073
2011

€64

781

081

e Molecule 16: 40S ribosomal protein S14-A

8LN

L9L

09A

7%

18%

71%

Chain C4:

LETT
9ETH

Letd
9CTL

254
80TS

€0TYd
2oTT

660
96d

€61

1

681
S.LD
96s
9GS

oSy

e Molecule 16: 40S ribosomal protein S14-A

—
. 6%

18%

74%

Chain c4:

e Molecule 17: 40S ribosomal protein S15

12%

19%

67%

Chain Cb5:

0ETY

9CTIA
S¢1d

1211

9111

0T1d

80Ty

TO0TY

669

76A

694
89d

188

iag

i

e Molecule 17: 40S ribosomal protein S15

17%

74%

Chain c5:

iz

(S

Ll

628

Lzd

j£8

PADS

YTl

crd
TTA

63

LY
ON

e Molecule 18: 40S ribosomal protein S16-A

20%

76%

Chain C6:

O

R LDWIDE
PROTEIN DATA BANK

W



4U6F

20%

79%

wwPDB X-ray Structure Validation Summary Report

e Molecule 18: 40S ribosomal protein S16-A

Page 95
Chain c6:

(445} | epTe
THTL faan
0%TL €71
| |
9gTh 8ETL W
. I ] i s
£pTY X ° mmé 9210
(4299 — S | getd |
L pIs 3 9TTT yETH x vo1E
VTN STTH £ETA < [ |
[ | * © y17d N [ | 1€7a
LE74 . & [ | m 6111 1
[ ] wmg 811d N o114 N
9TTT X 1171 | 60TT | sz1S
1372 n 6111 o 9TTH 80TH | wern
PITY [ | [ [ | [ | SOTA €21y
mma mmS — 1078 €61 | | [ |
90TL | zer 00TL 761
OTTL 1078 | sotd | 160 | | [ |
| | | 9011 | HOTN [ | 60 H8)
L6A ) €070 B8N | g6l [ |
| | [ | €8y 261 TLA
m% 661 z8d 16 oLb
869 | 18T | 06N 69)
06A 083 680 | 89y
[ | [ | [ | LOW
Mmu mE mwm
69 A_u A_u A_u TLT A_u mwx A_u
89Y e 88A e~ LD g9y
V70— 188 — m — B LLL w [ |
994 wn [p] wn wn [ | wn o 158
o o o 098 a w0 o S [ |
— o — o o - — 2 - — © £9M
>
S = €80 o . 98d s R L5¥ < & £90 S |
S5A o ~ | zsa 1S} X TN o ™~ [ | o ~ | eaL o 178
00
e = 7831 = o | sk | = 59T = 191 = | ows
mmq (o [ ] o Mwa (oF [ ] [oF mwm (o 6EL
— eL1 — — 0% — — | ey |
0sd < [ < [Pt < [ ] < 0% < LEA
| | m 1.4 m [ | m 821 m | | m 9€1
LY @} L oss e} [ 54 o oo e} 9e) o sea
| | 691 R | | 921 X | oser | [ owen
o o o o o
528 ) [ ] 3 691 3 qzN 3 yEL 3 gek
zvd — 8SH — 899 — [ | — €EL — | zen
| Thd — [} — 198 — 171 = ] — Ted
ova wn $SL wn [ | wn | ooty wn 62 wn [ |
ey © [ ] =) 9% ) a1 () ] ) 821
8e1 ~ v ~ [} ~ | s ~ YA ~ [}
mm.ﬁ & m§ & mﬁ & £TH S muz - 2t
821 — ¥e1 — $ET ™ TTd ™ 9Ty ™ ze1
| | <@ .. [ | < [ | <@ < ST <@ .. [ |
€23 = I~ STl = < 620 = o0 = 1%e) $11 = [ 8TA
| 2 @) | g o | 2 @) z g o | . 2 @) |
£T < Sy 2 8L <2 9 <2 9| <2 9
| s £ mmm O = | S = i EH = g i S .5  mmm
9s M < €4 M < X M < M < I own M < A
e T S H T 5 HE S mia B . G E S
° O ° O ° O e At ° (@) zs | opIv ° @)

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UGF

Page 96

e Molecule 21: 40S ribosomal protein S19-A

15%

83%

Chain ¢9:

{47458

0¥%11
6ETL

62Th

e Molecule 22: 408 ribosomal protein S20

11%

23%

65%

Chain DO:

6Gd

LS4

{4’}
TSA

67N

Lvd

3

STh

*

e Molecule 22: 408 ribosomal protein S20

8TTA
LTTA

vITA

8%

25%

65%

Chain dO:

€0TI
2oTd

661

LBA
96d

684
883

S84

181

LLY

25

9%
09L

LS54

{458

67N

42\

Y€1

TEA

Ll

Scl

(448

LTD

STO

€14

8TTA

STTd

80TI
LOTL

e Molecule 23: 40S ribosomal protein S21-A

SOTh

26%

71%

Chain D1:

L

78S

0834

8.1

SLN

(429

ord

e Molecule 23: 40S ribosomal protein S21-A

26%

71%

Chain d1:

€eb
{47\

—
—
=l

e Molecule 24: 40S ribosomal protein S22-A

16%

82%

Chain D2:

L

9211

L1174

SOTL

€0TI

860

-

T8A

6.4

9.8

22

894

L84
9GH

€61

6vd

62d

e Molecule 24: 40S ribosomal protein S22-A

3

O

R LDWIDE
PROTEIN DATA BANK

W



4U6F

14%

85%

wwPDB X-ray Structure Validation Summary Report

Page 97
Chain d2:

[ | 881
ovTH [ |
| | [Vt
98T "
I | I 0.
zeTT

8¢1s

15%
13%
8
=]

15%
-

° z9A
¢ o
N = 65K
[4351 ™ gqy
L 1 |
oTTH a9d
i . =
8eTd | |
1074 [ | STT1 0]
| | €2 | | £va
£0TT | zerd 5018 Tyl
| zota 1274 | | . %1
018 [ ozia 16T |oom
00Ta 6119 | | 6EY
[ | 881 8EH
1 60TY | | o
oty LIN =
1078 8L \.mE | | —
| 90tL €81 1 893
SOTL < 4> < €011 < < | | <
ol oA | ~ Peomy & R Lewi <H 834 Yo
€071 a 6LN a R 1078 N Ry | | N N
| n [ | n o 00ta n o ey @p) N p)
€61 o © VLA o o [ | a | | o 3 o
[ | = ) g4 = 96 .= s074 = =
eoil 3 = | E 1 Z i & E
[ | o oL o 81 o 20T o £v o
€81 o [ | = [ ] = [ | b 1 =
] (o8 178 o mE [oF mwu [oF (oF
YN — —_ — — 8ed —
] < r < 995 < 1oy < em S o
894 m 0%s m [ | m | | m 9es m W
| | @} | | e} 198 e} LSA o SEA o <
591 & €€T 5 | & | & [ S
| | ) | zew | ) 9% ) HSY ) £EY 3
52 — TEY — [ | = | | — | | —
] — [ ] — ovs = 153 — ogd =
i 2 Z —_ L 2 b 2
STH 8T 98 92a
zed < ] ~ mwz ~ sen ~ ] ~
168 254 .. | weN zeh
[ ] L0 [ ] 0 674 © ey © ] b~
9z1 o\ 118 N mEEm N zeu o\ €11 N
E < @ Lo < .. LTA < X [ | <@ .. emn < s
veb = 61 = o I = 82T = <t TT = 00TI
= 2 A s 2 ke 2 A ] 2 < | g A |
<2 14 ] HI 2 9L < 8y 2 164
n o g | S B | S .E s o 5 mmm < S ses
M < &) M < 61 M < BV M < 9l M o] S6H
s 1l S mlm s 1 S S
° O ¥oTH ° O ° @) ° O ° @) |

36%

13%
RLDWIDE

O
PROTEIN DATA BANK

erbDeBe

W

51%

e Molecule 27: 40S ribosomal protein S25-A

Chain db:



Page 98 wwPDB X-ray Structure Validation Summary Report

4U6F

=

Zi=

e Molecule 28: 40S ribosomal protein S26-B

Chain D6: 71% 21% 8%
I§ ﬁ-a-ﬁ-§-§-§.§-§*§-glé g §I§-§ ‘m 5-51

e Molecule 28: 408 ribosomal protein S26-B

Chain d6: 82% 16% -
IQ-EIE §I5-§-§-§-§-§-§-§ E+§I§ §1

e Molecule 29: 40S ribosomal protein S27-A

Chain DT: 78% 22%

IS g-ﬁ-ﬁ-ﬁ-ﬁ-élﬁ-i-i-é-ﬁlﬁ-ﬁ £ §-§-§I

e Molecule 29: 40S ribosomal protein S27-A

Chain d7: 69% 28% B
I;‘E-ﬁ §= 88"k §I§ §I§ i E‘EI@ g ErEIE E-§1

e Molecule 30: 40S ribosomal protein S28-A

Chain D8: 77% 17% - 5%
.EIE'E"EIﬁ 512’-% §-§I§1

e Molecule 30: 40S ribosomal protein S28-A

Chain d8: 70% 23% 5%

T36

=)
<
-

D52
L54
E58
S69

oMo o NI [ o — ©
) - —- ] o ™ © ©
12 =l = O o 4 o o =}

e Molecule 31: 40S ribosomal protein S29-A



wwPDB X-ray Structure Validation Summary Report 4UGF

Page 99

13%

82%

Chain D9:

i

o
]
-

0€1

(44!

614

(41!

~N.,=
= 0

e Molecule 31: 40S ribosomal protein S29-A

22%

75%

Chain d9:

ash!

9€1

(4

0€1

S2s

E€CTA

e Molecule 32: 40S ribosomal protein S30-A

120

—
77%

20%

Chain EO:

o
©
A

©
0
=

TSN

671

e Molecule 33: Ubiquitin-40S ribosomal protein S31

{4

Tex

7%

8%

33%

53%

Chain E1:

TSIN
0STA

9¥%1s

6ETT
8ETYH

SETH

0ETA

8CTV
121D

0zTa

8114

ETTA

601d
80TA

90TA
SOTA

€071

+

T6I

683

181
981

e Molecule 33: Ubiquitin-40S ribosomal protein S31

[l
@0
X

—
8%

37%

55%

oo
D
II:> II

Chain el:

LYIA
oIS

9ETH
SETH

T€T4
0ETA

8TV
121D

vcid

1210
0zTa

9TTH

ETTH

1114

601a
80TA

SOTA

€071

0071

9634

(458

o
[}
II..=‘ II

98L

€84

8%

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

6.4

15%

85%

Chain SR:

Loza

20z

1610

S91d

€910

{4490

15745

LETH
9ETI

veTM

LTTH

C11s

90TH
S0TD

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

8TEY
LTEL

80€EN
662h
LLT3
89zh

99z2a
S9271

8¥%CN
8€ea
CETA
62Ty
44
{4448

1121

13%

87%

Chain sR:

YETT

CETA

8TTA

812D

20eT

9814

9LTH

S91d

€91d

0973
6STN

6%1a

SP11

15745

€CTI

v11a

80TS

R LDWIDE

O

PROTEIN DATA BANK

W



4U6F

wwPDB X-ray Structure Validation Summary Report

Page 100

8TeY

CIEN

60EA

L62d

S6CS

182A

0921

0SZX

Ssved

Suppressor protein STM1

e Molecule 35

42%

14%

42%

Chain SM

+

L6L
964

Y6H

161

684
884
181
98N

78d

LLL

it

=N
© Q ©
HeAa

o
[t}
I~

¢Sd

€%a
(444

LEA

€Ty

021

LIA

STV

(470

YL
eLTd
TLIA

3

99TA
=128

€STQ
2STh

0¥1a

L

veTQ

€11Q

Suppressor protein STM1

e Molecule 35

62%

7%

31%

Chain sM

€83

LLL
9LA
S.a
YL

S9L

€9a

191

0SN
674

L9V

S§7S

(444

vex

€T3

TLIA

Ll

63TV
8STh

25S ribosomal RNA

e Molecule 36

7%

6%

32%

i

55%

Chain 1

0TTH

+

701D
€0TD
(4o} %o}

Lén

<
o)
o

™
pe
IIII‘)

989
S8V

8.0

9.LD

890
L9V

L
1

ToV
09V

0sn

8%V

9N

n
ia
{47

ovv

© o o
NN ®
o o <

©
N
<

Sen
44

01D

622D

S¢T0
¥2eo

612V

ST2D
¥12d
€12y
(4343

ToTy
002D

L6TD

1610

0670
681D

2810

€L1D

6910

991D

€910

091D

LSTY

SST1D
Ly10

ev1d
(445

9€TD
€ETN

(494
12TV

91TV

2944

8Ly

SEED

€EED

62N

92EN

veev
€TEV

T2ed

8TEV
L1EV

vren

¥0ed

i

L62D
962V

1620

1829

98¢y
41

182D

6.20

L

1470

(4444

61%D

LIVV
9THY

607V

907D

70%D
€070

To%0

86V

76€D

26€D

88€D

98EY

v8ev

SLEY
cLEV
89€D
79ed
€9€D
29en

LSGEY

SGEV

6VEY

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UGF

Page 101

S6%D

(%744

L

SEVD

2638V

685V
889D
1850

S8SV
783D

289D

6.9D
8LSY

98D
.99

6939V

2950

6GSV
855N
LGSV
9680
SG6S0

[4i=p]
TGSV

83D
Ly9D
93D

%30
£%50

vsn

9€SN
SESD

TESD
0€SD

€SV

Tesy
0ZsNn

819D
L19D

015D

€050

96%0

LLOV
9L99

TLOV

L1990

€990
299N

099V
659D
899D
9990

299D

0L.LD

89.0
9.0
99.0
S9.0
9.0

65.0

851D

€38.0

LY
SY.LD

€%.L0

SELY

€ELD

0€LD

S2TLD

6T.L0
8T.LD

STLY
Y1LD
€TLn
CTTLD
TTLY

BT BEC ) S RN U0 (T S
o M®© 000 o omo
HoEo N o © o o oMo
<= O =pPvoLLvb= O

789D

289N
7891

6,90
819D

S98N
798D

798D

658D

158D

81D

6.L.LD

6e60
8€60

9€6Y

€E6Y

T€60

1260

Szey

€260
zeen
T26Y

6160
8160

916D

716V
€16V
216D

016D

5060

€060

198D

62019

SCOoTY
¥201d

12019
020TH

8T0TD
LT0TD

0T0TD

80011

900TY

-

966V

766D
£66D

166D

986N

286D

086Y

86D

€L6Y

cLey

6960

cven
T¥6D

3
L

211D
9CT1H

42

zecrIn
12110

6TTTD

LTTTD
9TTTD

vIrin
€TTTD
CITTV

3

01770

¥0T1D

.

00TTA

860TV
L60TD
960TN
S60TN

€601V

18019

6.L0TV

LL0T0

CLOTD
1,010

690TD
wwmﬂo
S90TY
vwmﬂ<

LS0TY

F

8701V

9v0TV

LEOTD
9E0TV

S0CTV
Y0TTV

10270

96110

€6TTY

06TTY

98TT1D
S8TTD

18110

6LTTV

LLTTD

89TTN

SOTTY

9%11D

4420

(4425
13455
oﬂmac
LETTD
9ETTV

EETTV

TETTD

6CTTV

1821V
98CTV
S8CTH

08210

8LTTYV

j2kaa
€LTTY

TL2TY
0,27V

L9210
9921H
S9ZTN
7921
€9CTV
2921H

85c1INn

1821V

6%CTD
8%21D

izas)
SYCTY

745
cverd
wemn

LETTD
9ETTH
SETTN

€ETTD
CETTD

L2210

+

14qa |

(4245

811N
L1211V

L

€1C1D

01ZTN
602TD

LLETD

0LETD

89€TN
L9ETD
99€TV
S9ETH

C9ETD
emmﬁb
LSETD
9G€TN
SSETY

€SETN

TSETN

8¥eTN

SYETD

ZYETD

0%€TD

9€ETN
SEETD
YEETN

CEETV
TEETN
0EETY

8TETD

9CZETY
SCETN

F

9TETD

60€TN

90€TD
SO0ETN
YoeTY
86210

Y621V

8S¥1IN

SSHTN

ESVIV
TSYIV

Ly%1D
ovvIV
SvvIn

evvId
{47440

(4445

SEVIV

EEVTIV

90VTY
SovTNn

96€TD
S6ETD

88€TN

98ETV
mwmﬁo
T8ETV
08ETD

99STV
G9STD
79s1n
€9STD
C9STD

09STD

8SSTV

0SSTD

8%91D
L%STD

T¥STD

LESTY
9€STD

CESTD
TESTD

6CSTV

LTSTD

iZz4

T2STD
(45

LISTD

80STD

L

96%1D

L
3

(455745

68V TV

L8719

S8%1D

142241

08¥1D
LLYTY
9.¥1D
SLYTV

69710

S69T0

+

08919

LL9TD

SL9TD

29919

L9910

9%91D
S¥91N

EVITV

7910

6€9TD

62910

H

90910
S09TV
091D

2091V

S6STN

T6STD

88STV

|

€8STV
28STD
18310

6.S81D
881D

F

T¥81V

6E8TY
8€8TD
LE8TN
9€8TD

§28TH

12810

61810

L181D
9181V

vI8TV

0T8TV
608TV
86LTY
L6LTY
96.LTD
S6.T0
Y6.L1D
€6.L1D

0841
6LL1D

0LLTD
L9L1D
99.1D
S9.70
T9LTD

TSL1D
0SLTY

LyL1D

cyLIn
TYLTY

9ELTD

LTLTD

STLID

L

L1.70

O

R LDWIDE
PROTEIN DATA BANK

W



4U6F

wwPDB X-ray Structure Validation Summary Report

Page 102

961D

¢S6TD
TS610

8¥61D

GE6TD

62619
8C6T1D
261D
€610
616TD
c161n
1167V
0161V

L06TD

|

20619

L

681D
T68TY
9881V
98810
88TV

1881V
08810

|

T.810

99810

7981V
€98TD

8881V

3

981D

TS81D

8%81D

€912D

8STCV

Lyiey
9¥12d
Sviey
44541

(44541

6ETTY

LeT1en

CTETTD

0€TTD
6cren

vc1ed
€212
[44543)

L

91129

eTIey
zrien
1112

49541

cotren

L

16020

76020

922D

§9TTD
T922H
pAsta0)
95¢gey
is[44 |

(45144 |

[o443)

L

vveey

[4744

6ETTD

LETTD

9zeen
§gzen

srTeey
012D
60220
802eV
sozen

102D
00zzn

86TCY

S6TCD
7612

L3

wmﬁwb
9,120
L1280

cLiey

3
fe

8912V

G912

09€2d
6SETD

LSETY
95€eTY
GGETD
75€CTD

cseey
TS€2N
0S€2D
6ve2n

Lyeen

LEETD
9geTN
SEETD
veeen
€EETD

€TETD

1344

61€2N

(4544

oreen

+

€0ETY

T0€ZN

S62CY

£622D

88¢2H

3
i

€822
28cen

6.Lzey

I

c¢LTTd

veven

[4%4))

Lgven

El4%4))

L1%20

4574
eTvey

oT¥en

T6€CD
06€TY

LB8ETY

veeey
6.£2N
LLETD

9.L€2D
SLETD

TLETY

0.L£2D

99€T0

€9€TY

€082
20Sey

svvey
v¥¥Co

192D

11920

6092V

2092H
66520
9682V
692D
€652V

985TH
S8S5TH

€.5TH
T.S20
0.Lszn
6952V
89520
19520
1952y

99492

[4:12{44)

0ss2n
6%52H

¥vsen
€vsen
¢vsen
vsen
ovsey
6€SCO
8€52N

€492

zesen

a4 4
(442143

STSCY
¥1s52n

L0520

¥0.LTV

6692D

9692V

2692V
1692V
0692D
6892V

£892Nn

6,92V

1.9

v.L9Tv

299TH

L1920
91920

3

TLL2n

S9.20

€9.2n
[4:2x4 |

092D

852V

9G.20
SSG.L20

€G.TD
c¢slen

CELTD

9CLZD

veLen
g€eLen

022D
61,20
81.20

STLTY

L

90.L2H
S0.LTY

S88C0
78820

18820

6,820
8.82H
L182H
91820

7,829

0.82D
69820
8982N
L9820

+

SG82N

£468CV
NmMNU
mw“No
9v8eNn
SY82Y

£v82n
v8en

8E8TY

9€8TD

¥€82Hd
£E8TY

TE8TH
0€8ZH
62820

Lzgen

€282

12820

L18TV

S18TH
71820

sl62n
vl62n
€L62D
TL6TV

8562V

9862V

€9620n

05629

8%62D
L%62D
962y

vv6en

Tv6CV

8E6CD

9E6CY

L

62620

ST68D
vcecn

2T6TH
omﬂﬂ:

L1629
91620

T162V

0620

3

868¢H

S682D

€682
68TV

68820

T0TED
L60€D

€60€D
260€0
ﬂmmm<
L8OEY
980V

T80€D

wr“ﬁ:
090€D
650€D

950eN
Ss0en
]
0s0€n
]
LEOEN
9E0ED
[ seoey |
%€0€D
]
0€0€D
620€Y
]
S20ED
YCoev
€20€EN
220ed
|
8T0€D
|
CT0EY
|
%00€D
]
T00€D

L662D

s

Te6cy
0662D

78620

18620
6,620
8.L62n
1162

S8TEN

E€8TEV

08TEY
6.TEN
8LIEY

9.LT€ED
siten
vLIEY
€L1€D

TLTEN
0LTEY
69TEN
89TEV

99T€D
SOTEV

8STED
LSTEN
95TEN
SSeTEN
¥STED
€STEN

TSTEN

6%1€D

F

(47454
1545344

BETEY

SETEN
YETEY

TeETEN
OETEY

cerey
Teren
0TT1€D

L

91T€D
STTED

ETTEV
211D

L07€Nn

O

R LDWIDE
PROTEIN DATA BANK

W



4U6F

wwPDB X-ray Structure Validation Summary Report

Page 103

8.T€D
Llzen
9.T€D

TLTED

89CEY

992€D

£€92€D

652N

pAstA>0)
952€D

€52€D

L¥TED

ShTey
vheey
EVCEY
6€2ED
S€CED

622€D

L

€TTEY

L

(4540

60CEY
802€D

L

v02€D

20zed

86TEN

L

e Molecule 36

96T€EN

06TED

L8TEY

I

89gen

[4s15 4
T9EED
09€€D

9G€ED
SGeEN
vseen
€G€ED
¢seen
rTseen
08€ed

LYEEY

sbeed
TYeEY

cheey
Tveen

LEEED

SEEEY

EEEED

0ZEEY

8T€ED
LT€EN
9TEEY

€T€EN

T1€€D

80€€D
LOEEY
90€eN
SOEEY
vogen
€0€ED
cogen

S6CEV
v6eCeY
£62EN

682€D

8zen
98T€D

z¢8cen
T82€EN

06€€D
68€EN

98€€D

£8€ED

8.LEED

SLEEV

€LEEN

25S ribosomal RNA

7%

6%

33%

54%

Chain 5

TOTD

66V
869D
Len
969D
€60

68V
88V

47!

44

STD

S020

86TV
L6TD

1610
0670

18TV
81N
810
081D
8.L10
vL1D

€L1D
cLID

T1€0

70ed

L6TD

S6ecv
vecn

982N

8y
€82¢H

1.2
9.2n

0lzn
692D

192D

90%D

[dua)
T0%0

S6EV
76€D

Teey

v8eEV

LLEY

SLEV

CTLEV

0Len
69€V

S9EV

LSEY

gsey
vsen

0S8€D

8¥eY

9%€d

even
(4434

0%€d
6EED

Ll

0€€D

LTeV
ozen

€zey

ETEY

0 OO A
oM S
TS S s
<O <=bY

627N
8Ty

1470

(4444

61%D

j45718

(45725
1190

18S0
0850
6.5D
8LSV

695V

LGSV

9GS0

£4880

1SSV

8¥3D

L%SD

(4740

6€S0
8ESD

SESD
vesn

cesy

928D

6€9D

LE9D

+

[44°) )
129V

619V

cron
119V

609D
809V

%099

009D

7630

268V

1850

S8SV

£85D

S8.1D

181D

8.L.L0
LLL0

L

0LLD

9.0
99.0
S9.D

€9.D

09.D

85.0

TSLV

LELD
9ELY
SELY

1,219

S¢LO

TTLD

[495]

60LY
801D

S0LY

20LD

T69V

8899

3

289N
789N

LLOV

008D

v6.L0

98.LY

zesn
€60

726D

ceen
126V

6160
8160

i
L

216D

016D

818D
1180

veotn

%0010

200TY
T00TD

966Y

£66D

F

S860

L

7860

6.L60

896D

196D

656D

vsen
£396D

TS6V

6%60
8¥60

O

R LDWIDE
PROTEIN DATA BANK

W



4U6F

wwPDB X-ray Structure Validation Summary Report

Page 104

TSTTO
0STTV
6%T1D

+
L

6ETTD
8ETTN

TETTD
0ETTY

211D
9CT1D

verin

F

9TT1D
STTTD

€TTTD

80TTN

70TTD

TOTTD

660TV
860TV
L60TD
96010

76010
€601V

L80TD

S80TV

€80TD
280TN

080TV

TLOTD

S90TV
90TV

9501

LY0TV

GEOTD

wein

8€TTD
LETTD

€ETTD
CTETTD

€TTTY

sigia

w«mﬁb
602TD
womﬂb
momﬁ<
[4oan 4
10210
0021V
66TTD
86TTD
L6TTY
96TTD

T6TT0
06TV
mmmﬁu
98T1D

Z8TTV

6LTTV
8LTTD
LLTTD
9LTTD
vhmﬂo
TLITD
0LTTYV
mwmﬁ<
T9TTD
09T1D

8STTV

9ST1D
SSTTID
YSTTV
E€STTV

6%ETD
8¥eTN
CYETO
6EETO
9€ETN
E€EETD
CEETY
TEETN
0EETY
62ETN
9TETY

(44351

F

9T€TO

YIETO
€TETD

90€TD
S0€TN
YOETY
€0ETY
00€TD
621D

V6TV

(414 %]

S8CTD

|

99219
S92TN
921D
€921V
2921

852N

[ast4a |

Eizan)
SYCIV

€¥CTD
[474%)

6EVTIN

vev1d
EEVTIV

TEYTD

671D
8CHTV

(42%)
6 ﬂmﬂ‘
(4545

LOVTY

S0¥TN
Y0¥1D
momﬁo
00%TH
mmmﬁ<
CTBETD
T6ETD

68ETD

98ETY

v8eTN

T8ETV
08ETD

SLETD

CTLETD

0LETD
69ETY

L9ETD

Y9€1D

6SETD

LSETD
9GETN

€GETN
CSETY
TSETN

ﬁJmﬁo
82STH
hmmao
¢NMa<
0ZSTH
61STD

€TSTD

T1S810

80GT1D

L

€0STY

00STH
66%10

96¥%T0

B

m¢mﬁ<
SvvIn
14445
€YVID

15245
[0)744%]

SE9TD

CTEITY

62910

1291V

1
3

80910

90910

|

€6STY

88STY
L8STY

€85TV
28ST0
18S1D

6.STD
8.STD
LLSTD
9.81D
SLSTY
%.910

TLSIN
TLSTV
04570
69570

L9510
9951V
S9STD
79310

29STD

09S8TD

F

SGSTN
73370

CSST1D

6ESTY

bestv

88.L10

18L1D
08.L1D

SLLTD
¥LLID
69LTD
9919

S9.10
79,10

C9LID

TSL1D
0S.LTV
67LTV

€TLTD

Y0LTV

[4AN

S69TN

8910

289TN

€9970

09970

L991D
9991V

SYoTN
%910
E£V9TV

19910

6€9TD

LEITV

2681D

688T1D

988TV
S88TN

088TN

081D
69810

96810
S68TN

TG8TD

67810
8%81D

9%81D

6E8TV

LEBTN

vesin
€E8TD

0€8TH

281N

818TN
LT8T1D
9T8TY
ST81N
v181V
€187V
C181D

€08TD

3

96.L1D

8€6TN

62610
8T6TD

vze1n

81610
L1610

0T6TY

LO6TD
906TD

70610
€0670
20619

0067V

8681
L6819

S68TV

€681V

coren
10120
00TV

661CD

€6720

Te1cn
06T2n
68720

98T2N
981D
78120

(42324 §

6L12D

9L12n

oL12n

sifln

9912V

[4) 541

65720

LST2D

|
0812H

|
SvTey
44241

44544

6ETTY
8ETTY

9€TTD
SeTCn
veTTD
€ETTN

TETCY
0€TZD
mwmﬂb
[44%4))
ﬂmmﬂu
8T1CD
Litev
wﬂqu
€TTeY
zgrien
TT12D

cezen

TLTTH

092N

85cen

9scey
(44

€522

T82TH
0522

8%22D

69€TD

¥9€Cd
€G€TH

0S€2d
sbeey
Tvecy
oveen
BEETD

9€eTN

veezn
€EETD

TELTD

Lgeen

Teeey
ozeey
e1een
81€een
L1€2Y

GT€ETD

€TeTY

[ 5140

80€2ZD
LOETH

S0€TH
v0€Td
€0gTy

I

L6220

S6cey
v6cen

otven
6072

90%2D
S0%2D
44741

9.L€TD

TLETD

O

R LDWIDE
PROTEIN DATA BANK

W



4U6F

wwPDB X-ray Structure Validation Summary Report

Page 105

T182V
01520

8052n
L0S2D
905en

§052n

90929

7092n

1092V

6652n

76520

L
B

68929
88492N

9892

L

08sTY

6692
86929

7692V
£692D

1692V
06929

1892

+

L192D

v.LoTy
€L92V

€992

+

€992D
2592n
1992D

6¥92V

9%92D

¥¥92d

0v9zY

8€92D
LEJTY

v€92n

TEITD

62920

12920

mmmwo
292D
0292

8192
1920

ST92D

80929

2082y
1082V

66.2Y
86,20

[4:7k4 §

082V

§..20

€L.TD

TLLz0

L9.2n

§9.20
79,20

92,20

6120
81.20

42x4)

0T.L2D
60.20

90429
S0.LTY

€0.LTY

00429

9982n

098201

8582N

959820

€582V

25820
1982V

L¥82Y

SY8eY

€¥82n

6€82D

€82
£€8TY

T€82H
0€8TH

9z8en

€28TH

vs62n
£9620
2S6TD

0862D
6¥620

LY62D

wv6zn

262D
162y
oveey
6€62D
8€62D
LE6TD

€E6TY
ce6Tn
T€620
0€6TY
62620
82620
L2620

wzezn
€620

L

L1629

€162
162D

0162V

90620

2062y

9682V

2682V

0682V
68820

%8820

18820
0882n
61820

6S0€D
850€N

S50€en
¥s0en

T70en
0v0eY

CE0EY

2T0€d

8T0€0

10V
TTOEV

800€Y

S00EY

L662D

7662V
€662
662N
1662V
06629

£8620

18620
08620
6.620
8.62N
L1629
9,62V
s.L62n

(X143

|

L9682V
99629

%962
£€9620
c962n
T962D

LOTEY

S9TEV
vﬂmmo
8GTED
LSTEN
9GTEN
SGTEN

€GTEN

HJEMD
9VTED
SYTED

8ETEN
LETED
9ETED

YeETEY
€ETED
CETED
TETEN
OETEY

STrEn

E€CTTEY

Teren
0Z1€0
611EN

Loten

€0TEY
[40)5°0]

660€0
860€D

v60eV
£60€D

T60EV
980€Y
S80€D
¥80€D

6.,0€0

990€N

6szen

3{4°0)]

PAZ4°0)]
9%2ED

[474°%]

6€2ED
8€TED

622€D

L

¥Teed

122€D

L

612ED

L12TED

STCEV
v1zen

21280

602EY
80T€D

902€D

002D

LBTED
96TEN

L

68T€D
88T€D
L8TEY

28T€D

08TEY
6.7€N

LLTED
9L1€D
siten
YLIEY

TL1€E0

89TEY

L2e€d

0TeEV
6TEEN

LT€EN
9TEEY

YIeEY

OTEEY
60€ED
80€ED

90€EN

70€EN

cogen
rTogen

v6CeEV

062€D
682€D
88T€D
pASIAN
982€D
S82€0
¥82ed
€82€EN
z8zen
T8ZeN

6.LCEY

L.zgen
9.T€D
S.zen

€LTEY
TLTED

0Lzen

992€D

96€€EN

€6EEN

T6EEY

68€EN

H

LLE€D
9LEEY

vLeEN

5S ribosomal RNA

29geY

8G€EN
LSEEN
9G€ED

vseen

zseen

L

e Molecule 37

Sveed

23%

76%

Chain 3

1z
911D
(435
voTv
€0TV
{40

86D

S6vV

169D

18D

8y
€80
289
T80

5S ribosomal RNA

e Molecule 37

29%

67%

Chain 7:

0oTTd

S0TD

€0TV
[4Ja)
T0TD

66D

{4314

189

8y
€80

6LV

LY

1“"
~
o

R LDWIDE

820
LTY

1)

£ey

O

PROTEIN DATA BANK

W



4U6F

wwPDB X-ray Structure Validation Summary Report

L

e Molecule 38

81TV
LITV

Page 106

5.8S ribosomal RNA

6%

33%

61%

Chain 4

-

18D
980

%80

z8n
T80

o (=3
= ®
o <

SV

€99
290

09n
65V

96D
SS0

8y

+

S€0
ven

[4>0)
€D
0€D

82D

9zn
143

€20

ozn

©
-
o

s
- -
< O

o

8GTN

(41 5]

81D

+

8ETY

8C1N

9CTV

13344

801D

5.8S ribosomal RNA

901D
SOTY
voTv
€01
20T

0070
660

L6Y

e Molecule 38

S6D

—
5%

o W
NP
< ©

28%

66%

Chain 8

<l‘-00
O O

SOTV

0070

~
)
<

28
< B

~
£
o

88
58

80

1

N M
© ©
(ST

[
0
<

0
0
=}

-
)
o

< <
< <

SED
ven
€EY
[4>0)

9zn
1)
o

ozn

881N
LS10
9G1n
(4] 5]

6ETN
8ETY

Lz
9TTY
seIn
zein

P10
€110

13344

90710

60S ribosomal protein L2-A

e Molecule 39

18%

80%

Chain L2

06TY

1814

6L11

8STI

PPIN

EVTHE

(4741

YETA

0€TS

LTV

SeTv

8114

7011

TOTA

86A
LBN

S6S

881

j2cs
€.4

TLT
0.4

[4c{AN
16Ty

(444

veen

T€TS

0EZA

144)

Lgey

oted

L0TA

702N

{44

€674

60S ribosomal protein L2-A

e Molecule 39

23%

75%

Chain 12

YETA

0€TS

12TV

6TTA

Y118

CITI

Y011

TO0TA

961
S6S

781

Z8A

084

8%1

42"

6%CS

Lv2d

1

EVCL

TvcH

Ll

€€z
0€TA
praat

¥cel

€12D
802a

S0ZN
Y0CW

20CA

00cyd

76TN
€674

60S ribosomal protein L3

1611

88TY

08TT
B6LTT

TLID

6911
89TA

SSTH

¢STs

Ly1d

LETI

e Molecule 40

20%

79%

Chain L3

i
Sv1a

(4454
1545
ov1a
6£TH
8ETV

9ETH

eSS

TCIN
0zTH

9TTH

4278

7011l
€0TL

0074

98A
S8A

R LDWIDE

w_ 0

PROTEIN DATA BANK



&
S
<
zeed [ ] zzel | T8TA 162N €02y L5ed
[ | 69TL | Teed 0571 | 0621 202y 95€EL
8ZET [ | 0zea | | 6821 | Togh | |
[ | 09TA [ | 9%1d 882y 002L 6VEL
- szeN - [ | 91€d N SHTI 1821 | 8veD
M yTen 0574 [ ] 4451 982 " L¥EL
2, [ | G2 80€W [ | | sgza 987H | |
) ozea 8HTT [ | OV TH $82S | | TveN
et < [ | mmmx 6€T9 [ | R 6L11
2 €919 o 8£TYH sl R LeLr1 r
) X
>y — To Ty 9621 w Lew | 3 1410 g
M S0€T [ ] [ ] 9ETT 1223 9LTS [ |
m $0EL zET $82Y SETA I [ | 0EEA
2 | | | esTh Lwert zLTA 628d
008Y szTS 28T ££TS 892V 7 8ZEN
= | | | leew | 9T | 04T Les1
wn 632a YITA .28 TETA 9921 [ | [ |
— [ | [ | [ | oMQ [ | me £ZEA
82 $0TL 9924 83T | zesb
.S [ | €0TL [ ] 2483 | Lsed 0871 TZE
Lnlm $.2S 2071 192K | | 9521 | | | ozen |
= [ | [ | [ | 0ZTA [ | 9%1d 67EN
= $92A agA zseI | 6Tt 9vey 25 | |
< | | | 8T [ | PPN £1€1
= zsel 1.1 6VTA | | €€21 | | | zien
® [ | [ | 8%y €61 zeTs 9ETT TTEH
@ vhed {2k | ivew [ | | | |
= [ | mE 9%21 8y 1 mmi L0ED
= 821 | abzn | esn 901
m LETH 0.4 vy A_u z8l £ged 6VEL A_u 0ZTA | soev
o | egen ™ 693 | <t [ | | L S [ ety 70€0
m\uw GETL — [ | 8€TT — 9.4 ozzy LYEL — 8TTY | goen
| o < 59s €T3 - o  WSIEn | | — N | 2oev
> zeTy K= 2 [ | | ogei =t > $LT 1128 £veN = 1= 661 T08d
] [ | e 9g1 gzl e ~ [ ] o ® 864 00y
v... 812T o [ | [ | ° 120 o | |
% [ | = 1¥1 zeTH = | | = €61 162N
z1eN o ] ] o N €02y [oF z6N ]
m | oTTeh = HoL zeTy — [ | [ | €EEA — 9,21
=) otza 18€7T [ | 1221 © 383 S6TH [ | © | |
~ i Wessan S ova i s S s wu w1 g 2sn
W 902a S8e) (@) 663 €123 98€a (@) €98 6T [ | @) €L4 | |
[ ] | veed | % 8€s | zten | ageN % ] [ ] ezen % ] a9z
= 20zl £8€71 ) 1€4 1120 [ | ) 2 0679 [ | ) %98 | |
[ | [ | = [ | [ | Z8EL = | | [ | 8T€T = | | 8521
96TY 08g1 s 802 [ ] — [ 1811 L18d = 393 [ |
[ ] 6.£d wn [ | [ | 9.3 wn [ | 98TY [ ] wn [ | 9veH
T6TA 8LEV = 124 30ZA [ ] e STA TTEH e )
i | © L ooen | | sveN © ] 1 Ne) e
6318 gled .. 614 20zl 1 .. (241 80€) .. [ |
[ | m | 8md [ | M... | ted 6.1 L0€b — 1S 0gzA
1SEN LT 1674 TPES 0g1 L st 90EL ~ | | | |
ssem o [ | 96TY ovEN [} .. | | AL | goev [} 8IN TTTA
— —
I~ 09TA 3gES = & oty [ | | eeed = <f 9TL 9LTS $0Eb = . ouav | TEen |
o [ | vmms % & -mm Nm:, mmﬂ % — STV [ | [ | O h 9TL ozzy
— LSTA HTd 6911 1628 % [ | | zoea
—
o | 9518 ﬂmm o m S 8811 zeey e) m [ ] D B M mmﬂ T9EH
20 85TV 1 9571 g621 | o9ed
< [ geeT = < = = 1 ] = = £ 9021 63€T
al} 8HTT [ | ° O €811 ° O TSTA 2628 ) @) s [ | 8geL

19%

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W

79%

60S ribosomal protein L5

e Molecule 42

Chain L5



4U6F

wwPDB X-ray Structure Validation Summary Report

Page 108

ot

SSTL
TSTL

CSTH

8YTI

0%TH
LeTQ
TETT
SCTA
STT1
(435}
OTT1T

€6.L

0LL
691

998
S9T
91
€9d

S62D

€621

0621

6.L24

9.LTH

€.L24

€924

0924

89¢)
PATACK

€524
{414 4

el

€ETY

2eel

80CH

9614

06TI

L8TL

e Molecule 42: 60S ribosomal protein L5

S8T4

8LIN
LL1d

€LTA

19%

79%

Chain 15:

TST0

8¥TI

9%TT

vIA

(A%

GETA

CETL

STTA

8TTL

911a

€TTT
(4358

0TTT

1074

68L

S84

LA
ELA

0LL

891

998

191

894

Ll

15728

SeYd
vex

Scd

€TH

STY

0,23

89z

T92L
094
69T

1

cves
TvCL

9€TT

L2271
9TTK

Teed
812y
STea

1121
(g4

902h
7611
06TI

L8TL

S8T4

e Molecule 43: 60S ribosomal protein L6-A

€8TM

8LIN
.14

o

8STY

SSTL

€STL
2STd

11%

20%

69%

Chain L6:

6014
80TH

007X

86A
L6N

L

ELTH

0LTX

09Ts

GSTT

CSTL

0STX

9€TH

e Molecule 43: 60S ribosomal protein L6-A

veTY

62T

10%

14%

75%

g © © o 3
- = = =

Chain 16:

3

801X
LOTV

3

L6N

08N

S
5

~ W o
B o o II
(=] =)

0S8y

9ed

1L

614
811

21s

0TA

L

2918

e Molecule 44: 60S ribosomal protein L7-A

097Ss

SSTT

2STL

TETH

. 9%

9%

81%

Chain L7:

S8TI
7811

281a

08TS
6.L11

¥¥eN

6€TT

6ccd
8¢Cs

e Molecule 44: 60S ribosomal protein L7-A

8%

12%

78%

Chain 17:

O

R LDWIDE
PROTEIN DATA BANK

W



4U6F

wwPDB X-ray Structure Validation Summary Report

Page 109

SLTH

€LTT

9GTI

0ETI
6211

11

0TTH

TOTH
0074

863

169

884

{428

8.4

09Y

2!

T4

Lev
9CA

¥¥eN

6€CT

i

8¢CS

92Td

80TS

[ 4359
T6TA

88TI

7811

6L11

e Molecule 45: 60S ribosomal protein L8-A

9%

16%

75%

Chain LS:

¥5ca

TS8eH

2iges

9%CN

Tven

902d

vocy
€0CA

¥6TL

S8TYH

€8TX

e Molecule 45: 60S ribosomal protein L8-A

T8TH

69TT

€9TA

LSTA

CSTT

6%

STIN

9€TT

CETA

9%

17%

73%

Chain 18:

TTTY

6011

061
684

T8L

6.0

LD

TLA

S9T

B6EY

8¥eH

0¥%ZN

LeTI
9€TH

TeETH
0€TH

veea

PRTAN

1121

€0CA

0021

S8TY

cLIN

6911

7oTA
€9TA

09TI

6713

LYTH

9€TT

€ETA

[aans
1218

e Molecule 46: 60S ribosomal protein L9-A

23%

77%

Chain L9:

[4340]
1911

LSIN

[ashic
TSTA

LY1S
ovIA
6ETN
8ETL

€ETL
TETA

6214
86d
96H
28A

LLIN
9.a

0LL
694
891

el

Ted

618

6814

€LTH
CTLII

8974

S910
7911

e Molecule 46: 60S ribosomal protein L9-A

20%

79%

Chain 19:

LSTIN

[4chxs
TSTA

9YT1

74%)

8ETL

€ETL
CETA

0eTa
6214

15458

8111

801D

(49
6834
0LL

694
89T

1671

LL1a

L9TA

T9Th
1911

e Molecule 47: 60S ribosomal protein L.10

20%

76%

Chain MO:

O

R LDWIDE
PROTEIN DATA BANK

W



4U6F

wwPDB X-ray Structure Validation Summary Report

Page 110

6ETYH

6CTA

LT1D

T6A
064

181

25}

€94
29s

8Gd
L8971

{4

871

{4729

0wy
64

9€1

€EI
{4

oex
6CS

9CA

74!
€N

14

91d

T12d

€023

761D

6814

18TV

811

8.LTd
LL1a

PLIL

69T

S9TI

€970
9GTH

9v1a
17495

€Y1S

e Molecule 47: 60S ribosomal protein L10

157458

20%

76%

Chain mO:

€970
95TY

17451
TPIN

6ETY

0€TA

8CTd

€0TT

[4y

8¥%1
Lvd

6€X
8EN

9¢eT1
0ex

sev
44!

8D

e Molecule 48: 60S ribosomal protein L11-B

ozzh
L12d
1124

802N
4023

¥02d
Tozs

L6TA
96Td

61D
18TV
8.TY
L.1a
9LTT
6914

8918
L9TT

22%

w—
72%

Chain M1:

8T1d
L1710

ST

YITI

T11d

80Td
L0TQ@

TOTN

66.L

S6N

L

081

8.4

v.d

0LL

420

9%A

<
<
B

o
<
=

<
3]
%]

© o
N 3]
(2} ~

<
N
o

] o
o= e X X

e Molecule 48: 60S ribosomal protein L11-B

€L1Q
TLTT

L9TX
991X
S9Th

89Ta
L8914

1STS
LYTL
(A%
LETY

0ETA

24%

71%

£ £ 0 X o (2] = = = [

Chain m1:

LYTL

{47428

(04%:8

0ETA
6CTA

STTY
YITI

80T
L01a

66L

S6N
764

c6d

T1a

O N~ 0N
o=z =

*

TLIA

891Q
L9TK
99T
S9TD

1918

e Molecule 49: 60S ribosomal protein L13-A

6STL
8S1a

€51

1818

8¥IA

15%

81%

Chain M3:

v613

0674

9.14
S.L1S

89TH

vo1a

YPIL

15424

+

TETH

6CTIN

jZ49"
€CTI

1218

STTH

L0132

9.1

0.4
69A

L94

3

e Molecule 49: 60S ribosomal protein L13-A

21%

77%

Chain m3:

O

R LDWIDE
PROTEIN DATA BANK

W



4U6F

wwPDB X-ray Structure Validation Summary Report

Page 111

LSTH

¥STA

0STd
671D

15444
SETV
vera
€eTd

TeTH
0ETD

i4428
€CTI

1218

8114

YIT0

80TI
L0Td

votd

T0T¥

€61

981

¥.LD
€4

69A

L94

E€9A

09V
654

0613
6814

v81d
€814

08TH

TLTH

89TH

vota

19%
13%

80%
85%

e Molecule 50: 60S ribosomal protein L14-A
e Molecule 50: 60S ribosomal protein L14-A

Chain M4:
Chain m4:

9€ETV

1

0ETL
9zTh

80Ty
L0134

17%

82%

e Molecule 51: 60S ribosomal protein L15-A

Chain M5:

0671

L8Td

Z8IN
0LTH
6STH
SGTA
€8Ta
[43%)
TSTI
(47458
8ETh
€ETI
vZra
LTIN
€111
60174

861
L6S

20%

79%

1

e Molecule 51: 60S ribosomal protein L15-A

Chain mb:

T8IN

9LTH
SLIN

TL1S
0LTH

6GTYH
€STa
(47438
8ET
LTIN

90TA

2otV

¥0ex
861S
610

06TL

88TYH
L8TH

78Tx1

9%

89%

e Molecule 52: 60S ribosomal protein L16-A

Chain M6:

*

06TA

Ll

EVIL
82Td
445"
[441:]

L1714
9T

€11

T11d

1

90T

S84

(428

Ll

191

891

veA
€eI

110

e Molecule 52: 60S ribosomal protein L16-A

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4U6F

16%

83%

wwPDB X-ray Structure Validation Summary Report

Chain m6:

o
=

Page 112

88TS

7811

Z8IN

08TS

TLIN

9974

0974

EYTL

9ETL

2158

7C11

[441i]

L1748

STTX

80TI

90Td

00Td

68S

S8y
781

¥4

191

SON

o Qg
oy o ol
A

9TA

19%

81%

*

e Molecule 53: 60S ribosomal protein L17-A
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12%

88%

Chain N3:

SETA
vETD

STTL
TOTN
2011
T6A
YLK
€LA
T

691

Yo
£9)

8vY

1
Sve

91D

€11

e Molecule 59: 60S ribosomal protein L23-A

7%

93%

Chain n3:

*

e Molecule 60: 60S ribosomal protein 1.24-A

0z

STTL

37%

8%

55%

Chain N4:

164

e Molecule 60: 60S ribosomal protein L24-A

. 13%

12%

75%

Chain n4:

€ETL

PRy
9zTd

6114

S0TYH

€0TV

86d

e Molecule 61: 60S ribosomal protein L.25

961

681

€81
[4:3%

LI
9LA

TLs
1.4

Ll

6€T

©
N
%]

-
=

14%

.

16%

70%

Chain Nb:

(47458
6ETI
SETI
vera
€ETT
SCTY
STTH
€111

6013
80TT

{458
18I
SN

v
ELW

TLL
0Ld

€91

i

LeL
9eN

Lcd
9TA

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UGF

Page 115

e Molecule 61: 60S ribosomal protein 125
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e Molecule 64: 60S ribosomal protein 28
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e Molecule 64: 60S ribosomal protein 128
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e Molecule 65: 60S ribosomal protein L29
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e Molecule 65: 60S ribosomal protein 1.29
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e Molecule 66: 60S ribosomal protein L30
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e Molecule 66: 60S ribosomal protein L30
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e Molecule 67: 60S ribosomal protein L31-A
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e Molecule 67: 60S ribosomal protein L31-A
Chain ol: 68% 27% T
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e Molecule 73: 60S ribosomal protein L37-A
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Chain m?2: 94% 6%

e Molecule 83: unknown protein chain pl

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

e Molecule 84: unknown protein chain p2

Chain p2: 100%

There are no outlier residues recorded for this chain.
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4 Data and refinement statistics (i)

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

Property Value Source
Space group P1211 Depositor
Cell constants 436.64A 287.69A 304.39A .
Depositor
a, b, c, a, B, 90.00° 98.98° 90.00°
Resolution (A) 300.66 - 3.10 Depositor
7 Data completeness 98.7 (300.66-3.10) Depositor
(in resolution range)
Rinerge 0.40 Depositor
Raym (Not available) Depositor
<I/o(l)>"1 1.33 (at 3.07A) Xtriage
Refinement program PHENIX (phenix.refine: dev_1702) | Depositor
R, Ryree 0.198 , 0.247 Depositor
Wilson B-factor (A?) 71.8 Xtriage
Anisotropy 0.204 Xtriage
L-test for twinning? <|L] > =046, < L* > = 0.29 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 411881 wwPDB-VP
Average B, all atoms (A?) 68.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.71% of the height of the origin peak. No significant pseudotranslation is detected.

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

5.1 Standard geometry (i)

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

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 0.68 3/42442 (0.0%) 1.27 308/66130 (0.5%)

1 6 0.78 10/42765 (0.0%) 1.34 367/66634 (0.6%)

2 SO 0.43 0/1617 0.65 0/2215

2 sO 0.49 0/1623 0.71 0/2222

3 S1 0.38 0/1735 0.65 1/2335 (0.0%)

3 sl 0.49 0/1748 0.69 0/2352

4 S2 0.48 0/1665 0.68 0/2263

4 s2 0.51 0/1665 0.73 1/2263 (0.0%)

5 S3 0.45 0/1759 0.64 0/2368

5 s3 0.47 0/1759 0.62 0/2368

6 S4 0.47 0/2109 0.69 1/2839 (0.0%)

6 s4 0.50 0/2109 0.71 1/2839 (0.0%)

7 SH 0.40 0/1629 0.61 0/2202

7 Sh) 0.45 0/1629 0.65 0/2202

8 S6 0.45 0/1823 0.64 1,/2439 (0.0%)

8 s6 0.49 0/1779 0.68 0/2379

9 S7 0.39 0/1506 0.64 0/2028

9 s7 0.45 0/1516 0.71 2/2043 (0.1%)

10 S8 0.52 0/1514 0.70 1/2021 (0.0%)

10 s8 0.56 0/1514 0.76 2/2021 (0.1%)

11 S9 0.44 0/1519 0.64 0/2035

11 s9 0.53 0/1519 0.74 0/2035

12 Co 0.45 0/790 0.73 3/1069 (0.3%)

12 c0 0.39 0/777 0.65 3/1049 (0.3%)

13 C1 0.52 0/1240 0.68 0/1675

13 cl 0.57 0/1194 0.75 2/1610 (0.1%)

14 C2 0.37 0/900 0.66 1/1224 (0.1%)

14 c2 0.30 0/900 0.61 1/1224 (0.1%)

15 C3 0.48 0/1215 0.68 2/1638 (0.1%)

15 c3 0.57 0/1215 0.73 0/1638

16 C4 0.37 0/901 0.66 0/1217

16 cd 0.47 0/960 0.73 1/1290 (0.1%)
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
17 Ch 0.47 0/998 0.69 0/1341
17 cd 0.45 0/1060 0.68 1/1426 (0.1%)
18 C6 0.46 0/1125 0.72 3/1510 (0.2%)
18 c6 0.49 0/1131 0.70 0/1518
19 C7 0.45 0/935 0.66 0/1254
19 c7 0.47 0/914 0.67 0/1224
20 C8 0.47 0/1211 0.64 0/1628
20 c8 0.51 0/1211 0.69 1/1628 (0.1%)
21 C9 0.45 0/1130 0.62 0/1517
21 c9 0.49 0/1130 0.67 1/1517 (0.1%)
22 DO 0.41 0/865 0.67 0/1169
22 do 0.44 0/892 0.66 0/1205
23 D1 0.45 0/693 0.65 0/935
23 dl 0.53 0/693 0.73 0/935
24 D2 0.49 0/1038 0.72 2/1395 (0.1%)
24 d2 0.58 0/1038 0.74 0/1395
25 D3 0.61 0/1139 0.77 1/1518 (0.1%)
25 d3 0.63 0/1139 0.77 1/1518 (0.1%)
26 D4 0.43 0/1087 0.61 0/1449
26 d4 0.47 0/1087 0.68 0/1449
27 D5 0.40 0/571 0.72 0/768
27 db 0.40 0/566 0.65 0/761
28 D6 0.44 0/782 0.66 0/1047
28 dé6 0.56 0/782 0.69 0/1047
29 D7 0.43 0/620 0.65 0/838
29 d7 0.49 0/620 0.70 0/838
30 D8 0.37 0/499 0.58 0/670
30 ds8 0.42 0/499 0.65 0/670
31 D9 0.55 0/452 0.69 1/600 (0.2%)
31 d9 0.54 0/452 0.75 0/600
32 EO 0.43 0/483 0.61 0/643
33 E1l 0.43 0/577 0.78 0/770
33 el 0.42 0/619 0.75 0/822
34 SR 0.39 0/2494 0.59 0/3393
34 sR 0.39 0/2495 0.58 0/3395
35 SM 0.47 0/1113 0.68 2/1502 (0.1%)
35 sM 0.47 0/683 0.66 1/923 (0.1%)
36 1 1.00 50/75394 (0.1%) 1.56 | 1409/117545 (1.2%)
36 5 1.02 57/75414 (0.1%) 1.57 | 1376/117575 (1.2%)
37 3 0.82 0/2883 1.31 19/4491 (0.4%)
37 7 0.99 2/2883 (0.1%) 1.51 45/4491 (1.0%)
38 4 0.94 1/3746 (0.0%) 1.48 50/5832 (0.9%)
38 8 0.90 0/3746 1.44 40/5832 (0.7%)
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
39 L2 0.64 0/1948 0.85 1/2617 (0.0%)
39 12 0.70 0/1946 0.88 4/2614 (0.2%)
40 L3 0.69 0/3146 0.81 0/4228

40 13 0.76 0/3146 0.83 2/4228 (0.0%)
41 L4 0.73 1,/2800 (0.0%) 0.88 8/3790 (0.2%)
41 14 0.68 0/2800 0.81 2/3790 (0.1%)
42 L5 0.53 0/2425 0.66 1/3271 (0.0%)
42 15 0.67 0/2408 0.75 1/3248 (0.0%)
43 L6 0.68 0/1260 0.79 0/1694

43 16 0.70 0/1269 0.80 0/1705

44 L7 0.73 0/1821 0.84 0/2451

44 17 0.77 0/1828 0.84 3/2461 (0.1%)
45 L8 0.51 0/1836 0.65 0/2481

45 18 0.52 0/1795 0.67 2/2429 (0.1%)
46 L9 0.61 1/1539 (0.1%) 0.75 0/2073

46 19 0.66 0/1539 0.77 0/2073

47 MO 0.63 0/1741 0.75 0/2335

47 m0 0.67 1/1758 (0.1%) 0.75 0/2358

48 M1 0.51 0/1374 0.72 1/1842 (0.1%)
48 ml 0.62 0/1374 0.80 3/1842 (0.2%)
49 M3 0.71 0/1568 0.81 2/2106 (0.1%)
49 m3 0.60 0/1573 0.82 0/2113

50 M4 0.68 0/1068 0.78 0/1438

50 m4 0.71 0/1074 0.79 2/1446 (0.1%)
51 Mb 0.71 1/1757 (0.1%) 0.76 1/2354 (0.0%)
51 mb 0.63 0/1757 0.76 0/2354

52 M6 0.43 0/1585 0.60 1/2128 (0.0%)
52 m6 0.50 0/1585 0.64 0/2128

53 M7 0.72 0/1443 0.82 0/1944

53 m7 0.85 0/1250 0.86 1/1683 (0.1%)
o4 M8 0.69 0/1465 0.86 2/1965 (0.1%)
54 m8 0.66 0/1465 0.86 0/1965

55 M9 0.58 0/1538 0.69 0/2050

55 m9 0.60 0/1538 0.71 0/2050

56 NO 0.69 0/1481 0.79 0/1990

56 n0 0.75 0/1481 0.85 1/1990 (0.1%)
o7 N1 0.66 0/1300 0.75 0/1743

o7 nl 0.78 2/1300 (0.2%) 0.80 0/1743

58 N2 0.43 0/812 0.61 0/1099

58 n2 0.46 0/794 0.65 0/1076

59 N3 0.68 0/1018 0.77 0/1369

59 n3 0.77 0/1018 0.82 0/1369

60 N4 0.51 0/712 0.67 0/958
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. Bond lengths Bond angles
Mol | Chain | 5\ 1q7 #|Z] >5 RMSZ #|Z| >5
60 n4 0.61 0/1052 0.73 0/1398
61 N5 0.57 0/979 0.72 1/1321 (0.1%)
61 nd 0.57 0/974 0.74 1/1314 (0.1%)
62 N6 0.64 0/1004 0.83 2/1341 (0.1%)
62 n6 0.60 0/1004 0.80 2/1341 (0.1%)
63 N7 0.49 0/1118 0.68 0/1497
63 n7 0.47 0/1118 0.65 0/1497
64 N8 0.68 0/1204 0.81 1/1612 (0.1%)
64 ng8 0.72 0/1204 0.85 1/1612 (0.1%)
65 N9 0.63 0/473 0.75 0/629
65 n9 0.70 0/473 0.90 2/629 (0.3%)
66 00 0.50 0/751 0.65 0/1008
66 o0 0.52 0/775 0.68 0/1040
67 01 0.61 0/890 0.75 0/1196
67 ol 0.65 0/897 0.84 2/1205 (0.2%)
68 02 0.78 0/1041 0.85 0/1394
68 02 0.75 0/1041 0.84 0/1394
69 03 0.86 0/868 0.84 0/1168
69 03 0.85 0/868 0.82 0/1168
70 04 0.58 1/890 (0.1%) 0.81 3/1189 (0.3%)
70 o4 0.55 0/890 0.74 0/1189
71 05 0.63 0/978 0.76 0/1301
71 05 0.52 0/974 0.67 0/1297
72 06 0.60 0/778 0.75 0/1034
72 06 0.55 0/777 0.73 0/1033
73 o7 0.70 0/696 0.91 3/923 (0.3%)
73 o7 0.70 0/696 0.85 1/923 (0.1%)
74 08 0.49 0/618 0.59 0/826
74 o8 0.44 0/614 0.63 0/822
75 09 0.70 0/443 0.82 0/588
75 09 0.61 0/443 0.81 0/588
76 QO 0.61 0/423 0.79 2/562 (0.4%)
76 q0 0.75 0/423 0.83 0/562
7 Q1 0.60 0/234 0.98 1/300 (0.3%)
7 ql 0.63 0/234 0.87 0/300
78 Q2 0.79 1/860 (0.1%) 0.86 2/1136 (0.2%)
78 q2 0.73 1/860 (0.1%) 0.81 2/1136 (0.2%)
79 Q3 0.65 0/701 0.80 1/934 (0.1%)
79 q3 0.68 0/701 0.83 1/934 (0.1%)
80 e0 0.43 0/499 0.72 0/665
81 p0 0.44 0/1091 0.57 0/1472
All All 0.80 | 132/430817 (0.0%) | 1.24 | 3717/632520 (0.6%)
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Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.

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

16 C4 0 2
16 c4 0 1
17 Ch 0 1
17 cH 0 1
19 c7 0 1
20 c8 0 1
22 do 0 1
27 D5 0 3
33 E1 0 2
33 el 0 1
39 L2 0 1
39 12 0 1
42 L5 0 1
42 15 0 1
43 L6 0 2
43 16 0 1
44 17 0 2
49 m3 0 1
52 M6 0 1
52 m6 0 1
54 ms 0 1
56 n0 0 2
57 N1 0 1
63 n7 0 1
64 ng 0 2
65 N9 0 2
65 n9 0 2
67 01 0 1
67 ol 0 2
68 02 0 1
All All 0 45

The worst 5 of 132 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
78 Q2 17 CYS | CB-SG | 11.18 2.01 1.82

Continued on next page...
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
36 D 1152 G N9-C8 | 9.45 1.44 1.37
36 D 1152 G N9-C4 | -9.34 1.30 1.38
8 | @2 17 | CYS | CB-SG | 9.32 1.08 1.82
36 1 2714 G N9-C4 | -7.82 1.31 1.38

The worst 5 of 3717 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
36 o 1152 G N3-C4-Ch | 22.88 140.04 128.60
36 3 1152 G N3-C4-N9 | -22.22 112.67 126.00
36 3 1152 G C2-N3-C4 | -17.60 103.10 111.90

1 6 1537 C C6-N1-C2 | -15.90 113.94 120.30
36 1 2714 G N3-C4-C5 | 14.64 135.92 128.60

There are no chirality outliers.

5 of 45 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
16 C4 123 | SER | Peptide
16 C4 124 | ASP | Peptide
17 Ch 99 | GLY | Peptide

7 Sh 99 | MET | 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 (i)

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

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


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#close_contacts
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_backbone

Page 129 wwPDB X-ray Structure Validation Summary Report 4U6F
Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles

2 SO 204/251 (81%) 151 (74%) 32 (16%) 21 (10%) |
2 s0 204/251 (81%) 152 (74%) 34 (17%) 18 (9%)
3 S1 212/254 (84%) 140 (66%) 34 (16%) 38 (18%)
3 sl 214/254 (84%) 168 (78%) 31 (14%) 15 (7%)
4 S2 215/253 (85%) 169 (79%) 31 (14%) 15 (7%)
4 s2 215/253 (85%) 173 (80%) 30 (14%) 12 (6%)
5 S3 221/239 (92%) 181 (82%) 25 (11%) 15 (7%)
5 s3 221/239 (92%) 178 (80%) 24 (11%) 19 (9%)
6 S4 258/260 (99%) 224 (87%) 23 (9%) 11 (4%)
6 s4 258/260 (99%) 220 (85%) 21 (8%) 17 (7%)
7 SH 204/224 (91%) 162 (79%) 25 (12%) 17 (8%)
7 sH 204/224 (91%) 152 (74%) 38 (19%) 14 (7%)
8 S6 224/236 (95%) 189 (84%) 23 (10%) 12 (5%)
8 s6 216/236 (92%) 179 (83%) 28 (13%) 9 (4%)
9 ST 182/189 (96%) 135 (74%) 30 (16%) 17 (9%)
9 s7 184/189 (97%) 148 (80%) 21 (11%) 15 (8%)
10 S8 184/200 (92%) 155 (84%) 19 (10%) 10 (5%)
10 s8 184/200 (92%) 155 (84%) 20 (11%) 9 (5%)
11 S9 183/196 (93%) 145 (79%) 28 (15%) 10 (6%)
11 s9 183/196 (93%) 142 (78%) 32 (18%) 9 (5%)
12 Co 94/105 (90%) 71 (76%) 16 (17%) 7 (7%)
12 c0 92/105 (88%) 63 (68%) 13 (14%) 16 (17%)
13 C1 153/155 (99%) 126 (82%) 18 (12%) 9 (6%)
13 cl 144/155 (93%) 122 (85%) 14 (10%) 8 (6%)
14 C2 122/142 (86%) 69 (57%) 34 (28%) 19 (16%)
14 c2 122/142 (86%) 66 (54%) 34 (28%) 22 (18%)
15 C3 148/150 (99%) 122 (82%) 15 (10%) 11 (7%)
15 c3 148/150 (99%) 121 (82%) 17 (12%) 10 (7%)
16 C4 125/136 (92%) 86 (69%) 26 (21%) 13 (10%)
16 cd 126/136 (93%) 99 (79%) 18 (14%) 9 (7%)
17 C5 122/141 (86%) 88 (72%) 22 (18%) 12 (10%)
17 cd 133/141 (94%) 94 (71%) 23 (17%) 16 (12%)
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
18 C6 139/142 (98%) 115 (83%) 13 (9%) 11 (8%) |
18 cb 140/142 (99%) 116 (83%) 16 (11%) 8 (6%)
19 C7 116/136 (85%) 89 (77%) 20 (17%) 7 (6%)
19 c’ 113/136 (83%) 87 (77%) 16 (14%) 10 (9%)
20 C8 143/145 (99%) 117 (82%) 13 (9%) 13 (9%)
20 c8 143/145 (99%) 117 (82%) 17 (12%) 9 (6%)
21 C9 141/143 (99%) 116 (82%) 19 (14%) 6 (4%)
21 c9 141/143 (99%) 115 (82%) 19 (14%) 7 (5%)
22 DO 105/120 (88%) 83 (79%) 16 (15%) 6 (6%)
22 do 108/120 (90%) 89 (82%) 11 (10%) 8 (7%)
23 D1 85/87 (98%) 60 (71%) 18 (21%) 7 (8%)
23 dl 85/87 (98%) 73 (86%) 7 (8%) 5 (6%)
24 D2 127/129 (98%) 109 (86%) 15 (12%) 3 (2%)
24 d2 127/129 (98%) 108 (85%) 15 (12%) 4 (3%)
25 D3 142/144 (99%) 109 (77%) 23 (16%) 10 (7%)
25 d3 142/144 (99%) 118 (83%) 17 (12%) 7 (5%)
26 D4 132/134 (98%) 107 (81%) 16 (12%) 9 (7%)
26 d4 132/134 (98%) 106 (80%) 14 (11%) 12 (9%)
27 D5 68/107 (64%) 46 (68%) 11 (16%) 11 (16%)
27 db 67/107 (63%) 51 (76%) 12 (18%) 4 (6%)
28 D6 95/97 (98%) 65 (68%) 15 (16%) 15 (16%)
28 d6 95/97 (98%) 73 (77%) 16 (17%) 6 (6%)
29 D7 79/81 (98%) 62 (78%) 13 (16%) 4 (5%)
29 d7 79/81 (98%) 61 (77%) 9 (11%) 9 (11%)
30 D8 61/66 (92%) 47 (77%) 11 (18%) 3 (5%)
30 ds 61/66 (92%) 42 (69%) 13 (21%) 6 (10%)
31 D9 51/55 (93%) 44 (86%) 7 (14%) 0
31 d9 51/55 (93%) 43 (84%) 3 (6%) 5 (10%)
32 EO 58/60 (97%) 47 (81%) 7 (12%) 4 (7%)
33 E1l 69/76 (91%) 37 (54%) 17 (25%) 15 (22%)
33 el 74/76 (97%) 38 (51%) 16 (22%) 20 (27%)
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
34 SR 316/318 (99%) 267 (84%) 42 (13%) 7 (2%)
34 sR 316/318 (99%) 264 (84%) 41 (13%) 11 (4%)
35 SM 155/273 (57%) 106 (68%) 21 (14%) 28 (18%)
35 sM 98/273 (36%) 60 (61%) 27 (28%) 11 (11%)
39 L2 250/253 (99%) 211 (84%) 26 (10%) 13 (5%)
39 12 250/253 (99%) 210 (84%) 26 (10%) 14 (6%)
40 L3 384/386 (100%) 328 (85%) 41 (11%) 15 (4%)
40 13 384/386 (100%) 338 (88%) 37 (10%) 9 (2%)
41 L4 359/361 (99%) 289 (80%) 49 (14%) 21 (6%)
41 14 359/361 (99%) 298 (83%) 43 (12%) 18 (5%)
42 L5 294/296 (99%) 241 (82%) 35 (12%) 18 (6%)
42 15 292/296 (99%) 257 (88%) 26 (9%) 9 (3%)
43 L6 152/175 (87%) 135 (89%) 10 (7%) 7 (5%)
43 16 153/175 (87%) 133 (87%) 16 (10%) 4 (3%)
44 L7 220/243 (90%) 196 (89%) 17 (8%) 7 (3%)
44 17 221/243 (91%) 194 (88%) 20 (9%) 7 (3%)
45 L8 231/255 (91%) 190 (82%) 33 (14%) 8 (4%)
45 18 229/255 (90%) 179 (78%) 36 (16%) 14 (6%)
46 L9 189/191 (99%) 164 (87%) 20 (11%) 5 (3%)
46 19 189/191 (99%) 164 (87%) 18 (10%) 7 (4%)
47 MO 207/220 (94%) 169 (82%) 32 (16%) 6 (3%)
47 m0 209/220 (95%) 164 (78%) 34 (16%) 11 (5%)
48 M1 167/173 (96%) 125 (75%) 19 (11%) 23 (14%)
48 ml 167/173 (96%) 137 (82%) 18 (11%) 12 (7%)
49 M3 191/198 (96%) 155 (81%) 29 (15%) 7 (4%)
49 m3 192/198 (97%) 159 (83%) 22 (12%) 11 (6%)
50 M4 134/137 (98%) 114 (85%) 12 (9%) 8 (6%)
50 m4 135/137 (98%) 120 (89%) 12 (9%) 3 (2%)
51 M5 201/203 (99%) 182 (90%) 13 (6%) 6 (3%)
51 mb 201/203 (99%) 177 (88%) 15 (8%) 9 (4%)
52 M6 195/198 (98%) 172 (88%) 19 (10%) 4 (2%)
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
52 m6 195/198 (98%) 176 (90%) 15 (8%) 4 (2%)
53 M7 181/183 (99%) 154 (85%) 18 (10%) 9 (5%)
53 m7 153/183 (84%) 139 (91%) 11 (7%) 3 (2%)
54 M8 183/185 (99%) 158 (86%) 20 (11%) 5 (3%)
54 m8 183/185 (99%) 151 (82%) 24 (13%) 8 (4%)
55 M9 186/188 (99%) 165 (89%) 18 (10%) 3 (2%)
55 m9 186/188 (99%) 164 (88%) 17 (9%) 5 (3%)
56 NO 170/172 (99%) 155 (91%) 14 (8%) 1 (1%)
56 n0 170/172 (99%) 159 (94%) 9 (5%) 2 (1%)
57 N1 157/159 (99%) 135 (86%) 17 (11%) 5 (3%)
57 nl 157/159 (99%) 137 (87%) 16 (10%) 4 (2%)
58 N2 98/120 (82%) 77 (79%) 13 (13%) 8 (8%)
58 n2 96/120 (80%) 82 (85%) 11 (12%) 3 (3%)
59 N3 134/136 (98%) 121 (90%) 10 (8%) 3 (2%)
59 n3 134/136 (98%) 121 (90%) 12 (9%) 1 (1%)
60 N4 96/155 (62%) 75 (78%) 15 (16%) 6 (6%)
60 n4 133/155 (86%) 109 (82%) 15 (11%) 9 (7%)
61 N5 119/141 (84%) 107 (90%) 12 (10%) 0
61 nb 118/141 (84%) 96 (81%) 13 (11%) 9 (8%)
62 N6 124/126 (98%) 114 (92%) 6 (5%) 4 (3%)
62 n6 124/126 (98%) 105 (85%) 12 (10%) (6%)
63 N7 133/135 (98%) 98 (74%) 24 (18%) (8%)
63 n7 133/135 (98%) 98 (74%) 22 (16%) 13 (10%)
64 N8 146/148 (99%) 121 (83%) 14 (10%) 11 (8%)
64 n8 146/148 (99%) 123 (84%) 18 (12%) 5 (3%)
65 N9 56/58 (97%) 46 (82%) 8 (14%) 2 (4%)
65 n9 56/58 (97%) 44 (79%) 9 (16%) 3 (5%)
66 00 95/104 (91%) 81 (85%) 11 (12%) 3 (3%)
66 o0 98/104 (94%) 82 (84%) 14 (14%) 2 (2%)
67 01 107/112 (96%) 94 (88%) 7 (6%) 6 (6%)
67 ol 107/112 (96%) 88 (82%) 12 (11%) 7 (6%)
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
68 02 125/129 (97%) 109 (87%) | 15 (12%) 1 (1%) 19 54
68 | 02 125/129 (97%) | 106 (85%) | 11 (9%) | & (6%) 1][s
69 03 104,106 (98%) 96 (92%) 6 (6%) 2 (2%) 8] 33
69 03 104/106 (98%) 90 (86%) 10 (10%) 4 (4%) 19
70 04 110/120 (92%) 100 (91%) 9 (8%) 1 (1%) 17| 52
70 04 110/120 (92%) 99 (90%) 9 (8%) 2 (2%) 8| 34
71 05 117/119 (98%) 100 (86%) | 13 (11%) 4 (3%) 21
71 05 117/119 (98%) 101 (86%) | 14 (12%) 2 (2%) 9|
72 06 97/99 (98%) 74 (76%) 13 (13%) | 10 (10%) 0]

72 06 97/99 (98%) 81 (84%) 10 (10%) 6 (6%)
73 07 85/87 (98%) 74 (87%) 7 (8%) 4 (5%)
73 o7 85/87 (98%) 73 (86%) 10 (12%) 2 (2%)
74 08 7577 (97%) 66 (88%) 8 (11%) 1 (1%)
74 08 75/77 (97%) 60 (80%) 11 (15%) 4 (5%)
75 09 48/50 (96%) 40 (83%) 8 (17%) 0

75 09 48/50 (96%) 45 (94%) 2 (4%) 1 (2%)
76 QO 50/52 (96%) 44 (88%) 4 (8%) 2 (4%)
76 q0 50/52 (96%) 45 (90%) 3 (6%) 2 (4%)
77 Q1 23/25 (92%) 20 (87%) 2 (9%) 1 (4%)
77 ql 23/25 (92%) 19 (83%) 4 (17%) 0

78 Q2 103/105 (98%) 77 (75%) 18 (18%) 8 (8%)
78 q2 103/105 (98%) 93 (90%) 9 (9%) 1 (1%)
79 Q3 89/91 (98%) 76 (85%) 11 (12%) 2 (2%)
79 a3 89/91 (98%) 81 (91%) 6 (7%) 2 (2%)
80 e0 60/62 (97%) 44 (73%) 9 (15%) 7 (12%)
81 p0 139/311 (45%) 114 (82%) | 20 (14%) 5 (4%)
All | ALl | 22333/24143 (92%) | 18335 (82%) | 2722 (12%) | 1276 (6%)

5 of 1276 Ramachandran outliers are listed below:

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

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type
S0 49 ASN
S0 66 ALA
S0 95 ALA

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%) 134 (82%) 30 (18%) 117 |
2 s0 165/209 (79%) 135 (82%) 30 (18%) 117
3 S1 191/223 (86%) 156 (82%) 35 (18%) 117
3 sl 192/223 (86%) 154 (80%) 38 (20%) 1§15
4 S2 176 /204 (86%) 132 (75%) 44 (25%) 042
4 s2 176,/204 (86%) 136 (77%) 40 (23%) 1013
) S3 182/194 (94%) 149 (82%) 33 (18%) 117
5 s3 182/194 (94%) 141 (78%) 41 (22%) 1013
6 S4 221/221 (100%) 178 (80%) 43 (20%) 1§16
6 s4 221/221 (100%) 183 (83%) 38 (17%) 2119
7 SH 173/190 (91%) 136 (79%) 37 (21%) 114
7 sH 173/190 (91%) 142 (82%) 31 (18%) 2118
8 S6 188/201 (94%) 151 (80%) 37 (20%) 1§16
8 s6 187/201 (93%) 153 (82%) 34 (18%) 117
9 S7 165/169 (98%) 138 (84%) 27 (16%) 24110
9 s7 165/169 (98%) 130 (79%) 35 (21%) {15
10 S8 150/161 (93%) 126 (84%) 24 (16%) 20111
10 s8 150/161 (93%) 129 (86%) 21 (14%) 30115 B
11 S9 158/165 (96%) 124 (78%) 34 (22%) 114
11 s9 158/165 (96%) 121 (77%) 37 (23%) 1013
12 C0 77/98 (79%) 61 (79%) 16 (21%) 1§15

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
12 | 73/98 (74%) 60 (32%) |
13 C1 129/136 (95%) 108 (84%)
13 cl 129/136 (95%) 102 (79%)
14 C2 88/118 (75%) 63 (72%)
14 c2 88/118 (75%) 59 (67%)
15 C3 127/127 (100%) 102 (80%)
15 c3 127/127 (100%) 104 (82%)
16 C4 81/104 (78%) 57 (70%)
16 c4 97/104 (93%) 78 (80%)
17 Ch 101/117 (86%) 81 (80%)
17 cd 103/117 (88%) 85 (82%)
18 C6 117/118 (99%) 94 (80%)
18 cb 118/118 (100%) 94 (80%)
19 C7 94/124 (76%) 75 (80%)
19 c’ 92/124 (74%) 77 (84%)
20 C8 128/128 (100%) 96 (75%)
20 c8 128/128 (100%) 99 (77%)
21 C9 115/115 (100%) 91 (79%)
21 c9 115/115 (100%) 94 (82%)
22 DO 100/113 (88%) 76 (76%)
22 do 103/113 (91%) 78 (76%)
23 D1 74/74 (100%) 54 (73%)
23 d1l 74/74 (100%) 52 (70%)
24 D2 110/110 (100%) 89 (81%)
24 d2 110/110 (100%) 94 (86%)
25 D3 119/119 (100%) 91 (76%)
25 d3 119/119 (100%) 103 (87%)
26 D4 112/112 (100%) 102 (91%)
26 d4 112/112 (100%) 98 (88%)
27 D5 61/88 (69%) 51 (84%)
27 db 61/88 (69%) 51 (84%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
2% | D6 83/83 (100%) 62 (15%) | 21 (25%) ol[1] |
28 d6 83/83 (100%) (86%) 12 (14%) 34013
29 D7 70/70 (100%) (80%) 14 (20%) 1§15
29 d7 70/70 (100%) (74%) 18 (26%) 0ff1
30 D8 56/59 (95%) 6 (82%) 10 (18%) 2118
30 ds8 56/59 (95%) 3 (77%) 13 (23%) 1013
31 D9 47/48 (98%) 9 (83%) 8 (17%) 2119
31 d9 47/48 (98%) 0 (85%) 7 (15%) 34013
32 EO 51/51 (100%) 9 (76%) 12 (24%) 1013
33 E1l 62/66 (94%) 2 (68%) 20 (32%) 0§10
33 el 66/66 (100%) 7 (71%) 19 (29%) 0fl1
34 SR 260/261 (100%) 219 (84%) 41 (16%) 20011
34 sR 260/261 (100%) 231 (89%) 29 (11%) 6] 24
35 SM 97/228 (42%) 78 (80%) 19 (20%) 1§16
35 sM 54/228 (24%) 44 (82%) 10 (18%) 117
39 L2 193/195 (99%) 156 (81%) 37 (19%) 1§16
39 12 192/195 (98%) 145 (76%) 47 (24%) 042
40 L3 320/322 (99%) 250 (78%) 70 (22%) 1§14
40 13 319/322 (99%) 248 (78%) 71 (22%) 1013
41 L4 288/288 (100%) 224 (78%) 64 (22%) 1§14
41 14 288/288 (100%) 231 (80%) 57 (20%) 1§15
42 L5 244 /244 (100%) 197 (81%) 47 (19%) 1§16
42 15 243/244 (100%) 191 (79%) 52 (21%) 1§14
43 L6 134/152 (88%) 106 (79%) 28 (21%) 1§15
43 16 135/152 (89%) 113 (84%) 22 (16%) 24110
44 L7 186,/204 (91%) 162 (87%) 24 (13%) 48018 B
44 17 187/204 (92%) 161 (86%) 26 (14%) 3415
45 L8 187/207 (90%) 152 (81%) 35 (19%) 117
45 18 177/207 (86%) 148 (84%) 29 (16%) 24110
46 L9 171/171 (100%) 132 (77%) 39 (23%) 1013
46 19 171/171 (100%) 134 (78%) 37 (22%) 1§14

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
47 MO 177/186 (95%) 139 (78%) 38 (22%) |
47 m0 179/186 (96%) 144 (80%) 35 (20%)
48 M1 147/150 (98%) 119 (81%) 28 (19%)
48 m1l 147/150 (98%) 112 (76%) 35 (24%)
49 M3 154/158 (98%) 127 (82%) 27 (18%)
49 m3 154/158 (98%) 123 (80%) 31 (20%)
50 M4 107/108 (99%) 89 (83%) 18 (17%)
50 m4 108/108 (100%) 91 (84%) 17 (16%)
51 M5 175/175 (100%) 146 (83%) 29 (17%)
51 mb 175/175 (100%) 139 (79%) 36 (21%)
52 M6 160/161 (99%) 142 (89%) 18 (11%)
52 m6 160/161 (99%) 131 (82%) 29 (18%)
53 M7 140/145 (97%) 115 (82%) 25 (18%)
53 m7 125/145 (86%) 106 (85%) 19 (15%)
54 M8 150/150 (100%) 119 (79%) 31 (21%)
o4 ms 150/150 (100%) 122 (81%) 28 (19%)
55 M9 153/153 (100%) 134 (88%) 19 (12%)
55 m9 153/153 (100%) 115 (75%) 38 (25%)
56 NO 156/156 (100%) 123 (79%) 33 (21%)
56 n0 156/156 (100%) 123 (79%) 33 (21%)
o7 N1 136/136 (100%) 111 (82%) 25 (18%)
57 nl 136/136 (100%) 112 (82%) 24 (18%)
58 N2 87/106 (82%) 73 (84%) 14 (16%)
58 n2 85/106 (80%) 67 (79%) 18 (21%)
59 N3 104/104 (100%) 90 (86%) 14 (14%)
59 n3 104/104 (100%) 95 (91%) 9 (9%)
60 N4 57/129 (44%) 49 (86%) 8 (14%)
60 n4 100/129 (78%) 89 (89%) 1 (11%)
61 N5 104/117 (89%) 81 (78%) 23 (22%)
61 nb 104/117 (89%) 85 (82%) 9 (18%)
62 N6 109/109 (100%) 86 (79%) 23 (21%)

Continued on next page...



Page 138

wwPDB X-ray Structure Validation Summary Report

4U6F

Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers
62 n6 109/109 (100%) 73 (67%) 36 (33%)
63 N7 115/115 (100%) 91 (79%) 24 (21%)
63 n7 115/115 (100%) 87 (76%) 28 (24%)
64 N8 118/118 (100%) 101 (86%) 17 (14%)
64 n8 118/118 (100%) 91 (77%) 27 (23%)
65 N9 46/46 (100%) 37 (80%) 9 (20%)
65 n9 46/46 (100%) 34 (74%) 12 (26%)
66 00 81/87 (93%) 65 (80%) 16 (20%)
66 o0 84/87 (97%) 65 (77%) 19 (23%)
67 01 92/96 (96%) 71 (77%) 21 (23%)
67 ol 94/96 (98%) 67 (71%) 27 (29%)
68 02 109/110 (99%) 91 (84%) 18 (16%)
68 02 109/110 (99%) 88 (81%) 21 (19%)
69 03 90/90 (100%) 82 (91%) 8 (9%)
69 03 90/90 (100%) 71 (79%) 19 (21%)
70 04 95/102 (93%) 80 (84%) 15 (16%)
70 o4 95/102 (93%) 76 (80%) 19 (20%)
71 05 104/104 (100%) 80 (77%) 24 (23%)
71 05 103/104 (99%) 80 (78%) 23 (22%)
72 06 81/81 (100%) 57 (70%) 24 (30%)
72 06 80/81 (99%) 54 (68%) 26 (32%)
73 o7 70/70 (100%) 58 (83%) 12 (17%)
73 o7 70/70 (100%) 59 (84%) 11 (16%)
74 08 68/68 (100%) 50 (74%) 18 (26%)
74 o8 67/68 (98%) 48 (72%) 19 (28%)
5 09 45/45 (100%) 39 (87%) 6 (13%)
75 09 45/45 (100%) 37 (82%) 8 (18%)
76 QO 47/47 (100%) 41 (87%) 6 (13%)
76 q0 47/47 (100%) 39 (83%) 8 (17%)
7 Q1 23/23 (100%) 16 (70%) 7 (30%)
7 ql 23/23 (100%) 15 (65%) 8 (35%)

Percentiles

AAAAAAAAAAAAAAA

Continued on next page...
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Continued from previous page...
Mol | Chain Analysed Rotameric | Outliers | Percentiles |
78 Q2 90/90 (100%) 1 (79%) 19 (21%)
78 q2 90/90 (100%) 70 (78%) 20 (22%)
79 Q3 71/71 (100%) 61 (86%) 10 (14%)
79 q3 71/71 (100%) 56 (79%) 15 (21%)
80 e0 53/53 (100%) 41 (77%) 12 (23%)
81 p0 105/253 (42%) 81 (77%) 24 (23%)
All All 18727/20241 (92%) | 15046 (80%) | 3681 (20%)
5 of 3681 residues with a non-rotameric sidechain are listed below:
Mol | Chain | Res | Type
3 sl 127 VAL
72 06 16 LYS
18 cb 90 VAL
70 o4 46 ASP
56 n0 17 GLU
Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 55

such sidechains are listed below:

Mol | Chain | Res | Type

62 N6 42 GLN

12 c0 32 HIS

70 o4 3 GLN

57 nl 26 HIS

63 N7 127 ASN

5.3.3 RNA (O

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 2 1777/1800 (98%) 496 (27%) 2 (3%)
1 6 1793/1800 (99%) 470 (26%) 0 (2%)
36 1 3145/3396 (92%) 697 (22%) 2 (2%)
36 5 3145/3396 (92%) 693 (22%) 3 (2%)
37 3 120/121 (99%) 17 (14%) 2 (1%)
37 7 120/121 (99%) 8 (15%) 1 (0%)
38 4 157/158 (99%) 8 (24%) 4 (2%)
38 8 157/158 (99%) 35 (22%) 5 (3%)
All All 10414,/10950 (95%) 2464 (23%) 289 (2%)
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5 of 2464 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 2 2 A
1 2 4 C
1 2 8 U
1 2 17 C
1 2 25 C

5 of 289 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
36 5 1329 U
38 8 111 A
36 5 1589 A
36 5 2728 G
36 1 1751 G

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 2558 ligands modelled in this entry, 1425 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 |2030| - 0,6,6 - - -
8 | OHX | 2 |2077| - 0,6,6 - - -
86 | OHX | 2 |2026| - 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 4093 - 0,6,6 - - -
86 | OHX 3 221 - 0,6,6 - - -
86 | OHX 3 223 - 0,6,6 - - -
86 | OHX 1 3973 - 0,6,6 - - -
86 | OHX 6 2157 - 0,6,6 - - -
86 | OHX 2 2087 - 0,6,6 - - -
86 | OHX 5 4090 - 0,6,6 - - -
86 | OHX q2 502 - 0,6,6 - - -
86 | OHX 1 3961 - 0,6,6 - - -
86 | OHX 1 3970 - 0,6,6 - - -
86 | OHX 6 2154 - 0,6,6 - - -
86 | OHX 2 2053 - 0,6,6 - - -
86 | OHX 1 4107 - 0,6,6 - - -
86 | OHX 5 3945 - 0,6,6 - - -
86 | OHX 6 2108 - 0,6,6 - - -
86 | OHX 1 4027 - 0,6,6 - - -
86 | OHX 6 2138 - 0,6,6 - - -
86 | OHX 5 3948 - 0,6,6 - - -
86 | OHX 5 4021 - 0,6,6 - - -
86 | OHX 6 2070 - 0,6,6 - - -
86 | OHX 5 4055 - 0,6,6 - - -
86 | OHX 5 3962 - 0,6,6 - - -
86 | OHX 8 214 - 0,6,6 - - -
86 | OHX 5 4235 - 0,6,6 - - -
86 | OHX m7 205 - 0,6,6 - - -
86 | OHX 5 3931 - 0,6,6 - - -
86 | OHX 6 2071 - 0,6,6 - - -
86 | OHX 1 3905 - 0,6,6 - - -
86 | OHX 7 224 - 0,6,6 - - -
86 | OHX 5 4001 - 0,6,6 - - -
86 | OHX nd 201 - 0,6,6 - - -
86 | OHX 6 2077 - 0,6,6 - - -
86 | OHX 6 2158 - 0,6,6 - - -
86 | OHX 1 3998 - 0,6,6 - - -
86 | OHX 5 3930 - 0,6,6 - - -
86 | OHX 8 215 - 0,6,6 - - -
86 | OHX 6 2095 - 0,6,6 - - -
86 | OHX 2 2057 - 0,6,6 - - -
86 | OHX 1 3941 - 0,6,6 - - -
86 | OHX 6 2206 - 0,6,6 - - -
86 | OHX 6 2123 - 0,6,6 - - -
86 | OHX 5 4158 - 0,6,6 - - -
86 | OHX 5 4091 - 0,6,6 - - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 5 4095 - 0,6,6 - - _
86 | OHX 2 2147 - 0,6,6 - - _
86 | OHX 1 3993 - 0,6,6 - - -
86 | OHX 6 2092 - 0,6,6 - - _
86 | OHX 5 3913 - 0,6,6 - - -
86 | OHX 5 3921 - 0,6,6 - - _
86 | OHX 5 3947 - 0,6,6 - - _
86 | OHX 1 4076 - 0,6,6 - - _
86 | OHX 1 4130 - 0,6,6 - - _
86 | OHX 1 3879 - 0,6,6 - - -
86 | OHX 6 2060 - 0,6,6 - - -
86 | OHX 5 3961 - 0,6,6 - - _
86 | OHX 5 3984 - 0,6,6 - - _
86 | OHX 1 4060 - 0,6,6 - - _
86 | OHX 5 3915 - 0,6,6 - - _
86 | OHX 5 4233 - 0,6,6 - - _
86 | OHX 5 3964 - 0,6,6 - - -
86 | OHX 1 3902 - 0,6,6 - - -
86 | OHX 5 3966 - 0,6,6 - - -
86 | OHX 1 4072 - 0,6,6 - - _
86 | OHX 5 3903 - 0,6,6 - - _
86 | OHX 5 4185 - 0,6,6 - - _
86 | OHX 6 2083 - 0,6,6 - - -
86 | OHX 2 2170 - 0,6,6 - - -
86 | OHX 1 4136 - 0,6,6 - - -
86 | OHX 5 4060 - 0,6,6 - - _
86 | OHX 2 2068 - 0,6,6 - - _
86 | OHX 2 2063 - 0,6,6 - - _
86 | OHX 1 3948 - 0,6,6 - - _
86 | OHX 5 3920 - 0,6,6 - - -
86 | OHX 6 2109 - 0,6,6 - - -
86 | OHX 5 4030 - 0,6,6 - - -
86 | OHX 2 2120 - 0,6,6 - - _
86 | OHX 5 4073 - 0,6,6 - - _
86 | OHX 5 4081 - 0,6,6 - _ _
86 | OHX 1 3957 - 0,6,6 - - _
86 | OHX 2 2105 - 0,6,6 - - -
86 | OHX 1 3865 - 0,6,6 - - -
86 | OHX 1 3988 - 0,6,6 - - _
86 | OHX 2 2066 - 0,6,6 - - _
86 | OHX 1 4120 - 0,6,6 - - _
86 | OHX 6 2196 - 0,6,6 - - _
86 | OHX 5 4169 - 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 4047 - 0,6,6 - - _
86 | OHX 6 2130 - 0,6,6 - - _
86 | OHX 1 4054 - 0,6,6 - - _
86 | OHX 6 2052 - 0,6,6 - - _
86 | OHX 1 3881 - 0,6,6 - - _
86 | OHX 2 2100 - 0,6,6 - - _
86 | OHX 5 4032 - 0,6,6 - - _
86 | OHX 5 4236 - 0,6,6 - - _
86 | OHX 6 2199 - 0,6,6 - - _
86 | OHX 1 4082 - 0,6,6 - - _
86 | OHX 5 4102 - 0,6,6 - - _
86 | OHX 7 229 - 0,6,6 - - -
86 | OHX 1 4205 - 0,6,6 - - _
86 | OHX 5 4126 - 0,6,6 - - _
86 | OHX 6 2076 - 0,6,6 - - _
86 | OHX 1 4105 - 0,6,6 - - _
86 | OHX 1 4160 - 0,6,6 - - -
86 | OHX 1 4172 - 0,6,6 - - _
86 | OHX 1 4098 - 0,6,6 - - _
86 | OHX 5 3902 - 0,6,6 - - _
86 | OHX 6 2064 - 0,6,6 - - _
86 | OHX 5 3980 - 0,6,6 - - -
86 | OHX 5 4136 - 0,6,6 - - -
86 | OHX 8 216 - 0,6,6 - - -
86 | OHX n9 102 - 0,6,6 - - _
86 | OHX 1 3964 - 0,6,6 - - _
86 | OHX 1 4075 - 0,6,6 - - _
86 | OHX 19 600 - 0,6,6 - - _
86 | OHX 2 2119 - 0,6,6 - - _
86 | OHX 5 4024 - 0,6,6 - - _
86 | OHX 1 4016 - 0,6,6 - - -
86 | OHX 5 4153 - 0,6,6 - - -
86 | OHX 2 2145 - 0,6,6 - - _
86 | OHX 5 4229 - 0,6,6 - - _
86 | OHX m4 201 - 0,6,6 - _ _
86 | OHX 5 4135 - 0,6,6 - - _
86 | OHX 1 3982 - 0,6,6 - - _
86 | OHX 1 3898 - 0,6,6 - - -
86 | OHX 02 201 - 0,6,6 - - _
86 | OHX 1 4101 - 0,6,6 - - _
86 | OHX 6 2186 - 0,6,6 - - _
86 | OHX 2 2154 - 0,6,6 - _ _
86 | OHX 5 3909 - 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 3997 - 0,6,6 - - -
86 | OHX 5 4019 - 0,6,6 - - _
86 | OHX 1 3882 - 0,6,6 - - _
86 | OHX 5 4023 - 0,6,6 - - -
86 | OHX 5 4123 - 0,6,6 - - -
86 | OHX 4 236 - 0,6,6 - - _
86 | OHX 1 3919 - 0,6,6 - - _
86 | OHX 2 2038 - 0,6,6 - - _
86 | OHX 5 4176 - 0,6,6 - - _
86 | OHX 1 3952 - 0,6,6 - - _
86 | OHX 1 4132 - 0,6,6 - - _
86 | OHX 5 4065 - 0,6,6 - - -
86 | OHX 1 4141 - 0,6,6 - - _
86 | OHX 5 4066 - 0,6,6 - - _
86 | OHX 6 2090 - 0,6,6 - - _
86 | OHX 2 2089 - 0,6,6 - - _
86 | OHX 1 4003 - 0,6,6 - - -
86 | OHX 2 2165 - 0,6,6 - - -
86 | OHX d9 102 - 0,6,6 - - _
86 | OHX 5 4075 - 0,6,6 - - _
86 | OHX 1 4050 - 0,6,6 - - _
86 | OHX 5 3998 - 0,6,6 - - -
86 | OHX 2 2095 - 0,6,6 - - -
86 | OHX 3 216 - 0,6,6 - - -
86 | OHX 6 2168 - 0,6,6 - - -
86 | OHX 1 4186 - 0,6,6 - - _
86 | OHX 1 3959 - 0,6,6 - - _
86 | OHX 5 4182 - 0,6,6 - _ _
86 | OHX 5 4231 - 0,6,6 - _ _
86 | OHX 2 2071 - 0,6,6 - - _
86 | OHX 6 2111 - 0,6,6 - - _
86 | OHX 2 2092 - 0,6,6 - - _
86 | OHX 5 4012 - 0,6,6 - - _
86 | OHX 02 201 - 0,6,6 - - _
86 | OHX 1 4014 - 0,6,6 - _ _
86 | OHX 5 4130 - 0,6,6 - - _
86 | OHX 5 4144 - 0,6,6 - - _
86 | OHX 1 4191 - 0,6,6 - - _
86 | OHX 5 4131 - 0,6,6 - - _
86 | OHX 5 4106 - 0,6,6 - - _
86 | OHX 6 2129 - 0,6,6 - - _
86 | OHX 5 3983 - 0,6,6 - - _
86 | OHX 3 219 - 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 3992 - 0,6,6 - - _
86 | OHX 2 2103 - 0,6,6 - - _
86 | OHX 6 2171 - 0,6,6 - - _
86 | OHX 6 2122 - 0,6,6 - - _
86 | OHX 6 2148 - 0,6,6 - - -
86 | OHX 6 2080 - 0,6,6 - - _
86 | OHX 2 2033 - 0,6,6 - - _
86 | OHX 1 3909 - 0,6,6 - - -
86 | OHX 1 4123 - 0,6,6 - - _
86 | OHX 1 3928 - 0,6,6 - - -
86 | OHX 1 3965 - 0,6,6 - - -
86 | OHX 6 2094 - 0,6,6 - - _
86 | OHX 6 2151 - 0,6,6 - - _
86 | OHX 6 2169 - 0,6,6 - - _
86 | OHX s8 303 - 0,6,6 - - _
86 | OHX 5 4212 - 0,6,6 - - _
86 | OHX 2 2109 - 0,6,6 - - -
86 | OHX 2 2040 - 0,6,6 - - -
86 | OHX 2 2083 - 0,6,6 - - _
86 | OHX 1 3929 - 0,6,6 - - _
86 | OHX 6 2047 - 0,6,6 - - _
86 | OHX 5 4243 - 0,6,6 - - _
86 | OHX 1 3979 - 0,6,6 - - -
86 | OHX 6 2089 - 0,6,6 - - -
86 | OHX 1 3889 - 0,6,6 - - -
86 | OHX 5 3978 - 0,6,6 - - -
86 | OHX 7 220 - 0,6,6 - - _
86 | OHX 5 4044 - 0,6,6 - _ _
86 | OHX 2 2130 - 0,6,6 - - _
86 | OHX 2 2079 - 0,6,6 - - -
86 | OHX 2 2124 - 0,6,6 - - _
86 | OHX 6 2145 - 0,6,6 - - -
86 | OHX 5 3922 - 0,6,6 - - _
86 | OHX 2 2157 - 0,6,6 - - _
86 | OHX 5 3965 - 0,6,6 - - _
86 | OHX 8 225 - 0,6,6 - - _
86 | OHX 4 227 - 0,6,6 - - -
86 | OHX 6 2137 - 0,6,6 - - -
86 | OHX L4 403 - 0,6,6 - - _
86 | OHX 6 2096 - 0,6,6 - - _
86 | OHX 2 2076 - 0,6,6 - - _
86 | OHX 2 2058 - 0,6,6 - - _
86 | OHX 5 4152 - 0,6,6 - - _

WO RLDWIDE

PROTEIN DATA BANK




Page 146 wwPDB X-ray Structure Validation Summary Report 4U6F
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2 | Counts RMSZg 47| > 2
86 | OHX 1 4188 - 0,6,6 - - -
86 | OHX 8 220 - 0,6,6 - - -
86 | OHX 1 4192 - 0,6,6 - - -
86 | OHX 5 4147 - 0,6,6 - - -
86 | OHX 1 4028 - 0,6,6 - - -
86 | OHX 5 3940 - 0,6,6 - - -
86 | OHX 5 3995 - 0,6,6 - - -
86 | OHX 6 2163 - 0,6,6 - - -
86 | OHX 6 2067 - 0,6,6 - - -
86 | OHX 2 2151 - 0,6,6 - - -
86 | OHX 1 3883 - 0,6,6 - - -
86 | OHX 1 3962 - 0,6,6 - - -
86 | OHX 1 4180 - 0,6,6 - - -
86 | OHX 6 2207 - 0,6,6 - - -
86 | OHX 1 4139 - 0,6,6 - - -
86 | OHX 5 3926 - 0,6,6 - - -
86 | OHX 5 3946 - 0,6,6 - - -
86 | OHX 5 3981 - 0,6,6 - - -
86 | OHX 5 3991 - 0,6,6 - - -
86 | OHX 2 2098 - 0,6,6 - - -
86 | OHX 1 3912 - 0,6,6 - - -
86 | OHX 6 2091 - 0,6,6 - - -
86 | OHX 2 2039 - 0,6,6 - - -
86 | OHX 1 3876 - 0,6,6 - - -
86 | OHX 1 3911 - 0,6,6 - - -
86 | OHX 6 2182 - 0,6,6 - - -
86 | OHX 5 4078 - 0,6,6 - - -
86 | OHX 5 4110 - 0,6,6 - - -
86 | OHX 5 3956 - 0,6,6 - - -
86 | OHX 5 3917 - 0,6,6 - - -
86 | OHX 5 3985 - 0,6,6 - - -
86 | OHX 5 4013 - 0,6,6 - - -
86 | OHX 1 3974 - 0,6,6 - - -
86 | OHX 1 4151 - 0,6,6 - - -
86 | OHX MO 303 - 0,6,6 - - -
86 | OHX 6 2085 - 0,6,6 - - -
86 | OHX 5 3934 - 0,6,6 - - -
86 | OHX 2 2129 - 0,6,6 - - -
86 | OHX 15 304 - 0,6,6 - - -
86 | OHX 1 3967 - 0,6,6 - - -
86 | OHX 6 2198 - 0,6,6 - - -
86 | OHX 1 4166 - 0,6,6 - - -
86 | OHX 5 4223 - 0,6,6 - - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 6 2162 - 0,6,6 - - _
86 | OHX 2 2180 - 0,6,6 - - _
86 | OHX 6 2058 - 0,6,6 - - -
86 | OHX 5 4057 - 0,6,6 - - -
86 | OHX 2 2086 - 0,6,6 - - -
86 | OHX m0 302 - 0,6,6 - - _
86 | OHX 6 2156 - 0,6,6 - - _
86 | OHX 5 4197 - 0,6,6 - - _
86 | OHX 6 2184 - 0,6,6 - - _
86 | OHX 1 4185 - 0,6,6 - - -
86 | OHX 5 3910 - 0,6,6 - - -
86 | OHX 5 4101 - 0,6,6 - - _
86 | OHX 1 4015 - 0,6,6 - - _
86 | OHX 6 2065 - 0,6,6 - - _
86 | OHX 5 4053 - 0,6,6 - - _
86 | OHX 6 2150 - 0,6,6 - - _
86 | OHX 1 4157 - 0,6,6 - - -
86 | OHX 2 2168 - 0,6,6 - - -
86 | OHX 1 4006 - 0,6,6 - - _
86 | OHX 5 3953 - 0,6,6 - - _
86 | OHX 5 4209 - 0,6,6 - - _
86 | OHX 1 3867 - 0,6,6 - - -
86 | OHX 1 3969 - 0,6,6 - - -
86 | OHX 6 2098 - 0,6,6 - - -
86 | OHX 7 218 - 0,6,6 - - -
86 | OHX 5 4003 - 0,6,6 - - _
86 | OHX 1 3864 - 0,6,6 - - _
86 | OHX 8 218 - 0,6,6 - - _
86 | OHX 6 2124 - 0,6,6 - _ _
86 | OHX 2 2121 - 0,6,6 - - _
86 | OHX C8 201 - 0,6,6 - - _
86 | OHX 1 4037 - 0,6,6 - - -
86 | OHX 6 2081 - 0,6,6 - - _
86 | OHX 5 4121 - 0,6,6 - - _
86 | OHX M6 202 - 0,6,6 - _ _
86 | OHX 2 2166 - 0,6,6 - - _
86 | OHX 6 2135 - 0,6,6 - - -
86 | OHX 1 3950 - 0,6,6 - - -
86 | OHX 2 2074 - 0,6,6 - - _
86 | OHX 5 3994 - 0,6,6 - - _
86 | OHX 5 4088 - 0,6,6 - - _
86 | OHX 5 4208 - 0,6,6 - - _
86 | OHX 6 2107 - 0,6,6 - - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 6 2174 - 0,6,6 - - _
86 | OHX 5 4022 - 0,6,6 - _ _
86 | OHX 4 225 - 0,6,6 - - -
86 | OHX 7 217 - 0,6,6 - - -
86 | OHX 8 217 - 0,6,6 - - -
86 | OHX 5 4096 - 0,6,6 - - -
86 | OHX 2 2047 - 0,6,6 - - -
86 | OHX 6 2191 - 0,6,6 - _ _
88 | ZBA 5 4256 | 85 | 36,36,36 | 1.38 2 (5%) | 49,58,58 | 1.76 7 (14%)
86 | OHX 1 3938 - 0,6,6 - - _
86 | OHX 1 3931 - 0,6,6 - - _
86 | OHX 14 402 - 0,6,6 - _ _
86 | OHX 2 2050 - 0,6,6 - - -
86 | OHX 6 2172 - 0,6,6 - - _
86 | OHX 2 2116 - 0,6,6 - - -
86 | OHX 1 3874 - 0,6,6 - - _
86 | OHX L3 404 - 0,6,6 - - _
86 | OHX 1 3933 - 0,6,6 - - _
86 | OHX 6 2086 - 0,6,6 - - _
86 | OHX 5 3925 - 0,6,6 - - -
86 | OHX 2 2112 - 0,6,6 - - _
86 | OHX 1 3907 - 0,6,6 - - -
86 | OHX 5 3935 - 0,6,6 - - _
86 | OHX 5 4213 - 0,6,6 - - _
86 | OHX 1 3939 - 0,6,6 - - _
86 | OHX 1 4197 - 0,6,6 - - _
86 | OHX 1 4167 - 0,6,6 - - -
86 | OHX ml 203 - 0,6,6 - - -
86 | OHX 1 4077 - 0,6,6 - - _
86 | OHX 5 4249 - 0,6,6 - - _
86 | OHX 2 2156 - 0,6,6 - - _
86 | OHX 5 4068 - 0,6,6 - - _
86 | OHX 1 4115 - 0,6,6 - - _
86 | OHX 1 3951 - 0,6,6 - - _
86 | OHX 2 2096 - 0,6,6 - - -
86 | OHX 6 2112 - 0,6,6 - - _
86 | OHX 5 3987 - 0,6,6 - - _
86 | OHX 2 2152 - 0,6,6 - - _
86 | OHX 1 3935 - 0,6,6 - - _
86 | OHX 1 4036 - 0,6,6 - - -
86 | OHX 6 2189 - 0,6,6 - - -
86 | OHX 5 4244 - 0,6,6 - - _
86 | OHX 8 221 - 0,6,6 - - _

WO RLDWIDE
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Page 149 wwPDB X-ray Structure Validation Summary Report 4U6F
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 6 2073 - 0,6,6 - - _
86 | OHX 5 4111 - 0,6,6 - _ _
86 | OHX 1 4092 - 0,6,6 - - _
86 | OHX 6 2097 - 0,6,6 - - -
86 | OHX 5 4039 - 0,6,6 - - -
86 | OHX 6 2190 - 0,6,6 - - _
86 | OHX 5 3950 - 0,6,6 - - _
86 | OHX 1 4113 - 0,6,6 - - _
86 | OHX 5 3906 - 0,6,6 - - _
86 | OHX 1 3984 - 0,6,6 - - _
86 | OHX 5 4103 - 0,6,6 - - -
86 | OHX 1 4034 - 0,6,6 - - _
86 | OHX 5 3944 - 0,6,6 - - _
86 | OHX 2 2163 - 0,6,6 - - _
86 | OHX 1 4079 - 0,6,6 - - _
86 | OHX 5 4083 - 0,6,6 - - _
86 | OHX 1 4094 - 0,6,6 - - _
86 | OHX 1 4088 - 0,6,6 - - -
86 | OHX 5 4007 - 0,6,6 - - _
86 | OHX 5 4067 - 0,6,6 - - _
86 | OHX 1 3860 - 0,6,6 - - _
86 | OHX 1 4021 - 0,6,6 - _ _
86 | OHX 1 3884 - 0,6,6 - - _
86 | OHX 2 2113 - 0,6,6 - - -
86 | OHX 1 3887 - 0,6,6 - - -
86 | OHX 4 237 - 0,6,6 - - -
86 | OHX 5 3971 - 0,6,6 - - _
86 | OHX 5 4219 - 0,6,6 - - _
86 | OHX 5 4179 - 0,6,6 - - _
86 | OHX 5 3939 - 0,6,6 - - -
86 | OHX 5 4215 - 0,6,6 - - -
86 | OHX 1 4204 - 0,6,6 - - _
86 | OHX 5 4127 - 0,6,6 - - _
86 | OHX 1 3999 - 0,6,6 - - _
86 | OHX 5 4062 - 0,6,6 - _ _
86 | OHX 6 2072 - 0,6,6 - - _
86 | OHX 5 4017 - 0,6,6 - - -
86 | OHX 5 4058 - 0,6,6 - - -
86 | OHX 5 3923 - 0,6,6 - - _
86 | OHX 5 4033 - 0,6,6 - - _
86 | OHX 1 3904 - 0,6,6 - - _
86 | OHX 5 4115 - 0,6,6 - - _
86 | OHX 5 4072 - 0,6,6 - - _

WO RLDWIDE
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Page 150 wwPDB X-ray Structure Validation Summary Report 4U6F
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 6 2131 - 0,6,6 - - _
86 | OHX 2 2035 - 0,6,6 - - _
86 | OHX 2 2088 - 0,6,6 - - -
86 | OHX 1 3945 - 0,6,6 - - -
86 | OHX 1 3956 - 0,6,6 - - -
86 | OHX 2 2104 - 0,6,6 - - _
86 | OHX 1 3897 - 0,6,6 - - _
86 | OHX 6 2061 - 0,6,6 - _ _
86 | OHX 5 4070 - 0,6,6 - - _
86 | OHX N9 101 - 0,6,6 - - _
86 | OHX 5 4161 - 0,6,6 - - _
86 | OHX 5 4202 - 0,6,6 - - _
86 | OHX 5 4113 - 0,6,6 - - _
86 | OHX 2 2075 - 0,6,6 - - _
86 | OHX 1 4095 - 0,6,6 - - _
86 | OHX 6 2063 - 0,6,6 - - _
86 | OHX 5 4071 - 0,6,6 - - _
86 | OHX 1 4111 - 0,6,6 - - _
86 | OHX 6 2155 - 0,6,6 - - _
86 | OHX 2 2056 - 0,6,6 - - _
86 | OHX 1 3947 - 0,6,6 - - _
86 | OHX 5 4143 - 0,6,6 - - _
86 | OHX 6 2134 - 0,6,6 - - _
86 | OHX 5 4133 - 0,6,6 - - -
86 | OHX 5 4214 - 0,6,6 - - _
86 | OHX 5 4245 - 0,6,6 - - _
86 | OHX 1 4035 - 0,6,6 - - _
86 | OHX 2 2150 - 0,6,6 - - _
86 | OHX 2 2143 - 0,6,6 - - _
86 | OHX 1 3934 - 0,6,6 - - _
86 | OHX 1 3903 - 0,6,6 - - -
86 | OHX 5 4191 - 0,6,6 - - _
86 | OHX 1 4046 - 0,6,6 - - _
86 | OHX 5 4184 - 0,6,6 - - _
86 | OHX 5 4222 - 0,6,6 - _ _
86 | OHX 5 4217 - 0,6,6 - - _
86 | OHX 5 3970 - 0,6,6 - - -
86 | OHX 1 4158 - 0,6,6 - - -
86 | OHX 1 4091 - 0,6,6 - - _
86 | OHX 5 4253 - 0,6,6 - - _
86 | OHX 1 3921 - 0,6,6 - - _
86 | OHX 1 3913 - 0,6,6 - - _
86 | OHX 1 4056 - 0,6,6 - - -

WO RLDWIDE
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Page 151 wwPDB X-ray Structure Validation Summary Report 4U6F
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 4 228 - 0,6,6 - - _
86 | OHX 1 3954 - 0,6,6 - _ _
86 | OHX 1 4143 - 0,6,6 - - -
86 | OHX 5 4027 - 0,6,6 - - -
86 | OHX 2 2149 - 0,6,6 - - -
86 | OHX 5 4114 - 0,6,6 - - _
86 | OHX 5 4187 - 0,6,6 - - _
86 | OHX 8 226 - 0,6,6 - - _
86 | OHX 2 2081 - 0,6,6 - - _
86 | OHX 1 4138 - 0,6,6 - - -
86 | OHX n3 203 - 0,6,6 - - -
86 | OHX 5 4015 - 0,6,6 - - -
86 | OHX 2 2135 - 0,6,6 - - _
86 | OHX 1 4184 - 0,6,6 - - _
86 | OHX 5 4069 - 0,6,6 - - _
86 | OHX 5 4045 - 0,6,6 - - _
86 | OHX 1 4169 - 0,6,6 - - -
86 | OHX 6 2099 - 0,6,6 - - -
86 | OHX 5 4255 - 0,6,6 - - _
86 | OHX 6 2183 - 0,6,6 - - _
86 | OHX 5 4227 - 0,6,6 - - _
86 | OHX 6 2051 - 0,6,6 - _ _
86 | OHX 5 4011 - 0,6,6 - - _
86 | OHX 6 2048 - 0,6,6 - - -
86 | OHX 6 2141 - 0,6,6 - - _
86 | OHX 5 3982 - 0,6,6 - - _
86 | OHX 1 3924 - 0,6,6 - - _
86 | OHX 1 3936 - 0,6,6 - - _
86 | OHX 5 3907 - 0,6,6 - - _
86 | OHX 3 225 - 0,6,6 - - -
86 | OHX 5 4076 - 0,6,6 - - -
86 | OHX 5 4174 - 0,6,6 - - _
86 | OHX 1 3937 - 0,6,6 - - -
86 | OHX 6 2118 - 0,6,6 - - _
86 | OHX 6 2147 - 0,6,6 - - _
86 | OHX 5 3997 - 0,6,6 - - _
86 | OHX 5 4237 - 0,6,6 - - -
86 | OHX 5 4105 - 0,6,6 - - -
86 | OHX 2 2067 - 0,6,6 - - _
86 | OHX 5 4134 - 0,6,6 - - _
86 | OHX 1 4137 - 0,6,6 - - _
86 | OHX 5 4181 - 0,6,6 - _ _
86 | OHX 1 4024 - 0,6,6 - - _
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Page 152 wwPDB X-ray Structure Validation Summary Report 4U6F
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 1 3987 - 0,6,6 - - -
86 | OHX 1 4126 - 0,6,6 - - _
86 | OHX 6 2166 - 0,6,6 - - -
86 | OHX 2 2027 - 0,6,6 - - -
86 | OHX 5 3943 - 0,6,6 - - -
86 | OHX 5 4225 - 0,6,6 - - _
86 | OHX 1 4122 - 0,6,6 - - _
86 | OHX 5 4099 - 0,6,6 - - _
86 | OHX 1 4159 - 0,6,6 - - _
86 | OHX 2 2182 - 0,6,6 - - _
86 | OHX 6 2119 - 0,6,6 - - -
86 | OHX 4 229 - 0,6,6 - - -
86 | OHX 1 3968 - 0,6,6 - - _
86 | OHX 1 4195 - 0,6,6 - - _
86 | OHX 1 4171 - 0,6,6 - _ _
86 | OHX Q2 503 - 0,6,6 - - _
86 | OHX 6 2068 - 0,6,6 - - -
86 | OHX 5 3957 - 0,6,6 - - -
86 | OHX 5 3968 - 0,6,6 - - -
86 | OHX C1 201 - 0,6,6 - - _
86 | OHX 5 4154 - 0,6,6 - - _
86 | OHX o7 502 - 0,6,6 - _ _
86 | OHX 2 2153 - 0,6,6 - - -
86 | OHX 2 2114 - 0,6,6 - - _
86 | OHX 5 4026 - 0,6,6 - - -
86 | OHX 5 4171 - 0,6,6 - - _
86 | OHX 5 4242 - 0,6,6 - - _
86 | OHX 5 4186 - 0,6,6 - - _
86 | OHX 6 2144 - 0,6,6 - _ _
86 | OHX 2 2097 - 0,6,6 - - -
86 | OHX 5 4149 - 0,6,6 - - -
86 | OHX 1 4146 - 0,6,6 - - -
86 | OHX 1 4176 - 0,6,6 - - _
86 | OHX 1 4059 - 0,6,6 - - _
86 | OHX 1 4135 - 0,6,6 - - _
86 | OHX M7 207 - 0,6,6 - - _
86 | OHX 5 3999 - 0,6,6 - - -
86 | OHX 7 225 - 0,6,6 - - -
86 | OHX 5 3960 - 0,6,6 - - _
86 | OHX 7 227 - 0,6,6 - - _
86 | OHX 1 3862 - 0,6,6 - - _
86 | OHX 1 3872 - 0,6,6 - _ _
86 | OHX 2 2131 - 0,6,6 - - _
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Page 153 wwPDB X-ray Structure Validation Summary Report 4U6F
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 1 3875 - 0,6,6 - - -
86 | OHX 4 231 - 0,6,6 - _ _
86 | OHX 1 3966 - 0,6,6 - - -
86 | OHX 1 4128 - 0,6,6 - - -
86 | OHX 5 3928 - 0,6,6 - - -
86 | OHX 5 4087 - 0,6,6 - - _
86 | OHX 5 3996 - 0,6,6 - - _
86 | OHX 2 2132 - 0,6,6 - _ _
86 | OHX 1 3943 - 0,6,6 - - _
86 | OHX 8 219 - 0,6,6 - - -
86 | OHX 5 4193 - 0,6,6 - - -
86 | OHX 2 2155 - 0,6,6 - - -
86 | OHX 1 4030 - 0,6,6 - - _
86 | OHX 6 2173 - 0,6,6 - - _
86 | OHX 1 4201 - 0,6,6 - _ _
86 | OHX 5 4000 - 0,6,6 - - _
86 | OHX 5 4004 - 0,6,6 - - _
86 | OHX 5 4100 - 0,6,6 - - -
86 | OHX 5 4175 - 0,6,6 - - _
86 | OHX 5 4117 - 0,6,6 - - _
86 | OHX 1 4106 - 0,6,6 - - _
86 | OHX 1 4162 - 0,6,6 - _ _
86 | OHX 03 202 - 0,6,6 - - _
86 | OHX 5 4199 - 0,6,6 - - -
86 | OHX 5 4248 - 0,6,6 - - -
86 | OHX 8 227 - 0,6,6 - - _
86 | OHX 6 2128 - 0,6,6 - - _
86 | OHX 2 2099 - 0,6,6 - - _
86 | OHX 2 2062 - 0,6,6 - _ _
86 | OHX 1 3914 - 0,6,6 - - _
86 | OHX 5 4109 - 0,6,6 - - -
86 | OHX 5 4037 - 0,6,6 - - -
86 | OHX 2 2138 - 0,6,6 - - _
86 | OHX 1 3896 - 0,6,6 - - _
86 | OHX 2 2037 - 0,6,6 - - _
86 | OHX 2 2117 - 0,6,6 - - _
86 | OHX 1 4182 - 0,6,6 - - _
86 | OHX 6 2180 - 0,6,6 - - -
86 | OHX 6 2050 - 0,6,6 - - _
86 | OHX 4 224 - 0,6,6 - - _
86 | OHX 6 2140 - 0,6,6 - - _
86 | OHX 2 2043 - 0,6,6 - - _
86 | OHX 1 4031 - 0,6,6 - - _

WO RLDWIDE
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Page 154 wwPDB X-ray Structure Validation Summary Report 4U6F
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2 | Counts RMSZg 47| > 2
86 | OHX 5 3914 - 0,6,6 - - -
86 | OHX 2 2059 - 0,6,6 - - -
86 | OHX 6 2132 - 0,6,6 - - -
86 | OHX 6 2104 - 0,6,6 - - -
86 | OHX 1 4009 - 0,6,6 - - -
86 | OHX 6 2179 - 0,6,6 - - -
86 | OHX o7 103 - 0,6,6 - - -
86 | OHX 1 3990 - 0,6,6 - - -
86 | OHX 6 2170 - 0,6,6 - - -
86 | OHX 2 2069 - 0,6,6 - - -
86 | OHX 1 4124 - 0,6,6 - - -
86 | OHX 5 3986 - 0,6,6 - - -
86 | OHX 5 4239 - 0,6,6 - - -
86 | OHX 1 3980 - 0,6,6 - - -
86 | OHX 6 2078 - 0,6,6 - - -
86 | OHX 15 303 - 0,6,6 - - -
86 | OHX 6 2087 - 0,6,6 - - -
86 | OHX sR 401 - 0,6,6 - - -
86 | OHX 5 4180 - 0,6,6 - - -
86 | OHX 6 2054 - 0,6,6 - - -
86 | OHX 2 2051 - 0,6,6 - - -
86 | OHX 5 4201 - 0,6,6 - - -
86 | OHX 2 2055 - 0,6,6 - - -
86 | OHX 1 3901 - 0,6,6 - - -
86 | OHX 7 223 - 0,6,6 - - -
86 | OHX 6 2178 - 0,6,6 - - -
86 | OHX 2 2141 - 0,6,6 - - -
86 | OHX 2 2167 - 0,6,6 - - -
86 | OHX 6 2160 - 0,6,6 - - -
86 | OHX 5 4250 - 0,6,6 - - -
86 | OHX 2 2144 - 0,6,6 - - -
86 | OHX 2 2136 - 0,6,6 - - -
86 | OHX 2 2054 - 0,6,6 - - -
86 | OHX 1 4193 - 0,6,6 - - -
86 | OHX 6 2059 - 0,6,6 - - -
86 | OHX 14 403 - 0,6,6 - - -
86 | OHX 5 3954 - 0,6,6 - - -
86 | OHX 2 2032 - 0,6,6 - - -
86 | OHX 2 2159 - 0,6,6 - - -
86 | OHX 5 4177 - 0,6,6 - - -
86 | OHX 1 4053 - 0,6,6 - - -
86 | OHX 5 3916 - 0,6,6 - - -
86 | OHX 1 3978 - 0,6,6 - - -
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Page 155 wwPDB X-ray Structure Validation Summary Report 4U6F
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 5 4172 - 0,6,6 - - _
86 | OHX 5 4218 - 0,6,6 - - _
86 | OHX 5 4228 - 0,6,6 - - -
86 | OHX 6 2062 - 0,6,6 - - _
86 | OHX 1 4144 - 0,6,6 - - _
86 | OHX 5 3911 - 0,6,6 - - _
86 | OHX 1 3991 - 0,6,6 - - _
86 | OHX 1 4116 - 0,6,6 - - _
86 | OHX 6 2117 - 0,6,6 - - _
86 | OHX 6 2202 - 0,6,6 - - _
86 | OHX 5 3967 - 0,6,6 - - -
86 | OHX 5 4018 - 0,6,6 - - -
86 | OHX sl 302 - 0,6,6 - - _
86 | OHX 6 2200 - 0,6,6 - - _
86 | OHX 5 4166 - 0,6,6 - - _
86 | OHX 1 4065 - 0,6,6 - - _
86 | OHX 2 2094 - 0,6,6 - - _
86 | OHX 1 4066 - 0,6,6 - - -
86 | OHX 5 4042 - 0,6,6 - - _
86 | OHX 5 4084 - 0,6,6 - - _
86 | OHX 5 4097 - 0,6,6 - - _
86 | OHX 1 4147 - 0,6,6 - - _
86 | OHX 7 228 - 0,6,6 - - -
86 | OHX 1 4090 - 0,6,6 - - -
86 | OHX 5 4206 - 0,6,6 - - -
86 | OHX 5 4240 - 0,6,6 - - _
86 | OHX 1 4018 - 0,6,6 - - _
86 | OHX 1 4168 - 0,6,6 - - _
86 | OHX 5 4194 - 0,6,6 - _ _
86 | OHX 5 3958 - 0,6,6 - - -
86 | OHX 2 2111 - 0,6,6 - - _
86 | OHX 5 4089 - 0,6,6 - - -
86 | OHX 2 2029 - 0,6,6 - - _
86 | OHX 6 2125 - 0,6,6 - - _
86 | OHX 6 2149 - 0,6,6 - - _
86 | OHX 2 2078 - 0,6,6 - - _
86 | OHX 1 3922 - 0,6,6 - - _
86 | OHX 6 2201 - 0,6,6 - - _
86 | OHX 2 2073 - 0,6,6 - - _
86 | OHX 8 213 - 0,6,6 - - _
86 | OHX 2 2139 - 0,6,6 - - _
86 | OHX 1 4064 - 0,6,6 - _ _
86 | OHX 1 3989 - 0,6,6 - - -
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Page 156 wwPDB X-ray Structure Validation Summary Report 4U6F
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 5 4116 - 0,6,6 - - _
86 | OHX 5 3955 - 0,6,6 - - _
86 | OHX 2 2179 - 0,6,6 - - -
86 | OHX 5 4211 - 0,6,6 - - _
86 | OHX 5 4142 - 0,6,6 - - _
86 | OHX 5 4150 - 0,6,6 - - _
86 | OHX 5 3989 - 0,6,6 - - _
86 | OHX 2 2034 - 0,6,6 - _ _
86 | OHX 5 4035 - 0,6,6 - - _
86 | OHX 7 222 - 0,6,6 - - _
86 | OHX 1 4057 - 0,6,6 - - -
86 | OHX 5 4146 - 0,6,6 - - _
86 | OHX 5 4048 - 0,6,6 - - _
86 | OHX 1 4164 - 0,6,6 - - _
86 | OHX 2 2127 - 0,6,6 - - _
86 | OHX 6 2203 - 0,6,6 - - _
86 | OHX 1 3910 - 0,6,6 - - -
86 | OHX 5 4051 - 0,6,6 - - _
86 | OHX 1 3955 - 0,6,6 - - -
86 | OHX 1 3926 - 0,6,6 - - _
86 | OHX 6 2146 - 0,6,6 - - _
86 | OHX m0 301 - 0,6,6 - _ _
86 | OHX 5 3975 - 0,6,6 - - -
86 | OHX 5 4056 - 0,6,6 - - -
86 | OHX 6 2105 - 0,6,6 - - -
86 | OHX 5 4167 - 0,6,6 - - _
86 | OHX 1 3994 - 0,6,6 - - _
86 | OHX 5 4052 - 0,6,6 - _ _
86 | OHX 2 2080 - 0,6,6 - - _
86 | OHX 4 234 - 0,6,6 - - _
86 | OHX 4 235 - 0,6,6 - - -
86 | OHX 2 2158 - 0,6,6 - - -
86 | OHX 5 4119 - 0,6,6 - - _
86 | OHX 6 2195 - 0,6,6 - - _
86 | OHX 5 4031 - 0,6,6 - _ _
86 | OHX 6 2049 - 0,6,6 - - _
86 | OHX 6 2185 - 0,6,6 - - -
86 | OHX 5 4125 - 0,6,6 - - -
86 | OHX 5 4238 - 0,6,6 - - _
86 | OHX 1 3996 - 0,6,6 - - _
86 | OHX 6 2101 - 0,6,6 - - _
86 | OHX 1 4170 - 0,6,6 - - _
86 | OHX 6 2133 - 0,6,6 - - -
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PROTEIN DATA BANK




Page 157 wwPDB X-ray Structure Validation Summary Report 4U6F
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 5 4008 - 0,6,6 - - _
86 | OHX 5 3963 - 0,6,6 - - _
86 | OHX 5 4148 - 0,6,6 - - -
86 | OHX 2 2126 - 0,6,6 - - -
86 | OHX 2 2175 - 0,6,6 - - -
86 | OHX 1 3932 - 0,6,6 - - _
86 | OHX 3 224 - 0,6,6 - - _
86 | OHX 5 4034 - 0,6,6 - _ _
86 | OHX 4 232 - 0,6,6 - - _
86 | OHX 5 4094 - 0,6,6 - - _
86 | OHX 2 2036 - 0,6,6 - - -
86 | OHX 5 3937 - 0,6,6 - - -
86 | OHX 5 4085 - 0,6,6 - - _
86 | OHX 2 2137 - 0,6,6 - - _
86 | OHX 1 4025 - 0,6,6 - - _
86 | OHX 2 2160 - 0,6,6 - - _
86 | OHX 5 4009 - 0,6,6 - - -
86 | OHX 1 3918 - 0,6,6 - - -
86 | OHX 1 4048 - 0,6,6 - - _
86 | OHX 6 2177 - 0,6,6 - - _
86 | OHX 5 4120 - 0,6,6 - - _
86 | OHX 6 2127 - 0,6,6 - - _
86 | OHX 5 4207 - 0,6,6 - - -
86 | OHX 5 3904 - 0,6,6 - - _
86 | OHX 1 3985 - 0,6,6 - - -
86 | OHX 5 4059 - 0,6,6 - - _
86 | OHX S9 201 - 0,6,6 - - _
86 | OHX 1 3942 - 0,6,6 - _ _
86 | OHX 1 3871 - 0,6,6 - _ _
86 | OHX 1 3927 - 0,6,6 - - -
86 | OHX 1 4007 - 0,6,6 - - -
86 | OHX 1 4200 - 0,6,6 - - -
86 | OHX 5 4061 - 0,6,6 - - _
86 | OHX 1 4118 - 0,6,6 - - _
86 | OHX 1 3866 - 0,6,6 - - _
86 | OHX 5 4064 - 0,6,6 - - _
86 | OHX 1 4087 - 0,6,6 - - -
86 | OHX 5 3941 - 0,6,6 - - _
86 | OHX 1 4039 - 0,6,6 - - _
86 | OHX 7 221 - 0,6,6 - - _
86 | OHX D9 102 - 0,6,6 - - _
86 | OHX 1 4127 - 0,6,6 - - _
86 | OHX 1 3906 - 0,6,6 - - -
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Page 158 wwPDB X-ray Structure Validation Summary Report 4U6F
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 1 4203 - 0,6,6 - - _
86 | OHX 6 2204 - 0,6,6 - _ _
86 | OHX SR 401 - 0,6,6 - - _
86 | OHX 5 4074 - 0,6,6 - - _
86 | OHX 1 3944 - 0,6,6 - - _
86 | OHX 2 2049 - 0,6,6 - - _
86 | OHX 1 4178 - 0,6,6 - - _
86 | OHX 5 4230 - 0,6,6 - - _
86 | OHX 5 3933 - 0,6,6 - - _
86 | OHX 1 4045 - 0,6,6 - - -
86 | OHX 6 2057 - 0,6,6 - - -
86 | OHX 6 2164 - 0,6,6 - - _
86 | OHX 6 2181 - 0,6,6 - - _
86 | OHX 1 4041 - 0,6,6 - - _
86 | OHX 1 4161 - 0,6,6 - _ _
86 | OHX 2 2140 - 0,6,6 - - _
86 | OHX 6 2116 - 0,6,6 - - -
86 | OHX 2 2108 - 0,6,6 - - -
86 | OHX 1 3971 - 0,6,6 - - _
86 | OHX 1 3977 - 0,6,6 - - _
86 | OHX 5 4190 - 0,6,6 - - _
86 | OHX 5 3972 - 0,6,6 - _ _
86 | OHX 5 4140 - 0,6,6 - - -
86 | OHX 1 3861 - 0,6,6 - - _
86 | OHX 1 4038 - 0,6,6 - - -
86 | OHX 1 3899 - 0,6,6 - - -
86 | OHX 1 4071 - 0,6,6 - - _
86 | OHX c8 203 - 0,6,6 - - _
86 | OHX 2 2101 - 0,6,6 - _ _
86 | OHX 6 2082 - 0,6,6 - - _
86 | OHX 5 4155 - 0,6,6 - - -
86 | OHX M7 206 - 0,6,6 - - -
86 | OHX 1 4073 - 0,6,6 - - _
86 | OHX 6 2079 - 0,6,6 - - _
86 | OHX 2 2123 - 0,6,6 - - _
86 | OHX 6 2165 - 0,6,6 - - _
86 | OHX 2 2148 - 0,6,6 - - -
86 | OHX 1 4022 - 0,6,6 - - _
86 | OHX 5 3973 - 0,6,6 - - _
86 | OHX 5 4043 - 0,6,6 - - _
86 | OHX 2 2091 - 0,6,6 - - _
86 | OHX 1 4183 - 0,6,6 - - _
86 | OHX 2 2115 - 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 1 4083 - 0,6,6 - - _
86 | OHX 1 4114 - 0,6,6 - - _
86 | OHX 6 2046 - 0,6,6 - - -
86 | OHX 5 4049 - 0,6,6 - - -
86 | OHX 1 4080 - 0,6,6 - - _
86 | OHX 2 2146 - 0,6,6 - - _
86 | OHX 5 4156 - 0,6,6 - - _
86 | OHX 1 3886 - 0,6,6 - - _
86 | OHX 5 4107 - 0,6,6 - - -
86 | OHX 5 4163 - 0,6,6 - - -
86 | OHX 1 3925 - 0,6,6 - - -
86 | OHX 5 4041 - 0,6,6 - - _
86 | OHX 5 4129 - 0,6,6 - - _
86 | OHX 15 305 - 0,6,6 - - _
86 | OHX 5 3993 - 0,6,6 - - _
86 | OHX 2 2045 - 0,6,6 - - -
86 | OHX 1 4026 - 0,6,6 - - -
86 | OHX 1 3891 - 0,6,6 - - _
86 | OHX 6 2153 - 0,6,6 - - _
86 | OHX 6 2175 - 0,6,6 - - _
86 | OHX 5 3912 - 0,6,6 - _ _
86 | OHX 5 4038 - 0,6,6 - - -
86 | OHX 1 4187 - 0,6,6 - - -
86 | OHX 2 2161 - 0,6,6 - - _
86 | OHX 2 2028 - 0,6,6 - - _
86 | OHX 5 4122 - 0,6,6 - - _
86 | OHX 1 4121 - 0,6,6 - _ _
86 | OHX 2 2133 - 0,6,6 - - _
86 | OHX 1 4150 - 0,6,6 - - -
86 | OHX 6 2100 - 0,6,6 - - -
86 | OHX 1 3920 - 0,6,6 - - -
86 | OHX 5 4160 - 0,6,6 - - _
86 | OHX 1 4070 - 0,6,6 - - _
86 | OHX 1 4081 - 0,6,6 - _ _
86 | OHX 8 224 - 0,6,6 - - _
86 | OHX 6 2075 - 0,6,6 - - -
86 | OHX 5 4054 - 0,6,6 - - _
86 | OHX 2 2052 - 0,6,6 - - _
86 | OHX 1 3900 - 0,6,6 - - _
86 | OHX 1 4108 - 0,6,6 - - _
86 | OHX 5 4082 - 0,6,6 - _ _
86 | OHX 1 3863 - 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 4011 - 0,6,6 - - _
86 | OHX 1 4086 - 0,6,6 - - _
86 | OHX 3 215 - 0,6,6 - - -
86 | OHX 5 4198 - 0,6,6 - - -
86 | OHX 1 3908 - 0,6,6 - - -
86 | OHX 1 4198 - 0,6,6 - - _
86 | OHX 5 4098 - 0,6,6 - - _
86 | OHX M9 202 - 0,6,6 - _ _
86 | OHX 1 3892 - 0,6,6 - - _
86 | OHX 1 4102 - 0,6,6 - - _
86 | OHX 2 2064 - 0,6,6 - - _
86 | OHX 1 3880 - 0,6,6 - - -
86 | OHX 1 4163 - 0,6,6 - - _
86 | OHX 1 4199 - 0,6,6 - - _
86 | OHX 5 3952 - 0,6,6 - _ _
86 | OHX 5 4112 - 0,6,6 - - _
86 | OHX 1 3917 - 0,6,6 - - -
86 | OHX 1 3923 - 0,6,6 - - -
86 | OHX 2 2107 - 0,6,6 - - _
86 | OHX 1 4154 - 0,6,6 - - _
86 | OHX 1 4104 - 0,6,6 - - _
86 | OHX 2 2093 - 0,6,6 - - _
86 | OHX 1 4001 - 0,6,6 - - _
86 | OHX 6 2103 - 0,6,6 - - -
86 | OHX ch 201 - 0,6,6 - - _
86 | OHX 6 2192 - 0,6,6 - - _
86 | OHX 2 2134 - 0,6,6 - - _
86 | OHX 5 4246 - 0,6,6 - - _
86 | OHX 5 4254 - 0,6,6 - _ _
86 | OHX 1 4153 - 0,6,6 - - -
86 | OHX 2 2162 - 0,6,6 - - _
86 | OHX 1 3895 - 0,6,6 - - -
86 | OHX 1 4002 - 0,6,6 - - _
86 | OHX 5 4204 - 0,6,6 - - _
86 | OHX 2 2042 - 0,6,6 - _ _
86 | OHX 1 3868 - 0,6,6 - - _
86 | OHX 5 3924 - 0,6,6 - - _
86 | OHX 1 4196 - 0,6,6 - - -
86 | OHX 2 2060 - 0,6,6 - - _
86 | OHX 1 4133 - 0,6,6 - - _
86 | OHX 5 3927 - 0,6,6 - - _
86 | OHX 5 3951 - 0,6,6 - _ _
86 | OHX 4 233 - 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 4086 - 0,6,6 - - _
86 | OHX 5 4029 - 0,6,6 - - _
86 | OHX 5 4108 - 0,6,6 - - -
86 | OHX 5 4168 - 0,6,6 - - -
86 | OHX 5 3908 - 0,6,6 - - -
86 | OHX 1 4149 - 0,6,6 - - _
86 | OHX 6 2194 - 0,6,6 - - _
86 | OHX 5 3988 - 0,6,6 - - -
86 | OHX 1 3878 - 0,6,6 - - _
86 | OHX 5 4025 - 0,6,6 - - -
86 | OHX 1 4062 - 0,6,6 - - _
86 | OHX 6 2093 - 0,6,6 - - -
86 | OHX 5 4137 - 0,6,6 - - _
86 | OHX 5 3976 - 0,6,6 - - _
86 | OHX 5 4145 - 0,6,6 - - _
86 | OHX 1 4005 - 0,6,6 - - _
86 | OHX 2 2090 - 0,6,6 - - -
86 | OHX 5 4162 - 0,6,6 - - _
86 | OHX 1 3960 - 0,6,6 - - -
86 | OHX 1 4013 - 0,6,6 - - _
86 | OHX 1 4000 - 0,6,6 - - _
86 | OHX 1 4175 - 0,6,6 - - _
86 | OHX 1 4181 - 0,6,6 - - _
86 | OHX 6 2136 - 0,6,6 - - -
86 | OHX 5 4178 - 0,6,6 - - -
86 | OHX 5 4104 - 0,6,6 - - _
86 | OHX 7 219 - 0,6,6 - - _
86 | OHX 5 3949 - 0,6,6 - - _
86 | OHX 6 2110 - 0,6,6 - - _
86 | OHX 5 4124 - 0,6,6 - - _
86 | OHX 5 4189 - 0,6,6 - - -
86 | OHX 5 4195 - 0,6,6 - - -
86 | OHX 1 4145 - 0,6,6 - - _
86 | OHX 1 4099 - 0,6,6 - - _
86 | OHX 3 217 - 0,6,6 - - _
86 | OHX 6 2161 - 0,6,6 - - _
86 | OHX 5 4173 - 0,6,6 - - -
86 | OHX 5 4200 - 0,6,6 - - -
86 | OHX 1 4043 - 0,6,6 - - _
86 | OHX 2 2082 - 0,6,6 - - _
86 | OHX 5 4159 - 0,6,6 - - _
86 | OHX 1 3877 - 0,6,6 - - _
86 | OHX 1 4004 - 0,6,6 - - _
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 6 2114 - 0,6,6 - - _
86 | OHX 5 4196 - 0,6,6 - - _
86 | OHX 8 228 - 0,6,6 - - -
86 | OHX 5 4036 - 0,6,6 - - -
86 | OHX 5 4252 - 0,6,6 - - _
86 | OHX 1 3953 - 0,6,6 - - _
86 | OHX 5 3919 - 0,6,6 - - _
86 | OHX 1 4049 - 0,6,6 - - _
86 | OHX 2 2171 - 0,6,6 - - _
86 | OHX 1 4156 - 0,6,6 - - -
86 | OHX 5 4092 - 0,6,6 - - _
86 | OHX mbd 306 - 0,6,6 - - -
86 | OHX 5 4132 - 0,6,6 - - _
86 | OHX 5 4192 - 0,6,6 - - _
86 | OHX 1 4029 - 0,6,6 - - _
86 | OHX 4 226 - 0,6,6 - - _
86 | OHX 1 3869 - 0,6,6 - - -
86 | OHX 5 4020 - 0,6,6 - - -
86 | OHX 6 2152 - 0,6,6 - - _
86 | OHX 6 2102 - 0,6,6 - - _
86 | OHX 1 3976 - 0,6,6 - - _
86 | OHX 5 4224 - 0,6,6 - _ _
86 | OHX 6 2167 - 0,6,6 - - -
86 | OHX Ch 201 - 0,6,6 - - _
86 | OHX 1 3870 - 0,6,6 - - -
86 | OHX 5 3918 - 0,6,6 - - _
86 | OHX 2 2106 - 0,6,6 - - _
86 | OHX 1 4110 - 0,6,6 - - _
86 | OHX 2 2178 - 0,6,6 - - _
86 | OHX 5 3936 - 0,6,6 - - -
86 | OHX 1 4189 - 0,6,6 - - -
86 | OHX 6 2121 - 0,6,6 - - _
86 | OHX 2 2164 - 0,6,6 - - _
86 | OHX 2 2044 - 0,6,6 - - _
86 | OHX 5 4151 - 0,6,6 - _ _
86 | OHX 5 3905 - 0,6,6 - - _
86 | OHX 5 3942 - 0,6,6 - - _
86 | OHX o7 104 - 0,6,6 - - _
86 | OHX c3 201 - 0,6,6 - - _
86 | OHX 5 4040 - 0,6,6 - - _
86 | OHX 5 4063 - 0,6,6 - - _
86 | OHX 1 4019 - 0,6,6 - - _
86 | OHX 1 4069 - 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 4023 - 0,6,6 - - _
86 | OHX 5 4210 - 0,6,6 - - _
86 | OHX 1 4097 - 0,6,6 - - -
86 | OHX 1 4177 - 0,6,6 - - -
86 | OHX 3 222 - 0,6,6 - - -
86 | OHX 2 2174 - 0,6,6 - - _
86 | OHX 5 4028 - 0,6,6 - - _
86 | OHX 8 223 - 0,6,6 - - _
86 | OHX 5 3990 - 0,6,6 - - _
86 | OHX 3 220 - 0,6,6 - - -
86 | OHX 1 4067 - 0,6,6 - - -
86 | OHX 1 4194 - 0,6,6 - - _
86 | OHX 1 4040 - 0,6,6 - - _
86 | OHX 1 4012 - 0,6,6 - - _
86 | OHX 5 3959 - 0,6,6 - - -
86 | OHX 1 4125 - 0,6,6 - - _
86 | OHX 5 3992 - 0,6,6 - - _
86 | OHX 6 2069 - 0,6,6 - - -
86 | OHX 5 4157 - 0,6,6 - - _
86 | OHX 1 3940 - 0,6,6 - - _
86 | OHX 6 2188 - 0,6,6 - - _
86 | OHX 5 4046 - 0,6,6 - - _
86 | OHX 1 4058 - 0,6,6 - - -
86 | OHX 1 3981 - 0,6,6 - - _
86 | OHX L3 405 - 0,6,6 - - -
86 | OHX 13 404 - 0,6,6 - - _
86 | OHX 1 4055 - 0,6,6 - - _
86 | OHX 5 3969 - 0,6,6 - - _
86 | OHX 1 4155 - 0,6,6 - - _
86 | OHX 6 2055 - 0,6,6 - - -
86 | OHX L3 406 - 0,6,6 - - -
86 | OHX 1 4078 - 0,6,6 - - -
86 | OHX 1 4117 - 0,6,6 - - _
86 | OHX 6 2106 - 0,6,6 - - _
86 | OHX 5 3929 - 0,6,6 - - _
86 | OHX 5 4216 - 0,6,6 - - _
86 | OHX 5 4221 - 0,6,6 - - _
86 | OHX 1 4089 - 0,6,6 - - -
86 | OHX 2 2085 - 0,6,6 - - _
86 | OHX 2 2041 - 0,6,6 - - _
86 | OHX 6 2142 - 0,6,6 - - _
86 | OHX 1 4134 - 0,6,6 - _ _
86 | OHX 1 4131 - 0,6,6 - - _
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 6 2084 - 0,6,6 - - _
86 | OHX 1 3888 - 0,6,6 - - _
86 | OHX 6 2159 - 0,6,6 - - -
86 | OHX 5 4005 - 0,6,6 - - -
86 | OHX 5 4165 - 0,6,6 - - -
86 | OHX sd 301 - 0,6,6 - - _
86 | OHX 4 223 - 0,6,6 - - _
86 | OHX 5 4188 - 0,6,6 - - _
86 | OHX 2 2110 - 0,6,6 - - _
86 | OHX 1 3946 - 0,6,6 - - -
86 | OHX 6 2074 - 0,6,6 - - _
86 | OHX 6 2120 - 0,6,6 - - _
86 | OHX 5 3932 - 0,6,6 - - _
86 | OHX 5 4079 - 0,6,6 - - _
86 | OHX 2 2048 - 0,6,6 - - _
86 | OHX 5 4139 - 0,6,6 - - _
86 | OHX 5 4226 - 0,6,6 - - -
86 | OHX 5 4251 - 0,6,6 - - _
86 | OHX 1 3986 - 0,6,6 - - -
86 | OHX 5 4164 - 0,6,6 - - _
86 | OHX 1 4052 - 0,6,6 - - _
86 | OHX 1 4142 - 0,6,6 - _ _
86 | OHX 2 2176 - 0,6,6 - - -
86 | OHX 1 3983 - 0,6,6 - - -
86 | OHX 1 4093 - 0,6,6 - - -
86 | OHX S8 302 - 0,6,6 - - _
86 | OHX 1 4119 - 0,6,6 - - _
86 | OHX 2 2173 - 0,6,6 - - _
86 | OHX 5 4220 - 0,6,6 - - _
86 | OHX 6 2143 - 0,6,6 - - -
86 | OHX 1 3958 - 0,6,6 - - -
86 | OHX 1 4179 - 0,6,6 - - -
86 | OHX 4 230 - 0,6,6 - - _
86 | OHX 6 2053 - 0,6,6 - - _
86 | OHX 1 3963 - 0,6,6 - - _
86 | OHX 6 2197 - 0,6,6 - - _
86 | OHX 01 201 - 0,6,6 - - _
86 | OHX 6 2115 - 0,6,6 - - -
86 | OHX 5 4234 - 0,6,6 - - _
86 | OHX 2 2125 - 0,6,6 - - _
86 | OHX 1 4017 - 0,6,6 - - _
86 | OHX 1 3885 - 0,6,6 - - _
86 | OHX 3 218 - 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 3916 - 0,6,6 - - _
86 | OHX 6 2139 - 0,6,6 - - _
86 | OHX C3 201 - 0,6,6 - - _
86 | OHX 5 4016 - 0,6,6 - - -
86 | OHX 6 2205 - 0,6,6 - - -
86 | OHX 1 4085 - 0,6,6 - - _
8 | OHX | 2 |2102] - 0,6,6 - - -
86 | OHX 5 3974 - 0,6,6 - - _
86 | OHX 5 4010 - 0,6,6 - - _
86 | OHX 6 2176 - 0,6,6 - - -
86 | OHX 2 2072 - 0,6,6 - - _
86 | OHX 5 4138 - 0,6,6 - - -
86 | OHX 1 3893 - 0,6,6 - - _
86 | OHX 1 3995 - 0,6,6 - - _
86 | OHX 2 2046 - 0,6,6 - - _
86 | OHX 2 2172 - 0,6,6 - - _
86 | OHX 1 4008 - 0,6,6 - - -
86 | OHX 1 4096 - 0,6,6 - - -
8 | OHX | 2 |2031| - 0,6,6 - - -
86 | OHX 1 4109 - 0,6,6 - - _
8 | OHX | 1 |4l12| - 0,6,6 - . -
86 | OHX 5 4128 - 0,6,6 - - _
86 | OHX 1 4042 - 0,6,6 - - _
86 | OHX 2 2128 - 0,6,6 - - -
86 | OHX 5 4170 - 0,6,6 - - -
8 | OHX | 1 |4152| - 0,6,6 - - -
86 | OHX 6 2113 - 0,6,6 - - _
86 | OHX 2 2177 - 0,6,6 - - _
86 | OHX 7 226 - 0,6,6 - - _
86 | OHX 5 3977 - 0,6,6 - - -
86 | OHX 1 4051 - 0,6,6 - - _
86 | OHX 13 405 - 0,6,6 - - -
86 | OHX 1 3975 - 0,6,6 - - -
86 | OHX 1 4068 - 0,6,6 - - _
88 ZBA 1 4206 | 85 | 36,36,36 | 1.65 3 (8%) | 49,58,58 | 1.81 4 (8%)
86 | OHX 5 4050 - 0,6,6 - - _
86 | OHX 5 4006 - 0,6,6 - - _
86 | OHX 1 4174 - 0,6,6 - - _
86 | OHX 1 4020 - 0,6,6 - - _
86 | OHX 1 4032 - 0,6,6 - - _
86 | OHX 5 4080 - 0,6,6 - - -
86 | OHX 5 4241 - 0,6,6 - - _
86 | OHX | 1 |4129| - 0,6,6 - - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, "' pyi7 | 41z > 2| Counts RS | 47 > 2
86 | OHX 6 2088 - 0,6,6 - - _
86 | OHX 1 4063 - 0,6,6 - - _
86 | OHX 2 2122 - 0,6,6 - - _
86 | OHX 5 4232 - 0,6,6 - - _
86 | OHX 1 4202 - 0,6,6 - - _
86 | OHX 5 3938 - 0,6,6 - - _
86 | OHX 2 2065 - 0,6,6 - - _
86 | OHX 2 2169 - 0,6,6 - - _
86 | OHX 5 4047 - 0,6,6 - - _
86 | OHX 1 3894 - 0,6,6 - - _
86 | OHX 1 4061 - 0,6,6 - - _
86 | OHX 1 4103 - 0,6,6 - - -
86 | OHX 6 2193 - 0,6,6 - - _
86 | OHX 5 4002 - 0,6,6 - - _
86 | OHX M8 201 - 0,6,6 - _ _
86 | OHX 1 3873 - 0,6,6 - - _
86 | OHX 1 4148 - 0,6,6 - - -
86 | OHX 6 2126 - 0,6,6 - - -
86 | OHX 1 4165 - 0,6,6 - - _
86 | OHX 5 4014 - 0,6,6 - - _
86 | OHX 1 3972 - 0,6,6 - - _
86 | OHX 1 4140 - 0,6,6 - - _
86 | OHX 6 2066 - 0,6,6 - - -
86 | OHX 5 4183 - 0,6,6 - - -
86 | OHX 1 4010 - 0,6,6 - - -
86 | OHX 5 4205 - 0,6,6 - - _
86 | OHX 1 4074 - 0,6,6 - - _
86 | OHX 1 3949 - 0,6,6 - - _
86 | OHX 2 2118 - 0,6,6 - - _
86 | OHX 1 4173 - 0,6,6 - - -
86 | OHX 03 202 - 0,6,6 - - _
86 | OHX 1 4044 - 0,6,6 - - _
86 | OHX 2 2142 - 0,6,6 - - _
86 | OHX 1 3915 - 0,6,6 - - _
86 | OHX 1 4033 - 0,6,6 - - _
86 | OHX 2 2061 - 0,6,6 - - _
86 | OHX 1 3890 - 0,6,6 - - -
86 | OHX 2 2084 - 0,6,6 - - _
86 | OHX 1 4190 - 0,6,6 - - _
86 | OHX 3 214 - 0,6,6 - - _
86 | OHX 1 4100 - 0,6,6 - - _
86 | OHX 2 2181 - 0,6,6 - _ _
86 | OHX 6 2056 - 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 3979 - 0,6,6 - - -
86 | OHX 5 4077 - 0,6,6 - - -
86 | OHX 5 4118 - 0,6,6 - - -
86 | OHX 5 4247 - 0,6,6 - - -
86 | OHX 2 2070 - 0,6,6 - - -
86 | OHX M5 303 - 0,6,6 - - -
86 | OHX 6 2187 - 0,6,6 - - -
86 | OHX 5 4141 - 0,6,6 - - -
86 | OHX 1 3930 - 0,6,6 - - -
86 | OHX 1 4084 - 0,6,6 - - -
86 | OHX N1 201 - 0,6,6 - - -
86 | OHX 5 4203 - 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
88 | ZBA 1 4206 | 85 | 1/1/13/14 | 4/18/83/83 | 0/5/4/4
88 | ZBA 5 4256 | 85 - 3/18/83/83 | 0/5/4/4

All (5) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
88 1 4206 | ZBA | C28-C27 | -6.52 1.47 1.55
88 ) 4256 | ZBA | C48-C46 | 6.42 1.51 1.33
88 1 4206 | ZBA | C48-C46 | 6.36 1.51 1.33
88 ) 4256 | ZBA | C45-C46 | -4.28 1.46 1.50
88 1 4206 | ZBA | C45-C46 | -2.44 1.48 1.50

The worst 5 of 11 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(®) | Ideal(°)
88 1 4206 | ZBA | C45-C46-C48 | -8.84 108.62 121.74
88 5 4256 | ZBA | C45-C46-C48 | -8.25 109.48 121.74
88 1 4206 | ZBA | C47-C46-C48 | -5.07 110.81 121.98
88 ) 4256 | ZBA | C47-C46-C48 | -4.62 111.81 121.98
88 1 4206 | ZBA | C46-C45-C44 | 4.54 123.94 113.26

All (1) chirality outliers are listed below:
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Mol | Chain | Res | Type | Atom
88 1 4206 | ZBA C35

5 of 7 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
88 1 4206 | ZBA | C44-C45-C46-C48
88 5 4256 | ZBA | C44-C45-C46-C48
88 5 4256 | ZBA | C43-C42-014-C27
88 5) 4256 | ZBA | O15-C42-014-C27
88 1 4206 | ZBA | O17-C44-C45-C46

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 ZBA 5 4256

Torsions Rings

Ligand ZBA 1 4206

Bond angles

\f/’
e
} ©
]

Torsions Rings

5.7 Other polymers (i)

There are no such residues in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
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5.8 Polymer linkage issues (i)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
1 2 2

All chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 2 1716:C 03’ 1717:G P 4.21
1 2 1685:G 03’ 1686:C P 2.96



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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