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This is a Full wwPDB X-ray Structure Validation 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 (i) symbol.

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

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

MolProbity : 4.02b-467
Mogul : 1.8.4, CSD asb41be (2020)

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

Validation Pipeline (wwPDB-VP) : 2.36
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.10 A.

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

Metric Percentile Ranks Value
Ramachandran outliers T 5.9%
Sidechain outliers N 19.6%
RNA backbone I | W (.45
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 64% 30% -
1 6 1800 65% 30% 5%
2 SO 251 64% 6% . 1%
2 sO 251 61% 20% S A
3 S1 254 58% 22% CTe%
3 sl 254 65% 18% S %
4 S2 253 67% 17% .- 14%
4 s2 253 64% 20% VA

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

Mol | Chain | Length Quality of chain
5 S3 239 69% 22% T
5 s3 239 2% 20% 7%
6 S4 260 77% 21%
6 s4 260 80% 18%
7 SH 224 70% 21% 8%
7 sb 224 69% 21% %
8 S6 236 76% 19% e
8 s6 236 73% 18% 8%
9 ST 189 71% 25% o
9 s7 189 78% 18% o
10 S8 200 78% 14% . 6%
10 s8 200 74% 20% 6%
11 S9 196 74% 19% %
11 s9 196 73% 20% %
12 Co 105 74% 4% . 9%
12 c0 105 67% 20% 5% 9%
13 C1 155 86% 14%
13 cl 155 78% 15% - 6%
14 C2 142 54% 31% T T
14 c2 142 56% 28% T
15 C3 150 81% 17%
15 c3 150 79% 19%
16 C4 136 71% 19% %
16 cd 136 68% 24% %
17 Ch 141 70% 6% . 129

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

Mol | Chain | Length Quality of chain
17 ch 141 71% 23% P
18 C6 142 77% 21%
18 c6 142 80% 18%
19 c7 136 66% 19% %
19 c’ 136 67% 18% P VT
20 C8 145 79% 19% B
20 c8 145 73% 25% B
21 C9 143 80% 17% .
21 c9 143 83% 15%
22 DO 120 63% 24% %
22 do 120 62% 28% %
23 D1 87 80% 17%
23 dl 87 80% 18%
24 D2 129 83% 14%
24 d2 129 87% 11%
25 D3 144 80% 19% .
25 d3 144 81% 18% .
26 D4 134 84% 13% .
26 d4 134 81% 18% .
27 D5 107 40% 23% 35%
27 d5 107 50% 15% 36%
28 D6 97 67% 27% “6%
28 d6 97 71% 29%
29 D7 81 81% 16%
29 dr 81 83% 15%

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

Mol | Chain | Length Quality of chain
30 D8 66 70% 23% %
30 ds 66 76% 17% - 5%
31 D9 55 78% 18% -
31 d9 55 73% 22% P
32 EO 60 77% 22% B
33 El 76 51% 36% % 1%
33 el 76 59% 36% -
34 SR 318 79% 19%
34 sR 318 87% 13%
35 SM 273 46% 10% 42%
35 sM 273 28% 10% 62%
36 1 3396 50% 36% % 1%
36 5 3396 49% 37% 7% 1%
37 3 121 75% 22%
37 7 121 60% 34% 1%
38 4 158 56% 37% 1%
38 8 158 63% 29% Ta%
39 L2 253 82% 17%
39 12 253 81% 17% -
40 L3 386 78% 21%
40 13 386 79% 20%
41 L4 361 78% 19% o
41 14 361 80% 17%
42 L5 296 83% 15%
42 15 296 80% 19% -

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

Mol | Chain | Length Quality of chain
43 L6 175 76% 12% - 11%
43 16 175 75% 14% .. 10%
44 L7 243 77% 12% . 9%
44 17 243 77% 13% . 8%
45 L8 255 76% 15% 9%
45 18 255 67% 22% BT
46 L9 191 75% 24% .
46 19 191 81% 19%
47 MO 220 74% 20% P
47 m0 220 76% 20%
48 M1 173 72% 20% 5% -
48 ml 173 73% 23% T
49 M3 198 78% 18% e
49 m3 198 79% 18% o~
50 M4 137 78% 20% e
50 m4 137 85% 13% .
51 M5 203 80% 19% .
o1 mb 203 83% 17%
52 M6 198 82% 15% e
52 m6 198 81% 18% e
53 M7 183 79% 20% B
53 m7 183 69% 15% 15%
54 M8 185 82% 16%
54 ms 185 78% 21% .
55 M9 188 86% 14%

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

Mol | Chain | Length Quality of chain
95 m9 188 80% 19% .
56 NO 172 81% 19% .
56 n0 172 78% 21% .
57 N1 159 81% 16% .
o7 nl 159 80% 20%
58 N2 120 68% 4% . 1%
58 n2 120 61% 20% . 18%
59 N3 136 85% 15%
59 n3 136 88% 11%
60 N4 155 53% 8% - 37%
60 n4 155 72% 4% . 13%
61 N5 141 69% 6% .- 14%
61 nb 141 67% 17% . 1%
62 N6 126 79% 21%
62 n6 126 80% 19% .
63 N7 135 79% 20% .
63 n7 135 78% 17% .-
64 N8 148 82% 16% -
64 n8d 148 84% 15%
65 N9 58 83% 17%
65 n9 58 69% 29% B
66 00 104 75% 18% “T%
66 o0 104 75% 19% P
67 01 112 79% 17% ..
67 ol 112 70% 26% P

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

Mol | Chain | Length Quality of chain
68 02 129 80% 19% N
68 02 129 78% 19% T
69 03 106 90% 9% -
69 03 106 82% 16%
70 04 119 77% 14% . 6%
70 o4 119 76% 17% - 6%
71 05 119 75% 24% .
71 05 119 78% 21% .
72 06 99 76% 20% o
72 06 99 70% 28% B
73 o7 87 76% 23% .
73 o7 87 82% 16%
74 08 77 73% 27%
74 08 77 77% 23%
75 09 50 80% 20%
75 09 50 80% 20%
76 QO 52 85% 15%
76 q0 52 85% 15%
7 Q1 25 64% 36%
7 ql 25 72% 20% 8%
78 Q2 105 80% 17%
78 q2 105 76% 22% e
79 Q3 91 81% 19%
79 q3 91 82% 18%
80 e0 62 74% 24% B

Continued on next page...
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Mol | Chain | Length Quality of chain
81 m2 160 94% 6%
82 p0O 311 38% 8% - 54%
83 pl 47 100%
84 p2 46 100%
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2 Entry composition (i)

There are 88 unique types of molecules in this entry. The entry contains 411276 atoms, of which
0 are hydrogens and 0 are deuteriums.

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

e Molecule 1 is a RNA chain called 18S ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

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

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

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

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

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

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

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


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

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

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

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

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

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

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference

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

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

There are 2 discrepancies between the modelled and reference sequences:

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

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

There are 4 discrepancies between the modelled and reference sequences:

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

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
15 3 150 1;(;;&21 7?9 21;14 287 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 1;)0;?1 6(232 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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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 d6 91 769 475 160 129 5 0 0 0
e Molecule 29 is a protein called 40S ribosomal protein S27-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 D7 81 610 382 110 113 5 0 0 0
Total C N O S
29 d7 81 610 382 110 113 5 0 0 0
e Molecule 30 is a protein called 40S ribosomal protein S28-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 D8 63 497 306 99 91 1 0 0 0
Total C N O S
30 d8 63 497 306 99 91 1 0 0 0
e Molecule 31 is a protein called 40S ribosomal protein S29-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31 D9 b3 442 274 92 72 4 0 0 0
Total C N O S
31 d9 53 442 274 92 72 4 0 0 0
e Molecule 32 is a protein called 40S ribosomal protein S30-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
32 kO 60 475 299 98 77 1 0 0 0
e Molecule 33 is a protein called Ubiquitin-40S ribosomal protein S31.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 | E & 566 362 106 94 4 0 0 0
Total C N O S
33 ] el 76 608 388 117 99 4 0 0 0

e Molecule 34 is a protein called Guanine nucleotide-binding protein subunit beta-like protein.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
34 SR 318 2441 1544 419 470 8 0 0 0
Total C N O S
34 sR 318 2442 1544 418 472 8 0 0 0
e Molecule 35 is a protein called Suppressor protein STM1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
35 SM 159 1104 652 221 231 0 0 0
Total C N O
35 | sM 104 679 402 140 137 0 0 0
e Molecule 36 is a RNA chain called 25S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
30 1 3149 67355 30086 12142 21978 3149 0 0 0
Total C N O P
36 g 3150 67376 30095 12145 21987 3149 0 0 0
e Molecule 37 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
37 3 121 2579 1152 461 &45 121 0 0 0
Total C N O P
37 7 121 2579 1152 461 &45 121 0 0 0
e Molecule 38 is a RNA chain called 5.8S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
38 4 158 3353 1500 586 1109 158 0 0 0
Total C N O P
38 8 158 3353 1500 586 1109 158 0 0 0
e Molecule 39 is a protein called 60S ribosomal protein L2-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 L2 252 1914 1191 388 334 1 0 0 0

Continued on next page...
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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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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;OQt; l 625 115\912 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(110 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 ?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 239 115]0 703 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 22 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
04 110 GLU - expression tag | UNP P87262
04 111 ALA - expression tag | UNP P87262
04 112 ALA - expression tag | UNP P87262

W

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

Chain | Residue | Modelled | Actual | Comment Reference
04 113 LYS - expression tag | UNP P87262
04 114 SER - expression tag | UNP P87262
04 115 GLU - expression tag | UNP P87262
04 116 LYS - expression tag | UNP P87262
04 117 LYS - expression tag | UNP P87262
04 118 ALA - expression tag | UNP P87262
04 119 LYS - expression tag | UNP P87262
04 120 LYS - expression tag | UNP P87262
o4 110 GLU - expression tag | UNP P87262
o4 111 ALA - expression tag | UNP P87262
o4 112 ALA - expression tag | UNP P87262
o4 113 LYS - expression tag | UNP P87262
o4 114 SER - expression tag | UNP P87262
o4 115 GLU - expression tag | UNP P87262
04 116 LYS - expression tag | UNP P87262
o4 117 LYS - expression tag | UNP P87262
o4 118 ALA - expression tag | UNP P87262
o4 119 LYS - expression tag | UNP P87262
o4 120 LYS - expression tag | UNP P87262

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\316 1((?7 ? 0 0
7o 119 Ts;oﬁt;l 6?2 115\315 1((37 ? 0 0
e Molecule 72 is a protein called 60S ribosomal protein L36-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
& 06 % T;);fl 4(831 115\)16 122 2 0 0
2| o0 %9 T707t8Ll 4;31 115:16 121 g 0 0
e Molecule 73 is a protein called 60S ribosomal protein L37-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
oo | s R s s | © :

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Bt 87 Tgsoégtf 1 4(114 114\1]8 1(1)4 2 0 0 0
e Molecule 74 is a protein called 60S ribosomal protein L38.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
& 08 [ 1;50;;1 3;31 11;]5 186 0 0 0
o o8 " Tﬁogg 1 338 111]4 1(86 0 0 0
e Molecule 75 is a protein called 60S ribosomal protein L39.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
75 | 09 50 1};21 2% é\; 6% g 0 0 0
| 09 50 1};21 2(732 é\; 6% g 0 0 0

e Molecule 76 is a protein called Ubiquitin-60S ribosomal protein L40.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
oo | | U s 0 | 0 |0
76 a0 52 szf?l 2(5]9 61%\23 (?7 g 0 0 0

e Molecule 77 is a protein called 60S ribosomal protein L41-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
mla | B g | 0 | 0 |0
AR TN

e Molecule 78 is a protein called 60S ribosomal protein L42-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
& Q2 105 ’Iéoélt?l 5(?34 11;10 1(??8 ? ¥ ¥ 0
s 105 Téozf?l 5(:;4 11;10 1(?38 ? 0 0 0

O RLDWIDE
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e Molecule 79 is a protein called 60S ribosomal protein L43-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
& Q3 9N 694 429 138 121 © 0 0 0
Total C N O S
& a3 Il 694 429 138 121 6 0 0 0
e Molecule 80 is a protein called 40S ribosomal protein S30-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
80 el 62 491 309 101 80 1 0 0 0
e Molecule 81 is a protein called Unknown protein m2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
81 | m2 150 750 450 150 150 0 0 0
e Molecule 82 is a protein called 60S acidic ribosomal protein P0.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
82 pU 143 1076 686 192 195 3 0 0 0
e Molecule 83 is a protein called Unknown protein pl.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
83 pl 47 235 141 47 47 0 0 0
e Molecule 84 is a protein called Unknown protein p2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
84 p2 46 230 138 46 46 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
85 2 121 191 191 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

85 | o 9 Total - Mg 0 0
9 9

$5 | s4 | Total - Mg 0 0
1 1

85 | s6 | Total - Mg 0 0
1 1

85 | ss | Total - Mg 0 0
1 1

85 | DO | Toltal N{g 0 0

85 D3 1 Toltal hgg 0 0
Total Mg

85 1 471 o 0 0
Total Mg

85 3 13 513 0 0
Total Mg

85 4 23 05 o 0 0

85 | L2 2 Total - Mg 0 0
2 9
Total Mg

85 L3 3 2y 0 0

85 | 14 2 Total Mg 0 0
2 9

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

85 L7 3 2y 0 0

85 | L8 1 Total - Mg 0 0
1 1

85 | Mo 3 Total = Mg 0 0
3 3

85 | M1 9 Total = Mg 0 0
2 9

85 | M3 3 Total = Mg 0 0
3 3

85 | M5 1 Toltal l\gg 0 0

85 | M6 1 Toltal l\gg 0 0
Total Mg

85 | M7 4 PR 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

85 | Mo 9 Total - Mg 0 0
2 2

$5 | N | Toltal N{g 0 0

85 | N3 3 Total Mg 0 0
3 3

85 | N5 | Toltal N{g 0 0

85 | NG | Toltal N{g 0 0

85 NS 3 Total - Mg 0 0
3 3

85 03 1 Toltal hgg 0 0

85 | 04 1 Toltal N{g 0 0

85 07 9 Total - Mg 0 0
2 2

85 | Q2 1 Toltal N{g 0 0
Total Mg

85 6 145 e 0 0

85 s1 1 Total - Mg 0 0
1 1

85 $2 1 Total = Mg 0 0
1 1

85 s4 1 Total = Mg 0 0
1 1
Total Mg

85 S8 9 Ty 0 0

85 cl 1 Total Mg 0 0
1 1

85 7 1 Total = Mg 0 0
1 1
Total Mg

85 8 9 Ty 0 0

85 c9 1 Total - Mg 0 0
1 1

85 d3 9 Total = Mg 0 0
2 2

85 | d6 | Toltal hgg 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

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

85 5 497 e 400 0 0
Total Mg

85 7 16 616 0 0
Total Mg

85 8 15 s 0 0
Total Mg

85 12 9 ) ) 0 0
Total Mg

85 13 3 , ] 0 0

85 14 1 Total - Mg 0 0
1 1
Total Mg

85 15 9 ) ) 0 0
Total Mg

85 17 3 , ] 0 0

85 18 1 Total = Mg 0 0
1 1

85 19 1 Total - Mg 0 0
1 1

85 ml 1 Total = Mg 0 0
1 1

85 mA 1 Total = Mg 0 0
1 1
Total Mg

85 m5 3 , ; 0 0

85 mé6 9 Total = Mg 0 0
9 9

85 m7 5 Total = Mg 0 0
5 5

85 10 1 Total = Mg 0 0
1 1
Total Mg

85 n3 9 ) ) 0 0

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

85 n8 5 . - 0 0

85 | ol 1 Toltal hgg 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

85 03 2 9 9 0 0

85 | o4 | Total - Mg 0 0
1 1

85 | o7 | Total - Mg 0 0
1 1

35 0 1 Total Mg 0 0
1 1

35 ql 1 Total Mg 0 0
1 1

85 a3 9 Toztal hgg 0 0

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

OHX
N2 N3
H:.N  NH,
NiH,N-— Os — NH,n4
H.N NH.
N6 N5
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total N Os
86 2 1 . 6 1 0 0
Total N Os
86 2 1 . 6 1 0 0
Total N Os
86 2 1 . 6 1 0 0
Total N Os
86 2 1 . 6 1 0 0
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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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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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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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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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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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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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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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
8 | S8 1 TO;al lg Ols 0 0
8 | C3 1 To;al 1(\31 ?S 0 0
8 | C5 1 TO;al 1;51 Ols 0 0
8 | C8 1 To;al 12 Ols 0 0
8 | D3 1 To;al 12 Ols 0 0
8 | D9 1 TO;al 12 ?S 0 0
8 | SR 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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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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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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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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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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Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 1 1 To;al 1(\3] Ols 0 0
86 | 1 1 To;al 1(\31 ?S 0 0
86 | 1 | To;al lg ?S 0 0
86 | 1 | To;al 1(\31 ?S 0 0
86 | 1 | TO;al lg Ols 0 0
86 1 1 TO;al 1(\31 Ols 0 0
86 1 1 TO;al lg Ols 0 0
86 1 1 To;al 1(\31 ?S 0 0
86 1 1 TO;al 1;51 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 To;al 12 Ols 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 Ols 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 (is 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 1g1 ?S 0 0
86 | 1 | To;al g Ols 0 0




Page 44 Full wwPDB X-ray Structure Validation Report 4U47

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 3 1 TO;al 1(\31 Ols 0 0
86 3 1 TO;al lg Ols 0 0
86 3 1 To;al 1(\31 ?S 0 0
86 3 1 TO;al 1;51 Ols 0 0
86 3 1 To;al 12 Ols 0 0
86 3 1 To;al 12 Ols 0 0
86 3 1 TO;al 12 ?S 0 0
86 3 1 TO;al 12 Cis 0 0
86 3 1 TO;al 12 Cis 0 0
86 3 1 TO;al 12 Cis 0 0
86 3 1 TO;al 12 Ols 0 0
86 4 1 To;al 12 ?S 0 0
86 4 1 To;al 12 (is 0 0
86 4 1 To;al 12 ?S 0 0
86 4 1 To;al 1g1 ?S 0 0
86 | 4 | To;al g Ols 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 4 1 To;al 1(\3] Ols 0 0
86 | 4 1 To;al 1(\31 ?S 0 0
86 | 4 | To;al lg ?S 0 0
86 | 4 | To;al 1(\31 ?S 0 0
86 | 4 | TO;al lg Ols 0 0
86 4 1 TO;al 1(\31 Ols 0 0
86 4 1 TO;al lg Ols 0 0
86 4 1 To;al 1(\31 ?S 0 0
86 4 1 TO;al 1;51 Ols 0 0
86 4 1 To;al 12 Ols 0 0
86 4 1 To;al 12 Ols 0 0
8 | L3 1 TO;al 12 ?S 0 0
8 | L3 1 TO;al 12 Cis 0 0
8 | L3 1 TO;al 12 Cis 0 0
8 | L4 1 TO;al 12 Cis 0 0
8 | Mo 1 TO;al 12 Ols 0 0
8 | M5 1 To;al 12 ?S 0 0
86 | M7 1 To;al 12 (is 0 0
86 | M7 1 To;al 12 ?S 0 0
86 | M9 1 To;al 1g1 ?S 0 0
86 | NI | To;al g Ols 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | N9 1 To;al 1(\3] Ols 0 0
86 | 01 1 To;al 1(\31 ?S 0 0
86 | 02 | To;al lg ?S 0 0
86 | 03 | To;al 1(\31 ?S 0 0
86 | O7 | TO;al lg Ols 0 0
8 | O7 1 TO;al 1(\31 Ols 0 0
86 | Q2 1 TO;al lg Ols 0 0
86 6 1 To;al 1(\31 ?S 0 0
86 6 1 TO;al 1;51 Ols 0 0
86 6 1 To;al 12 Ols 0 0
86 6 1 To;al 12 Ols 0 0
86 6 1 TO;al 12 ?S 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Ols 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 (is 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 1g1 ?S 0 0
86 | 6 | To;al 1(\;] Ols 0 0
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Continued from previous page...

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

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

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

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

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

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 6 1 To;al 1(\3] Ols 0 0
86 | 6 1 To;al 1(\31 ?S 0 0
86 | 6 | To;al lg ?S 0 0
86 | 6 | To;al 1(\31 ?S 0 0
86 | 6 | TO;al lg Ols 0 0
86 6 1 TO;al 1(\31 Ols 0 0
86 6 1 TO;al lg Ols 0 0
86 6 1 To;al 1(\31 ?S 0 0
86 6 1 TO;al 1;51 Ols 0 0
86 6 1 To;al 12 Ols 0 0
86 6 1 To;al 12 Ols 0 0
86 6 1 TO;al 12 ?S 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Cis 0 0
86 6 1 TO;al 12 Cis 0 0
86 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 | sl | To;al g Ols 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | sl 1 To;al 1(\3] Ols 0 0
86 | 4 1 To;al 1(\31 ?S 0 0
86 | s8 | To;al lg ?S 0 0
86 | 3 | To;al 1(\31 ?S 0 0
86 | o5 | TO;al lg Ols 0 0
86 c8 1 TO;al 1(\31 Ols 0 0
8 | d4 1 TO;al lg Ols 0 0
8 | do 1 To;al 1(\31 ?S 0 0
8 | SR 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
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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
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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 80 Full wwPDB X-ray Structure Validation Report 4U47

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
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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
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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
86 | 7 | To;al 1(\31 ?S 0 0
86 | 7 | TO;al lg Ols 0 0
86 7 1 TO;al 1(\31 Ols 0 0
86 7 1 TO;al lg Ols 0 0
86 7 1 To;al 1(\31 ?S 0 0
86 7 1 TO;al 1;51 Ols 0 0
86 7 1 To;al 12 Ols 0 0
86 7 1 To;al 12 Ols 0 0
86 7 1 TO;al 12 ?S 0 0
86 7 1 TO;al 12 Cis 0 0
86 7 1 TO;al 12 Cis 0 0
86 8 1 TO;al 12 Cis 0 0
86 8 1 TO;al 12 Ols 0 0
86 8 1 To;al 12 ?S 0 0
86 8 1 To;al 12 (is 0 0
86 8 1 To;al 12 ?S 0 0
86 8 1 To;al 1g1 ?S 0 0
86 | 8 | To;al 1(\;] Ols 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | 8 1 To;al 1(\3] Ols 0 0
86 | 8 1 To;al 1(\31 ?S 0 0
86 | 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 13 1 To;al 12 Ols 0 0
86 13 1 TO;al 12 ?S 0 0
86 13 1 TO;al 12 Cis 0 0
86 14 1 TO;al 12 Cis 0 0
86 14 1 TO;al 12 Cis 0 0
86 15 1 TO;al 12 Ols 0 0
86 15 1 To;al 12 ?S 0 0
86 15 1 To;al 12 (is 0 0
86 15 1 To;al 12 ?S 0 0
86 19 1 To;al 1g1 ?S 0 0
86 | mo | To;al 1(\;] Ols 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | mo 1 To;al 1(\3] Ols 0 0
86 | ml 1 To;al 1(\31 ?S 0 0
86 | md | To;al lg ?S 0 0
86 | m5 | To;al 1(\31 ?S 0 0
86 | m5 | TO;al lg Ols 0 0
86 | m6 1 TO;al 1(\31 Ols 0 0
8 | m7 1 TO;al 1(\31 Ols 0 0
86 | mS 1 TO;al 1(\31 ?S 0 0
8 | n3 1 TO;al 1;51 Ols 0 0
8 | n9 1 To;al 12 Ols 0 0
8 | o2 1 To;al 12 Ols 0 0
8 | o3 1 TO;al 12 ?S 0 0
8 | o7 1 TO;al 12 Cis 0 0
86 | ql 1 TO;al 12 Cis 0 0
86 | 2 1 TO;al 12 Cis 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
11

87 | D7 | Total = Zn 0 0
11

87 | DY | Total ~ Zn 0 0
11

87 El 1 Toltal Zln 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

87 | o7 | Total ~ Zn 0 0
11

37 Q0 1 Toltal Zln 0 0

87 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 a0 1 Total Zn 0 0
11

37 > 1 Total Zn 0 0
11

87 a3 1 Toltal Zln 0 0

e Molecule 88 is 3-O-acetyl-2-0-(3-O-acetyl-6-deoxy-beta-D-glucopyranosyl)-6-deoxy-1-O-
{[(2R,2’S,3a’R,4"’S,5”’R,6’S,7a’S)-5""-methyl-4"-{| (2E)-3-phenylprop-2-enoyl|oxy }decahy
drodispiro|oxirane-2,3’-[1]|benzofuran-2’,2”-pyran|-6’-yl|carbonyl }-beta-D-glucopyranose
(three-letter code: 3K5) (formula: CyoHs2047).
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3K5

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
88 1 1 57 10 17 0 0
Total C O
88 5 1 57 10 17 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

30%

64%

Chain 2:

61€N

¥1€d
€TeN
(4544

80€0
L0€D

€0en
coen

662y

0629

88TV
L82H

¥82d

182D
08zn
6.2D
8.zNn
Llen
9.2
S.2D
j2X43)

cLen
TLev

992V
S9cTv

T92n
09zn

962y

j5:14 4
082D

zven
wen
oven
6€2TD
8ETN

9ETY
SETH
vecd
€ETI

Teen

Eiddl

4747

(03747418
6EVN

Ll

1474

vy
470

134414

61¥D
8T¥D
LIVY
1544

90%0

707D

TOPV

09eY
6SEY

csey

8EED
LEED

veed
E€EEV

i44°0)]
€TV
(442

029V

+

919D

219N

019D
6090
809N

969D
63y

8590

959D
G599

€990

059N

L%9D

o¥on

8€9N

0E9Y

1290

9160

716D
€769
cren
T160
868V
S68D
9880

S98Y

£98Y
298Y

098n

vs8n

058V

9%8D

o¥8n
6€80

L€8D

€8N

¢hmﬂu
T90TV
090Tn
65010
wmmﬁb
€50TD
2s0Tn

19019

6E0TV

TE0TN

820TD

9201V
12010
S00TY
7001
€00TY
200TD

6660

166D

S66Y

€66V

166D

986D

€L6V

0.L6Y

+

0960

T96Y

Tvev

cved

seen
€60
EE6Y

T€6D

L6110

V61TV

T6110

S8TTN

28110

0LTTD

L9T1D

€9TTV

0911V

8SGTT0
LSTTV

TSTTV
0STTD

%11

6ETTY
8ETTY

YETTD

TETTY

0zT1In
61TTD

60TTD
80TTD

70110

TOTTD
00TTD

16070

60TV

T60TY

L80TY
980TV

28010
T80TV

6.L0TN

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W


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

Full wwPDB X-ray Structure Validation Report 4U47

Page 88

VetV
oveTn
B6EETD
8EETD

8CETD
TCETV
9TETD

SIETN
vIeTN

98210

821D

08CTD

9,210

jZkan)
€L2TD

19219

09210

PAstAs]
9821V

TSI
0szTn

S¥CT1D
i4zaal

15745

SETTD
veTTY

82CTH
paan |
92TTV

8121D
L1821V

80CTV

L0210
9021

66TTD

€710

TLYTV

L

6971V

9991

€9%1D

L

6SYTD
8SG%1D

SS%1D
VIV
LEVTIN
€EVTD
CEVIN
TEVTD
8C¥1D
LTYVTY
l44%)
8T¥T1D

eIvIn
(4545

00TV

86£TN

06€TN
68ETD

98ETD

B6LETD

TLETN
TLETY

29ETN
ToETN

YSETD
ovETY
SYETY
TYETY

CYETD

CTLSTD

69STV

S§9STO

09STNn
6SSTV

LSSTN

8%S1D

0%S1D

8ESTN
LESTD

SESTN

0€STO

9CSTY

vesTY
€2STD

12810

L1570
9TGTY

v1810

01STN

90STD

€0STV

S6%T0

€67V
145544 4
T6710

68710
88%1D

18710

6LVTY
wsmﬁw
SLYTY
v.LV1D

€891D
891N
1891V

€99TD

8G9TH

€G9TD
Zy9Td
6€91D
9€91D
SE9TY
€91
TEITV
629TD
919TD
ST9TD
P91V
809TN

T09TD
0091V

96810
S6S10

06STD

88STH

851D

V.LSTD

96.T0
S6.70
veLIV

€LLTD

0LL10

6G.T0

18S ribosomal RNA

e Molecule 1

5%

30%

65%

Chain 6

0€d
620

Lzn
9V

ven

02D

eLIV

991D

€91D

63510

L

€STD

SPIV

L

win
ovTV

8ETY
LETN
9€TD

e

121D

61TV

9110

7110

(440}

ozen
61EN

L1€0
9TEY
STEV

€TEN

T1en
0T€d
60€D
80€D

90€n
S0€0

662V

1620

S62V

Ll
L

082N

8.2n
1,20

G20

€LTH

TLTV
0420

S92V

1920

65cn

082D
6¥en

Twen
oven

€€TO
(4141

0€TO

82TH
Lzen
9zey

Y90
(4718
6EVN
8EVY
YEVD

8ThY

{744

14944

3

L1YY

+

80%0

S0%D

TO%V

62€D

8ESY

LTSV

6150

STSV
¥19D
€780
(45l
TISV

8080

908y
S08Y
vosn

T0S0
00S0

L6%D
96%D

vevn
€670
(4544

06%D

88%D
18%D
987D

¥8%0

08¥D

LLYY

YLVY

897V

T9%D

637D

LS%D

€570

TSPV

S%90

079N
6€90
8g9N
LEYD

€eon

0Z9vy
6T9Y

L1790

909V

6635V

S69D
63V

069D

€890
{42301

085SV
6.LSV
8.sn
¥.9D
0LSV

9950
S990

6550

998y

S99y

8¥9D

vy

T9SV

075D
6€5D

LyLD

090
699D
8990
990

S99n

299N
T99V

63990
899D

€590
2599
799D
0590

L%9D

858D

9G8Y

vssn

Ly8Y

Se8N
€89

zesn
Tesn
ogsn
628Y
828N

Sz8n

€289

918D

S9.LD

SGLY
PSLY

TS0

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4U47

Page 89

70010
€001V

+

TOOTV
000TD

€66V
66V

6860

186D

3869

8L6YV

9.6D

TL6V

1

196V
996V
S960

0960

60TTD

TOTTD

960TD

€601V

T60TY
060TD

80TV

28010
T80TV

SLOTD

TLOTD

0L0TD

€90TN

F

650TN

pmmﬂb
€50TD
¢soTn
ﬁmmﬁc
0%0TD
6E0TY

LEOTD
9€0TY

YE0TD

2eo0tTd
«mmﬁb
820TD
20TV
9201V
STOTY

€C0TY

12010

S00TY

81CTD
L12TV

80CTVY
L0210

[444

00219
66TTD

96TTY

12

T6TT0

S8TTN

€8TTV
L9719
79110
09TTV
6SGTTO
8GTTD
SGTTD

TSTTV
0STTD

Eiaa%)
Sv110

6ETTY
8ETTY

SETTN

EETTY

62110

211D

SCTTY
iz923 4

12110
0zT1n
6TTTD

L1710

TT11D

Y9€TD
€9€TN
29ETN

+

VETY
SYETY
etV
EVETN

TPETY
0veTN

8EETD

T2ETV
9TETD
STETN
vieTn
60€TD
00ETY

8821

98210

821D
08210
€LTTD
69210
cozIn

852TN
PAstAN
9GCTY
SGCTH

921D
S¥CTD
izaal
E€YCTD
cveTy

0€TTY
62CTD
82CTH

-

02ZTo

96¥%10

€67V
14544 4
16710
06%T0

¥8%1D

28¥%10
18710

8L%1D

€LY1N0

TLYTV

€9%10

T9%10
09%TV
6S%10

L

8Y¥1D

VIV
SYv1D

€EVTD
(45749
TEVTD

8C¥ID
LTVTIY

STPIN
vivin
€170

[49%4%)

00%TY
66ETD
86ETN

96€1N

06€TN

88ETY
T8ETY

€LETO
cLETN
TLETY

9191D
ST9T0
P91V

10919

|

96STO

06STD

%8919
€831V
283N
18310

SLST1D
¥.S91D

TLSTD

69STV

|

09STN
6GSTY

LSSTN

SGSTY
75310

2ss1n

67510

0%STH

8ESTN

9ESTH

L

TESTD

vesTv
€281

12STH

9TSTY
STSTV

90STH

€0STV

66%TD

9ELTD

-

TELIV
0ELTY
8CLIV
L2LTD
9CLID

LTLTD
9TLTD

CTLIY

COLTY
TOLTV

669TD

9691D

€L9TD
CTL9TD

04919

L99TV
999TN

29919

6991V

L8910
959TN
SS9TV
TS91V

£%97TN

%910

02910

008TY
66.TN

96.L1D
S6.10
Y6LTV

16%

C6LTD

68.L1D

L8.L10

€8.10

YLL1D
€LLID

0LLTN
69,10

¥9L1D

[4734

09.1D
6S.LTD

LSLTD

40S ribosomal protein SO-A

e Molecule 2

18%

64%

Chain SO

LT
89TH
S9TH
8STA
LS1d
9GTA
2S1d
6ETA
SeTd
€T

{4438

01T
61TH

TO0TH

961

S6v

769

98A

78y

99V

6ST

LST

0SA

67N

6EN 00zda

LEA 86T

P .

0gd S6TM
761d
2611
1614
061d
68TA

40S ribosomal protein SO-A

e Molecule 2

18%

20%

61%

Chain s0

6ETA
€70
€CTA

(4379

OTTX

90TS

€0T.L

10T

96L

0
)
<

€61

884
181

cLa

294

691

0SA
67N

SPA
D

154

LEA

ved

oed
6CA

(44N

811

Vv

c1d

<l‘-00
A =]

902a

€024
(48

86T

9618

v61d

1614

981D

7811
€874

6.LT4

LT

L9TH

9914
Y9IN

8STA

aslxcs

¢STd

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4U47

Page 90

e Molecule 3: 40S ribosomal protein S1-A

16%

22%

58%

Chain S1:

680

1SS

LY

6123

viexa
€124

0121
60CN

%021

[duas
T0CL

€6TI

(43144

6.L1S

LLTD
9LIA

691S

8318

%918

3

LYTV

SYIA
i44%

LETI

CeTa
T€1d

9¢TL
SCTA

LTTM

1T

80Ta

vora

92TTH

¥Tea

e Molecule 3: 40S ribosomal protein S1-A

15%

18%

65%

Chain sl:

6CTL

0211

80Ta

SO0Td

1671

e
€69

064
680

€834

784

8.a

L0
€LT

0L1

[4°):1

65d

LY1

LEL

scl

cea
TCA

CECH
1€TT

8¢C1

3

{4488

61CY
8121

4598

(454

60CN

L0271

1

[dvat

L6TI

S6TA

€671

7811
€810

1811

E€LTL
6918
6STS
2STH
9%Th
LETI

1€1d

e Molecule 4: 40S ribosomal protein S2

14%

17%

67%

Chain S2:

|

164
961
S6d
760

64

680
180
€81

LD
9.1

0La
691

vSd
€91

71

9EA

0szh

eigacs
Ss¥ea

9ged

1

9zeL
S¢e1

(4448

8023
L0271

TOoZN
18171
281d
99TL

¥ST1
€318

0STd

V1L
S¥ID

13744
(A%
6ETI

LETI

Ll

0€TI

61T

L1TL

€111

e Molecule 4: 40S ribosomal protein S2

TTIA

L0TS

14%

20%

64%

Chain s2:

S8d

28N

08A

8.a
11D

€L1

691

191
098

89T
€91
2SsL
TSL
il

1

S€eT
veed

6221
§cel
(4448

L0271
9021

6610

9813
S8TH

6LTA
0L7I

9971

7918
€910

6STL

3

671D
8Y11

9VIL

134%

TCTA

6TTY

L1TL

€111

TTIA

L0TS

+

961
S64

€69
6V

06L
680

180

D E

O

R L DWI
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4U47

Page 91

svea

8E€TS

e Molecule 5: 408 ribosomal protein S3

7%

22%

69%

Chain S3:

¥2ca

(4448

0zed

8121

912d

T1ed

L0TL

002X

9674

3

T8TA

6LT0
8.T4

e Molecule 5: 40S ribosomal protein S3

9L11
SLTA

TLIL

8STI

TSTH

9¥Td

EVTY
(449"

7%

.

20%

72%

Chain s3:

€N
0zed

L1e1
912d

€12
cren
T1ed
(o) xact

€02d
2021

S61S
68T

6.LT0
8.L74

9L11
cLIL

691Q

e Molecule 6: 40S ribosomal protein S4-A

21%

—
77%

*

Chain S4:

r

E€GTN

1S1d

SvTy

CYTH

EETA

TETT

8CTA

9TTA

€CT1

L1713
911a

80TH

vora

96N
S6L

€6d

984

8LL

894
290

S91

{421

961

674

(4741
7S

+

920

LTH

Ll

61

e Molecule 6: 40S ribosomal protein S4-A

18%

80%

Chain s4:

k-

€6d

061

081

8LL

CTLA

0LA
69H

1S4

674

{4741

3
3

e Molecule 7: 40S ribosomal protein S5

LEX

o om
&2

o .
]
—

)
=]

0929
652h

{44!
Sy
€ETA
LezA

{444
1344

61CA

S6TI

1,814

Z8TA

08TT

9.1a

.10
0LTL

89T

8%

21%

70%

Chain S5:

L1671

7oA
€90

6SA
8G1T

TSA
0S3a

9N
1728

—
I¢.
£3

6ed
8€l

ced

oTy
Se1

Tl

D E

O

R L DWI
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4U47

Page 92

144

€2TS

¥6T1

06TI

L8T1
98TN

CTLII

9914

C9TA

09TA

LSTH

1A

(415
TGTD

67TA

408 ribosomal protein S5

LYTL
9VTIL

2270
9z1a

TN

101D

661

e Molecule 7

8%

.

21%

69%

oM W O~
AN N
I>>.—1<l—'

Chain sb

€61

681

v8x
€84

9.4

891

990
€90

09

Ssa
45!

3

TIN

15728

9eV
Sed

621
8¢d

1

912d

702H
€02

7611
06TI
¥8T4
ELIV

0LTb
B69TN

1914
9914

€918
09TA
LSTd

¢STH
TST1D

8%Td

408 ribosomal protein S6-A

9%TL

8CIN
2270

e Molecule 8

SCTL

611Q

601X

00TN
66N

19%

76%

Chain S6

2S1a

8¥1S

9%Id

15498

8ETV

€ETT
2ETY

6CTA
8CTL
1211
9c1a
[4q5xs
0zTa
€TTI

60771

Shd

€TTA

[q%4%
1121

L7149
9LT0
SLTI
VLA
€L1d

0LTL
691X

S91D

7STd

40S ribosomal protein S6-A

e Molecule 8

8%

18%

73%

Chain s6

ST
€GTA
2s1a
TS1d

eV

6CTA

1211
9z1a

€2CTD

1211

CIIA
TT11

60TT
80TA

9121
S12H

(414

L0cd

€671

6LTA

VLI
€L1d

TLIA

40S ribosomal protein S7-A

e Molecule 9

25%

71%

Chain S7

8111

9TTH

711

(494!

T€S

408 ribosomal protein S7-A

62N

981d
S8TI

Z8TA
18TI

PLIN

6GTA

SSTa

6711

LYIN

veTd

CETd

e Molecule 9

0ETA
6211

9CT1
SCTI

18%

78%

Chain s7

EVTT

3

0ETA

9211

L1TL

255

891

R LDWIDE
PROTEIN DATA BANK

w_ 0



Full wwPDB X-ray Structure Validation Report 4U47

Page 93

9971

LSTH

e Molecule 10: 40S ribosomal protein S8-A

SS1a

6711

—
. 6%

14%

78%

Chain S8:

TSTH

6¥%1S

8ETN

oo}
0
=

Ll

9TH

3
1

mm:_
124
| | TLTY
8y [ |
18 9T
| |
S 3318
[ wers
€574

e Molecule 10: 40S ribosomal protein S8-A

—
.« 6%

20%

74%

Chain s8&:

(44 %]
1211
0zTL
6110

LITX

(%

LOTL

S0Ta

TOTI

Ll

621

[44:s

0zd

814

21s

o
g
xl

~
0

6613

LBTL

S8Td

e Molecule 11: 40S ribosomal protein S9-A

€8TI

SSTS

TSTH

6718

L9TY

1a4%
(07458

9ETS

——
- 6%

19%

74%

Chain S9:

¥o14
€97d
291Ss
T9TL

0GT1
6714

LYTH

8ETH

T8A

TLIN
TL14
0L1D
691d

e Molecule 11: 40S ribosomal protein S9-A

—
. 6%

20%

73%

Chain s9:

PSTA

2§18

0ST1

LYTH

ZYIN

3

€ETH

OETL

9CTYd

(449

8111

TTTL

6071

SOT1T

TO0TA

€8TV
(435

08131

SLTY

CTLIA

3

e Molecule 12: 40S ribosomal protein S10-A

L9TV

291S
T9TL

9%

14%

74%

Chain CO0:

R LDWIDE

O

PROTEIN DATA BANK

W



4047

9%

5%

20%

67%

Full wwPDB X-ray Structure Validation Report

e Molecule 12: 40S ribosomal protein S10-A

Page 94
Chain c0:

— - R
"D a8y
| owen 18d 0 6911
—% < €81 98 [ |
N & | zed o a8y YETA
s . - 150 mo e 1
[ | — €81 X 1€TL
P11 z8d ~ [}
L . | | | | SzT1
n TLI . 7.1 [ |
[ | [ | STT1
61 YTV 891 LI 1
| eed | A |
z61 1525 mﬁ mg Nmﬁ
0¥TA
| eeTA ° €91 o £9A 881
8eTN — 291 N 291 [ |
1 2} | | ~ TOA €81
H9U [ |
SPTY €51 qu
LW 81T 241
281 £7TS [ | LoTsvy €510 SH1 9.3
— [ | 981 053 42 [ | [ |
zeTs [ | 1918 44} 899
1€71 + 9ty ovTd w1 |91
1.3 [ ] [ | 6ETH ovd 991
| | < 60TA < 1.8 €Y [ | 6£a | gon
191 — [ sota Y 9LA 1 (444 zeTd a 8EH 1 o 59
| — N L0TA — ey w1 el A [ oen — [ eov
LSL wn 9 eomdl o0 PLL wn %) 0STL wn 9e1 0714 wn ° z9d
Flos SOT o < | o 650 6z1a o | leemn o |
SN = [ | = o 194 .= | se = ogA 814 = 95a
[ | Lobp 08H ).w ~ [ | ,w 1219 .m,w | oeed LETH Lobp [ |
0v1 o [ | 1S} H9A o Cozim o 821 1 o (328
| | = TLL = [ | = STIN o | ey = SH1
LEL (o ] o 191 [oF R ey [] [oF . 9za ze1a (o owpy
R 693 — 094 — M | | TZTA — W | | €70 — £H)
se1 < fessn S ] < A zen o S A zen ] < i
| ped m mwz m mma m 12a mmﬂm m 12d wmg m mﬁ
ged
zeH % mma % mﬂ. % QTTA % TZIA % mg
T3 L pTm 0ZTA
ogy = L 2 L = eTTYd = 611S = 0gs
| ezd — [ — [ I ZITV i 8TTV —
8TN wn [Yal wn et wn [ | wn V5350 )
| | o) [ | o [ | =) 80Ty =] 9TTA )
B4 ~ ogd ~ zen ~ L01a ~ aTTA ~
zzh & m& R mmﬁ & mmz Er | | s
| Ten 80T 6TS
oz — TeN — 828 — €011 — T 7 S 1
| | <@ .. [ | < [ | < .. leod | Q 9071 <@ .. 971
ST1 = — 8b = — TN = ] TOTY = N = ap] [ |
| 2 O m g o | g @) | 2 © 2 @) ma
6N <2 9L 2 N <2 £6a <2 <
| S £ mm=m < £ mmsm C© S mem © S o o .5 o
€1 M < va M < g1 M < T6A M < | | M < [ |
IR 5 oS T 6 ma
° O mEn e @) ° @) ° O | ° O e

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

e Molecule 15: 40S ribosomal protein S13



Full wwPDB X-ray Structure Validation Report 4U47

Page 95

19%

79%

Chain ¢3:

TSIN
0STA
6711

(0258
6ETM
8ETN
LETd
YETA

1214

SCTT

STTT

2011

e Molecule 16: 40S ribosomal protein S14-A

7%

19%

71%

o oo o
< < & &
< = =

Chain C4:

LETT
9ETH

S¢1s
we1a
€CTS
6TTL
7455

€01y
2oTT

g QO
= X

6LA

SSS

oSy

e Molecule 16: 40S ribosomal protein S14-A

9TA

—
. 6%

24%

68%

Chain c4:

T2TA

6TTL

5%

20T

€T

©
N
=

©
N
B

(NI
NN
n

© o
— I3
= II:h II

<
—
=2

€TA

LETT
9eTY

€eTYd

T€TD

LTTd

SCT1S

€CTS

e Molecule 17: 40S ribosomal protein S15

12%

16%

70%

Chain Cbh:

9CTA

iZ42%

7211

()5

00X

86N

98A

78I

08I

OLN

1

vav
€9d

198

Lvd

iz

6EV
8€d

veA

Ted

8CTH

(44!

0ZA

e Molecule 17: 408 ribosomal protein S15

23%

71%

Chain cb:

9ETS
€ETY
CETD
TETV

8CTH

9CTA
S¢Td
4428

CTIL

0174

e

0
3

e Molecule 18: 40S ribosomal protein S16-A

21%

77%

Chain C6:

€VTY
(4498
15453

6£TH

LETY
9€TS

L2

€CTYd

1218

8TTI

91171

€11Q

901X

vo1a

T01S

e Molecule 18: 408 ribosomal protein S16-A

R LDWIDE

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4U47

Page 96

18%

80%

Chain c6:

EVTY

LETY

8TTI

9111

0TTL
901X
L6A
760
€80
181

0LL
69A

{47}

ova
B6EA

LEL

e Molecule 19: 40S ribosomal protein S17-A

12%

19%

66%

Chain CT:

YeIA
€CIN

6111
811d

TTIH
OTTA

E{0]

184
98d

*

8.4

T

691

1949
z9b
8SKW
it
oL
e
0€L

STl

€A
zed

(158

Ié’lﬁ g™

e Molecule 19: 40S ribosomal protein S17-A

14%

18%

67%

Chain c7:

0zTs

L1TT

ETTT

OTTA

L0T8
90TL

66A

e Molecule 20: 40S ribosomal protein S18-A

19%

79%

Chain C8:

iadxt
EVTY

8ETL

9ETh

et

SCTI

80Ty

L6a

€61

16

€8V
28d

e Molecule 20: 40S ribosomal protein S18-A

083

25%

73%

Chain c8:

€90

094

e Molecule 21: 408 ribosomal protein S19-A

iaaxt

17%

80%

Chain C9:

e Molecule 21: 40S ribosomal protein S19-A

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4U47

Page 97

15%

83%

Chain ¢9:

3

[44%¢
wid
0%T1
6ETL
€€Ta
elqxce
€2Td
811d

STTH

Ll

e Molecule 22: 408 ribosomal protein S20

€EA

821

€1a

9N

11%

24%

63%

Chain DO:

80TI
E{s]

€0TI

2k

CTLN

TN
091

891
LS4

TSA
081
67N

L¥d
el

TEA
0ex

pxan

€cH

81h

91b
STh

TCIN
0gTs

e Molecule 22: 40S ribosomal protein S20

8%

28%

62%

Chain d0:

L6A
96d

zea
88M

2%

998

€971

Ll

€2H

L10
9Td
STH

TCIN

8TTA

9TTA

€11a

80TI
L0TL

€0TI

661

e Molecule 23: 40S ribosomal protein S21-A

17%

80%

o
©
le

Chain D1:

184

Z8A

8.1

691

2¢SL

0SA
6vd

v

TN

818

(429

e Molecule 23: 40S ribosomal protein S21-A

014

¥a

s}
Iz

18%

80%

Chain d1:

988
T8N
8.1
j21]

691
89S

794
2SL
6vd
it
(4N

TN

Ll

e Molecule 24: 40S ribosomal protein S22-A

i
7a

cd
™

14%

83%

e Molecule 24: 40S ribosomal protein S22-A

Chain D2:

6CTA

L1174

SOTL

€0TI

Ll

€671

€81

11%

87%

Chain d2:

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4U47

Page 98

L

i£45’8

(445

6113

SOTL

e Molecule 25: 40S ribosomal protein S23-A

€0TI

19%

80%

Chain D3:

ALt

(0j45:8

SETT

CETT

LITI

ST1D
4228

(4258
TT1D

1074

€0TT

T

—
-
wn

61

LY

e Molecule 25: 408 ribosomal protein S23-A

S

18%

81%

Chain d3:

44

8€TH

€ETT

€CTA

121d
(4358
L0T4
€071
00Ta

8L

SLb

e Molecule 26: 40S ribosomal protein S24-A

eLd
TLA

0L%

13%

84%

Chain D4:

ﬂ'mw-
< >

1

iZ4xt

[4915’}

961

SLA
YL

2oL
198
094

8Gd

€48d

1S3

—
-8
£ -

6L

e Molecule 26: 40S ribosomal protein S24-A

18%

81%

Chain d4:

EETN

9T

00TA

e Molecule 27: 40S ribosomal protein S25-A

35%

23%

40%

Chain D5:

860
163

e
€68
261

881

e Molecule 27: 408 ribosomal protein S25-A

984
S84

8.1

36%

15%

50%

Chain db:

O

R LDWIDE
PROTEIN DATA BANK

W



Page 99 Full wwPDB X-ray Structure Validation Report 4U47

K97
|
A104

e Molecule 28: 40S ribosomal protein S26-B

Chain D6: 67% 27% “6%
rﬁ-ﬁ-ﬁ-g-ﬁ-ﬁiﬁ-i-i" g857588 §I§ §I§ grgTe §.§I§I§1

e Molecule 28: 408 ribosomal protein S26-B

Chain d6: 71% 29%

I§ ﬁ‘%lﬁlﬁ Elﬁ EIE-E-E-E g §-§-§I§-§-§ ZEL §-§-§-§-§I§1

e Molecule 29: 40S ribosomal protein S27-A

Chain D7: 81% 16% .

oo < oo o< o < o 0 N o
3] a3 ) < < [t} © © © © © ~
~ =] A - (=] o n = =} |2 |2 15

e Molecule 29: 40S ribosomal protein S27-A

Chain d7: 83% 15% .

e Molecule 30: 40S ribosomal protein S28-A

Chain DS: 70% 23% 5%

o < © o O N M N~ D N~ b [Ts}
H o ~ (2] (SR 0 ~ =M ~ o

e Molecule 30: 40S ribosomal protein S28-A

Chain d8: 76% 17% 5%

e Molecule 31: 40S ribosomal protein S29-A

Chain D9: 78% 18% -



4U47

Full wwPDB X-ray Structure Validation Report

Page 100

e Molecule 31: 40S ribosomal protein S29-A

22%

73%

Chain d9:

25!

8€1

9€T

(4

0€1

92S

614

e Molecule 32: 40S ribosomal protein S30-A

119
TN

T1d
OTH

22%

77%

L

Chain EO:

8Sd

9SG

TSN
0SA

Ll

€74
[44:

e Molecule 33: Ubiquitin-40S ribosomal protein S31

7%

7%

36%

51%

~ 0 O
Q00
Illr.x o

Chain E1:

TSIN

LYTA

%10

(07498

OETA

8CTV
21D

¥Z1d

0214

8TTYH

€TTH
[43%]
1114
OTTY

80TA

€071
COTA

0071

T6I

N~ @ o
o «Q &
12 Mo

0
©
>

e Molecule 33: Ubiquitin-40S ribosomal protein S31

®
©
3

36%

59%

oo
o)
II=.IIIII

Chain el:

3

TSIN
0STA

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

8VTX
LYTA
9%1s

9€TH
GETH

TETd

8CTV
121D

SCTL
¥Z1d

8114

STTL

ETTA

T1Td

601d

Ll

€0TT
20TA

963

{48

063

S84

[l
@0
=3

8y
084

19%

79%

Chain SR:

i
+

L1€L
9TEN

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

2330]
60EN
00€L
2621
892h

992a
S927T1

85CL
L¥ed

4444

Tved

8eed
Lg2h

CTETA

ogey
622

L02a

€0TL

T0CL
002N
66TI
761D

T61d

6814

Y8IN

S91Q

€970

T9TH

6STN

13%

87%

Chain sR:

8SCL

0SZX

CTETK

1444

0121

88TI

9814

8LTA

9LTH

S91a
¥o1a
€91Q

T9TH
0974

2§Ts

Ll

SPTT

15491

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



4U47

Full wwPDB X-ray Structure Validation Report

Page 101

8TeY

80EN

Suppressor protein STM1

90€L

6620

Leca

feleract
S8TV

e Molecule 35

€821

S.2d

99za

42%

10%

46%

i

e Molecule 35

Chain SM

0¥1a

L

vETQ

181
98N

w8y
€83

Ll

694

199

T

191

— o
9
Y

o
o
N

~
—
=

o
=
=

YLTT
€L7TH

99TA
S9TH

€91d

Suppressor protein STM1

62%

10%

28%

Chain sM

TLN

673

%S

CTLIA

25S ribosomal RNA

e Molecule 36

7%

7%

o —
© ©
< <

36%

50%

0 D O o < ©
NN m a2} 2} o
voov =1 < o

Chain 1

S.LD
VLD
€LD

690

L9V

790

~
)
<

©
w
o

Ny
w0
O

™
'}
o

-
wn
<

3
=

oo < © N~ 0
& & & & S <
o< b (=N SR

L
3

&
=

SD

€910

091D

LSTV

SSTD

€510

6v1n
8%1D
Ly10
ovINn

9ETD
SETD

€ETN

€10

SC10
¥Zin

{44
T2V
021D

811N

91TV

011D

80TV

90TV
S010

2010

00TV

len

©
D
o

<
D
o

68V

98D

[T}
]
<

zsen
TS2D
0szn
6¥cn
L¥%20

v¥eh
€%2H

Tved
oven
6€CD
8eey
€€Td
ogen
182D

13441

612V

1414
14544

TTey
oren

902D

Tocy
0020

86TV

961D

€610
[4:1%]
T610
0670
681D
881N
L8TY

810
€L1D
TL1D
041D
6910

9910

even

0%€0

LEED

YEEV

CEED

Ll

ozen
143 4

E€TEY

T2ed
0zeD

8TEV
LIEV

CEYD

0EYN
6zvn

(4444

(470

R LDWIDE
PROTEIN DATA BANK

w_ 0



4U47

Full wwPDB X-ray Structure Validation Report

Page 102

S6%D

(44
6E¥D
8EVY

SEVD

809V

709D

0099

S65D
7630

2638V

065D

889D
1880

€899

8LSV

LLSD

€150

899D

098D
6GSV

LS8V
988N
feieielig

[4:ih)
8¥%5D

L%SD
9750

#9390

SESD

S¢S0

TSy
0zsn

ST19D

019D

L0S0

€050

867V

96%0

LLOV
9199

659D

1

%590

0590

Ly9Y
9oV
SYov

£7oNn
Zvon

ovon
6€9D
8€90
LE9D

SE9D
€90
€€90

829V
Legon

zeov
129V
0z9n

819D

9199

77190

c1on

019D

]
6.0
€6.L0

8810

2L

8T.LD

S89D

SE€8D

2€8D

928D

T8y
1280

6180
8180

6.0

]
TS6V
056D

788y

62019

SCOTY
¥201D

020TH
8T0TD
LT0TD
9T0TD
ST0TN

0T0TD

800TN
L0010
9001V

€007V

00070
666D

L66Y

766D
£66D

686Y

786D

286D
1860

1210

STTTD
vitin
€TTTD

11110
0TTTN

96070
S60TN

€60TV
L80TD
€80TD
280TN
780TN
CLOTD

6901D
890TD

S90TV
Y901V

T90TV

850TN

SS0TV
YS0TV

2s0TNn
15010

LY0TY

S7010

£7010

9010

LEOTD
9E0TV

68110
88TTN

98T1D
S8TT0

3

78110

8LTTD
LLTTD
9LTTD
SLTTD
27435

OLTTY

99T1D

79110
€9TTV
29TTNn
T9T1D

8GTTV
LSTTD
9GTTD
SGTTD
YeTIV

1970
0STTV
67110
mwmﬁu
vrin
EVITY
(4425

0%T1D
6ETTD
8ETTN
9ETTY
SETTY
YETTD
E€ETTY
CETTD
OETTV
6CTTV
821N
hﬂmﬁu
vZrin

%45

wemn

LETTD
9ETTD
SETIN

€E€TTH

CETTD

92T1H

(444 5]

L1211V

11270

602TD

SO0TTY

0SETV

8¥ETN

9¥€TD

EVETY
N«“ao
mmmﬁo
9EETN
SEETD
veen
€EETD
CEETY

0EETY

8TETD

9zETY
SCETN
vzen
€TETD

0CETD

8TIETV
LIETV
9T€TD
STETN

CIETD

60€TN

SOETN
YoETY
€0ETY

86210
L6210

S62TD
v6TTV
€621
262D

L8CTV

821D

08210
6.21D
8LTTV

1542

14545

TI%10
(1574908

80%1D
LOVTY

SovTNn
4045

2o%1d
TOVTY
00%1D
B66ETY
86ETN
L6ETD

S6ETD
T6ETY

T6ETD
T6ETD

68ETD

L8ETD

G8ETD
v8eETN

T8ETY
08€TH

LLETD
9.LETD

Y.LETD

TLETD

B69ETY
89€TN
L9ETD

S9€TD
Y9€TD

09€TD
LSETD

95€TN
SSETV

€5ETN

96¥%1D
S6710
€671D
26Y1D

68VTYV
88%1D

S8% 1D

€8%1D
z8YIV
871V

9L%1D

TLVTV

cLyIn

LOVTV
99%1D

8S¥1TN

[4°i74a

0S¥1D

8¥vIN
LY%1D
9VFIV
SvPIn
4442

(44490

(%4745

8EVTIN

L

YEVTD
EEVTY
CEVTID

(5290
671D
8CHIV

H

11425
(442

8TVIV

L8STV

G8STD

€8STV
28STD

08STV
6.LSTD

9.STD

TLSTN

04810
69510
89STN
L9510
99STV
G9STD
79s1n
€9STD
C9STD
T9STD
owmﬁo

LSSTY

GSSTN
¥SSTN
]
TSSTO
|
L¥STD
|
SESTV
|
0€STN
6CSTV
8CSTD
LTSTD
9zsTn
|
02STD
i
91810
| sreTy
YI8TD
€18TD
|

0TSTD

80STD
LOSTD
90STV

EiZAd0
SPLID

9€LTD

€ELTD

6TLIY

L2L1D

veLin

LTL10
9TLI0

CTLID

S69T0
76910

889TN
S89TD
€891V
T991D
0991D
699TN
8991
L9910
SS9TD
EVITV
6€9TD
€E9TD
62910
0z91n
L191D
ST191D
609TD
90910
S09TV
70910

€6STV

O

R LDWIDE
PROTEIN DATA BANK

W



4U47

Full wwPDB X-ray Structure Validation Report

|

Page 103

8G8TV

TS81D
0S8TV

i

[44:34 4
T¥81V

6E8TYV
8€8TD

+

2e81d
12810

61810

L18TD
9181V
S18TN
vI8TV
€181V

T181D
0T8TV
6081V

86LTV

96.L1D
S6.T0
76.1D

T6LID

08LTD

SLLTD

0LLTD
69LTD

99.1D
99210
v9L10
€9.70
T9LTID
T9L1D
09.LTV

TSL1D
0SLTV

75610
€96TD
¢S6TD
TS610

6%61D
8¥61D

0¥6TD

VE6TD

TEBTY

626TD

LT6TD

€T6TD

81610

TI61V

L06TD

061D
€06T0
061D

668TD

L68TD
9681V

1681V
06810

08810
68TV
81819
vL8TV

T.810

69810

6581V

[4°) 540
65120
85TCY
LST2D
€972n

0STZD

8¥1en
Ly12V
912D

vyicy

(442414

ovTen
6ETTY
8ETTY

CETTD
TETTV
0€TTD

i

9112
ST12D
743549
14554

T112D

coten

L

16020

76020
€602V

ist4a 4

0522

L¥TTd

i)
44441

(47441

pRAA)
9€2TH

T€CTO

eegeey
ceeey

€reey
[45449)

[ 5443)

802TY

50220

£0220

1022
0022n

86TCY
L6720

76120

[45)549)

88TCY
18129
98T2Nn
4§812H

6,120

LL12D
9,120

€L120

TL1ZD

B6EETD

LEETD

9€ETN

E€EETD

0€ETD
62ETD

ozeey

€2ETH

ozeey
61€2N

91€TD
STETD

€1eTy

0T€CN

80€2D

S0€2D
v0€2d
£0€TY
20€TH

S6TTY

€622

68cen

9822N

¥8¢ed
€822

18¢eY

8.2

9122

89zen

PAsta40)

oTven
60%CD
80¥2n
L0%20

S0%20
vovey

covey

00%2D

F

96€CD

V6€CD

L

LB8ETY

veecy
€8€TO
T8ETD
T8ETH

6.g2n
8LETD

9.L€2D

€LETY

TLETD
0.L€TD
69€TD

L9gTY
wm“mo
CT9€TO
ToETY
09€2D
6SG€TO
8SETY

95€eey
mm“wu
cseey
ﬂmMND
Lveen

€¥€TO

ey

svvey
i)

LEVTD

SEVTO
veven

Leven
14740

2evTo

L1%2n

€Tvey

1952V

SGSTH

CGSTO

0§s2n
6%52D

LySey

¥¥scn
£vsen
vsen

ovsey
6€392D
8€52N

€ESTH
cesen

L,2STH
925820
S2STH

€e9ey
2esed

STSeY
1320
€152

1182V

60520
8052n

S0s2n
v0szn
€082D
20Sey

€992D
2592n
1S92H

L%9TV
992D
A
cvoTy

8€920

9€92Y

vegzn
€e9zn

6292Nn
829¢TV

§29T0
¥292d
€29TH
2T9Td
1292H
029ZH

819ZD

91920

%1920

0T92D

8092H
092D

$S092H

£092D

1092V
00920

%6520
€692V

98G2D

£€8592D

€.L5TH

T.S520
0.s2n
695CY
89520

EELTY

Te.L20

6c.20

92,20
sclzn

61.20

L3

|

9692V

v69Cv
£692D
2692y

1892H

S8920

18920

6.9CV

1,929

§.92D
whmw<
S992n
%9920

29929
1992

6592H
8592H

S592n

S18TH
182D

21820
1182V
01820
60820

8082V

$S082H

€082V

96.2D

¥6.2D

88.2D
18.TH

€8.Lan
28.L2n

082V

8L.LTD

9..2D
§..2n

€LL2D
TLLTD
TLlzn
89.2n

S9.20
%9.2D

8G.L2V

99.2D
§9.2D
%9L2D
€8.L2D
cslzn
ﬁmmﬁu
mwmw<
vvLen

LELTD

68820
88820

S$8820
78820
£€882N

08820

81829
1,829

§.820n

04820
69820

€982

= i

18820
9882H
399820

£€898¢V

3
i

9v8Tn
SY8TY

€¥82n
zv8en

9€82D

2€8TD
T€8TH
0€82ZH
6282n
828¢TH
128N
928N

£€28TH

12820

618CY

6962V
89629

S962n

T962D

65620
8562V

9562V
98620

£39620
(414

0862H

L¥62D
ovecy

vvecn
€¥62D

L

B6E6CD
8€6CD

(44143

ozeen

L162D

2162D

[21:144
90620
50620
0620

T062D

76820

|

L

6S0€D

L50€n
950€n
GS0€EN

€50€D

0S0€N

8Y0EV

S%0€D

Tv0EN
0v0EY
6E0ED

€20€N
¢ToED

CTOEY

700€D

T00€D
000€V

1662
96620
S66CY
ve6cy
€662D

+

98620

%8620

2862V

08620
6,620
8620

9.Lecv
sl62n
vle2n
€L62D

R LDWIDE

O

PROTEIN DATA BANK

W



4U47

Full wwPDB X-ray Structure Validation Report

Page 104

F

siten
vLIEY
€LTED

0LTEY

89TEV

SOTEY
791€D

LSTEN
95TEN
SSTEN
¥S1€D
€9TEN
2STEN

3

0STEV

7vIED

137454

€ETED
CETED
TETEN
OETEY
6CTEY

61TEN

STTED

ETTEY
(435>0
TI1EN
L01€en
TOTED
860€D

S60€N0

3

T60EY
060e0

L8OEY
980€EY

€80€D

992€D
S9T€D
79zed

T92€D

L¥TED

Sveey
vyeey
EveeEY
yeed

9€TeN
S€TED
82TED

LgTey

veeed

)

8TCEY

912€D
STCEY
v1cen

[414°0)

0TCEY
60CEY
802€D
70TeDd

T02€D

96TEN
S6TEN

€6TED

681€D

V8IEY
E€8TEV

8LIEY
LLTED

€5€ED
cseen
Tseen
0SG€ED
6%€E0

LYEEY

Sveed
vheey
€veed
cheey
Tveen

SEEEV

8CEED

9TEED

6T€EN

L1€en
9TEEY

€T€EN

OTEEY

L

90€€EN

voeen
€0€€D
cogen

862€0

S6TEY
vecey

68C€D
88C€D
.8zen
982€D

T8z€eN
8.TED

Llgen
9.2€D

TL2ED
0Lzen

89CEY

96€EN

06€ED
68€EN

E€8EED

LLEED
9LEEY

L

e Molecule 36

69€€D
89€EN

€9gen
cogey

9GEED
SGeeENn
vseen

25S ribosomal RNA

7%

7%

37%

49%

Chain 5

6.0

9.d
SLD

sen

TL1D
041D

S9TV

LSTV
951D

(4

0STV

9710
S%1D

(449
9€TD
SETO
vemn
€ETN
821D

(4454

0zTH
6110

€110
zrin
TT10
011D
60TV

LOTY

S0TO

€0TD
(40} %]

66V
869D

76D
€60

L

88V

0 ©
© ©
I"UI

€80
[4:0)

0120

8020
Lozn
902D

L6TD

S6TN

261D

0610

18TV

69€Y
89€D

162D

O - NMm W
[sE-ReR-N-Ne1
SIS i
(L= SR =]

secy

9820

78TV

282H
182D

8.lzn
L.2D

vy

1574418

6E¥D
8EVY
LEVD
9EVV

0E¥N

N MW O~
SRR
o & S
<< O OB O

0Zyd
617D

L1%Y

(4545
1190

90%D

L6EY

geey
06€D
68V
88€D
28€eN

9.L€D

625V

92S0

LE9D
SE9D
0E9V
[44°) )
2oV

0zon
619V

zron

%099

0099

7630

(431

9890
988V

788N
089D
6,99

N DO SN O
0 WWw o o oM~
WWWWWLWw W
=<0 <

9GS0

€880
2999
195V
873D
L¥%SD
9%50
SESD
CESY

0€SD

+

€189

180
018Y

L08Y

7080
€080
2080

66.D

6.0
96.0
S6.D

T6LD
T6LY

8810
18.D
98.LY
S8.LD
8Ly

18LD
08LY
6.LD

LLL0

YLLD

0L.LD

3

99,0
S9.0

09.D

8S.LD

67.LD

6€LD

STLD

3

8T.LD

vV

8€8D

9€8Y
SE8D
vesn

T€8D
0€8Y

8z8Y
T8V
9289
7280

6180

L18V

O

R LDWIDE
PROTEIN DATA BANK

W



4U47

Full wwPDB X-ray Structure Validation Report

Page 105

0.L6Y
696D

9960
S96V

€969

i

L€69D

€60
€E6Y

T1€6D

626V
8260

zeen

6160
816D

STy

216D
1160
076D

2069

F

8¥0TV

|

7vo1n

GEOTD

620TD
820TN
L20TY
920tV
S2OTV
201D

T20TD

6T0TD
8T0TD
L1010
9T0TD

9001V

70010
€00TV
00TV

00012

866V
L66Y

766D
€669

1669

686V

1860

086Y
6,60

.69
€L6Y

TL6D

15425
0¥T1D
6ETTD

LETTID

F

0ETTY

821N

vern

F

€0TTV

660TYV
860TV
L60TD

S60T0
can
€60TV

880TN
L80TD
98010

T80TN
080TV

L.010
9.01D
SLOTV

T2ETD

LIETY
9T€TD
STETN
YIETO
€TETD
CIETD
TIETD

80ETY
LOETD
90€TD
S0ETN

E0ETY

00€TD

L6TTD

€62T0
[4:1a%)

89219

99219
S9¢10
921D
€921V
2921

852N

€52TN
[4stAa |

Eizan)
EiZan )

[474%)
wein

6€CTD
8€CTD
LeTT1d
9€CTd
SecIn

TETTD

€TV
(4445

61210

60CTD
802TNn

00%1D

86€TN

S6ETD
V6ETY

C6ETD

06ETY
68ETD

98ETY
S8ETD

€8ETD

T8ETV
08ETD

9LETO
SLETD

CTLETD
TLETD

69ETY
89€TN

S9€TD
Y9€T1D

LSETD
9S€TN
SSETY
YSETD
€5ETN

TSETN

6%ETD

L

TvETN

8EETD
LEETY

SEETD

€EETD

0EETY

8CETO

vcen

v8vINn
€8¥1D
14344

08%TH

8.L%10

9L¥TD

891V

¥9¥1D
€910
TOVTIY

[4sian )
TS710
0S¥TD
(G444
8¥¥1Nn

SYPIn

EYPID

(04745

+

YEVTD
EEVTY

13545
0EYTN

l474 %]

0Z%T0

215441

9T¥1D

€I¥1D
[4545)

(0157291
60%TD
80¥%TD

S0¥TN

€0%T0

R LI5
TLSTV
04570

]
L9510
9951V
S9STD

]

29STD

09STD

-

SGSTN
¥Ss10

8¥S1D
LYSTD

T¥S1D

9ESTH

vestv
€ESTN
CESTO

82STH

92STN
SCST1D
¥esTv

0ZST1D
6TSTD

91510
STSTY
¥1810
€15TD
15T
11810

F

60STY
80STD
LOSTD
90STY

Y051V

00STD

8671V

96¥%10

6871V

8910
€891V

L99TV

S9910

€99T0
991D

SYoTN
%910
EVOTY

6€9TD

LEITY

SEITD

629TN
82910

1291V
091N

6091D

L0910

¥091D

86STD

S6STN

26STH

88STV

S8ST1D

€8SV

18310
08STY
6.ST0

LLSTD
951D
SLSTV
%.S1D
€LSTD

L€8TN

vesin
€E8TH

628T1D

TeeTn
0z8TN
618TN
818TN
L18TD
9T8TY
ST8TN
7181V
€181V

0T8TV

€08TD

66.LTV

LBLTY

¥6.L1D

68.LTD
88L1D

+

99.41D
S9.T0
79.L10

29.L1D
T9L1D

TSLTD
0GLTV

9ELTD

STLID
veLin

TeLmn

LT.T0

L

YOLIV

TOLTD

969TV

21670

0T6TV

S06TD
%0610
€0610
206TD

86819

L

€681V

T68TY

9881V

1887V
088TN

9,870

v.81V

CL8TD

69810
8981H

S98TV

€981D

6581V
8581V

94810
SG8TN

€9810

098TY

8%81D

Y9810

cv8Tv
1781V
078Tn
6E8TY

2S61D

L¥61D

LE6TN

SE6TD

F

TeeTn

L2619

+

81610
L1610

ST6TV

€2TTH
[4q54]

L

81120

9112

v1120

TT1ZD

0712

S0TZHD

coren
T0T2D

€602V

80ceV

sozzn
¥0Ted

66T2D

L

26120
Teren

3

98T2N
S8TCH
8120
€812V

081D

8.L1CV

9L1en

0L12n

89TCY
1972V

S912D
voTey
€912D

63120

9512

0572
6v1ey
8¥Ten
Lyiey

14541

(44244

(2%
6ETTY
8ETTY

9€TTD

veTed
€eTen

TETTY

ozTey

O

R LDWIDE
PROTEIN DATA BANK

W



4U47

Full wwPDB X-ray Structure Validation Report

Page 106

€622
z6Ten

06220

88¢CH
822D
98ceNn
§82CD

[4:1441)

6.22V
812D

9122

I

c¢LTed
T.LeTv

69zen
89zen
922D

8522Nn

98eey
ltdq ]

0522

j4z441

eveey

9€TTH

veCTd

1€

922N

€geey
(4444 4

vicey
1220

07122
60zen

S9€TD
v9€Td
€9€TY
29€Td
ToETV
09€2D
6S€TD
85€TY
LSETY
95€ETY

¥S€TD
€8€TH
cseey
rTseen

6veTn

9¥€Td
sveey

€¥eTd
cveen
TveETY

B6EETD

9€ETN

€€ETD

0€€Td

Lzeen
oceey
STETD
veeey
€TETD

ozeey

L1€ey
91€TH
ST€TD
vieen
€TeTY

orezn
60€TY
80€2D
L0€TD
90€2TD

€0€TY
20€Td

Lezen
962CY
S6cey

134744
[0i4%4)
mmmm<
9€even
mmmww
wmmub
(44749
Tzven

(23744
81¥%2¢D
pﬂMND
4574
8744
[45%4)

[0)5%40

80%2n
L0%20
90%20

140744

00%2D
66ETY

96€TD
S6ETD

68€TO

L8ETY
98€TY

v8eey
€8€CO

18€TH

6,20

LLETD
9.LETD

€LETY

|

99€T0

v¥¥Co
154741

£6SCY

T6SCV

S8STH

L

v.52H
€L52D

T.820
04520
6982V
89492D
meNU
2T98eY

SGSTH

€952n
2SSTO

0ss2n
6%52H

S%520

mdﬂm:
ovsey
6€392D
8e3eNn
€520

SeSTY

3

0€STH

€esey
[4414)]

STSCY

£1520

TTSeY
01s82n
60520
8052n
L0STO
9052n
s052n
70s2n

L19TD
vL9Cv
99920

S992n
%9920

992D

659929
8992D

9992y
2592n
8%92H

LY9TY
9%920

%920

0%92Y

Legey

{4143

0€92D

929TY

£€29TH
2T9Td

6192D
8T9ZH
L1920
91920

%1920
£1920

1920
0192

8092D

1092V
00920

865CD

0L.2D

S9.20
%9.2D
€9.2n
c9LTy
19.2D

8G.L2Y
15220

zsLen
[472ke))
6ELTY
seLen
CTELTD
0€.LTD
6cLen
8CLTH
LgLey
92,20

022D
61,20

¥1.L2D
0T.LZD

60.20
80.20

90.ZH

[40k4

00429
6692D
86929

L

wm“w<
£692D
69TV
1692V
0692D
689CY

9892V

%8920

1982V
0582H
67820
8¥82H

S78TY

£¥82n

T¥82H
0%820
6€82D

[44:141
12820
4314
6182V

9182D
ST182D

€182V

808CV

7082V

208ty
1082V
0082D
66.L2Y

162D

26.L2Y

8L.TD
LLLTD

sLlzn

€L.T0

TLlen

0z6zn
6162V

L3

L

L16TD
91620
ST620

€1620

1162V
0162V
60620

50620

€062V

0062V

68TV

S682H

€£6820

0682V

88820

9882N
98820

£882N

18820

6,820
8.8TH
L.8TH

S.82n
%.82D

0.82D

9982N

L

T982N

8582N
L5820

5820
£368CY

88620
1862V

S8620
78620

78620
08620

8.62N

9,62V
§.620n

CL62D

L

89629
1962V

S9620

€962D

65620

L8629

9562V

£9620

19629
05629

8¥62D
L¥62D
96TV
S762D
vv6cn
€¥62D

Tv6cy

6E£62D

LE6TH
9€62Y

ze6Tn
T€620
0€6TY
62620
82620

¥80€D

LS0€N

g50€en
750€n
€590€D
2S0€D

0s0€N

8V0EY
L¥0€EN

L

T70€N

B6E0ED

SE0EY

0€0€D

920€D

T2oev

+

YT0EN

800€V
900€V
S00€Y
%00€D
000€V

L662D

L

€662

0662

89TEV
LOTEV
99T€D
SOTEV

8STED
LSTEN

9€TED

EETED
CETED
TETEN
B6CTEY
921€d
€eTeEY
[4qs
Teren

617EN
8TT€D

STT€D

CITED

0TTED

L0TEN
90TEY
SotTeENn
voTeEN
€0TEV
20TeD

S60€N

€60€D

T60EV

L8OEY
980€EY

9¥Ted

vveey
EVTEY

L

B6ETED

622ED
82TED
LTTEY

S§2TED

€eTeV

972€D
STCEY
v1zen

(4340
T12€0

B60CEY

v02ed

002€D
66T€D

L6TED

06TED

88TED
L8TEY

S8TEN
v8TEY
€8TEV
281€D

8LTEV
LLT€D
9LT€D

€LTED

TL1E0

SEEEV

E€EEED
CTEEEN

0EEEY

LTEED

0CEEY

8TEED

9TEEY
ST€ED
VIEEY

B6LTEY

9.2€D

slzen

0Lzen

992€D

6scen

€52€D

0szen

8¥%2ed
L¥Ted

96€EN

veeen
€6€EN

68€EN

€8EED

9LEEY

V.LEEN

cLEEY

89geNn
ToLEY
85€EN

LS€EN
9GEED

vSEEN

zseen
rTseen

8¥€ED

€¥eEd
cheEY
Tveen

9EEEY

O

R LDWIDE
PROTEIN DATA BANK

W



4U47

Full wwPDB X-ray Structure Validation Report

Page 107

e Molecule 37: 5S ribosomal RNA
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e Molecule 44: 60S ribosomal protein L7-A
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e Molecule 45: 60S ribosomal protein L8-A
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e Molecule 45: 60S ribosomal protein L8-A
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e Molecule 51: 60S ribosomal protein L15-A
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e Molecule 53: 60S ribosomal protein L17-A
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€es

9CA

49N

17%

78%

Chain n7:

SETH

1

LTIN

21D

S0TS

cotd

91D
STY

e Molecule 64: 60S ribosomal protein 128

16%

*

82%

Chain NS8:

6ETYH

SETH

€eTT

OETA

€CTA

STTY

86.L

963

16T

84

e Molecule 64: 60S ribosomal protein L28

9.a

€LT

99V

094

9GA

3

9va

€vI
{44

Ll

0gd
62d

918

8L

9L

3

15%

84%

Chain n8:

6214

ST

161

08L

9.a

0Ly

99V

€93

09X

Ll

8¥A

97a

TIN

(47
8CH
Lex
9zd
81D
[4x:!

8L

e Molecule 65: 60S ribosomal protein .29

9L

i

17%

83%

Chain NO:

654

e Molecule 65: 60S ribosomal protein 1.29

29%

69%

Chain n9:

69)
89

e Molecule 66: 60S ribosomal protein L30

—
7%

18%

w—
75%

Chain OO:

O

R LDWIDE
PROTEIN DATA BANK

W



4U47

Full wwPDB X-ray Structure Validation Report

L]
o
(=] =

Page 118

©
—
)

e Molecule 66: 60S ribosomal protein L30

o
-
o

o
-
[

19%

75%

Chain 00:

1

160

L8A
984

€83

<
Lo bl
= =

993

TOW

634

et

8%l

i

42"

[0}

e

8T1

e Molecule 67: 60S ribosomal protein L31-A

911

(44}

0TI

17%

79%

Chain O1:

0173

90TL

e Molecule 67: 60S ribosomal protein L31-A

26%

70%

Chain ol:

(4314

LOTA
90TL

7011

[0S

66V

L67T
96A

e Molecule 68: 60S ribosomal protein L32

19%

80%

Chain O2:

8211
12TV
9211
S2TY
60TT
€0TX

063

8L

e Molecule 68: 60S ribosomal protein 132

281

€LL

9eN
sgb
vex
€eYq

x4

6174
814

€S

19%

78%

Chain 02:

9211
Se1d
745
6011
S6d
T6L

681

e Molecule 69: 60S ribosomal protein L33-A

€S

9%

90%

Chain O3:

3

e Molecule 69: 60S ribosomal protein L33-A

90TN

86A

64

T8A

0LX

094

1

874

~
Il
=

3om
- 0

16%

82%

Chain 03:

O

R LDWIDE
PROTEIN DATA BANK

W



4U47

Full wwPDB X-ray Structure Validation Report

Page 119

S0TS

86A

984

8L

T8A

8.

YLL

*

e Molecule 70: 60S ribosomal protein L34-A

0L%

094

864

998

6%

14%

77%

Chain O4:

1

70TA
€0TX

983

780

LD

2k
€L8

TLL

69H
891

SOA

894

Ll

621

40

ey
0zI

9TYd

e Molecule 70: 60S ribosomal protein L34-A

—
- 6%

17%

76%

Chain o4:

e Molecule 71: 60S ribosomal protein L35-A

24%

75%

Chain O5:

8TTI

T1T4

LOTH

S0TY

[doxc

T0TL
00TA

e Molecule 71: 60S ribosomal protein L35-A

21%

78%

Chain o0b:

61T
L0TH
0T
TOTL
684
S8L
ey
€83

8y
T84

6.0
6971
[4hs}
SST
L¥A

i

O N~ o N ©
[ [ e m M
(=g | 2] [0

o
] ) -
(& 3 m

e Molecule 72: 60S ribosomal protein L36-A

20%

76%

Chain OG6:

e Molecule 72: 60S ribosomal protein L36-A

28%

70%

Chain 06:

IE

ma
) —
=

=1

-
e Molecule 73: 60S ribosomal protein L37-A

9]
=

23%

76%

Chain OT:

O

R LDWIDE
PROTEIN DATA BANK

W



Page 120 Full wwPDB X-ray Structure Validation Report 4U47

oy~ oy o ENn BN My Y v o ~ ) () N 0 ©
) = — - 38 ] ™ $ 38 [ (D-l\-l\-w gooac
B - 1] o - 1= n = X =B — Eg o n n X<

e Molecule 73: 60S ribosomal protein L37-A

Chain o7: 82% 16% .

~ -
o [, e B B o By 2 Sy o BN 1o
BN B R B = 3 P D VR 20 ] X

e Molecule 74: 60S ribosomal protein 138

S36
S84

Chain OS: 73% 27%

e Molecule 74: 60S ribosomal protein L38

Chai : 77
aln og&: 77% 23%
—H = | (=} = [ = > m; = T X | own

e Molecule 75: 60S ribosomal protein L39

Chain O9: 80% 20%

e Molecule 75: 60S ribosomal protein 139

Chain 09: 80% 20%

*

e Molecule 76: Ubiquitin-60S ribosomal protein 1.40

R45

o — = o NN S
< o o x ~ Hoe o =

Chain QO: 85% 15%
Iﬁ - Q-EI
H /| =) ax Mo -

e Molecule 76: Ubiquitin-60S ribosomal protein 140

Chain q0: 85% 15%

WO RLDWIDE

er

PROTEIN DATA BANK



Page 121 Full wwPDB X-ray Structure Validation Report

4U47

178
E79
L85
K93
K112
R113
K114
L127

e Molecule 77: 60S ribosomal protein L41-A

Chain Q1: 64%

N b B
= 2 2| a X

e Molecule 77: 60S ribosomal protein L41-A

R17
K19
S24

Chain q1: 72%

Il _ o o
@ o —S= -
EoR AaAx X

e Molecule 78: 60S ribosomal protein L42-A

Chain Q2: 80%

e Molecule 78: 60S ribosomal protein L42-A

Chain q2: 76%

o o™ SE]TETRTe e E R RTE
- ] (=2 = < /oo 53 /M| o

e Molecule 79: 60S ribosomal protein L43-A

T16
T79

[}
o
)

T84

K89
L93

K100
L104
Q105

Chain Q3: 81%

e Molecule 79: 60S ribosomal protein L43-A

T56
S68
C59
Cc60

R84
|
V90
E91

ko2

T — o W B QY W o Il
L0 - pal [ a2 NS
B B > O O KB

Chain g3: 82%

W o nmY o alo o WY v oMo =N miNe
QN O o S8y oo LB KNS N~ ©
B B3 n wn ~ 0 o oY < H B B n = =

e Molecule 80: 40S ribosomal protein S30-A

Chain e0: 74%

w_ 0

er

PROTEIN DATA BANK

36%
20% %
17% o
22% s
19%
18%
24% .



Page 122 Full wwPDB X-ray Structure Validation Report 4U47

o < @
- = <
X > ]

e Molecule 81: Unknown protein m2

V21
E22
K26
K36
T41
N46
Va7
N51

< 0 ©
T T el
mom =

P60

Chain m?2: 94% 6%

e Molecule 82: 60S acidic ribosomal protein PO

Chain p0: 38% 8% - 54%

D206
|
1220

e Molecule 83: Unknown protein pl

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

e Molecule 84: Unknown protein p2

Chain p2: 100%

There are no outlier residues recorded for this chain.



Page 123 Full wwPDB X-ray Structure Validation Report 4U47

4 Data and refinement statistics (i)

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

Property Value Source
Space group P1211 Depositor
Cell constants 434.98A 287.50A 303.22A .
Depositor
a, b, c, a, B, 90.00° 98.85° 90.00°
Resolution (A) 299.60 - 3.10 Depositor
7 Data completeness 100.0 (299.60-3.10) Depositor
(in resolution range)
Rinerge 0.37 Depositor
Raym (Not available) Depositor
<I)o(l)>" 1.22 (at 3.07A) Xtriage
Refinement program PHENIX (phenix.refine: dev_1702) | Depositor
R, Ryree 0.202 , 0.252 Depositor
Wilson B-factor (A?) 76.9 Xtriage
Anisotropy 0.178 Xtriage
L-test for twinning? <|L| > =048, < L?*> = 0.30 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 411276 wwPDB-VP
Average B, all atoms (A?) 76.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.54% 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: ZN,
3K5, OHX, MG

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 0.73 5/41698 (0.0%) 1.28 279/64972 (0.4%)

1 6 0.89 29/42765 (0.1%) 1.39 455/66634 (0.7%)

2 SO 0.48 0/1617 0.67 0/2215

2 s0 0.50 0/1623 0.68 0/2222

3 S1 0.37 0/1735 0.68 1/2335 (0.0%)

3 sl 0.53 0/1748 0.70 0/2352

4 S2 0.51 0/1665 0.66 0/2263

4 s2 0.59 0/1665 0.77 0/2263

5 S3 0.51 0/1759 0.70 1/2368 (0.0%)

5 s3 0.47 0/1759 0.61 0/2368

6 S4 0.50 0/2109 0.72 0/2839

6 s4 0.56 0/2109 0.76 1/2839 (0.0%)

7 SH 0.41 0/1629 0.61 0/2202

7 Sh) 0.47 0/1629 0.66 0/2202

8 S6 0.49 0/1823 0.67 0/2439

8 s6 0.57 0/1779 0.71 0/2379

9 S7 0.44 0/1506 0.67 0/2028

9 s7 0.49 0/1516 0.72 1/2043 (0.0%)

10 S8 0.56 0/1514 0.74 2/2021 (0.1%)

10 s8 0.65 0/1514 0.78 0/2021

11 S9 0.49 0/1519 0.68 1/2035 (0.0%)

11 s9 0.59 0/1519 0.74 0/2035

12 Co 0.42 0/790 0.64 1/1069 (0.1%)

12 c0 0.40 0/777 0.64 3/1049 (0.3%)

13 C1 0.61 0/1240 0.75 0/1675

13 cl 0.65 0/1194 0.77 0/1610

14 C2 0.38 0/900 0.64 0/1224

14 c2 0.30 0/900 0.59 1/1224 (0.1%)

15 C3 0.51 0/1215 0.72 3/1638 (0.2%)

15 c3 0.60 0/1215 0.73 0/1638

16 C4 0.38 0/901 0.63 0/1217

16 cd 0.54 0/960 0.78 1/1290 (0.1%)
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. Bond lengths Bond angles

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

17 Ch 0.46 0/998 0.71 0/1341

17 cd 0.52 0/1060 0.69 1/1426 (0.1%)
18 C6 0.46 0/1125 0.67 0/1510

18 c6 0.50 0/1131 0.72 1/1518 (0.1%)
19 C7 0.44 0/935 0.63 0/1254

19 c7 0.50 0/914 0.71 0/1224

20 C8 0.45 0/1211 0.65 1/1628 (0.1%)
20 c8 0.50 0/1211 0.70 1/1628 (0.1%)
21 C9 0.46 0/1130 0.68 1/1517 (0.1%)
21 c9 0.50 0/1130 0.67 1/1517 (0.1%)
22 DO 0.48 0/865 0.66 0/1169

22 do 0.50 0/892 0.66 0/1205

23 D1 0.45 0/693 0.62 1/935 (0.1%)
23 dl 0.57 0/693 0.73 0/935

24 D2 0.52 0/1038 0.73 1/1395 (0.1%)
24 d2 0.63 0/1038 0.75 1/1395 (0.1%)
25 D3 0.62 0/1139 0.76 1/1518 (0.1%)
25 d3 0.74 0/1139 0.87 3/1518 (0.2%)
26 D4 0.46 0/1087 0.62 0/1449

26 d4 0.57 0/1087 0.74 0/1449

27 D5 0.40 0/571 0.73 1/768 (0.1%)
27 db 0.41 0/566 0.64 0/761

28 D6 0.47 0/782 0.68 0/1047

28 dé6 0.57 0/782 0.70 0/1047

29 D7 0.43 0/620 0.67 0/838

29 d7 0.49 0/620 0.71 0/838

30 D8 0.36 0/499 0.59 0/670

30 ds8 0.45 0/499 0.66 0/670

31 D9 0.55 0/452 0.74 0/600

31 d9 0.57 0/452 0.69 0/600

32 EO 0.48 0/483 0.62 0/643

33 E1l 0.46 0/577 0.78 0/770

33 el 0.42 0/619 0.73 1/822 (0.1%)
34 SR 0.41 0/2494 0.64 0/3393

34 sR 0.40 0/2495 0.60 0/3395

35 SM 0.52 0/1113 0.73 2/1502 (0.1%)
35 sM 0.48 0/682 0.68 1/921 (0.1%)
36 1 1.17 163/75394 (0.2%) 1.66 | 1841/117545 (1.6%)
36 5 1.20 181/75414 (0.2%) 1.67 | 1895/117575 (1.6%)
37 3 0.96 1,/2883 (0.0%) 1.41 24/4491 (0.5%)
37 7 1.17 3/2883 (0.1%) 1.66 57/4491 (1.3%)
38 4 1.15 2/3746 (0.1%) 1.64 82/5832 (1.4%)
38 8 1.04 3/3746 (0.1%) 1.50 53/5832 (0.9%)

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

39 L2 0.74 0/1948 0.86 3/2617 (0.1%)
39 12 0.74 0/1946 0.89 3/2614 (0.1%)
40 L3 0.72 0/3146 0.81 0/4228

40 13 0.86 0/3146 0.90 5/4228 (0.1%)
41 L4 0.84 2/2800 (0.1%) 0.95 6/3790 (0.2%)
41 14 0.75 1,/2800 (0.0%) 0.92 6/3790 (0.2%)
42 L5 0.60 0/2425 0.71 1/3271 (0.0%)
42 15 0.70 0/2408 0.79 1/3248 (0.0%)
43 L6 0.76 0/1260 0.84 1/1694 (0.1%)
43 16 0.78 0/1269 0.85 3/1705 (0.2%)
44 L7 0.82 0/1821 0.94 3/2451 (0.1%)
44 17 0.85 1/1828 (0.1%) 0.89 2/2461 (0.1%)
45 L8 0.60 0/1836 0.69 1/2481 (0.0%)
45 18 0.57 0/1795 0.70 1/2429 (0.0%)
46 L9 0.67 0/1539 0.78 1/2073 (0.0%)
46 19 0.79 0/1539 0.81 0/2073

47 MO 0.77 2/1741 (0.1%) 0.87 2/2335 (0.1%)
47 m0 0.78 1/1758 (0.1%) 0.87 3/2358 (0.1%)
48 M1 0.55 0/1374 0.74 1/1842 (0.1%)
48 ml 0.65 0/1374 0.78 1/1842 (0.1%)
49 M3 0.77 0/1568 0.88 2/2106 (0.1%)
49 m3 0.67 0/1573 0.79 1/2113 (0.0%)
50 M4 0.72 0/1068 0.80 1/1438 (0.1%)
50 m4 0.85 0/1074 0.87 2/1446 (0.1%)
51 Mb 0.80 0/1757 0.87 3/2354 (0.1%)
51 mb 0.69 0/1757 0.82 2/2354 (0.1%)
52 M6 0.85 0/1585 0.91 5/2128 (0.2%)
52 m6 1.03 4/1585 (0.3%) 0.98 3/2128 (0.1%)
53 M7 0.77 0/1443 0.86 2/1944 (0.1%)
53 m7 0.90 0/1250 0.84 0/1683

o4 M8 0.79 0/1465 0.90 4/1965 (0.2%)
54 m8 0.76 0/1465 0.91 2/1965 (0.1%)
55 M9 0.55 0/1538 0.69 0/2050

55 m9 0.63 0/1538 0.71 0/2050

56 NO 0.82 0/1481 0.87 0/1990

56 n0 0.88 0/1481 0.88 2/1990 (0.1%)
o7 N1 0.77 0/1300 0.84 2/1743 (0.1%)
o7 nl 0.83 1/1300 (0.1%) 0.81 0/1743

58 N2 0.48 0/812 0.64 0/1099

58 n2 0.51 0/794 0.69 0/1076

59 N3 0.73 0/1018 0.81 0/1369

59 n3 0.88 0/1018 0.90 3/1369 (0.2%)
60 N4 0.57 0/712 0.71 1/958 (0.1%)
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Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #4Z| >5
60 n4 0.71 0/1052 0.76 0/1398
61 N5 0.64 0/979 0.81 1/1321 (0.1%)
61 nd 0.68 0/974 0.85 1/1314 (0.1%)
62 N6 0.73 0/1004 0.91 0/1341
62 n6 0.68 0/1004 0.84 0/1341
63 N7 0.52 0/1118 0.66 0/1497
63 n7 0.49 0/1118 0.72 3/1497 (0.2%)
64 N8 0.80 0/1204 0.90 2/1612 (0.1%)
64 ng8 0.78 0/1204 0.87 0/1612
65 N9 0.72 0/473 0.79 0/629
65 n9 0.80 0/473 0.87 0/629
66 00 0.50 0/751 0.72 0/1008
66 o0 0.52 0/775 0.68 1/1040 (0.1%)
67 01 0.63 0/890 0.78 0/1196
67 ol 0.79 0/897 0.89 0/1205
68 02 0.86 0/1041 0.90 1/1394 (0.1%)
68 02 0.85 0/1041 0.92 2/1394 (0.1%)
69 03 0.90 0/868 0.89 0/1168
69 03 0.92 0/868 0.90 3/1168 (0.3%)
70 04 0.63 0/890 0.83 2/1189 (0.2%)
70 o4 0.65 0/890 0.83 0/1189
71 05 0.73 0/978 0.76 1/1301 (0.1%)
71 05 0.62 0/974 0.74 1/1297 (0.1%)
72 06 0.67 0/778 0.78 0/1034
72 06 0.63 0/777 0.71 0/1033
73 o7 0.80 0/696 0.93 2/923 (0.2%)
73 o7 0.77 0/696 0.88 1/923 (0.1%)
74 08 0.53 0/618 0.64 0/826
74 o8 0.50 0/614 0.66 0/822
75 09 0.76 0/443 0.98 1/588 (0.2%)
75 09 0.71 0/443 0.79 0/588
76 QO 0.71 0/423 0.80 0/562
76 q0 0.94 0/423 0.94 0/562
7 Q1 0.74 0/234 0.89 0/300
7 ql 0.76 0/234 0.94 1/300 (0.3%)
78 Q2 0.89 1/860 (0.1%) 0.88 1/1136 (0.1%)
78 q2 0.80 1/860 (0.1%) 0.82 0/1136
79 Q3 0.76 0/701 0.83 0/934
79 q3 0.75 0/701 0.80 1/934 (0.1%)
80 e0 0.56 0/499 0.81 0/665
82 p0 0.47 0/1091 0.63 0/1472
All All 0.92 | 401/430072 (0.1%) | 1.31 | 4824/631360 (0.8%)
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Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.

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

12 c0 0 1
16 c4 0 1
17 cH 0 1
18 C6 0 1
18 cb 0 1
19 C7 0 2
19 c7 0 1
22 do 0 1
25 D3 0 1
26 d4 0 1
27 D5 0 2
33 El 0 1
39 L2 0 2
41 L4 0 1
43 L6 0 1
44 17 0 2
45 18 0 1
48 M1 0 1
49 M3 0 1
50 M4 0 1
52 M6 0 2
52 m6 0 1
53 M7 0 1
o6 n0 0 2
o7 N1 0 1
63 N7 0 1
64 N8 0 1
64 n8 0 3
65 N9 0 1
67 01 0 1
All All 0 43

All (401) bond length outliers are listed below:
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
36 ) 1152 G N9-C4 | -12.58 1.27 1.38
78 Q2 17 CYS CB-SG | 11.86 2.02 1.82
36 d 960 U N1-C2 10.74 1.48 1.38
36 d 2971 A N9-C4 9.52 1.43 1.37
78 q2 17 | CYS | CB-SG | 8.98 1.97 1.82
36 5 2358 | A N9-C4 | -8.86 1.32 1.37
36 ) 1143 A N3-C4 -8.43 1.29 1.34
36 1 907 G N7-Ch -8.12 1.34 1.39
36 1 3181 C N3-C4 | -7.89 1.28 1.33
36 S 1152 G N3-C4 | -7.82 1.29 1.35
36 1 1428 A C5-C6 -7.61 1.34 1.41
1 6 163 G N9-C4 | -7.57 1.31 1.38
1 6 337 G C2-N3 7.55 1.38 1.32
36 D 63 A N7-Ch -7.48 1.34 1.39
36 D 1143 A N9-C4 | -7.41 1.33 1.37
36 1 2138 A N7-Ch -7.37 1.34 1.39
36 1 654 C N1-C6 -7.33 1.32 1.37
36 5 2043 | G N7-C5 | -7.32 1.34 1.39
36 1 34 A N9-C4 | -7.30 1.33 1.37
36 D 2280 A N9-C4 | -7.26 1.33 1.37
36 1 804 C N1-C6 -7.15 1.32 1.37
36 5 2147 A C5-C6 -7.10 1.34 1.41
47 MO 8 CYS | CB-SG | -7.03 1.70 1.82
36 1 2714 G N9-C4 -6.95 1.32 1.38
36 1 1326 | A N9-C4 | -6.91 1.33 1.37
36 1 296 A N9-C4 | 6.87 1.42 1.37
36 D 2885 C N1-C6 -6.87 1.33 1.37
36 ) 2941 A N3-C4 -6.84 1.30 1.34
38 8 80 A N9-C4 6.84 1.42 1.37
1 6 1537 C N1-C6 6.83 1.41 1.37
36 1 1132 C N3-C4 -6.82 1.29 1.33
36 d 1332 A N3-C4 | -6.81 1.30 1.34
36 1 2971 A N9-C4 6.79 1.42 1.37
1 6 119 A N9-C4 | -6.77 1.33 1.37
36 D 875 G N7-Ch 6.75 1.43 1.39
36 1 907 G N3-C4 6.70 1.40 1.35
36 1 1392 G C5-C4 -6.70 1.33 1.38
36 d 2726 C N3-C4 | -6.70 1.29 1.33
36 5 3200 A C5-C4 | 6.67 1.43 1.38
38 4 15 G N7-Ch -6.67 1.35 1.39
36 D 40 A N7-Ch -6.65 1.35 1.39
36 1 716 A ChH-C6 -6.61 1.35 1.41
36 d 3008 A N9-C4 | -6.61 1.33 1.37

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
36 D 642 U N1-C2 -6.58 1.32 1.38
36 D 1159 A N7-Ch -6.58 1.35 1.39
36 5 2639 G N7-Ch -6.58 1.35 1.39
36 5 1152 G C5-C6 -6.53 1.35 1.42
36 1 49 A N9-C4 -6.52 1.33 1.37
36 5 3084 C N1-C6 | -6.50 1.33 1.37
36 1 1153 A N7-C5 | -6.50 1.35 1.39
36 1 1103 A N9-C4 6.46 1.41 1.37
36 1 1371 G N9-C8 -6.45 1.33 1.37
36 5 2401 A N7-Ch 6.45 1.43 1.39
36 1 1114 U C2-N3 -6.43 1.33 1.37
36 d 971 G N7-Ch -6.43 1.35 1.39
41 L4 63 GLU | CG-CD | 6.42 1.61 1.51
36 d 1152 G C8-N7 6.41 1.34 1.30
36 1 1103 A N3-C4 6.40 1.38 1.34

1 6 1765 A N9-C4 | -6.39 1.34 1.37
36 5 1116 G C8-N7 6.38 1.34 1.30
36 5 2954 U N1-C2 6.38 1.44 1.38
36 d 2335 G C5-C4 -6.38 1.33 1.38
36 d 423 A N7-C5 | -6.37 1.35 1.39
36 3 924 G N3-C4 | -6.37 1.30 1.35
36 D 981 U N1-C2 6.35 1.44 1.38
36 1 2397 A C6-N1 6.35 1.40 1.35
36 5 706 A N9-C4 | -6.31 1.34 1.37
1 2 958 U N1-C2 6.31 1.44 1.38
36 d 2139 A N3-C4 | -6.28 1.31 1.34
36 5 2980 U C2-02 | -6.27 1.16 1.22
36 D 366 A C5-C6 -6.26 1.35 1.41
1 6 1655 A N3-C4 -6.26 1.31 1.34
36 1 3273 A N3-C4 | -6.24 1.31 1.34
36 1 2404 A N7-Ch 6.23 1.43 1.39
92 m6 80 PHE | CB-CG | -6.23 1.40 1.51
36 1 1308 A N7-C5 | -6.21 1.35 1.39
36 1 2404 A N3-C4 6.20 1.38 1.34
36 D 2386 A N7-Ch -6.19 1.35 1.39
36 1 2187 G N7-Ch -6.18 1.35 1.39
36 2 3106 A N7-Ch -6.18 1.35 1.39
36 1 2983 C N3-C4 | -6.17 1.29 1.33
36 d 1912 U N1-C2 -6.15 1.33 1.38
36 d 2640 A N9-C4 | -6.15 1.34 1.37
36 d 2996 U N1-C2 6.13 1.44 1.38
36 1 25 U C4-04 6.13 1.28 1.23

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
36 1 1115 G N3-C4 -6.13 1.31 1.35
36 1 1138 U C2-N3 -6.12 1.33 1.37
36 5 1159 A N9-C4 | -6.09 1.34 1.37
36 1 2361 A N9-C4 6.08 1.41 1.37
36 d 2138 A N7-Ch -6.08 1.35 1.39
36 5 2385 G N9-C4 | -6.07 1.33 1.38
36 1 2355 G N7-C5 | -6.07 1.35 1.39
36 1 1192 C N1-C2 6.07 1.46 1.40
36 D 883 A N3-C4 | -6.07 1.31 1.34
36 1 1103 A N7-Ch 6.07 1.42 1.39
36 1 1002 A N9-C4 | -6.06 1.34 1.37
36 1 404 G N7-Ch -6.06 1.35 1.39
36 1 2165 G N7-C5 | -6.05 1.35 1.39
36 d 1149 G N9-C8 | -6.05 1.33 1.37

1 6 65 A N9-C4 -6.04 1.34 1.37
36 1 317 A C5-C6 -6.04 1.35 1.41
36 1 1835 A N9-C4 | -6.03 1.34 1.37
1 6 623 A N9-C4 | -6.03 1.34 1.37
36 d 2399 A N9-C4 | -6.01 1.34 1.37
36 1 1143 A N3-C4 | -6.00 1.31 1.34
36 3 2335 G N1-C2 -5.97 1.32 1.37
36 1 1158 A N7-Ch -5.97 1.35 1.39
36 5 1847 A N9-C4 | -5.96 1.34 1.37
36 1 1556 C N1-C2 5.95 1.46 1.40
36 1 1394 A N9-C4 | -5.95 1.34 1.37
36 1 1416 C N3-C4 | -5.94 1.29 1.33
36 1 354 U C2-N3 | -5.93 1.33 1.37
47 m0 8 CYS | CB-SG | -5.92 1.72 1.81
1 6 630 A C5-C6 -5.92 1.35 1.41
36 1 699 A N9-C4 | -5.91 1.34 1.37
1 6 1748 G N9-C8 -5.91 1.33 1.37
36 1 884 A N9-C4 | -5.91 1.34 1.37
36 1 1103 A C6-N1 5.90 1.39 1.35
36 5 647 A C6-N1 | -5.89 1.31 1.35
36 1 716 A N9-C4 | -5.89 1.34 1.37
1 6 1750 A N9-C4 | -5.86 1.34 1.37
36 2 3245 A C5-C6 -5.86 1.35 1.41
36 3 922 U C4-04 -5.85 1.19 1.23
36 d 3172 A N9-C4 | -5.85 1.34 1.37
37 7 76 A N9-C4 | -5.85 1.34 1.37
36 d 3103 A N3-C4 | -5.84 1.31 1.34
1 6 538 A N9-C4 5.84 1.41 1.37
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
36 1 2320 A N9-C4 | -5.83 1.34 1.37
36 1 1328 C N1-C6 -5.82 1.33 1.37
36 5 3006 A N3-C4 | -5.82 1.31 1.34
36 5 1524 A N9-C4 | -5.82 1.34 1.37
36 d 646 A C6-N1 -5.81 1.31 1.35
36 d 884 A N9-C4 | -5.81 1.34 1.37
36 d 2944 U C2-N3 | -5.80 1.33 1.37
41 L4 94 CYS | CB-SG | -5.80 1.72 1.81
36 1 925 A N3-C4 -0.78 1.31 1.34
36 5 875 G C6-N1 -0.78 1.35 1.39
36 5 657 A C5-C4 -0.77 1.34 1.38
36 d 2985 C N1-C6 -0.77 1.33 1.37
36 d 1849 C N1-C6 | -5.76 1.33 1.37
36 1 2144 A N9-C8 | -5.75 1.33 1.37

1 6 163 G N3-C4 | -5.75 1.31 1.35
36 D 1177 G N3-C4 | -5.74 1.31 1.35
36 1 653 A N7-Ch -0.73 1.35 1.39
36 1 1135 A N3-C4 | -5.73 1.31 1.34
36 d 807 A N9-C4 | -5.73 1.34 1.37
36 1 1116 G N7-C5 | -5.72 1.35 1.39
36 3 924 G C2-N3 -5.72 1.28 1.32
36 1 3008 A N9-C4 | -5.72 1.34 1.37
1 6 1659 A N9-C4 | -5.71 1.34 1.37
36 1 304 G C2-N3 -0.71 1.28 1.32
36 1 363 G C5-C6 -0.71 1.36 1.42
36 1 106 A N9-C4 | -5.70 1.34 1.37
36 5 2335 G C6-N1 | -5.70 1.35 1.39
36 D 953 G C5-C4 -5.70 1.34 1.38
36 1 2910 A N9-C4 | -5.70 1.34 1.37
36 1 2401 A N9-C8 5.70 1.42 1.37
36 3 2761 G N7-Ch -2.70 1.35 1.39
36 1 826 G C5-C4 -5.69 1.34 1.38
36 5 2755 C N1-C6 | -5.68 1.33 1.37
36 1 916 G C6-N1 | -5.68 1.35 1.39
36 1 937 G N9-C8 -5.67 1.33 1.37

1 2 555 A N9-C4 5.66 1.41 1.37
36 2 1303 A N9-C4 | -5.66 1.34 1.37
36 3 2360 C C4-Cb -5.65 1.38 1.43
36 1 659 G C5-C4 -5.65 1.34 1.38
36 5 861 C N1-C6 | -5.65 1.33 1.37
36 1 2144 A C5-C4 | -5.65 1.34 1.38
36 1 85 A C6-N1 -5.64 1.31 1.35
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
36 D 40 A C5-C6 -5.64 1.35 1.41
36 1 627 U N1-C2 -5.63 1.33 1.38
1 6 1728 A N9-C4 -5.63 1.34 1.37
36 5 921 A N7-Ch -5.63 1.35 1.39
36 d 1180 A C6-N1 -5.63 1.31 1.35
36 1 1326 A N3-C4 | -5.62 1.31 1.34
36 1 2982 A N9-C8 | -5.62 1.33 1.37
36 D 2379 U C2-N3 -5.60 1.33 1.37
36 1 282 G N1-C2 -5.60 1.33 1.37
36 1 3375 A N3-C4 | -5.60 1.31 1.34
36 1 2276 G N7-Ch -5.59 1.35 1.39
1 6 1119 G N7-Ch -5.59 1.35 1.39
36 d 1159 A C5-C6 -2.59 1.36 1.41
36 1 895 A C5-C6 | -5.59 1.36 1.41
36 1 1154 A N3-C4 -5.58 1.31 1.34
36 D 1199 C N1-C6 -5.57 1.33 1.37
36 5 421 G N1-C2 -0.57 1.33 1.37
36 5 3245 A N9-C4 | -5.57 1.34 1.37
36 d 3132 C N1-C6 -5.56 1.33 1.37
36 5 420 G C5-C4 | -5.56 1.34 1.38
36 3 3047 U C2-N3 -5.56 1.33 1.37
36 D 1047 A N7-Ch -5.55 1.35 1.39
37 7 102 A N9-C4 | -5.54 1.34 1.37
36 1 1335 C N3-C4 | -5.53 1.30 1.33
36 1 3142 A N3-C4 -5.93 1.31 1.34
36 d 2814 G N7-C5 | -5.53 1.35 1.39
36 5 2920 U C4-04 | -5.53 1.19 1.23
36 1 1367 G N7-Ch -5.52 1.35 1.39
37 3 91 G N7-Ch -5.52 1.35 1.39
36 5 1315 U N1-C2 -5.52 1.33 1.38
36 3 2903 A N9-C4 | -5.52 1.34 1.37
36 1 2326 A N9-C4 | -5.52 1.34 1.37
36 d 649 A C5-C6 -5.51 1.36 1.41
36 5 2937 G C5-C4 | -5.51 1.34 1.38
36 D 2334 U C4-04 | -5.50 1.19 1.23
36 1 2811 A N7-Ch -5.50 1.35 1.39
36 2 3314 A N9-C4 | -5.50 1.34 1.37
36 3 1841 A N7-Ch -5.49 1.35 1.39
36 1 36 C N1-C6 -0.48 1.33 1.37
1 6 1537 C C2-N3 2.48 1.40 1.35
36 d 2400 G N9-C4 | -5.48 1.33 1.38
36 1 1369 A N7-Ch -5.47 1.35 1.39
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
36 D 2879 C N1-C6 -5.47 1.33 1.37
36 1 710 A C5-C6 -5.47 1.36 1.41
36 1 2356 A N9-C4 | -5.46 1.34 1.37
1 6 397 A N9-C4 | -5.46 1.34 1.37
36 d 3137 C N3-C4 | -5.46 1.30 1.33
36 5 2937 G N7-C5 | -5.46 1.35 1.39
37 7 14 U C2-N3 | -5.46 1.33 1.37
36 D 941 G C6-N1 -5.45 1.35 1.39
36 D 1372 C N1-C6 -5.45 1.33 1.37
36 1 189 G C6-N1 -5.45 1.35 1.39
36 5 421 G C2-N3 -5.45 1.28 1.32
36 d 971 G N9-C8 -0.44 1.34 1.37
36 d 2967 A C6-N1 | -5.44 1.31 1.35
36 5 934 G C5-C6 | -5.44 1.36 1.42
52 mo6 167 | TYR | CE1-CZ | -5.42 1.31 1.38
36 1 921 A N7-Ch -5.42 1.36 1.39
1 6 1748 G C5-C4 -5.42 1.34 1.38
36 1 40 A C8-N7 | -5.42 1.27 1.31
36 1 2147 A N9-C4 -5.41 1.34 1.37
36 1 1402 C N3-C4 | -5.40 1.30 1.33
1 6 542 A N7-Ch -5.40 1.36 1.39
52 mo6 16 VAL | CB-CG2 | -5.40 1.41 1.52
36 1 1149 G N3-C4 -5.40 1.31 1.35
36 1 2616 C N1-C6 -5.39 1.33 1.37
36 1 2384 A C5-C6 -5.39 1.36 1.41
36 d 1048 A C6-N1 | -5.39 1.31 1.35
36 5 3197 G N9-C8 2.38 1.41 1.37
36 1 2188 A N3-C4 -5.38 1.31 1.34
1 6 630 A N7-Ch -5.37 1.36 1.39
36 5 2117 A C5-C4 -0.37 1.34 1.38
36 3 3052 G C2-N3 -0.37 1.28 1.32
36 1 2404 A C5-C6 2.37 1.45 1.41
36 d 3209 A C6-N1 5.36 1.39 1.35
36 1 799 G N3-C4 | -5.36 1.31 1.35
36 1 2821 C N3-C4 5.36 1.37 1.33
44 17 234 | GLU | CD-OE2 | 5.36 1.31 1.25
36 1 638 C N1-C6 -5.36 1.33 1.37
1 2 1119 G N7-Ch -5.35 1.36 1.39
36 1 2401 A C5-C4 9.35 1.42 1.38
36 1 364 G N9-C4 | -5.34 1.33 1.38
36 1 1164 G N7-C5 -5.34 1.36 1.39
1 6 426 G C6-N1 -5.34 1.35 1.39
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
1 6 1537 C C5-C6 5.33 1.38 1.34
36 1 710 A N7-Ch -5.33 1.36 1.39
36 5 2872 A N9-C4 | -5.32 1.34 1.37
36 5 1192 C N1-C2 5.32 1.45 1.40
36 d 2825 C N1-C6 -5.32 1.33 1.37
36 1 2617 U N3-C4 | -5.32 1.33 1.38
36 d 2976 A N3-C4 | -5.31 1.31 1.34
36 D 3091 A N3-C4 | -5.31 1.31 1.34
36 1 942 U C5-C6 -5.31 1.29 1.34
36 5 874 U N1-C2 -5.31 1.33 1.38
36 5 2851 A N9-C4 | -5.31 1.34 1.37
36 d 2690 G N3-C4 | -5.30 1.31 1.35
36 5 981 U C2-N3 2.30 1.41 1.37
36 1 1133 A N9-C4 | -5.30 1.34 1.37
36 1 2853 A N7-Ch -5.29 1.36 1.39
36 1 1318 A N9-C4 -5.29 1.34 1.37
36 1 699 A N3-C4 | -5.29 1.31 1.34
36 1 1606 U N1-C2 -5.29 1.33 1.38
36 d 2911 A N7-Ch -2.29 1.36 1.39
36 5 3107 U C2-N3 | -5.29 1.34 1.37
36 1 979 G C5-C4 -5.28 1.34 1.38
38 8 106 C N1-C6 -5.28 1.33 1.37
36 1 2407 C N1-C6 -5.28 1.33 1.37
36 5 2804 A N9-C4 | -5.27 1.34 1.37
36 1 2726 C N3-C4 | -5.27 1.30 1.33
36 1 2418 G 03-p 2.27 1.67 1.61
36 5 95 A C5-C6 | -5.27 1.36 1.41
36 D 609 G N3-C4 | -5.27 1.31 1.35
36 1 48 A N7-Ch -5.26 1.36 1.39
36 5 1113 G N3-C4 | -5.26 1.31 1.35
36 1 2382 G N1-C2 -5.26 1.33 1.37
36 1 2762 A N3-C4 | -5.26 1.31 1.34
36 1 3273 A C6-N1 | -5.26 1.31 1.35
36 5 2848 G N7-C5 | -5.26 1.36 1.39
36 D 2993 G C5-C4 -5.26 1.34 1.38
36 1 29 C N1-C6 -5.25 1.33 1.37
36 2 644 G N7-Ch -5.25 1.36 1.39
36 1 92 G N1-C2 -5.25 1.33 1.37
36 1 887 G N9-C8 -0.24 1.34 1.37
36 1 1140 G C6-N1 -5.24 1.35 1.39
36 1 1452 A N9-C4 | -5.24 1.34 1.37
36 1 1140 G N1-C2 -5.24 1.33 1.37
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
38 4 12 A N9-C4 -5.24 1.34 1.37
36 D 1371 G C5-C4 -5.24 1.34 1.38
36 5 345 G N7-Ch -5.23 1.36 1.39
36 1 830 A N7-Ch -5.23 1.36 1.39
36 d 2819 A N9-C4 | -5.23 1.34 1.37
1 6 985 G C6-N1 | -5.23 1.35 1.39
36 1 420 G N9-C8 | -5.23 1.34 1.37
36 1 2305 G N7-Ch -5.23 1.36 1.39
36 D 1152 G N9-C8 5.22 1.41 1.37
36 1 66 A N9-C4 -5.22 1.34 1.37
36 5 1332 A C5-C4 -5.22 1.35 1.38
36 1 2875 U C2-N3 5.21 1.41 1.37
36 1 3141 A N9-C4 | -5.21 1.34 1.37
36 1 2177 G N7-C5 | -5.21 1.36 1.39
36 1 1159 A N3-C4 -5.21 1.31 1.34
36 D 2286 U C2-N3 -5.21 1.34 1.37
36 5 2704 A N9-C4 -5.21 1.34 1.37
36 5 2607 G N7-Ch -5.21 1.36 1.39
36 d 642 U C2-N3 -5.20 1.34 1.37
36 1 1901 A N9-C4 | -5.20 1.34 1.37
36 3 420 G N9-C8 -5.18 1.34 1.37
36 D 2815 G N9-C8 -5.18 1.34 1.37
1 6 46 A N3-C4 -5.18 1.31 1.34
36 5 1195 A N9-C4 | -5.18 1.34 1.37
36 1 1313 G C5-C6 -5.18 1.37 1.42
36 1 659 G N1-C2 -0.17 1.33 1.37
1 6 337 G C2-N2 5.17 1.39 1.34
36 D 1048 A C5-C6 -5.17 1.36 1.41
36 D 2819 A N3-C4 -5.17 1.31 1.34
36 5 1915 A C5-C4 -0.17 1.35 1.38
36 3 1195 A N3-C4 | -5.17 1.31 1.34
41 14 94 CYS | CB-SG | -5.17 1.73 1.81
36 d 924 G N9-C4 | -5.17 1.33 1.38
36 5 800 G N9-C8 | -5.16 1.34 1.37
36 D 1117 G C5-C4 -5.16 1.34 1.38
36 1 1430 U N1-C6 -5.16 1.33 1.38
36 2 2281 A N9-C4 | -5.16 1.34 1.37
36 3 2145 A C6-N1 -5.15 1.31 1.35
36 1 890 C N3-C4 | -5.15 1.30 1.33
36 1 2714 G NO9-C8 0.15 1.41 1.37
36 d 2591 A N9-C4 | -5.15 1.34 1.37
36 D 3050 U N3-C4 | -5.15 1.33 1.38
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
1 6 1773 C N3-C4 5.14 1.37 1.33
36 1 286 U C2-N3 -5.14 1.34 1.37
36 5 43 A C5-C6 -5.13 1.36 1.41
36 1 213 A N9-C4 -5.13 1.34 1.37
36 1 2409 G N3-C4 -5.13 1.31 1.35
36 5 2400 G C5-C4 | -5.13 1.34 1.38
36 5 2830 G N3-C4 | -5.13 1.31 1.35
36 1 1154 A N7-Ch -5.13 1.36 1.39
1 2 1746 A N9-C4 -5.12 1.34 1.37
36 1 649 A N3-C4 -5.12 1.31 1.34
36 1 1153 A C5-C6 -5.12 1.36 1.41
36 1 2381 G N3-C4 -5.12 1.31 1.35
36 5 865 U N1-C2 | -5.12 1.33 1.38
36 5 1897 G N3-C4 | -5.12 1.31 1.35
36 1 816 A N9-C4 5.12 1.41 1.37
o7 nl 101 | CYS | CB-SG 5.12 1.91 1.82
36 5 95 A N9-C4 | -5.11 1.34 1.37
36 5 1203 A C5-C6 -5.11 1.36 1.41
36 d 1383 G N3-C4 | -5.11 1.31 1.35
36 D 2342 U C2-N3 -5.10 1.34 1.37
36 5 1833 G C5-C4 | -5.10 1.34 1.38
38 8 39 G N7-Ch -5.10 1.36 1.39
36 1 706 A N9-C4 | -5.10 1.34 1.37
36 5 1504 A N3-C4 -5.10 1.31 1.34
1 2 1754 A N9-C4 -5.09 1.34 1.37
36 1 2404 A N9-C4 2.08 1.40 1.37
36 1 1447 G N3-C4 | -5.08 1.31 1.35
36 1 658 G C8-N7 | -5.07 1.27 1.30
1 6 1773 C C2-N3 5.07 1.39 1.35
36 5 647 A N3-C4 | -5.07 1.31 1.34
36 3 1148 G N3-C4 2.07 1.39 1.35
36 1 2157 G N7-Ch -0.07 1.36 1.39
36 1 2406 C N1-C6 | -5.07 1.34 1.37
36 d 2411 U C2-N3 | -5.07 1.34 1.37
36 D 1927 G N3-C4 | -5.07 1.31 1.35
36 D 1462 A N9-C4 | -5.06 1.34 1.37
36 2 3185 U N1-C6 -5.06 1.33 1.38
36 1 1401 A N7-Ch -5.06 1.36 1.39
36 1 2142 A N3-C4 -5.05 1.31 1.34
36 5 958 C N1-C6 | -5.05 1.34 1.37
36 d 1844 C N3-C4 | -5.05 1.30 1.33
52 mo6 40 GLU | CG-CD | 5.05 1.59 1.51
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
1 6 1129 U C2-N3 -5.05 1.34 1.37
36 1 972 A N9-C4 | -5.05 1.34 1.37
36 1 2867 C C2-N3 | -5.05 1.31 1.35
36 1 34 A N3-C4 -5.05 1.31 1.34
36 1 2419 A N9-C4 -5.05 1.34 1.37
47 MO 127 | ALA | CA-CB | -5.04 1.41 1.52
36 5 804 C N1-C6 | -5.04 1.34 1.37
36 D 1849 C N3-C4 | -5.04 1.30 1.33
36 D 1451 C N1-C6 | -5.04 1.34 1.37
36 3 652 G C5-C4 | -5.03 1.34 1.38
36 1 1308 A P-OP2 | -5.03 1.40 1.49
36 d 1874 A N9-C4 | -5.03 1.34 1.37
36 5 2117 | A N9-C8 | -5.03 1.33 1.37
36 5 1348 | U N1-C2 | 5.02 1.43 1.38
36 D 2138 A N9-C4 | -5.02 1.34 1.37
36 D 943 U C2-N3 | -5.02 1.34 1.37
36 5 2364 G N7-C5 | -5.02 1.36 1.39
36 5 1131 G N9-C8 | -5.02 1.34 1.37
36 1 2867 C N3-C4 | -5.01 1.30 1.33
36 1 1133 | A C5-C4 | -5.01 1.35 1.38
36 1 1100 U N1-C2 | -5.00 1.34 1.38
36 1 1328 C C4-Cb -5.00 1.39 1.43

All (4824) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 d 1152 G C2-N3-C4 -23.10 100.35 111.90
36 5 1152 | G N3-C4-C5 23.05 140.12 128.60
36 D 1152 G N3-C4-N9 -22.76 112.34 126.00
36 1 2714 G N3-C4-C5 15.18 136.19 128.60
36 1 1308 A 05-P-OP2 | -14.90 92.29 105.70
36 d 2385 G 05-P-OP1 | -14.30 92.83 105.70
36 1 716 A N1-C6-N6 13.71 126.83 118.60
36 1 86 G O5-P-OP2 | -13.29 93.74 105.70
36 1 1308 | A C8-N9-C4 | -13.10 100.56 105.80
36 1 2808 A N1-C6-N6 12.98 126.39 118.60
36 D 2726 C C5-C4-N4 12.69 129.08 120.20
36 1 2714 G N3-C4-N9 -12.58 118.45 126.00
36 1 639 G N1-C6-06 12.47 127.39 119.90
1 6 1773 C N3-C4-C5 -12.41 116.94 121.90
36 1 406 G 04’-C1’-N9 12.40 118.12 108.20
36 1 2846 U N3-C2-02 -12.33 113.57 122.20
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 5 2818 U 05-P-OP1 | -12.23 94.69 105.70
1 2 553 G N1-C6-06 12.22 127.23 119.90
36 d 642 U 05-P-OP2 | -12.14 94.78 105.70
36 1 2996 U C2-N1-C1’ 12.07 132.18 117.70
1 6 163 G N3-C4-N9 -12.06 118.76 126.00
36 D 1152 G C5H-N7-C8 -11.96 98.32 104.30
36 D 2726 C C6-N1-C2 -11.93 115.53 120.30
36 5 2726 C N3-C2-02 -11.92 113.56 121.90
36 3 3245 A CH-N7-C8 -11.84 97.98 103.90
36 1 1428 A N1-C6-N6 11.79 125.67 118.60
36 D 922 U C5-C6-N1 -11.76 116.82 122.70
36 D 1006 A 05-P-OP2 | -11.75 95.12 105.70
36 D 2400 G ChH-C6-06 -11.72 121.57 128.60
36 1 939 U ChH-C4-04 -11.65 118.91 125.90
1 6 1537 C C6-N1-C2 -11.61 115.66 120.30
36 1 2764 C C2-N3-C4 11.49 125.65 119.90
36 1 716 A N9-C4-C5 -11.49 101.20 105.80
36 1 1902 | G N1-C6-06 11.43 126.76 119.90
36 D 881 C N1-C2-02 11.40 125.74 118.90
36 1 o4 C N3-C4-C5 11.36 126.44 121.90
36 5 1152 G C8-N9-C1” 11.36 141.76 127.00
36 3 63 A N1-C6-N6 11.35 125.41 118.60
36 1 2868 U N1-C2-02 11.34 130.74 122.80
36 1 939 U N1-C2-02 -11.31 114.88 122.80
36 5 2400 | G N1-C6-06 11.29 126.67 119.90
36 1 2617 U ChH-C4-04 11.25 132.65 125.90
36 1 1150 A 05-P-OP2 | -11.21 95.61 105.70
36 2 1513 G C8-N9-C4 -11.16 101.94 106.40
36 1 1365 G N3-C4-C5 -11.16 123.02 128.60
36 1 1132 C 05-P-OP1 | -11.09 95.72 105.70
36 1 2884 C N3-C4-C5h 11.05 126.32 121.90
36 5 23712 A C8-N9-C4 | -11.05 101.38 105.80
36 1 794 U 05-P-OP2 | -11.00 95.80 105.70
36 1 645 A N1-C6-N6 -10.95 112.03 118.60
36 1 363 G ChH-C6-06 -10.94 122.03 128.60
36 3 2334 U 05-P-OP2 | -10.94 95.86 105.70
1 6 144 U N3-C2-02 -10.89 114.58 122.20
36 1 2726 C N3-C2-02 -10.86 114.30 121.90
36 D 2935 U 05-P-OP2 | -10.82 95.96 105.70
36 1 1428 A C5-C6-N6 -10.82 115.04 123.70
36 1 1902 G ChH-C6-06 -10.80 122.12 128.60
38 8 80 A C8-N9-C4 -10.80 101.48 105.80
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 1 610 G 05-P-OP2 | -10.77 96.01 105.70
1 6 402 C 05-P-OP2 | -10.73 96.04 105.70
36 d 2617 U 05-P-OP2 | -10.72 96.06 105.70
36 1 1489 A N1-C6-N6 10.71 125.03 118.60
36 1 2617 U N1-C2-N3 10.71 121.32 114.90
36 D 421 G 05-P-OP2 | -10.70 96.07 105.70
36 ) 1452 A N1-C6-N6 10.64 124.98 118.60
36 1 859 G N9-C4-C5 -10.63 101.15 105.40
36 5) 222 A 05-P-OP2 | -10.62 96.14 105.70
36 1 339 C OP1-P-OP2 | -10.62 103.67 119.60
36 1 1495 U C5-C6-N1 -10.61 117.39 122.70
36 3 2290 C C6-N1-C2 10.57 124.53 120.30
36 D 966 U N1-C2-02 10.51 130.16 122.80
36 1 1495 U C4-C5-C6 10.44 125.96 119.70
36 5 2392 C N3-C4-C5 10.44 126.08 121.90
36 d 1481 A C8-N9-C4 -10.42 101.63 105.80
36 d 1902 G C5-C6-06 -10.42 122.35 128.60
36 1 2996 U C6-N1-C1’ -10.42 106.62 121.20
36 D 3245 A C2-N3-C4 -10.41 105.39 110.60
36 1 1192 C N1-C2-02 10.41 125.14 118.90
36 1 1385 C N1-C2-02 -10.37 112.68 118.90
36 1 1902 G C6-Ch-NT7 -10.33 124.20 130.40
36 d 2821 C N1-C2-02 -10.32 112.71 118.90
36 1 1838 | G N1-C6-06 10.27 126.06 119.90
36 5 1152 | G N3-C2-N2 | -10.26 112.72 119.90
36 D 1902 G N1-C6-06 10.25 126.05 119.90
36 D 1152 G C4-N9-C1’ -10.23 113.20 126.50
36 1 1133 A N1-C6-N6 10.22 124.73 118.60
36 3 o985 A 05-P-OP2 | -10.21 96.51 105.70
36 1 942 U Ch-C4-04 -10.21 119.78 125.90
36 1 969 C N1-C2-02 -10.20 112.78 118.90
36 5 2354 C N3-C2-02 10.19 129.03 121.90
36 1 2827 U ChH-C4-04 10.18 132.01 125.90
36 D 2383 C N1-C2-02 -10.18 112.79 118.90
36 5 966 U N3-C2-02 -10.16 115.08 122.20
36 1 1381 A 05-P-OP2 10.16 122.89 110.70
1 6 1100 G N3-C4-C5 -10.14 123.53 128.60
36 1 1133 A C5-C6-N6 -10.14 115.59 123.70
36 D 2392 C C6-N1-C2 10.12 124.35 120.30
36 D 2945 G 05-P-OP1 10.12 122.84 110.70
36 1 1495 U N1-C2-N3 10.10 120.96 114.90
36 1 2617 U C5-C6-N1 -10.09 117.66 122.70
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
38 4 20 U 05-P-OP2 | -10.09 96.62 105.70
1 2 558 U N1-C2-02 10.08 129.86 122.80
36 1 2764 C N3-C4-C5 -10.07 117.87 121.90
36 5 860 G O5-P-OP2 | -10.06 96.64 105.70
36 5 2403 | G O5-P-OP2 | -10.04 96.66 105.70
36 1 2197 C C6-N1-C2 10.04 124.31 120.30
37 7 49 G N1-C6-06 10.04 125.92 119.90
36 1 1307 G N9-C4-C5 10.03 109.41 105.40
1 2 639 U N3-C2-02 -10.03 115.18 122.20
36 1 2818 U 05-P-OP1 | -10.03 96.67 105.70
36 1 2165 | G N1-C6-06 10.01 125.90 119.90
36 1 2661 G 05-P-OP1 | -10.00 96.70 105.70
37 7 93 C 05-P-OP2 -9.97 96.73 105.70
36 D 3218 A N1-C6-N6 9.96 124.58 118.60
36 1 1556 C N3-C2-02 -9.95 114.94 121.90
36 1 1433 A 05-P-OP1 -9.93 96.77 105.70
36 d 2333 C C6-N1-C2 9.92 124.27 120.30
36 1 2617 U C4-C5-C6 9.91 125.65 119.70
36 D 2389 C N3-C4-C5 9.85 125.84 121.90
36 D 960 U N1-C2-02 9.84 129.69 122.80
36 1 1428 A C4-Ch-N7 9.84 115.62 110.70
36 3 960 U N3-C2-02 -9.83 115.32 122.20
38 8 80 A N7-C8-N9 9.81 118.71 113.80
36 1 2870 C C2-N1-C1’ -9.80 108.02 118.80
36 1 830 A N1-C6-N6 9.79 124.47 118.60
36 1 1308 A N7-C8-N9 9.78 118.69 113.80
36 1 2714 G C2-N3-C4 -9.77 107.02 111.90
36 2 2699 G ChH-C6-06 -9.76 122.74 128.60
36 1 282 G 05-P-OP1 -9.76 96.92 105.70
36 1 895 A 05-P-OP1 -9.75 96.93 105.70
36 1 397 A N1-C6-N6 -9.74 112.75 118.60
36 d 3197 G N3-C2-N2 -9.74 113.08 119.90
36 D 2699 G N1-C6-06 9.72 125.73 119.90
36 1 2936 A 05-P-OP1 -9.72 96.95 105.70
36 1 2384 A N1-C6-N6 9.71 124.43 118.60
36 3 2978 U C5-C6-N1 -9.70 117.85 122.70
1 6 163 G N3-C4-C5 9.68 133.44 128.60
36 2 640 U N1-C2-02 -9.67 116.03 122.80
36 D 1200 A N1-C6-N6 9.63 124.38 118.60
36 1 2397 A N1-C6-N6 9.62 124.38 118.60
36 1 339 C N3-C4-N4 -9.61 111.27 118.00
36 5 2400 G N3-C4-C5 9.60 133.40 128.60
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
1 6 1773 C N3-C4-N4 9.58 124.71 118.00
36 d 1520 G ChH-C6-06 -9.56 122.86 128.60
36 d 2147 A N1-C6-N6 9.55 124.33 118.60
36 5 2426 | U C5-C4-04 9.52 131.61 125.90
36 1 640 U N3-C4-04 9.52 126.06 119.40
36 D 3245 A C4-C5-N7 9.50 115.45 110.70
38 4 44 A N1-C6-N6 9.49 124.30 118.60
36 1 3278 C N1-C2-02 9.48 124.59 118.90
36 1 66 A 05-P-OP1 -9.47 97.18 105.70
36 1 1902 G C4-Cb-N7 9.46 114.58 110.80
36 5 41 G C4-C5-N7 9.46 114.58 110.80
36 1 2812 C 05’-P-OP2 9.44 122.03 110.70
36 1 770 G 04’-C1-N9 9.43 115.74 108.20
36 1 662 U 05-P-OP2 -9.42 97.22 105.70
36 5 1481 A N7-C8-N9 9.42 118.51 113.80
36 1 1389 G C4-C5-N7 9.41 114.56 110.80
36 1 67 A O5-P-OP1 | -9.38 97.26 105.70
36 5 40 A O5-P-OP1 | -9.37 97.27 105.70
36 1 1389 G N1-C6-06 9.36 125.52 119.90
36 1 1556 C C6-N1-C2 -9.36 116.55 120.30
36 5 911 C C5-C6-N1 -9.33 116.33 121.00
36 3 3005 A 05-P-OP2 -9.33 97.30 105.70
1 6 941 A N1-C6-N6 -9.32 113.01 118.60
36 1 3008 | G O5-P-OP2 | -9.31 97.32 105.70
36 1 3181 C N3-C2-02 -9.31 115.38 121.90
36 1 1103 A 05’-P-OP1 -9.31 97.32 105.70
36 1 1846 C 05’-P-OP1 -9.28 97.34 105.70
36 1 2237 C C6-N1-C2 9.28 124.01 120.30
36 1 1153 A 05-P-OP1 -9.27 97.35 105.70
36 1 2846 U ChH-C4-04 9.27 131.46 125.90
36 5 806 A O5-P-OP1 | -9.24 97.38 105.70
36 1 716 A C8-N9-C4 9.23 109.49 105.80
36 1 2700 G ChH-C6-06 -9.23 123.06 128.60
36 1 2165 G ChH-C6-06 -9.23 123.06 128.60
3 S1 218 | LEU CA-CB-CG 9.23 136.52 115.30
36 1 2355 G N1-C6-06 9.23 125.44 119.90
36 d 1390 A N1-C6-N6 -9.23 113.06 118.60
36 1 2572 C N1-C2-02 9.22 124.44 118.90
36 D 776 U C5-C6-N1 -9.22 118.09 122.70
36 D 3245 A N7-C8-N9 9.22 118.41 113.80
36 1 672 A N1-C6-N6 9.20 124.12 118.60
36 5 398 A 05-P-OP2 -9.19 97.43 105.70
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
1 6 1537 C N3-C4-C5 -9.18 118.23 121.90
36 d 2400 G C8-N9-C4 9.18 110.07 106.40
36 1 1001 G N1-C6-06 9.18 125.41 119.90
1 2 958 U N3-C2-02 -9.17 115.78 122.20
36 5 2644 C O5-P-OP1 | -9.15 97.47 105.70
36 1 640 U N1-C2-02 -9.13 116.41 122.80
36 1 1904 C C6-N1-C2 -9.13 116.65 120.30
36 1 3183 A N1-C6-N6 9.11 124.07 118.60
36 1 2808 A C6-Cb-NT7 -9.10 125.93 132.30
36 d 981 U C5-C6-N1 9.10 127.25 122.70
36 D 922 U N3-C2-02 -9.09 115.83 122.20
36 5 1897 | G N1-C6-06 9.09 125.36 119.90
36 1 2334 U 05-P-OP2 -9.09 97.52 105.70
36 D 2317 A 05-P-OP2 -9.08 97.53 105.70
36 5 2358 A C8-N9-C4 9.08 109.43 105.80
36 d 1152 G N1-C6-06 9.06 125.34 119.90
36 5 1333 C C6-N1-C2 -9.06 116.68 120.30
1 6 337 G N3-C4-N9 9.03 131.42 126.00
36 1 439 C C2-N1-C1’ 9.01 128.72 118.80
1 6 1634 C C2-N1-C1’ 9.00 128.70 118.80
36 5 2308 C N1-C2-02 -8.99 113.50 118.90
37 7 101 G N1-C6-06 8.99 125.29 119.90
36 1 3095 U 05-P-OP1 -8.98 97.61 105.70
36 5 1390 | A N9-C4-C5 8.98 109.39 105.80
36 1 718 G C4-C5-N7 8.98 114.39 110.80
36 D 366 A N1-C6-N6 8.97 123.98 118.60
36 1 2827 U N1-C2-N3 8.95 120.27 114.90
36 1 2868 U N3-C2-02 -8.95 115.94 122.20
36 3 877 C N3-C4-C5 8.95 125.48 121.90
36 d 2281 A C8-N9-C4 8.94 109.38 105.80
36 1 627 U N3-C2-02 8.94 128.46 122.20
36 1 2885 C C6-N1-C2 8.94 123.88 120.30
36 D 2943 G C6-C5-NT7 -8.92 125.05 130.40
1 2 453 U N3-C2-02 -8.92 115.96 122.20
36 1 2700 G N1-C6-06 8.92 125.25 119.90
36 1 1389 G ChH-C6-06 -8.91 123.25 128.60
1 2 1280 C N3-C4-C5 -8.91 118.33 121.90
36 1 1428 | A O5-P-OP2 | -8.91 97.68 105.70
36 1 802 C 05’-P-OP2 8.90 121.38 110.70
36 D 2954 U C2-N1-C1’ 8.90 128.38 117.70
36 5 1592 G C8-N9-C4 -8.89 102.84 106.40
36 1 1154 A 05-P-OP1 -8.87 97.72 105.70
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 5 3050 U ChH-C4-04 8.87 131.22 125.90
36 d 2878 G N1-C6-06 -8.87 114.58 119.90
36 1 637 C C6-N1-C2 8.86 123.84 120.30
38 4 103 G C8-N9-C4 -8.86 102.86 106.40
36 1 2369 | G O5-P-OP1 | -8.86 97.73 105.70
36 D o7 A N1-C6-N6 8.86 123.92 118.60
36 D 2945 G 05-P-OP2 -8.86 97.73 105.70
1 2 453 U C2-N1-C1’ 8.85 128.32 117.70
36 1 939 U 05-P-OP2 -8.84 97.74 105.70
36 d 1452 A N9-C4-C5 -8.84 102.26 105.80
36 5 2377 G C8-N9-C4 8.84 109.94 106.40
36 1 350 C C6-N1-C2 -8.84 116.77 120.30
36 1 716 A C4-C5-N7 8.83 115.12 110.70
36 D 1010 G 05-P-OP2 -8.83 97.75 105.70
36 5 670 C C6-N1-C2 -8.83 116.77 120.30
36 d 2815 G C8-N9-C4 8.83 109.93 106.40
36 1 2846 U N1-C2-02 8.82 128.97 122.80
36 1 2617 U N3-C2-02 -8.81 116.03 122.20
36 D 2971 A C2-N3-C4 8.80 115.00 110.60
36 1 2764 C C6-N1-C2 -8.79 116.78 120.30
36 5 2726 C N3-C4-N4 -8.78 111.86 118.00
36 1 2422 C 05-P-OP1 -8.77 97.81 105.70
36 1 2610 G N1-C6-06 8.77 125.16 119.90
36 1 830 A C5-C6-N6 -8.76 116.69 123.70
36 1 1138 U N3-C2-02 -8.75 116.07 122.20
36 1 651 G N3-C4-N9 8.75 131.25 126.00
36 1 1896 A 05’-P-OP1 -8.74 97.83 105.70
38 4 32 C N3-C4-C5 8.74 125.40 121.90
1 6 1121 C 05-P-OP2 -8.74 97.83 105.70
36 1 111 C C6-N1-C2 8.74 123.80 120.30
36 1 2756 C C6-N1-C2 -8.73 116.81 120.30
36 1 716 A C5-C6-N6 -8.73 116.72 123.70
1 6 119 A C2-N3-C4 -8.73 106.24 110.60
36 1 1371 G C8-N9-C4 8.71 109.89 106.40
36 5 86 G 05-P-OP2 -8.71 97.86 105.70
36 3 3245 A N1-C6-N6 8.67 123.80 118.60
36 1 2169 G N1-C6-06 -8.67 114.70 119.90
36 1 1365 | G C8-N9-C4 -8.66 102.94 106.40
36 1 2283 G N1-C6-06 8.66 125.10 119.90
36 D 121 A N1-C6-N6 8.66 123.79 118.60
1 2 639 U N1-C2-02 8.65 128.86 122.80
36 1 939 U N3-C2-02 8.65 128.26 122.20
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 1 979 U N3-C2-02 -8.65 116.15 122.20
36 1 2659 G N1-C6-06 8.64 125.08 119.90
36 1 979 U C6-N1-C2 -8.62 115.83 121.00
36 5 2366 C C5-C6-N1 8.62 125.31 121.00
36 1 776 U C4-C5-C6 8.61 124.86 119.70
36 1 1343 A N1-C6-N6 8.59 123.76 118.60
36 D 580 C C6-N1-C2 -8.59 116.86 120.30
36 1 3214 U N3-C2-02 -8.99 116.19 122.20
36 3 2345 A N1-C6-N6 8.58 123.75 118.60
36 d 645 A N1-C2-N3 8.56 133.58 129.30
36 D 2211 U N3-C2-02 -8.56 116.21 122.20
36 5 875 G N1-C6-06 -8.55 114.77 119.90
36 D 1117 G 05’-P-OP1 -8.55 98.01 105.70
38 8 16 G N1-C6-06 8.54 125.03 119.90
36 1 1911 A N1-C6-N6 8.51 123.70 118.60
1 6 339 C N1-C2-02 -8.50 113.80 118.90
36 5 2354 C N1-C2-02 -8.50 113.80 118.90
36 1 1484 | U P-03-C3’ 8.50 129.90 119.70
36 D 2191 U N1-C2-02 8.50 128.75 122.80
36 1 2404 A C2-N3-C4 8.49 114.84 110.60
36 1 286 U N3-C2-02 -8.48 116.26 122.20
1 6 310 C N1-C2-02 -8.48 113.81 118.90
36 1 1367 G N1-C6-06 8.48 124.99 119.90
36 5 2341 A C8-N9-C4 8.48 109.19 105.80
36 d 2426 U N3-C2-02 -8.47 116.27 122.20
36 1 2636 A C8-N9-C4 -8.46 102.41 105.80
36 1 3057 U N3-C2-02 -8.46 116.27 122.20
36 1 640 U ChH-C4-04 -8.46 120.83 125.90
1 6 1137 A C8-N9-C4 8.45 109.18 105.80
1 6 65 A C2-N3-C4 -8.45 106.37 110.60
36 5 1311 G O5-P-OP2 | -8.45 98.09 105.70
36 1 1307 G N1-C6-06 -8.45 114.83 119.90
36 D 1116 G 05’-P-OP1 -8.44 98.10 105.70
36 D 3006 A N1-C2-N3 8.44 133.52 129.30
36 5 719 U N1-C2-02 8.41 128.69 122.80
36 1 3175 U 05-P-OP2 -8.41 98.13 105.70
47 MO 24 | ARG | NE-CZ-NH1 8.41 124.50 120.30
36 5 1390 | A C8-N9-C4 -8.40 102.44 105.80
36 1 2339 C 05’-P-OP2 -8.38 98.15 105.70
36 1 65 A P-03’-C3’ 8.37 129.74 119.70
36 1 282 G C8-N9-C4 -8.37 103.05 106.40
36 5 578 A N1-C6-N6 8.36 123.62 118.60
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 5 2630 C N1-C2-02 -8.36 113.88 118.90
36 1 1157 G N3-C2-N2 -8.36 114.05 119.90
36 d 2257 C C6-N1-C2 -8.35 116.96 120.30
36 1 3306 | U N3-C2-02 -8.34 116.36 122.20
36 1 1001 G C5-C6-06 -8.34 123.60 128.60
36 1 3001 C C6-N1-C2 8.33 123.63 120.30
36 D 2858 U C6-N1-C2 -8.33 116.00 121.00
36 1 802 C 05-P-OP1 -8.32 98.21 105.70
36 1 3306 U ChH-C4-04 8.32 130.89 125.90
36 d 2354 C C6-N1-C2 8.32 123.63 120.30
36 5 38 U O5-P-OP2 | -8.31 98.22 105.70
36 D 1164 G 05’-P-OP2 -8.31 98.22 105.70
36 D 2996 U N1-C2-02 8.31 128.62 122.80
36 D 41 G ChH-C6-06 -8.30 123.62 128.60
36 1 645 A C5-C6-N1 8.30 121.85 117.70
1 6 630 A N1-C6-N6 8.30 123.58 118.60
36 1 2351 U 05’-P-OP2 8.29 120.65 110.70
1 2 402 C C6-N1-C2 8.29 123.62 120.30
36 D 65 A 05’-P-OP2 -8.29 98.24 105.70
36 D 1410 U 05-P-OP2 -8.28 98.24 105.70
1 6 1537 C C6-N1-C1” 8.28 130.74 120.80
36 1 1148 G C8-N9-C4 8.28 109.71 106.40
36 1 2700 G C6-Chb-NT7 -8.28 125.43 130.40
36 5 2619 | G C5-C6-06 -8.28 123.63 128.60
40 13 275 | ARG | NE-CZ-NH1 | -8.28 116.16 120.30
36 D 41 G N1-C6-06 8.27 124.86 119.90
36 D 1513 G N7-C8-N9 8.27 117.23 113.10
36 1 1389 G N9-C4-C5 -8.26 102.10 105.40
36 3 2693 C N3-C4-C5 8.25 125.20 121.90
36 1 439 C N1-C2-02 8.25 123.85 118.90
36 d 3056 U N1-C2-02 -8.24 117.03 122.80
36 d 404 G 05’-P-OP2 -8.23 98.29 105.70
36 D 2272 G 04’-C1’-N9 8.23 114.78 108.20
1 6 438 A 05-P-OP1 -8.23 98.30 105.70
36 1 347 G C4-Ch-N7 8.22 114.09 110.80
36 1 2938 G 05-P-OP1 -8.22 98.30 105.70
36 d 1099 A N1-C6-N6 8.22 123.53 118.60
36 1 1103 A 05’-P-OP2 8.21 120.56 110.70
36 1 860 G C5-C6-06 -8.21 123.67 128.60
36 1 3207 U C2-N1-C1’ -8.21 107.85 117.70
36 1 1157 G N9-C4-C5 8.20 108.68 105.40
1 2 1600 A C2-N3-C4 -8.19 106.50 110.60
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 5 3140 G ChH-C6-06 -8.19 123.68 128.60
36 1 1130 A N1-C6-N6 8.19 123.51 118.60
36 1 2618 G C5-C6-N1 8.19 115.59 111.50
36 5 2758 | A C8-N9-C4 -8.19 102.52 105.80
36 5 727 G O5-P-OP1 | -8.19 98.33 105.70
36 D 2858 U N3-C2-02 -8.19 116.47 122.20
36 1 817 A C8-N9-C4 -8.18 102.53 105.80
1 6 1100 G N3-C4-N9 8.18 130.91 126.00
36 1 1891 A C8-N9-C4 8.18 109.07 105.80
36 1 2870 C N3-C4-C5 8.18 125.17 121.90
36 1 406 G O5-P-OP2 | -8.17 98.34 105.70
37 7 110 G 05’-P-OP2 -8.17 98.35 105.70
38 4 40 A N1-C6-N6 8.17 123.50 118.60
36 D 2913 C N1-C2-02 -8.16 114.01 118.90
36 5 952 A 05-P-OP2 -8.14 98.37 105.70
36 d 2881 C C6-N1-C2 8.14 123.56 120.30
1 6 609 U C5-C4-04 8.14 130.78 125.90
36 5 2396 | G N9-C4-C5 8.13 108.65 105.40
36 1 2387 A C8-N9-C4 8.13 109.05 105.80
36 1 2572 C C2-N1-C1’ 8.13 127.74 118.80
36 5 2116 G N1-C6-06 8.13 124.78 119.90
36 1 1316 C N1-C2-02 -8.13 114.02 118.90
36 1 1428 A C5-N7-C8 -8.13 99.84 103.90
36 1 3344 A 04’-C1’-N9 8.13 114.70 108.20
36 5 2700 | G C5-C6-06 -8.13 123.72 128.60
36 1 1365 G C6-N1-C2 -8.13 120.22 125.10
1 2 1200 G N1-C6-06 8.12 124.77 119.90
36 1 2624 G N1-C6-06 8.12 124.77 119.90
36 3 437 G N3-C4-N9 -8.11 121.13 126.00
36 d 2147 A C5-C6-N6 -8.11 117.21 123.70
36 5 2087 | A O5-P-OP1 | -8.11 98.41 105.70
1 6 1634 C C6-N1-C2 -8.10 117.06 120.30
36 D 2249 G C8-N9-C4 -8.10 103.16 106.40
36 1 2821 C 05-P-OP1 -8.10 98.41 105.70
36 1 939 U N3-C4-04 8.09 125.06 119.40
36 3 2147 A C4-Cb-N7 8.09 114.74 110.70
37 7 101 G C6-Chb-NT7 -8.09 125.55 130.40
36 1 2165 | G C6-C5-N7 -8.08 125.55 130.40
36 D 1416 C N1-C2-02 8.08 123.75 118.90
36 D 2211 U C4-C5-C6 8.07 124.55 119.70
36 1 1307 G ChH-C6-06 8.06 133.44 128.60
36 1 1507 G 05-P-OP2 -8.06 98.44 105.70
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 1 648 C C2-N1-C1” 8.06 127.67 118.80
36 1 1368 U 05-P-OP1 -8.06 98.45 105.70
36 1 29 G N1-C6-06 8.06 124.73 119.90
37 3 94 C N1-C2-02 -8.06 114.06 118.90
36 1 1510 | G C6-C5-N7 -8.06 125.57 130.40
36 D 1483 G 04’-C1-N9 8.05 114.64 108.20
36 1 933 A C4-C5-C6 8.05 121.03 117.00
36 1 2878 G ChH-C6-06 -8.05 123.77 128.60
1 6 337 G C4-N9-C1” 8.05 136.96 126.50
36 d 411 U 05-P-OP2 -8.04 98.46 105.70
36 D 2866 U N3-C2-02 -8.04 116.57 122.20
36 1 701 G N1-C6-06 8.04 124.72 119.90
36 D 806 A C8-N9-C4 8.04 109.02 105.80
36 D 2385 G N3-C4-C5 8.04 132.62 128.60
41 14 233 | LEU CA-CB-CG 8.04 133.79 115.30
36 d 3196 U 05-P-OP1 -8.03 98.47 105.70
36 5 1365 | G C6-C5-N7 -8.03 125.58 130.40
36 1 2379 U N1-C2-02 -8.03 117.18 122.80
36 1 343 U N1-C2-N3 8.02 119.72 114.90
36 D 831 G ChH-C6-06 -8.02 123.79 128.60
1 2 1560 U N3-C2-02 -8.02 116.59 122.20
36 1 3298 C C6-N1-C2 8.02 123.51 120.30
36 d 406 G 04’-C1-N9 8.02 114.61 108.20
1 2 75 U N1-C2-02 8.02 128.41 122.80
38 4 103 G N3-C4-C5 -8.02 124.59 128.60
36 1 49 A C5-C6-N1 -8.01 113.69 117.70
36 D 2352 A N1-C2-N3 8.01 133.30 129.30
37 7 93 C 05-P-OP1 8.01 120.31 110.70
36 3 2943 G C4-C5-N7 8.01 114.00 110.80
41 14 339 | LEU CA-CB-CG 8.00 133.70 115.30
38 4 140 G C8-N9-C4 -7.99 103.20 106.40
36 5 1075 | A C8-N9-C4 7.99 108.99 105.80
1 6 272 U P-03’-C3’ 7.98 129.28 119.70
36 D 2363 A N1-C6-N6 7.98 123.39 118.60
36 5 1131 G C2-N3-C4 -7.98 107.91 111.90
36 3 1331 U C5-C6-N1 -7.98 118.71 122.70
36 d 2372 A P-03’-C3’ 7.98 129.27 119.70
36 1 14451 U C2-N1-C1’ -7.97 108.13 117.70
1 6 163 G N3-C2-N2 -7.97 114.32 119.90
36 1 3178 A N1-C6-N6 7.97 123.38 118.60
36 1 922 U N1-C2-02 7.97 128.38 122.80
36 5 3218 A C6-C5-NT7 -7.96 126.72 132.30
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 1 709 A C8-N9-C4 7.96 108.98 105.80
1 6 1634 C C5-C6-N1 7.96 124.98 121.00
38 8 8 C C6-N1-C2 -7.96 117.12 120.30
36 1 2884 C C6-N1-C2 7.95 123.48 120.30
36 1 3181 C C5-C4-N4 7.95 125.77 120.20
36 D 40 A N1-C6-N6 7.95 123.37 118.60
38 4 44 A N9-C4-C5 -7.95 102.62 105.80
36 1 3201 C C6-N1-C2 -7.94 117.12 120.30
36 3 3216 G N1-C6-06 7.94 124.67 119.90
36 d 2929 C C2-N3-C4 -7.94 115.93 119.90
36 5 3123 | A O5-P-OP1 | -7.94 98.56 105.70
36 1 1578 C C2-N1-C1’ 7.93 127.53 118.80
37 7 87 G N1-C6-06 7.93 124.66 119.90
36 1 2397 A C5-C6-N6 -7.93 117.35 123.70
1 6 987 G ChH-C6-06 -7.93 123.84 128.60
36 d 1837 U 05-P-OP1 -7.93 98.56 105.70
38 4 113 U C5-C6-N1 -7.93 118.74 122.70
36 5 339 C C6-N1-C2 -7.93 117.13 120.30
36 1 3306 U N3-C4-04 -7.92 113.85 119.40
1 6 337 G N3-C4-C5 -7.92 124.64 128.60

2 992 A C2-N3-C4 -7.92 106.64 110.60
36 1 1428 A C6-Ch-NT7 -7.92 126.76 132.30
1 6 337 G C6-Chb-NT7 -7.91 125.65 130.40
36 2 2572 C N1-C2-02 791 123.65 118.90
36 1 356 C O5-P-OP2 | -7.91 98.58 105.70
36 1 950 G C4-C5-N7 7.91 113.96 110.80
36 1 1741 A N1-C6-N6 7.91 123.34 118.60
36 2 911 C C6-N1-C2 7.91 123.46 120.30
36 3 2758 A N9-C4-C5 7.90 108.96 105.80
36 1 701 G N3-C2-N2 -7.89 114.37 119.90
36 1 2846 | U N3-C4-04 -7.89 113.87 119.40
36 d 1189 C N1-C2-02 -7.89 114.16 118.90
1 2 970 A N1-C6-N6 7.89 123.34 118.60
36 D 942 U N3-C4-04 7.89 124.92 119.40
36 5 1657 C N1-C2-02 7.89 123.63 118.90
36 1 1104 G 05-P-OP1 -7.89 98.60 105.70
36 d 3012 A C8-N9-C4 7.88 108.95 105.80
37 7 66 A O5-P-OP1 | -7.87 98.61 105.70
36 D 1879 A N1-C6-N6 7.86 123.32 118.60
36 1 958 C N3-C4-C5 7.86 125.04 121.90
36 5 907 G 05-P-OP1 -7.86 98.63 105.70
36 5 1846 C N3-C4-C5 7.85 125.04 121.90
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36 5 2923 U 05-P-OP1 -7.85 98.63 105.70
36 1 2550 U N3-C2-02 -7.85 116.70 122.20
36 1 1506 A N1-C6-N6 -7.85 113.89 118.60
36 d 922 U C2-N3-C4 -7.85 122.29 127.00
36 1 2400 G N9-C4-Ch -7.84 102.26 105.40
36 D 2684 C C6-N1-C2 -7.84 117.16 120.30

1 6 371 G N3-C4-N9 7.84 130.71 126.00
36 1 2419 A OP1-P-OP2 | -7.84 107.84 119.60
36 3 1192 C N1-C2-02 7.83 123.60 118.90

1 6 647 G N3-C4-N9 -7.83 121.30 126.00

1 2 576 G C5-C6-06 -7.83 123.90 128.60
36 1 85 A C2-N3-C4 -7.82 106.69 110.60
36 D 2698 G C8-N9-C4 7.82 109.53 106.40
36 1 1604 G C4-N9-C1” 7.82 136.66 126.50
36 5 954 U 05-P-OP1 -7.81 98.67 105.70
36 d 2965 U N3-C2-02 7.80 127.66 122.20
36 1 2758 A C8-N9-C4 7.80 108.92 105.80

1 6 1025 A N1-C6-N6 7.80 123.28 118.60
36 D 3154 C C2-N1-C1’ 7.80 127.38 118.80
36 1 29 C C6-N1-C2 7.79 123.42 120.30
36 1 1349 G N3-C4-N9 7.79 130.67 126.00
36 3 917 A 05-P-OP2 -7.79 98.69 105.70
36 d 2753 G C8-N9-C4 -7.78 103.29 106.40

1 6 1782 A C8-N9-C4 -7.78 102.69 105.80
36 5 2816 G C5-C6-06 =777 123.94 128.60
36 1 1367 G 05’-P-OP1 =777 98.71 105.70
36 1 3278 C N3-C2-02 =777 116.46 121.90
36 2 2708 C N1-C2-02 -7.76 114.24 118.90
36 1 369 A C8-N9-C4 -7.76 102.70 105.80
36 1 2371 G 05-P-OP2 -7.76 98.72 105.70
36 5 95 A C5-C6-N6 -7.76 117.49 123.70
36 5 776 U N1-C2-N3 7.76 119.56 114.90
36 1 2996 U N1-C2-02 7.75 128.23 122.80
36 D 907 G N9-C4-C5 -7.75 102.30 105.40
36 5 1152 G N1-C2-N3 7.75 128.55 123.90
36 3 2872 A C2-N3-C4 -7.75 106.72 110.60
36 1 2719 U N1-C2-02 -7.75 117.38 122.80

1 6 542 A C6-CH-N7 -7.75 126.88 132.30
46 L9 91 ARG | NE-CZ-NH2 7.74 124.17 120.30
36 1 348 A N1-C6-N6 7.73 123.24 118.60

1 2 1600 A C5-C6-N1 -7.73 113.83 117.70
15 C3 22 ALA C-N-CD -7.73 103.59 120.60
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36 1 716 A C6-C5-NT7 -7.73 126.89 132.30
36 d 211 A N1-C6-N6 -7.73 113.96 118.60
36 d 92 G C5-C6-N1 7.72 115.36 111.50
36 1 616 G C5-C6-06 -7.72 123.97 128.60
36 5 586 C N3-C4-C5 7.72 124.99 121.90
36 1 2975 U N1-C2-02 7.71 128.20 122.80
36 1 3277 U N3-C2-02 -7.71 116.80 122.20
36 5 2944 U N3-C2-02 -7.71 116.81 122.20
36 3 2283 G 05-P-OP2 -7.70 98.77 105.70
1 2 830 U N3-C2-02 -7.70 116.81 122.20
36 5 1879 | A C4-C5-N7 7.69 114.54 110.70
36 5 63 A C5-C6-N6 -7.69 117.55 123.70
36 1 3181 C N3-C4-N4 -7.68 112.62 118.00
36 1 2413 A C8-N9-C4 7.68 108.87 105.80
36 1 2404 A N1-C6-N6 -7.68 113.99 118.60
36 d 1429 G N1-C2-N2 -7.68 109.29 116.20
36 1 1117 G N1-C6-06 7.68 124.51 119.90
36 d 2726 C N1-C2-N3 7.68 124.57 119.20
36 1 933 A N1-C2-N3 7.67 133.14 129.30
36 D 347 G N3-C4-N9 -7.67 121.39 126.00
36 5 1513 G N3-C4-C5 -7.67 124.76 128.60
36 3 2981 U C2-N1-C1” 7.67 126.91 117.70
36 d 1152 G C5-C6-N1 -7.67 107.67 111.50
36 1 1307 | G C4-C5-N7 -7.67 107.73 110.80
1 6 453 U C2-N1-C1’ 7.67 126.90 117.70
36 1 934 G 05’-P-OP1 -7.66 98.80 105.70
36 D 607 A N1-C6-N6 -7.66 114.01 118.60
36 1 958 C C2-N3-C4 -7.66 116.07 119.90
36 3 672 A N1-C6-N6 7.66 123.19 118.60
36 1 3006 A N1-C6-N6 7.65 123.19 118.60
1 6 858 G 04’-C1’-N9 7.65 114.32 108.20
36 5 337 G N3-C4-C5 -7.65 124.77 128.60
36 1 3055 U ChH-C4-04 -7.65 121.31 125.90
36 D 2799 A 05-P-OP2 -7.65 98.81 105.70
36 1 25 U N3-C4-04 7.65 124.75 119.40
36 3 63 A C6-Cb-NT7 -7.65 126.95 132.30
36 d 1300 G N1-C6-06 7.65 124.49 119.90
36 2 41 G N3-C4-C5h 7.64 132.42 128.60
36 D 2191 U N3-C2-02 -7.64 116.85 122.20
36 D 2954 U 04’-C1’-N1 7.64 114.31 108.20
36 1 412 G 05-P-OP2 -7.64 98.83 105.70
36 1 2407 C C4-C5-C6 7.64 121.22 117.40
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 1 895 A C2-N3-C4 -7.63 106.78 110.60
38 4 23 A C2-N3-C4 7.63 114.42 110.60
38 8 26 U 05-P-OP2 -7.63 98.83 105.70
36 5 3093 C C5-C6-N1 -7.63 117.19 121.00
36 1 3229 G N1-C6-06 7.62 124.47 119.90
36 D 3092 C C6-N1-C2 7.62 123.35 120.30
36 1 334 A C8-N9-C4 -7.62 102.75 105.80
36 1 o4 C C6-N1-C2 7.62 123.35 120.30
36 1 358 G ChH-C6-06 -7.62 124.03 128.60
63 n7 5 LEU | CB-CG-CD1 | -7.62 98.05 111.00
36 1 1489 | A N9-C4-C5 -7.61 102.76 105.80
36 5 2730 | G C5-C6-06 -7.61 124.03 128.60
36 1 2812 C C6-N1-C2 7.61 123.34 120.30
36 1 699 A C2-N3-C4 -7.60 106.80 110.60
36 5 2889 C C2-N3-C4 -7.60 116.10 119.90
1 6 1117 U N3-C4-04 7.60 124.72 119.40
1 6 1560 U N3-C2-02 -7.60 116.88 122.20
36 1 2138 | A C8-N9-C4 -7.60 102.76 105.80
36 1 3001 C C5-C6-N1 -7.60 117.20 121.00
36 D 2893 C N3-C4-C5 -7.60 118.86 121.90
36 5 1931 U C2-N1-C1’ -7.59 108.59 117.70
36 3 1179 A 05-P-OP1 -7.59 98.87 105.70
36 d 2364 G ChH-C6-06 7.58 133.15 128.60
1 6 459 G N1-C6-06 7.58 124.45 119.90
36 1 1389 | G C6-Ch-N7 -7.58 125.85 130.40
36 1 2550 U ChH-C4-04 7.58 130.45 125.90
36 1 3215 A C8-N9-C4 7.58 108.83 105.80
36 1 288 C N1-C2-02 -7.58 114.35 118.90
36 3 102 C N3-C4-N4 7.57 123.30 118.00
36 1 2636 A N7-C8-N9 7.57 117.59 113.80
1 2 553 G C5-C6-06 -7.56 124.06 128.60
36 5 882 A C8-N9-C4 7.56 108.82 105.80
1 2 507 U C2-N1-C1’ 7.56 126.77 117.70

6 1119 G 05-P-OP2 -7.56 98.90 105.70
36 5 2180 G C8-N9-C4 7.56 109.42 106.40
36 3 2389 C C6-N1-C2 7.55 123.32 120.30
36 1 148 G N1-C6-06 7.55 124.43 119.90
36 1 859 G C8-N9-C4 7.55 109.42 106.40
36 1 2808 A C5-C6-N1 -7.55 113.93 117.70
36 D 2198 A 05-P-OP2 -7.55 98.91 105.70
36 5 981 U C6-N1-C2 -7.54 116.47 121.00
36 5 95 A N1-C6-N6 7.54 123.12 118.60
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 5 2343 C N3-C4-C5 7.54 124.92 121.90
36 d 1180 A 04’-C1-N9 -7.54 102.17 108.20
36 d 776 U C4-C5-C6 7.54 124.22 119.70
36 5 2609 | G C4-C5-N7 7.54 113.81 110.80
36 1 120 G C8-N9-C4 7.53 109.41 106.40
1 6 272 U N3-C2-02 -7.53 116.93 122.20
36 D 2965 U N1-C2-02 -7.53 117.53 122.80
36 1 909 G C8-N9-C4 7.52 109.41 106.40
36 3 3209 A 04’-C1’-N9 7.52 114.22 108.20
36 1 608 A N1-C6-N6 7.52 123.11 118.60
36 1 2153 U C6-N1-C2 -7.51 116.49 121.00
36 5 670 C N3-C2-02 -7.51 116.64 121.90
36 D 2271 A C8-N9-C4 7.51 108.80 105.80
36 D 2831 G C5-C6-N1 7.51 115.26 111.50
38 8 84 C C6-N1-C2 -7.51 117.30 120.30
36 d 1452 A C4-C5-N7 7.51 114.45 110.70
36 1 1000 C C6-N1-C1” -7.51 111.79 120.80
36 d 1047 A N1-C6-N6 7.51 123.10 118.60
36 1 2946 A N1-C6-N6 7.50 123.10 118.60
36 D 2366 C C6-N1-C2 -7.50 117.30 120.30
36 1 2996 U C5-C6-N1 7.49 126.45 122.70
38 4 o8 G ChH-C6-06 -7.49 124.11 128.60
36 1 49 A C8-N9-C4 7.49 108.80 105.80
36 1 716 A C2-N3-C4 -7.49 106.85 110.60
1 6 756 A OP1-P-OP2 | -7.49 108.36 119.60
36 D 646 A N1-C6-N6 -7.49 114.11 118.60
36 D 2879 C C6-N1-C2 7.49 123.30 120.30
36 2 1897 G C4-Ch-N7 7.49 113.80 110.80
38 8 4 C N1-C2-02 7.49 123.39 118.90
36 1 718 G CH-N7-C8 -7.49 100.56 104.30
36 1 2222 A C8-N9-C4 -7.49 102.81 105.80
36 1 2417 U C2-N3-C4 -7.49 122.51 127.00
36 D 1445 U N1-C2-02 -7.48 117.56 122.80
36 1 28 C C6-N1-C2 7.48 123.29 120.30
36 5 3195 U OP1-P-O3’ 7.48 121.66 105.20
36 1 2121 G N1-C6-06 -7.48 115.41 119.90
36 d 639 G N1-C6-06 7.48 124.39 119.90
36 5 1152 | G C4-C5-N7 7.47 113.79 110.80
1 2 1756 A N1-C6-N6 7.47 123.08 118.60
36 D 1464 G C8-N9-C4 7.47 109.39 106.40
36 1 2870 C C6-N1-C1” 7.47 129.76 120.80
36 5 2372 A N9-C4-C5 7.46 108.79 105.80

Continued on next page...
grDRe



Page 154

Full wwPDB X-ray Structure Validation Report

4U47

Continued from previous page...

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 5 1381 A N1-C2-N3 7.46 133.03 129.30
1 6 610 G C8-N9-C1” -7.46 117.30 127.00
36 d 2116 G C6-Chb-NT7 -7.46 125.92 130.40
1 6 1340 U N3-C2-02 -7.46 116.98 122.20
36 1 3344 | A C8-N9-C4 -7.46 102.82 105.80
36 D 2278 C C4-C5-C6 -7.46 113.67 117.40
36 D 2797 C N1-C2-02 -7.46 114.43 118.90
1 2 577 G N3-C4-N9 -7.46 121.53 126.00
36 1 2286 U 05-P-OP2 -7.45 99.00 105.70
1 2 57T G N3-C4-C5 7.45 132.32 128.60
36 D 1181 U C5-C6-N1 -7.45 118.98 122.70
36 1 2878 | G C8-N9-C4 7.44 109.38 106.40
36 D 1375 G 05-P-OP2 -7.44 99.00 105.70
36 D 1520 G N3-C4-C5 -7.44 124.88 128.60
1 2 1761 U C6-N1-C2 -7.43 116.54 121.00
36 1 645 A C6-N1-C2 -7.43 114.14 118.60
36 5 3039 C O5-P-OP2 | -7.43 99.01 105.70
36 1 2808 | A N9-C4-C5 -7.43 102.83 105.80
36 1 3207 U C6-N1-C1’ 7.43 131.60 121.20
1 6 1097 U P-03’-C3’ 7.43 128.61 119.70
36 1 3207 U ChH-C4-04 7.42 130.35 125.90
1 6 1643 U C2-N3-C4 -7.42 122.55 127.00
36 d 838 G ChH-C6-06 7.42 133.05 128.60
36 1 937 G O5-P-OP2 | -7.41 99.03 105.70
36 1 1845 | G N9-C4-C5 7.41 108.36 105.40
36 D 2819 A 05’-P-OP2 -7.41 99.03 105.70
36 D 62 A 05’-P-OP2 -7.40 99.04 105.70
37 7 105 C N3-C4-C5 -7.40 118.94 121.90
36 1 932 U N1-C2-02 -7.40 117.62 122.80
1 6 29 U ChH-C4-04 7.40 130.34 125.90
1 6 542 A N7-C8-N9 7.40 117.50 113.80
1 6 858 G C4-C5-NT7 7.40 113.76 110.80
1 6 371 G C6-C5-NT7 -7.39 125.97 130.40
36 D 1368 U 05-P-OP1 -7.39 99.05 105.70
36 5 53 G 05-P-OP2 -7.39 99.05 105.70
1 2 1773 C N3-C4-C5 -7.38 118.95 121.90
36 1 1376 C C4-C5-C6 7.38 121.09 117.40
36 1 2868 | U C2-N1-C1’ 7.38 126.56 117.70
36 1 2830 G N1-C6-06 7.38 124.33 119.90
36 1 776 U C5-C6-N1 -7.38 119.01 122.70
36 5 3245 A C6-C5-NT7 -7.38 127.13 132.30
36 1 2768 U 05-P-OP2 -7.37 99.07 105.70
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
37 7 77 G N1-C6-06 7.37 124.32 119.90
1 2 448 C C6-N1-C2 -7.36 117.35 120.30
1 6 1361 U C2-N1-C1” 7.36 126.54 117.70
36 1 860 G N1-C6-06 7.36 124.32 119.90
36 1 2944 U N1-C2-02 7.36 127.95 122.80
36 1 3344 A N7-C8-N9 7.36 117.48 113.80
36 1 651 G N3-C4-C5 -7.36 124.92 128.60
36 5 1504 A C2-N3-C4 -7.36 106.92 110.60
38 4 40 A C5-C6-N6 -7.35 117.82 123.70
36 1 1320 C C6-N1-C2 -7.35 117.36 120.30
37 3 75 G O5-P-OP1 | -7.35 99.09 105.70
36 1 1157 G C4-CH-N7 -7.34 107.86 110.80
36 1 3216 G N9-C4-C5 7.34 108.34 105.40
36 1 2624 G N7-C8-N9 7.34 116.77 113.10
36 5 366 A C4-C5-N7 7.34 114.37 110.70
36 1 1345 G 05-P-OP2 -7.34 99.10 105.70
37 7 93 C N1-C2-02 7.34 123.30 118.90
73 o7 65 | ARG | NE-CZ-NH1 7.34 123.97 120.30
38 4 111 A N1-C6-N6 7.34 123.00 118.60
36 D 3060 C N1-C2-02 -7.33 114.50 118.90
36 5 3197 G N3-C4-N9 -7.33 121.60 126.00
1 2 1273 G 04’-C1-N9 7.33 114.06 108.20
36 d 1147 G N3-C2-N2 -7.33 114.77 119.90
36 5 2821 C N3-C2-02 7.33 127.03 121.90
36 1 2147 A 05’-P-OP1 -7.32 99.11 105.70
36 1 1838 G C5H-C6-06 -7.32 124.21 128.60
1 6 542 A N1-C6-N6 7.32 122.99 118.60
37 3 94 C N3-C2-02 7.31 127.02 121.90
36 3 1305 U N1-C2-N3 -7.31 110.51 114.90
36 1 963 G ChH-C6-06 -7.31 124.21 128.60
36 d 3126 C N3-C4-C5h 7.30 124.82 121.90
36 5 2950 | G 04’-C1’-N9 7.30 114.04 108.20
36 D 367 A C8-N9-C4 7.30 108.72 105.80
1 2 448 C N3-C4-C5 -7.30 118.98 121.90
36 1 1175 C 05-P-OP1 -7.30 99.13 105.70
36 1 298 U 05-P-OP2 -7.29 99.14 105.70
36 1 859 G C6-Chb-NT7 -7.29 126.03 130.40
36 5 1847 | A C2-N3-C4 -7.29 106.95 110.60
36 D 2978 U C4-ChH-C6 7.29 124.07 119.70
36 D 3218 A C4-Ch-N7 7.28 114.34 110.70
36 5 873 C 05-P-OP2 -7.28 99.15 105.70
36 5 2140 U N1-C2-N3 7.28 119.27 114.90
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 1 900 G C8-N9-C4 7.28 109.31 106.40
36 d 3006 A C2-N3-C4 -7.27 106.97 110.60
1 6 29 U N3-C2-02 -7.26 117.11 122.20
36 5 1437 | C C6-N1-C2 -7.26 117.39 120.30
38 8 23 U N1-C2-N3 7.26 119.26 114.90
36 1 1377 G C4-C5-N7 7.26 113.70 110.80
36 D 2211 U ChH-C4-04 7.26 130.26 125.90
36 5 3218 A C5H-N7-C8 -7.26 100.27 103.90
36 1 30 G N1-C6-06 -7.26 115.55 119.90
36 1 2209 U C5-C6-N1 7.25 126.33 122.70
1 2 75 U N3-C2-02 -7.25 117.12 122.20
36 3 1181 U C4-ChH-C6 7.25 124.05 119.70
36 1 940 G 05’-P-OP1 -7.25 99.18 105.70
36 1 1180 A 04’-C1’-N9 -7.24 102.41 108.20
36 5) 2145 A N1-C6-N6 -7.24 114.25 118.60
36 1 2700 G C4-C5-N7 7.24 113.69 110.80
36 1 343 U C6-N1-C2 -7.24 116.66 121.00
36 d 1416 C N3-C2-02 -7.24 116.83 121.90
36 D 1452 A C5-C6-N6 -7.24 117.91 123.70
52 m6 94 | ARG | NE-CZ-NH1 | -7.24 116.68 120.30
36 5 1200 A C4-C5-C6 7.23 120.62 117.00
1 2 287 G 04’-C1-N9 7.23 113.98 108.20
36 1 2153 U N1-C2-N3 7.23 119.24 114.90
1 6 103 A P-03-C3’ 7.23 128.38 119.70
36 5 2032 U C2-N3-C4 -7.23 122.67 127.00
36 1 1425 U N1-C2-N3 7.22 119.23 114.90
36 D 651 G ChH-C6-06 -7.22 124.27 128.60
36 2 1902 G C6-Ch-NT7 -7.22 126.07 130.40
36 3 3216 G ChH-C6-06 -7.22 124.27 128.60
36 1 1192 C C2-N1-C1” 7.22 126.74 118.80
36 d 2981 U N3-C2-02 -7.22 117.15 122.20
36 d 2821 C C2-N1-C1’ -7.22 110.86 118.80
36 1 639 G ChH-C6-06 -7.22 124.27 128.60
36 D 2393 G ChH-C6-06 -7.22 124.27 128.60
36 5 2278 C C5-C6-N1 7.21 124.61 121.00
36 3 2361 A OP2-P-O3’ 7.21 121.06 105.20
36 1 2572 C N3-C2-02 -7.21 116.85 121.90
36 1 2865 U OP2-P-0O3’ 7.21 121.06 105.20
37 3 91 G N1-C6-06 7.21 124.22 119.90
36 D 1430 U 05’-P-OP1 -7.21 99.21 105.70
36 5 2412 G C5-C6-N1 7.21 115.10 111.50
36 1 2621 G N3-C2-N2 -7.20 114.86 119.90
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36 5 1113 G C2-N3-C4 -7.20 108.30 111.90
36 d 827 A 05-P-OP1 -7.20 99.22 105.70
38 4 9 A 05-P-OP2 -7.20 99.22 105.70
36 1 1130 | A C5-C6-N6 -7.20 117.94 123.70
36 1 3004 C O5-P-OP1 | -7.20 99.22 105.70
36 D 3143 C N3-C2-02 7.20 126.94 121.90
36 D 1866 C C5-C6-N1 7.19 124.60 121.00
36 5 966 U C2-N1-C1” 7.19 126.33 117.70
36 3 2883 U 05-P-OP2 -7.19 99.23 105.70
36 d 1433 A C8-N9-C4 -7.18 102.93 105.80
36 1 2827 U N3-C4-0O4 -7.18 114.38 119.40
36 3 2343 C C6-N1-C2 7.18 123.17 120.30
36 1 1158 A N1-C6-N6 7.17 122.90 118.60
36 1 2351 U C5-C6-N1 7.17 126.29 122.70
36 1 2384 A C6-Ch-NT7 -7.17 127.28 132.30
36 1 2351 U 05-P-OP1 -7.17 99.25 105.70
36 5 2396 | G N3-C2-N2 -7.17 114.88 119.90
36 d 3140 G N1-C6-06 7.17 124.20 119.90
38 8 43 A C8-N9-C4 -7.17 102.93 105.80
1 6 826 U C5-C6-N1 7.17 126.28 122.70
36 1 1307 G C8-N9-C4 -7.17 103.53 106.40
36 3 924 G N1-C6-06 7.17 124.20 119.90
36 1 2816 G 04’-C1-N9 7.16 113.93 108.20
36 5 2392 C C2-N3-C4 -7.16 116.32 119.90
36 1 881 C N1-C2-02 7.16 123.19 118.90
36 D 2899 C C6-N1-C2 -7.16 117.44 120.30
1 6 308 C C5-C6-N1 -7.15 117.42 121.00
36 2 3000 A N1-C6-N6 7.15 122.89 118.60
36 3 200 C N3-C4-N4 7.15 123.00 118.00
36 d 2411 U 05-P-OP2 -7.15 99.27 105.70
36 1 350 C N3-C2-02 -7.14 116.90 121.90
36 d 645 A C6-N1-C2 -7.14 114.31 118.60
36 D 2271 A N7-C8-N9 -7.14 110.23 113.80
36 1 1303 A C8-N9-C4 7.14 108.66 105.80
1 2 794 U N3-C2-02 -7.14 117.20 122.20
70 04 ol LEU CA-CB-CG 7.13 131.71 115.30
36 1 2610 G C6-Chb-NT7 -7.13 126.12 130.40
37 3 57 G N1-C6-06 -7.13 115.62 119.90
36 1 2808 A C4-C5-N7 7.13 114.26 110.70
36 D 1846 C C6-N1-C2 7.13 123.15 120.30
36 5 1139 G C8-N9-C4 7.12 109.25 106.40
36 5 3078 U N3-C2-02 -7.12 117.22 122.20
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36 5 2234 G ChH-C6-06 -7.12 124.33 128.60
36 1 635 G C5-C6-N1 7.12 115.06 111.50
1 2 831 U C6-N1-C2 -7.12 116.73 121.00
36 1 1313 | G C5-C6-06 -7.12 124.33 128.60
1 6 163 G C2-N3-C4 -7.12 108.34 111.90
1 2 1458 G N9-C4-C5 -7.11 102.56 105.40
36 D 965 A 05-P-OP2 -7.11 99.30 105.70
36 5 2320 A C2-N3-C4 -7.11 107.05 110.60
1 6 75 U C2-N1-C1’ 7.11 126.23 117.70
36 d 3195 U P-03’-C3’ 7.10 128.22 119.70
1 2 453 U N1-C2-02 7.10 127.77 122.80
36 3 283 G C4-CH-N7 7.10 113.64 110.80
36 1 2756 C N3-C4-C5 -7.10 119.06 121.90
36 D 2726 C N3-C4-C5 -7.10 119.06 121.90
36 1 363 G N1-C6-06 7.10 124.16 119.90
36 1 2187 G C6-Chb-NT7 -7.10 126.14 130.40
36 1 25 U N3-C4-C5 -7.10 110.34 114.60
36 d o4 C N1-C2-02 -7.10 114.64 118.90
36 D 929 A C8-N9-C4 7.10 108.64 105.80
35 SM 167 | PRO N-CA-CB 7.09 111.81 103.30
36 1 949 C C6-N1-C2 -7.09 117.46 120.30
36 3 3143 C N1-C2-02 -7.09 114.64 118.90
36 d 835 G 04’-C1-N9 7.09 113.87 108.20
36 1 2827 U N3-C2-02 -7.09 117.23 122.20
38 4 40 A N9-C4-C5 -7.09 102.96 105.80
1 6 542 A 04’-C1-N9 7.09 113.87 108.20
36 D 699 A C2-N3-C4 -7.09 107.05 110.60
36 2 1003 A C8-N9-C4 7.09 108.64 105.80
36 1 718 G C2-N3-C4 -7.09 108.36 111.90
36 1 1467 A N9-C4-C5 7.09 108.64 105.80
36 5 1696 | A O5-P-OP2 | -7.09 99.32 105.70
36 5 3335 | A N1-C6-N6 7.08 122.85 118.60
1 6 1773 C N1-C2-02 -7.08 114.65 118.90
36 D 945 C C6-N1-C2 7.08 123.13 120.30
36 5 3206 C N3-C2-02 -7.08 116.94 121.90
1 6 957 G N1-C6-06 7.08 124.15 119.90
36 1 2873 U N3-C2-02 -7.07 117.25 122.20
38 4 113 U C5-C4-04 7.07 130.15 125.90
36 D 1300 G OP1-P-O3’ 7.07 120.76 105.20
36 D 3154 C N1-C2-02 7.07 123.14 118.90
36 1 1156 C C5-C6-N1 -7.07 117.47 121.00
36 1 1422 G 05-P-OP1 -7.07 99.34 105.70
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1 6 337 G N3-C2-N2 7.07 124.85 119.90
37 7 112 G C8-N9-C4 -7.07 103.57 106.40
36 d 1500 G C8-N9-C4 7.06 109.22 106.40
36 5 3306 | U O5-P-OP2 | -7.06 99.35 105.70
36 1 329 U N1-C2-02 -7.06 117.86 122.80
36 1 3151 U 05-P-OP2 -7.05 99.35 105.70
36 D 2915 U C6-N1-C2 7.05 125.23 121.00
1 2 1745 G ChH-C6-06 -7.05 124.37 128.60
36 1 939 U 05-P-OP1 7.05 119.16 110.70
36 d 1897 G ChH-C6-06 -7.05 124.37 128.60
36 1 2831 G N1-C6-06 7.05 124.13 119.90
36 D 719 U N3-C2-02 -7.05 117.27 122.20
36 D 1306 G ChH-C6-06 -7.05 124.37 128.60
36 D 2758 A C2-N3-C4 7.05 114.12 110.60
36 5 2848 G C6-Ch-NT7 -7.05 126.17 130.40
36 d 424 G ChH-C6-06 -7.05 124.37 128.60
36 5 2396 | G C8-N9-C4 -7.05 103.58 106.40
36 5 2295 | A C5-C6-N6 -7.04 118.06 123.70
36 D 819 U N3-C4-C5 -7.04 110.38 114.60
36 1 890 C C6-N1-C2 -7.04 117.48 120.30
36 5 581 U C5-C6-N1 7.04 126.22 122.70
36 1 2397 A N9-C4-C5 -7.04 102.99 105.80
36 d 3211 C C6-N1-C2 7.03 123.11 120.30
36 1 24 G N9-C4-C5 -7.03 102.59 105.40
36 1 2359 C O5-P-OP2 | -7.03 99.37 105.70
36 D 2400 G C4-C5-N7 7.03 113.61 110.80
38 4 32 C C4-C5-C6 -7.02 113.89 117.40
38 4 99 C C6-N1-C2 7.02 123.11 120.30
36 3 3362 A 04’-C1-N9 7.02 113.82 108.20
36 d 1528 G C4-Cb-N7 7.02 113.61 110.80
36 1 901 G N1-C6-06 7.01 124.11 119.90
36 1 1133 | A O5-P-OP2 | -7.01 99.39 105.70
36 D 2411 U N3-C4-C5 7.01 118.81 114.60
36 D 2830 G N1-C2-N3 7.01 128.11 123.90
36 1 2811 A C8-N9-C4 -7.01 103.00 105.80
36 5) 2142 A OP1-P-O3’ 7.01 120.62 105.20
36 1 1556 C P-03’-C3’ 7.01 128.11 119.70
36 5 2043 | G C5-C6-06 -7.00 124.40 128.60
36 1 2376 G C5-C6-06 -7.00 124.40 128.60
36 D 691 A C2-N3-C4 -7.00 107.10 110.60
36 1 2605 G N1-C6-06 7.00 124.10 119.90
36 1 339 C C5-C4-N4 7.00 125.10 120.20
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36 1 1368 U ChH-C4-04 -7.00 121.70 125.90
36 d 861 C C6-N1-C2 7.00 123.10 120.30
36 d 1190 A C8-N9-C4 -7.00 103.00 105.80
36 1 2165 | G O5-P-OP2 | -6.99 99.41 105.70
36 5 1208 | U C5-C4-04 6.99 130.10 125.90
36 1 2836 C C5-C4-N4 6.99 125.09 120.20
36 1 2373 A C8-N9-C4 -6.99 103.00 105.80
36 5 651 G N1-C6-06 6.99 124.09 119.90
36 1 1489 A C5-C6-N6 -6.99 118.11 123.70
36 1 2954 U C6-N1-C2 6.99 125.19 121.00
36 5 3179 | U O5-P-OP1 | -6.99 99.41 105.70
36 1 639 G N3-C2-N2 -6.99 115.01 119.90
36 D 3200 G N1-C6-06 6.99 124.09 119.90
36 D 1131 G N1-C2-N3 6.98 128.09 123.90
36 5 1208 U N1-C2-N3 6.98 119.09 114.90
36 d 3154 C C6-N1-C2 -6.98 117.51 120.30
36 1 909 G O5-P-OP1 | -6.98 99.42 105.70
36 1 895 A C6-Ch-N7 -6.98 127.42 132.30
36 1 2138 A N1-C2-N3 6.98 132.79 129.30
36 D 2836 C C4-C5-C6 6.98 120.89 117.40
1 2 553 G C6-C5-NT7 -6.98 126.21 130.40
36 3 2618 G ChH-C6-06 -6.98 124.41 128.60
36 1 908 G 04’-C1-N9 -6.97 102.62 108.20
36 5 1419 | A O5-P-OP2 | -6.97 99.42 105.70
36 1 400 G C5-C6-06 -6.97 124.42 128.60
36 D 2314 U ChH-C4-04 -6.97 121.72 125.90
36 1 2343 C N3-C4-C5 6.97 124.69 121.90
1 6 136 C C2-N1-C1’ 6.97 126.47 118.80
36 1 2995 A C8-N9-C4 6.97 108.59 105.80
36 1 1151 U N3-C4-04 6.96 124.28 119.40
36 1 2808 | A C5-NT7-C8 -6.96 100.42 103.90
36 1 1192 C N3-C2-02 -6.96 117.03 121.90
38 4 14 C N3-C4-C5 6.96 124.68 121.90
36 D 1858 A 04’-C1-N9 6.96 113.77 108.20
36 1 816 A N9-C4-C5 6.96 108.58 105.80
36 3 3075 G N1-C6-06 6.96 124.08 119.90
36 1 2764 C C5-C6-N1 6.96 124.48 121.00
36 5 871 U C5-C4-04 6.96 130.07 125.90
36 D 2148 U C2-N1-C1’ -6.96 109.35 117.70
36 D 640 U N3-C2-02 6.96 127.07 122.20
1 2 558 U C2-N1-C1’ 6.95 126.04 117.70
36 1 410 U N1-C2-02 -6.95 117.93 122.80
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36 1 2898 G 04’-C1-N9 -6.95 102.64 108.20
36 1 1133 A N9-C4-C5 -6.95 103.02 105.80
36 1 1547 G C8-N9-C4 6.95 109.18 106.40
36 5 2302 | G N1-C6-06 -6.95 115.73 119.90
36 5 2550 | U C5-C4-04 6.95 130.07 125.90
1 2 571 G N3-C4-N9 -6.95 121.83 126.00
36 1 2978 U 04’-C1-N1 6.95 113.76 108.20
1 6 858 G C6-C5-NT7 -6.95 126.23 130.40
36 1 627 U C2-N1-C1” -6.94 109.37 117.70
1 2 1431 C C6-N1-C2 6.94 123.08 120.30
36 1 2130 | G N1-C6-06 -6.94 115.73 119.90
36 3 2709 C N3-C4-Ch 6.94 124.68 121.90
36 1 2159 U C6-N1-C2 6.94 125.16 121.00
36 1 2343 C C6-N1-C2 6.94 123.08 120.30
36 1 3209 A N1-C6-N6 6.94 122.76 118.60
36 1 3268 A C4-C5-C6 6.94 120.47 117.00
36 1 648 C C6-N1-C1” -6.93 112.48 120.80
36 5 1848 | G C4-C5-N7 6.93 113.57 110.80
36 D 2379 U C5-C6-N1 -6.93 119.23 122.70
51 md 98 LEU CA-CB-CG 6.93 131.25 115.30
36 5 1881 A N1-C6-N6 6.93 122.76 118.60
36 3 1060 U N3-C4-04 -6.93 114.55 119.40
36 1 835 G 04’-C1-N9 6.93 113.74 108.20
36 1 2403 | G O5-P-OP2 | -6.93 99.46 105.70
36 1 28 C N3-C4-C5 6.93 124.67 121.90
36 1 2679 A C2-N3-C4 -6.93 107.14 110.60
36 D 2943 G N9-C4-C5 -6.92 102.63 105.40
36 1 2836 C N3-C2-02 -6.92 117.05 121.90
36 3 2887 A 05-P-OP1 -6.92 99.47 105.70
44 17 229 | PHE | CB-CG-CD1 6.92 125.65 120.80
36 1 93 C C6-N1-C2 -6.92 117.53 120.30
36 1 942 U N3-C4-04 6.92 124.25 119.40
36 1 1365 G N3-C4-N9 6.92 130.15 126.00
36 1 2257 C C6-N1-C2 -6.92 117.53 120.30
36 1 3362 A C6-Ch-NT7 -6.92 127.46 132.30
36 3 2385 G N3-C4-N9 -6.92 121.85 126.00
36 d 1462 A C2-N3-C4 -6.91 107.14 110.60
36 1 1149 | G N9-C4-C5 6.91 108.17 105.40
36 D 3209 A N7-C8-N9 6.91 117.26 113.80
36 1 1001 G C6-C5-NT7 -6.91 126.25 130.40
36 1 785 G N3-C4-C5 -6.91 125.15 128.60
38 4 79 A C8-N9-C4 -6.91 103.04 105.80
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36 5 1116 G C8-N9-C4 -6.91 103.64 106.40
36 d 2351 U C6-N1-C2 -6.91 116.86 121.00
36 1 2836 C C4-C5-C6 6.91 120.85 117.40
36 d 3287 U N1-C2-02 6.91 127.64 122.80
36 1 2975 | U N3-C2-02 -6.91 117.37 122.20
36 D 838 G N1-C6-06 -6.91 115.76 119.90
36 1 808 A C6-N1-C2 -6.90 114.46 118.60
36 1 1294 A C2-N3-C4 6.90 114.05 110.60
1 6 68 A N1-C6-N6 6.90 122.74 118.60
1 6 377 G C6-Chb-NT7 6.90 134.54 130.40
36 D 217 U C5-C6-N1 -6.90 119.25 122.70
36 5 361 A N1-C6-N6 -6.90 114.46 118.60
36 1 2944 U N3-C4-C5 6.90 118.74 114.60
36 D 2231 C 04’-C1’-N1 6.90 113.72 108.20
1 2 794 U N1-C2-02 6.89 127.62 122.80
36 1 2798 C N1-C2-02 -6.89 114.76 118.90
36 5 55 G C8-N9-C4 6.89 109.16 106.40
36 5 609 G O5-P-OP2 | -6.89 99.50 105.70
36 1 670 C C4-C5-C6 6.89 120.84 117.40
36 D 146 U C5-C6-N1 -6.89 119.25 122.70
36 5 718 G C8-N9-C4 -6.89 103.64 106.40
36 3 2915 U N3-C4-C5 6.89 118.73 114.60
36 d 1149 G ChH-C6-06 -6.89 124.47 128.60
36 5 1592 | G C5-C6-N1 -6.88 108.06 111.50
36 5 2807 | A N1-C6-N6 6.88 122.73 118.60
36 1 1391 C C5-C4-N4 -6.88 115.38 120.20
24 d2 93 LEU CA-CB-CG 6.88 131.13 115.30
1 6 1581 C C6-N1-C2 6.88 123.05 120.30
36 1 2726 C N3-C4-N4 -6.88 113.19 118.00
1 6 1000 C N3-C2-02 -6.88 117.09 121.90
36 5 1524 | A C8-N9-C4 6.88 108.55 105.80
36 1 640 U OP2-P-03’ 6.87 120.32 105.20
36 D 2666 C 05-P-OP2 -6.87 99.51 105.70
1 2 694 U C2-N1-C1’ 6.87 125.95 117.70
36 5 1116 G N9-C4-C5 6.87 108.15 105.40
36 3 2841 G C4-Cb-N7 6.87 113.55 110.80
36 d 2954 U C6-N1-C1” -6.87 111.58 121.20
36 2 1426 C N1-C2-02 -6.87 114.78 118.90
52 m6 84 LEU | CB-CG-CD1 | -6.87 99.32 111.00
36 ) 2421 U N1-C2-02 -6.87 117.99 122.80
36 1 3181 C C6-N1-C2 -6.87 117.55 120.30
36 1 386 A N1-C6-N6 6.86 122.72 118.60
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36 1 217 U OP1-P-O3%’ 6.86 120.30 105.20
36 1 1458 U C5-C6-N1 -6.86 119.27 122.70
37 7 101 G N9-C4-C5 -6.86 102.66 105.40
1 2 434 G O5-P-OP2 | -6.86 99.53 105.70
36 1 948 C N1-C2-02 -6.86 114.78 118.90
36 1 2855 U N3-C4-04 -6.86 114.60 119.40
36 1 918 C N1-C2-02 -6.85 114.79 118.90
36 1 937 G C8-N9-C4 6.85 109.14 106.40
36 1 1376 C N3-C4-C5 -6.85 119.16 121.90
1 6 795 U N3-C2-02 -6.85 117.40 122.20
36 1 3362 A N1-C6-N6 6.85 122.71 118.60
36 D 651 G C6-C5-NT7 -6.85 126.29 130.40
36 1 2417 U C5-C6-N1 -6.85 119.28 122.70
1 6 359 A C6-N1-C2 6.85 122.71 118.60
36 5 1169 A N1-C2-N3 6.85 132.72 129.30
36 1 24 G C8-N9-C4 6.85 109.14 106.40
1 6 1340 U N1-C2-02 6.85 127.59 122.80
36 1 2808 A 04’-C1’-N9 -6.84 102.72 108.20
1 2 966 A N1-C6-N6 6.84 122.71 118.60
36 1 284 A C8-N9-C4 -6.84 103.06 105.80
1 6 362 G C8-N9-C1” -6.84 118.11 127.00
36 3 2887 A 04’-C1-N9 -6.84 102.73 108.20
36 d 2941 A 04-C1’-N9 -6.84 102.73 108.20
36 5 2395 | G O5-P-OP2 | -6.84 99.54 105.70
36 5 1412 | G C8-N9-C4 -6.84 103.67 106.40
36 1 2173 U N1-C2-02 -6.84 118.01 122.80
36 1 1920 U N3-C2-02 -6.83 117.42 122.20
36 1 895 A C4-Ch-N7 6.83 114.12 110.70
36 1 2434 U ChH-C4-04 6.83 130.00 125.90
36 1 3362 A N7-C8-N9 6.83 117.22 113.80
36 5 1419 | A O5’-P-OP1 6.83 118.90 110.70
36 5 2928 C N3-C4-N4 6.83 122.78 118.00
1 6 858 G C4-N9-C1” 6.83 135.38 126.50
36 D 2632 G 05-P-OP1 -6.83 99.55 105.70
36 5 2993 G C4-Ch-N7 6.83 113.53 110.80
36 1 1849 C N3-C2-02 6.83 126.68 121.90
36 d 997 A C8-N9-C4 -6.83 103.07 105.80
36 1 590 G C4-C5-N7 6.83 113.53 110.80
36 1 882 A 05’-P-OP2 -6.83 99.56 105.70
36 1 340 C N3-C2-02 -6.83 117.12 121.90
36 1 2400 G C8-N9-C4 6.83 109.13 106.40
36 5 1191 U 05-P-OP1 -6.83 99.56 105.70
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36 5 1328 C C4-C5-C6 6.83 120.81 117.40
36 d 2765 C N3-C4-N4 6.83 122.78 118.00
38 4 38 U N3-C2-02 -6.82 117.42 122.20
36 5 1165 | A O5-P-OP2 | -6.82 99.56 105.70
36 1 280 U N1-C2-02 -6.82 118.03 122.80
36 1 2585 G N3-C4-C5 -6.82 125.19 128.60
36 1 3078 U N1-C2-02 6.82 127.57 122.80
36 5) 2211 U N1-C2-N3 6.82 118.99 114.90
1 6 1568 C C6-N1-C2 -6.82 117.57 120.30
36 d 2231 C C2-N1-C1” 6.82 126.30 118.80
20 c8 116 | LEU | CA-CB-CG 6.82 130.98 115.30
36 3 1874 A C8-N9-C4 6.82 108.53 105.80
36 D 2356 A C2-N3-C4 -6.82 107.19 110.60
36 1 2937 G C8-N9-C4 6.82 109.13 106.40
36 5 1532 C C6-N1-C2 6.82 123.03 120.30
36 d 92 G N3-C4-C5 -6.81 125.19 128.60
36 5 3018 C O5-P-OP2 | -6.81 99.57 105.70
36 1 2883 U C5-C6-N1 6.81 126.11 122.70
36 1 1506 A N9-C4-C5 6.81 108.52 105.80
36 1 2358 A C8-N9-C4 6.81 108.52 105.80
36 5 2283 G ChH-C6-06 -6.81 124.52 128.60
36 1 439 C C6-N1-C1” -6.80 112.64 120.80
36 1 877 C N3-C4-C5 6.80 124.62 121.90
1 6 20 G N1-C6-06 6.80 123.98 119.90
36 d 881 C N3-C2-02 -6.80 117.14 121.90
12 C0 88 PRO N-CA-CB 6.80 111.46 103.30
36 1 609 G 05’-P-OP2 -6.80 99.58 105.70
36 2 1375 G C2-N3-C4 6.80 115.30 111.90
36 3 1321 G N1-C6-06 6.79 123.98 119.90
1 6 1058 U OP1-P-O3’ 6.79 120.15 105.20
36 5 586 C C6-N1-C2 6.79 123.02 120.30
36 1 2192 C O5-P-OP2 | -6.79 99.59 105.70
36 1 2827 U C5-C6-N1 -6.79 119.30 122.70
1 6 1767 G C8-N9-C4 6.79 109.11 106.40
36 5 1115 G C4-N9-C1” 6.79 135.33 126.50
36 3 2377 G N7-C8-N9 -6.79 109.70 113.10
36 1 1144 U C5-C6-N1 -6.79 119.31 122.70
36 1 2719 | U C2-N1-C1’ -6.79 109.56 117.70
36 D 2572 C C2-N1-C1’ 6.79 126.26 118.80
36 1 1510 G N3-C4-N9 6.78 130.07 126.00
36 1 2147 A C8-N9-C4 6.78 108.51 105.80
36 5 644 G C8-N9-C4 -6.78 103.69 106.40
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36 5 874 U 05-P-OP1 -6.78 99.60 105.70
36 1 636 C 05-P-OP1 -6.78 99.60 105.70
36 1 1797 A 05-P-OP1 -6.78 99.60 105.70
36 5 640 U C5-C4-04 -6.78 121.83 125.90
36 5 1495 | U N3-C4-C5 -6.78 110.53 114.60
36 1 1117 G ChH-C6-06 -6.78 124.53 128.60
36 1 3057 U N1-C2-N3 6.78 118.97 114.90
36 5 1520 G C8-N9-C4 -6.78 103.69 106.40
36 3 1799 A N1-C6-N6 6.78 122.67 118.60
36 d 2295 A C2-N3-C4 6.78 113.99 110.60
1 2 576 G N1-C6-06 6.77 123.96 119.90
36 1 1316 C C2-N3-C4 -6.77 116.51 119.90
36 1 2361 A CH-N7-C8 6.77 107.29 103.90
36 1 654 C C6-N1-C2 6.77 123.01 120.30
36 5 776 U C2-N3-C4 -6.77 122.94 127.00
36 1 2231 C C6-N1-C2 6.77 123.01 120.30
1 6 1773 C C6-N1-C2 -6.77 117.59 120.30
36 5 2983 C N3-C4-C5 -6.77 119.19 121.90
1 6 65 A C5-C6-N1 -6.77 114.32 117.70
1 6 542 A 05’-P-OP1 -6.77 99.61 105.70
36 5 2147 A C6-C5-NT7 -6.77 127.56 132.30
36 3 2413 A C2-N3-C4 -6.77 107.22 110.60
1 6 139 C C6-N1-C2 -6.77 117.59 120.30
36 5 1847 | A C8-N9-C4 6.77 108.51 105.80
1 2 1389 C N1-C2-02 6.76 122.96 118.90
1 6 610 G C4-N9-C1’ 6.76 135.29 126.50
36 1 1604 G C8-N9-C1” -6.76 118.22 127.00
37 3 98 C N1-C2-02 -6.76 114.85 118.90
36 3 2765 C C5-C6-N1 6.76 124.38 121.00
36 d 2944 U C6-N1-C2 -6.76 116.95 121.00
36 5 2699 | G C6-C5-N7 -6.75 126.35 130.40
36 5 1848 | G C5-C6-06 -6.75 124.55 128.60
36 D 92 G 05’-P-OP1 -6.75 99.62 105.70
36 1 86 G C4-C5-N7 -6.75 108.10 110.80
36 5 1300 G ChH-C6-06 -6.75 124.55 128.60
36 3 217 U OP1-P-O3%’ 6.75 120.04 105.20
36 d 639 G C5-C6-N1 -6.75 108.13 111.50
36 1 2058 | A C5-C6-N1 6.75 121.07 117.70
36 1 2293 C C5-C4-N4 -6.74 115.48 120.20
36 D 1556 C C6-N1-C2 -6.74 117.60 120.30
36 5 3028 G N3-C2-N2 6.74 124.62 119.90
36 1 2893 C N3-C4-C5 6.74 124.59 121.90
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1 6 337 G C8-N9-C1” -6.74 118.24 127.00
36 1 943 U N3-C2-02 -6.74 117.48 122.20
36 1 3215 A N1-C6-N6 6.74 122.64 118.60
1 6 90 C C2-N3-C4 -6.74 116.53 119.90
36 5 2345 | A C4-C5-C6 6.74 120.37 117.00
36 1 421 G N3-C4-N9 6.73 130.04 126.00
36 D 2796 G 05-P-OP2 -6.73 99.64 105.70
36 5 1433 A C6-N1-C2 -6.73 114.56 118.60
36 1 200 C C2-N3-C4 -6.73 116.54 119.90
36 1 282 G N1-C6-06 -6.73 115.86 119.90
36 5 1194 | G N1-C6-06 -6.73 115.86 119.90
36 D 2412 G N3-C4-C5 -6.73 125.24 128.60
36 1 2601 A C5-C6-N1 6.73 121.06 117.70
36 D 2764 C C2-N3-C4 6.73 123.26 119.90
36 1 2417 U N1-C2-02 -6.72 118.09 122.80
36 d 1200 A C6-Chb-NT7 -6.72 127.60 132.30
1 6 1749 A N1-C6-N6 6.72 122.63 118.60
36 d 1161 G C5-C6-N1 6.72 114.86 111.50
73 o7 65 ARG | NE-CZ-NH1 6.72 123.66 120.30
36 D 824 C C6-N1-C2 -6.72 117.61 120.30
36 5 1879 A C6-C5-NT7 -6.72 127.60 132.30
36 1 2873 U ChH-C4-04 6.71 129.93 125.90
36 d 2341 A N7-C8-N9 -6.71 110.44 113.80
36 5 2988 C C5-C6-N1 -6.71 117.64 121.00
36 1 1313 | G C4-C5-N7 6.71 113.48 110.80
1 6 609 U N3-C4-04 -6.71 114.70 119.40
36 D 3362 A C2-N3-C4 -6.71 107.24 110.60
36 2 347 G N9-C4-C5 6.71 108.08 105.40
36 3 1795 U 05-P-OP2 6.71 118.75 110.70
1 2 831 U C2-N1-C1” 6.71 125.75 117.70
36 1 44 U N1-C2-02 -6.71 118.11 122.80
36 1 1907 | C O5-P-OP2 | -6.71 99.66 105.70
36 1 2197 C N1-C2-N3 -6.71 114.51 119.20
36 1 2983 C 04’-C1-N1 6.71 113.56 108.20
36 1 2403 G OP1-P-O3’ 6.71 119.95 105.20
36 3 779 G 05-P-OP2 -6.70 99.67 105.70
36 d 881 C C5-C6-N1 6.70 124.35 121.00
37 7 101 G C4-C5-N7 6.70 113.48 110.80
36 1 930 U C5-C6-N1 -6.70 119.35 122.70
36 D 2191 U N3-C4-04 -6.70 114.71 119.40
36 1 793 C N3-C2-02 6.70 126.59 121.90
36 1 1897 G ChH-C6-06 -6.70 124.58 128.60
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36 5 2366 C C2-N3-C4 6.70 123.25 119.90
36 d 180 C N3-C2-02 -6.70 117.21 121.90
36 1 2647 A C6-N1-C2 -6.70 114.58 118.60
36 1 3215 | A N9-C4-C5 -6.70 103.12 105.80
36 5 1868 | G N1-C6-06 6.70 123.92 119.90
36 D 2872 A N3-C4-C5 6.69 131.49 126.80
1 2 1773 C C6-N1-C2 -6.69 117.62 120.30
36 5 1116 G N3-C4-C5 -6.69 125.25 128.60
36 1 1331 U 04’-C1’-N1 -6.69 102.85 108.20
36 1 2731 U N1-C2-02 -6.69 118.12 122.80
36 5 1389 | G C5-C6-06 -6.69 124.59 128.60
36 1 995 G C5-C6-N1 -6.69 108.16 111.50
36 D 389 A N1-C6-N6 -6.69 114.59 118.60
36 1 661 G C8-N9-C4 -6.69 103.72 106.40
36 5 1390 A C5-C6-N6 6.69 129.05 123.70
36 1 1506 A C5-C6-N6 6.69 129.05 123.70
38 4 51 G C5-C6-06 -6.69 124.59 128.60
36 1 1166 | G N1-C6-06 6.68 123.91 119.90
36 D 1420 C C2-N1-C1’ -6.68 111.45 118.80
36 D 1701 C C6-N1-C2 -6.68 117.63 120.30
36 5 1879 A 05’-P-OP1 6.68 118.71 110.70
36 3 2271 A N1-C6-N6 -6.68 114.59 118.60
36 1 785 G N3-C4-N9 6.68 130.01 126.00
36 5 1490 | A C8-N9-C4 -6.68 103.13 105.80
36 1 2121 G N3-C4-C5 -6.67 125.26 128.60
36 1 895 A C5H-N7-C8 -6.67 100.56 103.90
36 D 1868 G N9-C4-C5 -6.67 102.73 105.40
1 2 57 G 05-P-OP2 -6.67 99.69 105.70
36 1 3368 U C2-N1-C1” -6.67 109.70 117.70
36 1 3362 A 04’-C1-N9 6.66 113.53 108.20
36 1 2165 | G C4-C5-N7 6.66 113.46 110.80
36 1 2177 G N3-C4-C5h -6.66 125.27 128.60
41 L4 206 | LEU CA-CB-CG 6.66 130.62 115.30
36 1 280 U ChH-C4-04 -6.66 121.91 125.90
36 5 1848 G N1-C6-06 6.66 123.89 119.90
36 3 3112 G C4-Cb-N7 6.66 113.46 110.80
36 d 3277 U N3-C2-02 -6.66 117.54 122.20
36 5 2871 G O5-P-OP2 | -6.65 99.71 105.70
1 2 1596 C N3-C2-02 -6.65 117.24 121.90
36 1 2247 G N1-C6-06 6.65 123.89 119.90
36 5 2808 A C8-N9-C4 6.65 108.46 105.80
36 5 2349 U OP1-P-O3%’ 6.65 119.83 105.20

Continued on next page...
grDRe



Page 168

Full wwPDB X-ray Structure Validation Report

4U47

Continued from previous page...
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36 1 658 G C4-N9-C1” 6.65 135.14 126.50
36 d 3197 G N9-C4-C5 6.65 108.06 105.40
36 1 2384 A C5-C6-N6 -6.64 118.39 123.70
36 d 2134 G N9-C4-C5h -6.64 102.74 105.40
37 7 101 G C5-C6-06 -6.64 124.61 128.60
36 D 216 G C4-C5-N7 6.64 113.46 110.80
36 D 424 G C4-C5-N7 6.64 113.46 110.80
38 4 15 G ChH-C6-06 -6.64 124.62 128.60
1 6 371 G C4-N9-C1” 6.64 135.13 126.50
36 d 2400 G C4-N9-C1” -6.64 117.87 126.50
1 6 815 G C6-C5-N7 -6.63 126.42 130.40
36 5 39 A N1-C6-N6 6.63 122.58 118.60
36 1 2144 A C5-C6-N1 6.63 121.02 117.70
36 1 2756 C N3-C4-N4 6.63 122.64 118.00
36 5 3287 U N3-C2-02 -6.63 117.56 122.20
36 1 1381 A N1-C6-N6 6.63 122.58 118.60
1 6 558 U C2-N1-C1” 6.63 125.65 117.70
36 5 3006 | A C8-N9-C4 -6.62 103.15 105.80
36 D 934 G C4-N9-C1’ 6.62 135.11 126.50
36 1 1520 G N7-C8-N9 -6.62 109.79 113.10
36 1 1416 C N3-C4-C5 6.62 124.55 121.90
36 3 1488 G N1-C6-06 -6.62 115.93 119.90
36 d 3362 A N1-C2-N3 6.62 132.61 129.30
36 5 1449 | A C4-Ch5-C6 6.62 120.31 117.00
36 5 2815 | G N7-C8-N9 -6.62 109.79 113.10
1 6 1662 G C8-N9-C4 6.62 109.05 106.40
36 D 1192 C N3-C2-02 -6.62 117.27 121.90
36 1 785 G 05-P-OP2 -6.61 99.75 105.70
36 1 907 G 04’-C1-N9 6.61 113.49 108.20
36 1 1295 G 05-P-OP1 -6.61 99.75 105.70
36 1 2358 | A C2-N3-C4 -6.61 107.29 110.60
1 6 1125 A C2-N3-C4 -6.61 107.29 110.60
36 1 2130 G ChH-C6-06 6.61 132.57 128.60
36 D 2176 U N3-C2-02 -6.61 117.57 122.20
36 5 2708 C N3-C2-02 6.61 126.53 121.90
36 1 3382 U N1-C2-02 6.61 127.42 122.80
36 1 2148 U N3-C2-02 6.61 126.82 122.20
36 1 2875 U P-03-C3’ -6.61 111.77 119.70
36 D 2870 C N3-C4-Ch 6.61 124.54 121.90
36 1 2816 G ChH-C6-06 -6.60 124.64 128.60
36 1 867 G N3-C2-N2 -6.60 115.28 119.90
36 1 2283 G ChH-C6-06 -6.60 124.64 128.60
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36 5 924 G C5-C6-N1 -6.60 108.20 111.50
36 d 3188 G N3-C4-C5 -6.60 125.30 128.60
1 6 1782 A N9-C4-C5 6.60 108.44 105.80
36 5 1200 | A C5-C6-N6 -6.60 118.42 123.70
36 5 20441 U C5-C6-N1 6.59 126.00 122.70
36 D 2899 C N3-C2-02 -6.59 117.28 121.90
36 D 1316 C N1-C2-02 -6.59 114.94 118.90
36 1 1604 G N3-C4-C5 -6.59 125.31 128.60
36 3 3362 A CH-N7-C8 -6.59 100.61 103.90
36 1 2044 | U O5-P-OP1 | -6.59 99.77 105.70
1 6 144 U N1-C2-02 6.59 127.41 122.80
36 3 636 C 05’-P-OP2 -6.59 99.77 105.70
36 1 1792 C N1-C2-02 -6.58 114.95 118.90
36 1 49 A C2-N3-C4 -6.58 107.31 110.60
36 5 2145 A N3-C4-C5 -6.58 122.19 126.80
36 d 2349 U N3-C2-02 -6.58 117.59 122.20
1 6 1700 C N1-C2-02 6.58 122.85 118.90
36 1 2714 | G C4-C5-C6 -6.58 114.85 118.80
36 D 1512 U 05’-P-OP1 -6.58 99.78 105.70
36 1 3141 A C8-N9-C4 6.58 108.43 105.80
36 5 806 A C4-C5-C6 -6.58 113.71 117.00
36 3 1429 G N3-C2-N2 6.58 124.50 119.90
1 2 1486 G C5-N7-C8 -6.58 101.01 104.30
36 1 2812 C O5-P-OP1 | -6.58 99.78 105.70
36 5 877 C C5-C4-N4 -6.58 115.60 120.20
1 2 388 G C5H-C6-06 -6.57 124.66 128.60
36 D 1124 U N3-C4-04 -6.57 114.80 119.40
36 2 1879 A C5H-N7-C8 -6.57 100.61 103.90
36 3 2849 C N3-C2-02 6.57 126.50 121.90
36 1 658 G C8-N9-C1” -6.57 118.46 127.00
36 1 917 A O5-P-OP2 | -6.57 99.79 105.70
36 5 890 C C4-C5-C6 6.57 120.69 117.40
36 1 1405 U C6-N1-C2 6.57 124.94 121.00
36 D 366 A C2-N3-C4 -6.57 107.32 110.60
36 5 2169 G N9-C4-C5 6.57 108.03 105.40
36 1 634 C C2-N1-C1” -6.57 111.58 118.80
36 1 3326 G C8-N9-C4 6.57 109.03 106.40
36 5 3059 | G C8-N9-C4 6.57 109.03 106.40
1 2 1120 U ChH-C4-04 6.56 129.84 125.90
36 1 o6 G ChH-C6-06 -6.56 124.66 128.60
36 1 2935 U C5-C6-N1 6.56 125.98 122.70
1 6 404 G N3-C2-N2 -6.56 115.31 119.90
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36 5 504 A C8-N9-C4 6.56 108.43 105.80
1 2 380 U N3-C2-02 -6.56 117.61 122.20
36 1 1343 A C5-C6-N6 -6.56 118.45 123.70
1 6 377 G C8-N9-C1’ 6.56 135.53 127.00
1 2 1560 | U C5-C4-04 6.56 129.84 125.90
10 S8 29 LEU CA-CB-CG 6.56 130.39 115.30
36 1 776 U N1-C2-N3 6.56 118.83 114.90
36 1 885 U C5-C6-N1 -6.56 119.42 122.70
36 1 2159 U C5-C6-N1 -6.56 119.42 122.70
36 1 1307 G OP1-P-O3’ 6.56 119.62 105.20
36 1 2601 A C8-N9-C4 6.56 108.42 105.80
36 3 2231 C C6-N1-C2 -6.56 117.68 120.30
36 1 2679 A 04’-C1’-N9 6.55 113.44 108.20
36 D 665 A N1-C6-N6 6.55 122.53 118.60
36 5 662 U 05-P-OP1 -6.55 99.80 105.70
36 1 1902 G N9-C4-C5 -6.55 102.78 105.40
36 1 2606 | G N3-C4-N9 6.55 129.93 126.00
36 5 41 G N9-C4-C5 -6.55 102.78 105.40
36 1 o4 C C2-N1-C1’ -6.55 111.60 118.80
36 D 911 C C2-N3-C4 -6.55 116.63 119.90
36 5 1846 C C2-N3-C4 -6.55 116.63 119.90
36 1 2625 C N1-C2-02 -6.54 114.97 118.90
36 1 1007 U ChH-C4-04 -6.54 121.97 125.90
1 6 558 U P-03-C3’ 6.54 127.55 119.70
1 6 1700 C C2-N1-C1’ 6.54 126.00 118.80
36 1 1489 A C6-C5-NT7 -6.54 127.72 132.30
36 D 1859 A 05’-P-OP2 -6.54 99.81 105.70
36 1 2606 G C6-Ch-NT7 -6.54 126.48 130.40
36 3 1528 G C6-Ch-NT7 -6.54 126.48 130.40
36 1 1198 C C6-N1-C2 -6.54 117.69 120.30
36 1 614 C C6-N1-C2 6.54 122.92 120.30
36 1 2147 | A C5-C6-N1 6.54 120.97 117.70
1 6 1631 A N1-C6-N6 -6.54 114.68 118.60
36 D 1130 A C2-N3-C4 6.54 113.87 110.60
36 1 304 G N9-C4-C5 6.53 108.01 105.40
36 1 1405 U N3-C2-02 6.53 126.77 122.20
36 d 800 G N3-C4-N9 6.53 129.92 126.00
36 5 216 G C5-C6-06 -6.53 124.68 128.60
36 D 1548 C N1-C2-02 -6.53 114.98 118.90
36 1 1547 G N7-C8-N9 -6.53 109.84 113.10
1 6 1726 G OP2-P-03’ 6.53 119.56 105.20
36 1 1124 U N3-C4-C5 6.53 118.52 114.60
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36 1 3112 G OP1-P-O3%’ 6.53 119.56 105.20
36 d 425 G C2-N3-C4 -6.53 108.64 111.90
36 d 2314 U N3-C4-04 6.53 123.97 119.40
36 1 2213 A N1-C6-N6 -6.53 114.69 118.60
36 5 911 C C4-C5-C6 6.53 120.66 117.40
40 13 196 | ARG | NE-CZ-NH1 6.52 123.56 120.30
36 1 1897 G N1-C6-06 6.52 123.81 119.90
36 1 2355 G C6-C5-NT7 -6.52 126.49 130.40
1 6 371 G C8-N9-C1” -6.52 118.52 127.00
36 d 647 A C2-N3-C4 -6.52 107.34 110.60
36 1 944 C C5-C6-N1 6.52 124.26 121.00
36 D 2184 U N3-C4-C5 6.52 118.51 114.60
1 2 728 U C2-N1-C1’ 6.51 125.52 117.70

6 287 G ChH-C6-06 -6.51 124.69 128.60
36 5 3183 A N1-C6-N6 6.51 12251 118.60
36 1 709 A N7-C8-N9 -6.51 110.55 113.80
36 1 1099 A N1-C6-N6 6.51 122.51 118.60
36 1 1414 G N1-C6-06 6.51 123.81 119.90
36 1 1794 G 05’-P-OP2 -6.51 99.84 105.70
36 D 907 G C8-N9-C4 6.51 109.00 106.40
38 4 40 A C4-Ch-N7 6.51 113.95 110.70
36 3 562 C C2-N1-C1” 6.50 125.95 118.80
1 6 696 C 04’-C1-N1 6.50 113.40 108.20
36 5 1408 | G N3-C2-N2 -6.50 115.35 119.90
36 5 3035 | A C8-N9-C4 6.50 108.40 105.80
36 D 326 U 05’-P-OP2 -6.50 99.85 105.70
36 D 2395 G C4-C5-N7 6.50 113.40 110.80
36 2 2735 U C5-C6-N1 6.50 125.95 122.70
40 13 4 ARG | NE-CZ-NH1 6.50 123.55 120.30
36 1 347 G ChH-C6-06 -6.50 124.70 128.60
36 5 2110 | G C4-C5-N7 6.50 113.40 110.80
1 2 1196 A P-03-C3’ 6.50 127.49 119.70
75 09 36 ARG | NE-CZ-NH1 6.50 123.55 120.30
36 D 2693 C C2-N3-C4 -6.50 116.65 119.90
36 1 1101 G ChH-C6-06 6.49 132.50 128.60
36 3 3181 C C2-N1-C1” 6.49 125.94 118.80
36 1 2714 G C4-N9-C1” -6.49 118.06 126.50
36 1 2633 U N3-C2-02 -6.49 117.66 122.20
36 1 1838 G C6-C5-NT7 -6.49 126.51 130.40
36 D 1329 U C2-N3-C4 -6.48 123.11 127.00
36 5 2346 C N3-C4-N4 6.48 122.54 118.00
36 5 3362 A N7-C8-N9 6.48 117.04 113.80
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36 1 1365 G C2-N3-C4 6.48 115.14 111.90
36 1 2856 G C8-N9-C4 6.48 108.99 106.40
36 d 816 A N9-C4-C5 6.48 108.39 105.80
36 5 1335 C C5-C4-N4 -6.48 115.66 120.20
36 1 1308 | A C4-C5-C6 6.48 120.24 117.00
36 D 803 C C5-C4-N4 -6.48 115.66 120.20
36 D 2414 G N1-C6-06 6.48 123.79 119.90
36 1 1177 G ChH-C6-06 -6.48 124.71 128.60
36 3 3046 A 05-P-OP2 -6.47 99.87 105.70
36 1 86 G N9-C4-C5 6.47 107.99 105.40
36 1 2976 | A C5-C6-N6 -6.47 118.52 123.70
36 1 965 A OP1-P-O3’ 6.47 119.43 105.20
36 1 2959 C N3-C4-C5 6.47 124.49 121.90
36 1 3368 U C6-N1-C1” 6.47 130.26 121.20
1 2 425 A N1-C6-N6 6.47 122.48 118.60
1 6 1119 G C8-N9-C4 -6.47 103.81 106.40
36 1 627 U N1-C2-02 -6.47 118.27 122.80
36 1 3183 | A C5-C6-N6 -6.47 118.53 123.70
36 D 767 U 04’-C1-N1 6.47 113.37 108.20
36 D 3014 U ChH-C4-04 -6.47 122.02 125.90
49 M3 85 LEU CA-CB-CG 6.46 130.16 115.30
36 3 2601 A N1-C6-N6 -6.46 114.72 118.60
36 1 3217 C C2-N1-C1” 6.46 125.90 118.80
36 1 1140 G N3-C2-N2 6.46 124.42 119.90
36 1 2176 U N3-C2-02 -6.46 117.68 122.20
36 1 2406 C C6-N1-C2 6.46 122.88 120.30
36 D 1303 A C5-C6-N6 -6.46 118.53 123.70
36 2 3195 U 04’-C1-N1 6.46 113.36 108.20
36 1 2836 C N1-C2-N3 6.45 123.72 119.20
36 d 2156 C C6-N1-C2 6.45 122.88 120.30
36 5 2080 | U N1-C2-N3 6.45 118.77 114.90
1 2 572 C O5-P-OP1 | -6.45 99.89 105.70
36 1 694 C N3-C4-C5 6.45 124.48 121.90
36 1 1798 A C2-N3-C4 -6.45 107.38 110.60
36 1 859 G C4-Ch-N7 6.45 113.38 110.80
36 1 2610 G ChH-C6-06 -6.45 124.73 128.60
1 6 308 C C2-N1-C1” -6.45 111.71 118.80
1 6 1091 A C2-N3-C4 -6.45 107.38 110.60
36 1 3178 A C4-ChH-C6 6.45 120.22 117.00
36 D 1912 U N3-C2-02 6.45 126.71 122.20
36 1 1820 U P-03’-C3’ 6.44 127.43 119.70
36 5 637 C 05-P-OP2 -6.44 99.90 105.70
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36 1 1869 C 05-P-OP2 -6.44 99.90 105.70
36 1 2693 C N3-C4-C5 6.44 124.48 121.90
36 1 3078 U N3-C2-02 -6.44 117.69 122.20
36 1 2381 G C5-C6-06 6.44 132.46 128.60
36 d 3136 G N1-C2-N2 -6.44 110.40 116.20
36 1 1466 G N3-C2-N2 6.44 124.41 119.90
36 1 895 A N1-C6-N6 6.44 122.46 118.60
36 5 95 A C4-Ch-N7 6.44 113.92 110.70
36 3 824 C N3-C2-02 -6.44 117.39 121.90
36 1 2617 U N3-C4-04 -6.44 114.89 119.40
1 2 507 U N1-C2-02 6.43 127.30 122.80
36 1 931 C C2-N3-C4 -6.43 116.68 119.90
36 D 1420 C OP2-P-03’ 6.43 119.36 105.20
38 4 44 A C6-Ch-NT7 -6.43 127.80 132.30
36 5 2757 U N1-C2-N3 6.43 118.76 114.90
1 6 542 A CH-N7-C8 -6.43 100.69 103.90
36 1 227 G N1-C6-06 6.43 123.76 119.90
36 1 718 G C6-Ch-N7 -6.42 126.55 130.40
36 ) 1449 A N1-C6-N6 6.42 122.45 118.60
36 D 1834 U N3-C4-C5 -6.42 110.75 114.60
36 1 645 A N3-C4-C5 -6.42 122.31 126.80
36 1 2693 C C6-N1-C2 6.42 122.87 120.30
36 1 1344 G N9-C4-C5 -6.42 102.83 105.40
36 1 637 C C5-C6-N1 -6.42 117.79 121.00
36 1 2725 U C5-C6-N1 -6.42 119.49 122.70
36 D 2406 C N1-C2-02 -6.42 115.05 118.90
36 1 801 A N1-C2-N3 -6.41 126.09 129.30
1 6 630 A N9-C4-C5 -6.41 103.23 105.80
36 3 419 G N3-C2-N2 6.41 124.39 119.90
36 1 24 G C8-N9-C1” -6.41 118.67 127.00
1 6 65 A N3-C4-C5h 6.41 131.29 126.80
36 d 694 C N3-C2-02 -6.41 117.42 121.90
36 D 2164 A C4-C5-C6 6.41 120.20 117.00
36 1 669 U C6-N1-C2 6.41 124.84 121.00
36 1 2177 G N3-C4-N9 6.40 129.84 126.00
36 1 2794 G N9-C4-C5 6.40 107.96 105.40
36 1 2222 A N9-C4-C5 6.40 108.36 105.80
36 1 2302 | G C5-C6-06 6.40 132.44 128.60
1 6 448 C C6-N1-C2 -6.40 117.74 120.30
1 6 451 A 05’-P-OP1 -6.40 99.94 105.70
35 sM 167 | PRO N-CA-CB 6.40 110.98 103.30
36 5 1369 A N1-C6-N6 6.40 122.44 118.60
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38 8 140 G C5-C6-N1 -6.40 108.30 111.50
36 d 612 U 05-P-OP1 -6.40 99.94 105.70
36 d 2412 G C8-N9-C4 -6.40 103.84 106.40
36 1 1407 | A C5-NT7-C8 6.40 107.10 103.90
36 d 2975 U N1-C2-02 6.40 127.28 122.80
36 D 1799 A C5-C6-N6 -6.40 118.58 123.70
36 D 2830 G C2-N3-C4 -6.39 108.70 111.90
36 1 2384 A N9-C4-C5 -6.39 103.24 105.80
36 1 3006 A C2-N3-C4 -6.39 107.40 110.60
48 M1 112 | LEU CA-CB-CG 6.39 130.00 115.30
36 5 1364 C OP2-P-03’ 6.39 119.26 105.20
36 D 3140 G C4-CH-N7 6.39 113.36 110.80
36 D 1184 A N1-C6-N6 -6.39 114.77 118.60
36 D 2953 U N3-C4-04 6.39 123.87 119.40
1 2 1761 U P-03’-C3’ 6.39 127.37 119.70
36 1 148 G ChH-C6-06 -6.39 124.77 128.60
36 1 1433 | A C5-C6-N6 -6.39 118.59 123.70
36 1 2621 G N1-C6-06 6.39 123.73 119.90
36 1 3266 G N9-C4-C5 6.39 107.96 105.40
36 D 83 U N3-C2-02 -6.39 117.73 122.20
36 5 2816 G C6-N1-C2 -6.39 121.27 125.10
41 14 327 | LEU CA-CB-CG 6.39 130.00 115.30
1 2 590 C C2-N1-C1” 6.39 125.83 118.80
36 1 1589 | A C5-C6-N6 -6.39 118.59 123.70
36 5 886 C C6-N1-C2 -6.39 117.75 120.30
36 D 2403 G 05’-P-OP1 6.39 118.36 110.70
36 1 1929 G N9-C4-C5 -6.38 102.85 105.40
1 2 425 A C5H-N7-C8 -6.38 100.71 103.90
36 1 590 G ChH-C6-06 -6.38 124.77 128.60
36 d 3079 U ChH-C4-04 6.38 129.73 125.90
36 1 2714 | G C5-NT7-C8 -6.38 101.11 104.30
36 1 2976 | A C6-N1-C2 -6.38 114.77 118.60
36 D 2957 G ChH-C6-06 -6.38 124.77 128.60
36 1 1904 C C5-C6-N1 6.38 124.19 121.00
36 5 103 G N1-C6-06 -6.38 116.07 119.90
36 1 2305 G ChH-C6-06 -6.38 124.77 128.60
37 3 74 C O5-P-OP1 | -6.38 99.96 105.70
1 6 371 G N3-C4-C5 -6.38 125.41 128.60
36 1 320 G 05’-P-OP2 -6.38 99.96 105.70
36 1 350 C N3-C4-C5 -6.38 119.35 121.90
36 1 3041 U N1-C2-02 -6.38 118.34 122.80
36 5 o7 A C5-C6-N6 -6.38 118.60 123.70
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36 5 859 G C4-C5-N7 6.38 113.35 110.80
36 d 1369 A C5-C6-N6 -6.38 118.60 123.70
36 d 1909 A C8-N9-C4 6.38 108.35 105.80
36 1 2043 | G N1-C6-06 6.38 123.72 119.90
36 1 1849 C C5-C4-N4 -6.37 115.74 120.20
36 D 2186 U 05-P-OP2 -6.37 99.96 105.70
36 1 1495 U ChH-C4-04 6.37 129.72 125.90
36 1 2952 G C8-N9-C1” -6.37 118.72 127.00
36 1 3204 C C6-N1-C2 -6.37 117.75 120.30
36 d 200 C N3-C4-C5 -6.37 119.35 121.90
36 5 2807 | A C5-C6-N6 -6.37 118.61 123.70
36 1 3227 A 05’-P-OP2 -6.37 99.97 105.70
36 D 121 A C5-C6-N6 -6.37 118.61 123.70
36 D 3330 A C6-N1-C2 -6.37 114.78 118.60
45 18 69 LEU CA-CB-CG 6.37 129.94 115.30
36 1 2605 G ChH-C6-06 -6.36 124.78 128.60
36 1 2874 | G C5-C6-06 6.36 132.42 128.60
1 6 1765 | A O5-P-OP1 | -6.36 99.97 105.70
1 2 986 G N3-C4-C5 -6.36 125.42 128.60
36 1 3079 U C2-N1-C1’ -6.36 110.07 117.70
1 6 377 G C4-N9-C1” -6.36 118.23 126.50
36 3 3078 U N1-C2-02 6.36 127.25 122.80
36 1 1385 C N3-C2-02 6.36 126.35 121.90
36 1 2954 U N3-C2-02 6.36 126.65 122.20
36 d 1188 U N1-C2-N3 6.36 118.72 114.90
36 1 1154 A C4-C5-C6 6.36 120.18 117.00
36 D 1047 A C6-C5-NT7 -6.36 127.85 132.30
36 2 1519 G N1-C6-06 6.35 123.71 119.90
36 1 1520 G CH-N7-C8 6.35 107.48 104.30
36 d 1437 C C2-N1-C1” 6.35 125.79 118.80
1 6 1740 | A C8-N9-C4 6.35 108.34 105.80
36 5 2345 | A C6-C5-NT7 -6.35 127.86 132.30
36 D 1305 U 05’-P-OP1 -6.35 99.99 105.70
36 D 1595 U N3-C2-02 6.35 126.64 122.20
36 1 1103 A N9-C4-C5 -6.34 103.26 105.80
36 1 1133 A C6-Cb-NT7 -6.34 127.86 132.30
38 4 47 C N3-C2-02 -6.34 117.46 121.90
37 7 11 A C5-NT7-C8 -6.34 100.73 103.90
1 2 323 A C8-N9-C4 -6.34 103.26 105.80
36 1 363 G C4-C5-N7 6.34 113.34 110.80
36 1 363 G C6-C5-NT7 -6.34 126.59 130.40
36 1 3181 C N1-C2-N3 6.34 123.64 119.20
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36 1 1051 U N1-C2-02 -6.34 118.36 122.80
36 1 2620 G C8-N9-C4 6.34 108.94 106.40
36 d 1595 U N1-C2-02 -6.34 118.36 122.80
36 5 2978 | U N1-C2-N3 6.34 118.70 114.90
36 1 3132 C O5’-P-OP1 6.33 118.30 110.70
10 S8 172 | ARG | NE-CZ-NH1 6.33 123.47 120.30
36 1 25 U C4-C5-C6 6.33 123.50 119.70
36 1 149 U N3-C4-04 6.33 123.83 119.40
36 1 939 U C2-N3-C4 -6.33 123.20 127.00
36 1 1578 C C6-N1-C2 -6.33 117.77 120.30
93 M7 56 | ARG | NE-CZ-NH2 | -6.33 117.13 120.30
36 3 2134 G N3-C2-N2 6.33 124.33 119.90
1 2 321 C N1-C2-02 6.33 122.70 118.90
36 1 2403 G N3-C4-N9 6.33 129.80 126.00
1 6 14 C 05-P-OP2 -6.33 100.00 105.70
1 2 1747 G C2-N3-C4 -6.33 108.73 111.90
36 1 1741 A C2-N3-C4 -6.33 107.44 110.60
36 5 2584 | G C4-N9-C1’ 6.33 134.73 126.50
36 D 145 G N3-C4-N9 -6.33 122.20 126.00
36 D 1303 A N1-C6-N6 6.33 122.40 118.60
36 1 1133 A C6-N1-C2 -6.33 114.80 118.60
1 2 1462 G N9-C4-C5 -6.33 102.87 105.40
36 1 343 U N3-C4-C5 -6.33 110.80 114.60
36 1 945 C O5-P-OP2 | -6.33 100.01 105.70
36 1 1344 | G C8-N9-C4 6.33 108.93 106.40
36 1 957 C 05’-P-OP2 -6.32 100.01 105.70
36 1 984 G N1-C2-N2 -6.32 110.51 116.20
36 1 1339 C N1-C2-02 -6.32 115.11 118.90
1 2 848 C C6-N1-C2 -6.32 117.77 120.30
36 1 776 U ChH-C4-04 6.32 129.69 125.90
36 5 2393 | G N1-C6-06 6.32 123.69 119.90
36 d 3204 C 05’-P-OP2 -6.32 100.01 105.70
36 1 639 G C5-C6-N1 -6.32 108.34 111.50
36 1 2144 A C2-N3-C4 6.32 113.76 110.60
36 1 2256 A 05-P-OP2 -6.32 100.01 105.70
36 3 2659 G N1-C6-06 6.32 123.69 119.90
37 7 103 A N1-C6-N6 6.32 122.39 118.60
36 1 2726 C N1-C2-02 6.32 122.69 118.90
36 1 3275 U C5-C6-N1 6.32 125.86 122.70
36 D 922 U N3-C4-04 -6.32 114.98 119.40
1 2 1386 G C8-N9-C4 6.31 108.93 106.40
36 1 14 U 05-P-OP2 -6.31 100.02 105.70
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36 1 697 A C8-N9-C4 6.31 108.33 105.80
36 1 1158 A C5-C6-N6 -6.31 118.65 123.70
36 1 1407 A N7-C8-N9 -6.31 110.64 113.80
36 1 2714 G C8-N9-C1’ 6.31 135.21 127.00
36 1 2726 C C5-C4-N4 6.31 124.62 120.20
36 1 510 G N3-C2-N2 -6.31 115.48 119.90
36 1 808 A N1-C2-N3 6.31 132.45 129.30
36 1 1003 A N1-C6-N6 6.31 122.39 118.60
36 1 1097 G 05-P-OP2 -6.31 100.02 105.70
1 6 687 G N3-C2-N2 -6.31 115.48 119.90
36 D 718 G 04’-C1’-N9 6.31 113.25 108.20
36 1 821 U C5-C4-04 6.31 129.68 125.90
36 1 979 U 04’-C1-N1 6.31 113.25 108.20
36 1 2870 C N3-C4-N4 -6.31 113.58 118.00
36 1 2401 A C8-N9-C4 -6.30 103.28 105.80
1 6 1100 G C2-N3-C4 6.30 115.05 111.90
36 5 1365 | G C4-C5-N7 6.30 113.32 110.80
36 5 2283 | G N1-C6-06 6.30 123.68 119.90
36 D 2372 A N7-C8-N9 6.30 116.95 113.80
36 1 2367 A N1-C6-N6 6.30 122.38 118.60
36 5 250 U C5-C6-N1 6.30 125.85 122.70
1 2 864 U N3-C2-02 -6.30 117.79 122.20
36 1 943 U N1-C2-02 6.30 127.21 122.80
1 6 1780 | G N3-C2-N2 6.30 124.31 119.90
36 5 2116 | G N3-C4-N9 6.30 129.78 126.00
36 D 3137 C N3-C4-N4 -6.30 113.59 118.00
37 7 108 A N1-C6-N6 6.30 122.38 118.60
36 1 3053 G N1-C6-06 -6.30 116.12 119.90
36 1 3362 A CH-N7-C8 -6.30 100.75 103.90
1 6 308 C C2-N3-C4 -6.30 116.75 119.90
36 1 1466 G N1-C2-N2 -6.30 110.53 116.20
36 5 3112 | G C5-C6-06 -6.30 124.82 128.60
36 D 1464 G N9-C4-C5 -6.30 102.88 105.40
36 D 3301 U 05-P-OP1 -6.30 100.03 105.70
36 5 1520 G C6-Ch-NT7 -6.29 126.62 130.40
36 3 2838 A 05-P-OP1 6.29 118.25 110.70
36 d 2978 U N3-C2-02 -6.29 117.80 122.20
36 1 o4 C N3-C4-N4 -6.29 113.60 118.00
36 D 1476 G N3-C4-Ch 6.29 131.74 128.60
37 7 12 U ChH-C4-04 -6.29 122.13 125.90
1 6 1000 C C2-N1-C1’ 6.29 125.72 118.80
1 6 1581 C N3-C4-C5 6.29 124.41 121.90

Continued on next page...
grDRe



Page 178

Full wwPDB X-ray Structure Validation Report

4U47

Continued from previous page...

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
37 7 77 G ChH-C6-06 -6.29 124.83 128.60
36 d 2514 U C5-C6-N1 6.28 125.84 122.70
1 6 425 A N1-C6-N6 -6.28 114.83 118.60
36 1 288 C N3-C4-N4 6.28 122.40 118.00
36 1 304 G N3-C2-N2 -6.28 115.50 119.90
1 6 359 A N3-C4-C5 6.28 131.20 126.80
36 1 2411 U N3-C4-04 -6.28 115.00 119.40
36 1 3259 U N1-C2-02 -6.28 118.41 122.80
1 6 47 C N1-C2-02 -6.28 115.13 118.90
36 1 810 A C8-N9-C4 -6.28 103.29 105.80
36 5 2770 | G C8-N9-C4 -6.28 103.89 106.40
1 2 647 G N3-C2-N2 -6.27 115.51 119.90
36 1 830 A C6-C5-NT7 -6.27 127.91 132.30
38 4 85 G N7-C8-N9 6.27 116.24 113.10
1 6 418 G C4-Ch-NT7 6.27 113.31 110.80
36 1 797 U OP2-P-03’ 6.27 119.00 105.20
36 1 1495 U C2-N3-C4 -6.27 123.24 127.00
1 6 1100 G C5-C6-N1 6.27 114.64 111.50
36 D 1770 G C4-N9-C1’ 6.27 134.65 126.50
36 D 1834 U N1-C2-02 -6.27 118.41 122.80
36 5 2112 U C6-N1-C2 -6.27 117.24 121.00
36 3 2242 A 05-P-OP2 -6.27 100.05 105.70
36 1 1741 A C6-CHh-NT7 -6.27 12791 132.30
36 1 2397 | A O5-P-OP2 | -6.27 100.06 105.70
36 1 2878 | G N1-C6-06 6.27 123.66 119.90
36 D 3142 A 05’-P-OP1 -6.27 100.06 105.70
1 2 966 A C5-C6-N6 -6.27 118.69 123.70
36 1 227 G N3-C2-N2 -6.27 115.51 119.90
36 1 1792 C C4-C5-C6 6.27 120.53 117.40
36 d 3004 C N1-C2-02 -6.27 115.14 118.90
36 d 1468 A N1-C6-N6 6.26 122.36 118.60
36 d 207 U N1-C2-02 -6.26 118.42 122.80
36 1 213 A N1-C6-N6 6.26 122.36 118.60
1 6 609 U N3-C2-02 -6.26 117.82 122.20
1 6 1036 A 05-P-OP2 -6.26 100.06 105.70
1 2 647 G N3-C4-N9 -6.26 122.25 126.00
36 d 3277 U N1-C2-02 6.26 127.18 122.80
1 6 17421 U O5-P-OP2 | -6.26 100.07 105.70
36 1 979 U N1-C2-N3 6.26 118.65 114.90
36 1 2295 A N1-C6-N6 6.26 122.35 118.60
36 5 1175 C N3-C4-C5 6.26 124.40 121.90
36 5 2838 A N1-C6-N6 6.26 122.35 118.60
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36 5 2983 C C6-N1-C2 -6.26 117.80 120.30
36 d 3084 C C6-N1-C2 6.25 122.80 120.30
36 1 2132 C 05-P-OP2 -6.25 100.07 105.70
36 d 38 U C5-C6-N1 -6.25 119.57 122.70
36 1 719 U O5-P-OP1 | -6.25 100.07 105.70
36 D 1426 C N3-C2-02 6.25 126.28 121.90
36 D 2851 A C2-N3-C4 -6.25 107.47 110.60
36 1 49 A N1-C6-N6 6.25 122.35 118.60
36 1 968 G N3-C4-C5 -6.25 125.47 128.60
36 d 2526 C N1-C2-02 6.25 122.65 118.90
36 D 819 U N1-C2-02 -6.25 118.43 122.80
61 nd 115 | ARG | NE-CZ-NH1 6.25 123.42 120.30
1 2 831 U C5-C6-N1 6.25 125.82 122.70
36 D 2610 G C5-C6-N1 -6.25 108.38 111.50
1 2 1202 A C8-N9-C4 -6.24 103.30 105.80
36 1 350 C C2-N1-C1” 6.24 125.67 118.80
36 1 816 A C8-N9-C4 -6.24 103.30 105.80
1 6 136 C N1-C2-02 6.24 122.65 118.90
36 ) 2911 A N1-C6-N6 6.24 122.35 118.60
36 D 3378 C C2-N3-C4 -6.24 116.78 119.90
1 6 75 U N1-C2-02 6.24 127.17 122.80
36 3 2286 U N3-C2-02 -6.24 117.83 122.20
36 d 2572 C N3-C2-02 -6.24 117.53 121.90
37 7 69 C C6-N1-C2 6.24 122.80 120.30
36 1 1655 | G N9-C4-C5 -6.24 102.91 105.40
43 L6 78 ARG | NE-CZ-NH1 6.24 123.42 120.30
36 D 1200 A OP1-P-O3’ 6.24 118.92 105.20
36 2 1879 A N9-C4-C5 -6.24 103.31 105.80
36 1 421 G C8-N9-C4 6.24 108.89 106.40
36 d 2330 C 05-P-OP2 -6.24 100.09 105.70
1 2 1745 G N3-C4-N9 6.24 129.74 126.00
36 1 395 A C8-N9-C4 -6.24 103.31 105.80
36 D 3369 G C2-N3-C4 6.24 115.02 111.90
36 D 810 A C5-C6-N1 6.23 120.82 117.70
36 1 1467 A C8-N9-C4 -6.23 103.31 105.80
36 3 810 A C2-N3-C4 6.23 113.72 110.60
1 2 1291 G N3-C4-N9 -6.23 122.26 126.00
36 5 922 U C4-C5-C6 6.23 123.44 119.70
36 1 2376 G N7-C8-N9 6.23 116.21 113.10
36 D 40 A C6-C5-NT7 -6.23 127.94 132.30
36 5 2283 G C4-C5-N7 6.23 113.29 110.80
36 1 2860 U 05-P-OP1 -6.23 100.10 105.70
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1 2 973 A 05-P-OP2 -6.22 100.10 105.70
36 1 2396 G N9-C4-C5 6.22 107.89 105.40
36 d 1500 G N7-C8-N9 -6.22 109.99 113.10
36 d 2400 G N9-C4-C5h -6.22 102.91 105.40
36 1 859 G N3-C2-N2 6.22 124.25 119.90
36 D 2928 C Ch-C4-N4 -6.22 115.84 120.20
36 1 1133 A C8-N9-C4 6.22 108.29 105.80
36 1 2817 A C5-C6-N6 -6.22 118.72 123.70
36 3 791 A N1-C6-N6 6.22 122.33 118.60
36 d 1303 A C8-N9-C4 6.22 108.29 105.80
36 5 2598 | G N1-C6-06 6.22 123.63 119.90
36 3 2916 U C4-ChH-C6 6.22 123.43 119.70
36 D 3188 G N1-C6-06 -6.22 116.17 119.90
36 1 111 C N3-C4-C5 6.21 124.39 121.90
36 1 2692 A C8-N9-C4 -6.21 103.31 105.80
36 1 2935 U N3-C4-C5 -6.21 110.87 114.60
36 1 2938 G OP1-P-OP2 6.21 128.92 119.60
1 6 314 C C6-N1-C2 -6.21 117.81 120.30
36 D 3153 U N1-C2-02 6.21 127.15 122.80
36 D 2411 U C6-N1-C2 6.21 124.73 121.00
36 1 813 G N3-C2-N2 6.21 124.25 119.90
1 6 158 U P-03’-C3’ 6.21 127.15 119.70
36 d 1817 G 04-C1’-N9 6.21 113.17 108.20
36 5 3062 | G C5-C6-06 6.21 132.33 128.60
36 1 702 C N1-C2-02 -6.21 115.17 118.90
36 1 1902 G C5H-N7-C8 -6.21 101.20 104.30
36 D 3026 G ChH-C6-06 -6.21 124.88 128.60
36 1 3115 C C6-N1-C2 6.21 122.78 120.30
36 1 3275 U OP1-P-O3’ 6.21 118.85 105.20
38 4 16 G C8-N9-C4 6.21 108.88 106.40
36 5 2147 A C5-NT7-C8 -6.21 100.80 103.90
1 2 1463 C C6-N1-C2 6.21 122.78 120.30
36 1 66 A 05-P-OP2 6.21 118.15 110.70
1 6 1766 A C5-C6-N1 -6.21 114.60 117.70
36 5 661 G ChH-C6-06 -6.20 124.88 128.60
36 3 1174 G C8-N9-C1” -6.20 118.93 127.00
36 d 1481 A P-03’-C3’ 6.20 127.14 119.70
36 2 1511 U C5-C6-N1 -6.20 119.60 122.70
36 1 400 G N1-C6-06 6.20 123.62 119.90
36 D 1131 G OP1-P-OP2 6.20 128.90 119.60
36 5 2943 G N3-C4-N9 6.20 129.72 126.00
38 4 85 G C8-N9-C4 -6.20 103.92 106.40
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36 5 92 G N1-C6-06 -6.20 116.18 119.90
36 d 2309 A N1-C6-N6 -6.20 114.88 118.60
36 d 2874 G ChH-C6-06 6.20 132.32 128.60
36 1 2406 C N1-C2-02 -6.20 115.18 118.90
36 d 1917 C N1-C2-02 -6.20 115.18 118.90
36 1 1339 C C2-N3-C4 -6.20 116.80 119.90
36 D 1110 U N1-C2-02 6.20 127.14 122.80
36 1 1140 G N1-C2-N2 -6.19 110.63 116.20
36 1 1520 G C2-N3-C4 6.19 115.00 111.90
36 d 2285 C C6-N1-C2 -6.19 117.82 120.30
1 2 555 A C8-N9-C4 -6.19 103.32 105.80
36 1 2872 A N1-C6-N6 -6.19 114.89 118.60
36 1 2899 C C2-N1-C1’ 6.19 125.61 118.80
21 c9 57 | ARG | NE-CZ-NH2 | -6.19 117.20 120.30
36 5 145 G N3-C4-C5 6.19 131.69 128.60
36 d 639 G N3-C2-N2 -6.19 115.57 119.90
36 1 1442 U N1-C2-02 -6.19 118.47 122.80
36 1 2037 G O5-P-OP1 | -6.19 100.13 105.70
1 6 362 G C4-N9-C1’ 6.19 134.54 126.50
36 1 2188 A N1-C6-N6 -6.19 114.89 118.60
36 1 298 U 05-P-OP1 6.18 118.12 110.70
36 3 1161 G C2-N3-C4 6.18 114.99 111.90
36 1 2709 C N3-C4-C5 6.18 124.37 121.90
36 1 2314 U 05’-P-OP2 -6.18 100.14 105.70
36 1 2812 C C5-C6-N1 -6.18 117.91 121.00
36 D 102 C C5-C4-N4 -6.18 115.88 120.20
36 D 1872 C N3-C2-02 -6.18 117.58 121.90
36 2 3215 A N1-C6-N6 6.18 122.31 118.60
36 1 989 A C8-N9-C4 6.18 108.27 105.80
36 1 2541 U C2-N1-C1” 6.18 125.11 117.70
36 1 2800 G N1-C2-N3 6.18 127.61 123.90
36 5 2359 C C5-C6-N1 -6.18 117.91 121.00
36 1 69 C N3-C4-C5 -6.17 119.43 121.90
36 D 1902 G N3-C4-N9 6.17 129.70 126.00
36 5 1902 G 05-P-OP1 -6.17 100.14 105.70
36 1 148 G C6-Cb-NT7 -6.17 126.70 130.40
36 1 1655 G ChH-C6-06 -6.17 124.90 128.60
36 5 41 G C8-N9-C4 6.17 108.87 106.40
36 D 816 A 05’-P-OP2 -6.17 100.15 105.70
38 8 25 G 05-P-OP2 -6.17 100.15 105.70
36 1 2830 G N3-C2-N2 -6.17 115.58 119.90
36 5 2287 C C6-N1-C2 -6.17 117.83 120.30
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36 5 2942 C N1-C2-02 -6.17 115.20 118.90
36 d 2903 A C2-N3-C4 -6.17 107.52 110.60
36 1 3208 G N1-C6-06 -6.16 116.20 119.90
36 5 890 C O5-P-OP2 | -6.16 100.16 105.70
36 5 1663 C O5-P-OP2 | -6.16 100.16 105.70
1 2 1746 A N1-C2-N3 -6.16 126.22 129.30
36 D 1305 U C6-N1-C2 6.16 124.69 121.00
36 5 3315 G N3-C4-C5 -6.16 125.52 128.60
36 1 1360 C C6-N1-C2 6.16 122.76 120.30
36 1 3143 C C5-C6-N1 -6.16 117.92 121.00
1 6 453 U N3-C2-02 -6.16 117.89 122.20
36 3 931 C C2-N3-C4 -6.16 116.82 119.90
1 2 1568 C P-03’-C3’ 6.16 127.09 119.70
36 D 2623 G N9-C4-C5 -6.15 102.94 105.40
36 1 1349 G N9-C4-C5 -6.15 102.94 105.40
36 d 427 C N3-C4-C5 6.15 124.36 121.90
36 d 1116 G OP2-P-0O3’ 6.15 118.73 105.20
36 5 1866 C C2-N1-C1’ 6.15 125.56 118.80
1 6 1463 C C6-N1-C2 6.15 122.76 120.30
36 1 131 C C6-N1-C2 -6.15 117.84 120.30
36 1 348 A C5-C6-N6 -6.15 118.78 123.70
36 1 635 G N3-C4-N9 6.15 129.69 126.00
36 1 644 G C8-N9-C4 -6.15 103.94 106.40
36 1 1445 U N3-C4-0O4 -6.15 115.10 119.40
1 6 3 U C5-C6-N1 -6.15 119.63 122.70
1 6 1659 A C2-N3-C4 -6.15 107.53 110.60
1 6 1641 C N1-C2-02 -6.14 115.21 118.90
36 2 646 A C5-C6-N6 6.14 128.62 123.70
36 3 3190 C C6-N1-C2 -6.14 117.84 120.30
36 1 1195 A 05-P-OP1 -6.14 100.17 105.70
36 1 2961 G O5-P-OP2 | -6.14 100.17 105.70
36 5 788 C OP2-P-03’ 6.14 118.71 105.20
36 D 2345 A C8-N9-C4 6.14 108.26 105.80
36 D 366 A C6-C5-NT7 -6.14 128.00 132.30
36 5 1445 U N3-C2-02 6.14 126.50 122.20
36 1 616 G N1-C6-06 6.14 123.58 119.90
38 4 103 G N7-C8-N9 6.14 116.17 113.10
36 1 364 G N3-C4-N9 -6.14 122.32 126.00
1 6 1389 C N1-C2-02 6.14 122.58 118.90
36 D 2408 U C5-C6-N1 -6.14 119.63 122.70
36 1 153 U C6-N1-C2 -6.13 117.32 121.00
36 1 1134 G ChH-C6-06 -6.13 124.92 128.60

Continued on next page...
grDRe



Page 183

Full wwPDB X-ray Structure Validation Report

4U47

Continued from previous page...

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 1 1199 C N3-C2-02 -6.13 117.61 121.90
36 1 1411 C N3-C4-C5 6.13 124.35 121.90
1 6 609 U C5-C6-N1 -6.13 119.63 122.70
36 5 2168 | A O5-P-OP2 | -6.13 100.18 105.70
36 d 2710 C N1-C2-02 -6.13 115.22 118.90
1 2 1096 C N1-C2-02 6.13 122.58 118.90
1 2 1202 A N1-C6-N6 -6.13 114.92 118.60
36 1 660 A 05-P-OP1 -6.13 100.18 105.70
38 4 113 U N3-C2-02 -6.13 11791 122.20
1 6 1535 U N3-C2-02 -6.13 117.91 122.20
36 1 1124 U N1-C2-02 6.13 127.09 122.80
36 5 2630 C O5-P-OP1 | -6.13 100.18 105.70
1 2 1258 U N3-C2-02 -6.13 117.91 122.20
36 1 3266 G C8-N9-C4 -6.13 103.95 106.40
36 5 1155 C C2-N1-C1’ 6.13 125.54 118.80
36 d 1587 A C8-N9-C4 6.13 108.25 105.80
37 7 102 A C8-N9-C4 6.13 108.25 105.80
1 2 581 U C2-N1-C1’ 6.13 125.05 117.70
36 1 702 C C2-N3-C4 -6.13 116.84 119.90
36 1 3302 U C5-C6-N1 -6.13 119.64 122.70
41 L4 182 | LEU CA-CB-CG 6.13 129.39 115.30
1 6 23 G N3-C4-C5 -6.13 125.54 128.60
38 8 95 G N3-C4-N9 -6.13 122.32 126.00
44 17 83 LEU CA-CB-CG 6.13 129.39 115.30
1 6 317 C N3-C4-C5h 6.12 124.35 121.90
36 1 421 G N9-C4-C5 -6.12 102.95 105.40
36 1 2894 C N3-C4-C5 -6.12 119.45 121.90
36 2 828 A N1-C6-N6 -6.12 114.93 118.60
36 3 2611 U 05-P-OP2 -6.12 100.19 105.70
36 1 1295 G C4-Cb-N7 -6.12 108.35 110.80
36 1 2245 C N3-C2-02 -6.12 117.62 121.90
36 1 2624 | G C6-C5-NT7 -6.12 126.73 130.40
36 D 498 A 05-P-OP2 -6.12 100.19 105.70
36 D 578 A 05-P-OP2 6.12 118.05 110.70
36 5 1395 G N1-C6-06 6.12 123.57 119.90
1 2 1458 G N3-C4-N9 6.12 129.67 126.00
36 1 609 G C8-N9-C4 -6.12 103.95 106.40
36 1 1392 G 04’-C1’-N9 6.12 113.09 108.20
36 D 1592 G N7-C8-N9 6.12 116.16 113.10
1 6 362 G N3-C4-N9 6.12 129.67 126.00
36 5 2333 C C5-C4-N4 -6.12 115.92 120.20
36 5 195 U N1-C2-N3 6.12 118.57 114.90
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36 5 644 G N3-C4-C5 -6.12 125.54 128.60
36 d 941 G N1-C6-06 -6.12 116.23 119.90
36 ) 1124 U OP1-P-O3’ 6.12 118.65 105.20
36 d 2632 G N1-C6-06 -6.12 116.23 119.90
36 1 1136 | A C8-N9-C4 -6.11 103.36 105.80
36 1 2278 C N3-C4-C5 6.11 124.35 121.90
36 D 792 G C2-N3-C4 -6.11 108.84 111.90
37 7 49 G C6-C5-NT7 -6.11 126.73 130.40
1 2 137 U N3-C2-02 -6.11 117.92 122.20
36 1 1094 U C5-C6-N1 6.11 125.75 122.70
36 D 1190 A N7-C8-N9 6.11 116.86 113.80
36 3 1372 C C6-N1-C2 6.11 122.74 120.30
1 2 1572 G N9-C4-C5 -6.11 102.96 105.40
36 D 836 A C5-C6-N1 6.11 120.75 117.70
36 1 618 C N1-C2-02 -6.11 115.24 118.90
36 1 1192 C C6-N1-C1” -6.11 113.47 120.80
1 6 1751 C C6-N1-C2 6.11 122.74 120.30
36 d 405 U C6-N1-C2 6.11 124.66 121.00
36 D 2134 G C8-N9-C4 6.11 108.84 106.40
36 D 2295 A C5-C6-N1 6.11 120.75 117.70
36 1 2827 U C6-N1-C1’ 6.10 129.74 121.20
36 3 1520 G N3-C4-N9 6.10 129.66 126.00
36 1 933 A C6-N1-C2 -6.10 114.94 118.60
36 5 635 G N9-C4-C5 -6.10 102.96 105.40
36 5 701 G C4-C5-N7 -6.10 108.36 110.80
36 1 1365 G C5-C6-N1 6.10 114.55 111.50
36 D 92 G N3-C4-N9 6.10 129.66 126.00
36 2 2363 A C5-C6-N6 -6.10 118.82 123.70
36 1 282 G 05-P-OP2 6.10 118.02 110.70
1 6 542 A C8-N9-C4 -6.10 103.36 105.80
38 4 14 C C5-C6-N1 -6.09 117.95 121.00
1 6 1749 A C2-N3-C4 -6.09 107.55 110.60
36 D 2888 U ChH-C4-04 -6.09 122.24 125.90
36 1 2134 G N3-C2-N2 6.09 124.17 119.90
36 5 437 G C8-N9-C4 -6.09 103.96 106.40
36 1 1001 G C4-Cb-N7 6.09 113.24 110.80
36 1 2249 G N3-C4-C5 -6.09 125.56 128.60
36 5 1099 | A C5-C6-N6 -6.09 118.83 123.70
36 D 1881 A C5-C6-N6 -6.09 118.83 123.70
36 D 2164 A C8-N9-C4 -6.09 103.36 105.80
36 5 2963 C C6-N1-C2 6.09 122.73 120.30
36 1 644 G C5-C6-N1 -6.09 108.46 111.50
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36 1 2177 G C6-C5-NT7 -6.09 126.75 130.40
36 1 2369 G N3-C4-C5 -6.09 125.56 128.60
36 d 37 U N1-C2-N3 6.09 118.55 114.90
36 5 2364 | G N1-C6-06 -6.09 116.25 119.90
36 5 31721 A C2-N3-C4 -6.09 107.56 110.60
36 1 1849 C N3-C4-C5 6.08 124.33 121.90
69 03 73 ARG | NE-CZ-NH2 | -6.08 117.26 120.30
36 1 587 U C2-N3-C4 -6.08 123.35 127.00
36 1 1859 A C8-N9-C4 6.08 108.23 105.80
36 1 2385 G N3-C4-C5 6.08 131.64 128.60
1 6 455 C C5-C4-N4 -6.08 115.94 120.20
36 1 1520 | G C8-N9-C4 6.08 108.83 106.40
36 1 1911 A C5-C6-N6 -6.08 118.83 123.70
36 D 1198 C N3-C2-02 -6.08 117.64 121.90
36 5 2531 C N1-C2-02 6.08 122.55 118.90
36 1 2410 U N1-C2-02 -6.08 118.54 122.80
36 1 2618 | G N1-C6-06 -6.08 116.25 119.90
1 6 453 U N1-C2-02 6.08 127.06 122.80
36 D 424 G C5-C6-N1 6.08 114.54 111.50
36 D 948 C 05’-P-OP1 6.08 118.00 110.70
1 6 1637 C N3-C2-02 -6.08 117.65 121.90
1 2 830 U N1-C2-02 6.08 127.05 122.80
36 1 o83 G N3-C2-N2 -6.08 115.65 119.90
36 1 1318 | A C5-NT7-C8 -6.08 100.86 103.90
36 1 3382 U C2-N1-C1’ 6.08 124.99 117.70
36 D 974 G N3-C4-C5 -6.08 125.56 128.60
36 D 1932 A C2-N3-C4 -6.08 107.56 110.60
36 1 2935 U C6-N1-C2 -6.07 117.36 121.00
36 3 417 A N7-C8-N9 -6.07 110.76 113.80
92 m6 128 | ARG N-CA-C 6.07 127.40 111.00
36 d 800 G N1-C2-N2 -6.07 110.74 116.20
1 2 1202 A C2-N3-C4 6.07 113.64 110.60
36 1 24 G N1-C2-N2 -6.07 110.74 116.20
36 D 819 U C4-C5-C6 6.07 123.34 119.70
36 5 2719 U N1-C2-02 -6.07 118.55 122.80
1 2 1782 A C5-C6-N1 -6.07 114.67 117.70
36 d 2514 U 05-P-OP1 -6.07 100.24 105.70
36 1 357 A C6-N1-C2 -6.07 114.96 118.60
1 6 144 U 04’-C1-N1 6.07 113.05 108.20
36 1 2373 A 05’-P-OP1 -6.06 100.24 105.70
36 1 636 C N3-C4-C5 6.06 124.33 121.90
36 1 1589 A 04’-C1-N9 -6.06 103.35 108.20
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36 5 2234 G C8-N9-C4 6.06 108.82 106.40
36 d 3110 C C5-C6-N1 -6.06 117.97 121.00
36 1 1198 C N1-C2-02 -6.06 115.26 118.90
36 1 2393 | G O5-P-OP2 | -6.06 100.25 105.70
36 5 2615 | G N1-C6-06 6.06 123.53 119.90
36 D 2626 A 04’-C1-N9 -6.06 103.35 108.20
36 D 3056 U N3-C2-02 6.06 126.44 122.20
36 1 325 A OP1-P-OP2 -6.06 110.52 119.60
36 1 1101 G N1-C6-06 -6.06 116.27 119.90
36 1 3201 C N3-C2-02 -6.06 117.66 121.90
36 1 1433 | A C2-N3-C4 6.05 113.63 110.60
36 1 1476 G C5-C6-06 6.05 132.23 128.60
1 6 1120 U N3-C2-02 -6.05 117.96 122.20
36 D 1716 U P-03’-C3’ 6.05 126.96 119.70
36 1 644 G C6-Ch-NT7 -6.05 126.77 130.40
36 1 1156 C C4-C5-C6 6.05 120.42 117.40
36 d 1637 A N1-C6-N6 -6.05 114.97 118.60
36 5 2941 A N9-C4-C5 6.05 108.22 105.80
36 1 1307 G N3-C4-N9 -6.05 122.37 126.00
36 1 2865 U N3-C4-C5 6.05 118.23 114.60
36 1 2943 G ChH-C6-06 -6.05 124.97 128.60
1 6 804 A N1-C6-N6 6.05 122.23 118.60
36 d 2273 G N1-C6-06 -6.05 116.27 119.90
36 5 2808 | A N9-C4-C5 -6.05 103.38 105.80
36 5 2858 | U C5-C6-N1 6.05 125.72 122.70
36 D 3343 G N3-C4-N9 6.05 129.63 126.00
36 1 2758 A N7-C8-N9 -6.04 110.78 113.80
36 1 47 C C6-N1-C2 6.04 122.72 120.30
36 1 1849 C N1-C2-02 -6.04 115.27 118.90
36 1 34 A OP2-P-O3’ 6.04 118.49 105.20
36 1 1000 C C6-N1-C2 6.04 122.72 120.30
36 1 1351 U N1-C2-02 6.04 127.03 122.80
36 D 1301 A N1-C6-N6 6.04 122.22 118.60
36 D 3136 G C2-N3-C4 -6.04 108.88 111.90
37 7 49 G ChH-C6-06 -6.04 124.97 128.60
36 3 2345 A C8-N9-C1” -6.04 116.83 127.70
1 2 380 U N1-C2-02 6.04 127.03 122.80
36 1 3143 C C6-N1-C2 6.04 122.72 120.30
1 6 647 G N3-C4-C5 6.04 131.62 128.60
36 D 588 G OP1-P-OP2 6.04 128.66 119.60
1 6 1782 A C5-C6-N6 6.04 128.53 123.70
36 1 120 G N9-C4-C5 -6.04 102.99 105.40
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36 1 785 G C2-N3-C4 6.04 114.92 111.90
36 d 417 A N1-C6-N6 -6.03 114.98 118.60
36 1 1174 G C8-N9-C1” -6.03 119.16 127.00
36 1 1556 C N1-C2-02 6.03 122.52 118.90
36 1 2832 C C6-N1-C2 -6.03 117.89 120.30
36 1 1333 C 05-P-OP2 -6.03 100.27 105.70
36 1 1335 C N3-C4-N4 -6.03 113.78 118.00
36 1 2884 C C5-C4-N4 -6.03 115.98 120.20
36 1 3001 C C2-N1-C1’ -6.03 112.17 118.80
36 d 2820 A C8-N9-C4 -6.03 103.39 105.80
36 1 2856 | G O5’-P-OP2 6.03 117.93 110.70
52 M6 78 | ARG | NE-CZ-NH2 | -6.03 117.29 120.30
36 D 1495 U C5-C6-N1 6.03 125.71 122.70
36 D 2249 G N7-C8-N9 6.03 116.11 113.10
1 6 858 G C5H-N7-C8 -6.02 101.29 104.30
36 d 1844 C C6-N1-C2 -6.02 117.89 120.30
36 1 2198 A N1-C2-N3 6.02 132.31 129.30
36 5 869 G C5-C6-N1 6.02 114.51 111.50
36 D 2870 C C2-N1-C1’ -6.02 112.18 118.80
50 m4 106 | ARG | NE-CZ-NH1 6.02 123.31 120.30
7 ql 21 ARG | NE-CZ-NH1 | -6.02 117.29 120.30
38 4 31 G OP2-P-O3’ 6.02 118.45 105.20
1 6 1023 A C5-C6-N6 -6.02 118.89 123.70
36 2 1179 A C4-C5-C6 6.02 120.01 117.00
36 5 33714 U C5-C6-N1 -6.02 119.69 122.70
36 1 2418 G C2-N3-C4 6.02 114.91 111.90
36 D 640 U N3-C4-04 6.02 123.61 119.40
36 2 2616 C C4-C5-C6 -6.02 114.39 117.40
1 2 1733 C N3-C4-N4 6.02 122.21 118.00
36 1 2643 A C8-N9-C4 6.02 108.21 105.80
1 2 931 C C6-N1-C2 6.01 122.70 120.30
36 1 3242 G C4-N9-C1’ -6.01 118.68 126.50
36 D 885 U N1-C2-02 -6.01 118.59 122.80
36 D 960 U C2-N1-C1’ 6.01 124.92 117.70
36 1 942 U OP1-P-OP2 -6.01 110.58 119.60
36 1 2912 G C5-C6-N1 6.01 114.51 111.50
36 d 1335 C N1-C2-02 -6.01 115.29 118.90
36 1 2406 C N3-C2-02 6.01 126.11 121.90
36 1 3006 A 05’-P-OP1 -6.01 100.29 105.70
36 1 3046 A 05-P-OP2 -6.01 100.29 105.70
36 5 119 U ChH-C4-04 6.01 129.51 125.90
36 5 2849 C N3-C4-C5 -6.01 119.50 121.90
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36 1 2314 U Ch-C4-04 -6.01 122.29 125.90
36 d 885 U N3-C4-04 6.01 123.61 119.40
37 7 81 U N1-C2-02 6.01 127.01 122.80
1 6 139 C N3-C2-02 -6.01 117.69 121.90
36 d 1151 U N3-C2-02 6.01 126.41 122.20
36 D 2236 G C4-C5-N7 6.01 113.20 110.80
1 2 1600 A N1-C6-N6 6.01 122.20 118.60
36 1 206 G N7-C8-N9 -6.01 110.10 113.10
36 1 1445 U C6-N1-C1” 6.01 129.61 121.20
70 04 8 ARG | NE-CZ-NH1 6.01 123.30 120.30
1 6 1737 | G N9-C4-C5 -6.01 103.00 105.40
36 3 2253 G 05’-P-OP2 -6.01 100.29 105.70
36 1 900 G N7-C8-N9 -6.00 110.10 113.10
37 3 38 U N1-C2-02 -6.00 118.60 122.80
36 5 3026 G N1-C6-06 6.00 123.50 119.90
1 2 966 A N9-C4-C5 -6.00 103.40 105.80
36 1 1139 | G C2-N3-C4 -6.00 108.90 111.90
36 1 1343 | A C6-Ch-N7 -6.00 128.10 132.30
36 D 1085 A 05’-P-OP1 -6.00 100.30 105.70
36 D 1495 U 04’-C1-N1 6.00 113.00 108.20
36 5 2623 G C8-N9-C4 6.00 108.80 106.40
36 3 2849 C C5-C6-N1 6.00 124.00 121.00
36 1 153 U N3-C4-C5 -6.00 111.00 114.60
36 1 1051 U N1-C2-N3 6.00 118.50 114.90
29 n3 48 | ARG | NE-CZ-NH1 6.00 123.30 120.30
36 1 1111 U N3-C4-C5 6.00 118.20 114.60
36 1 1197 A 05’-P-OP2 -6.00 100.30 105.70
1 6 043 C C5-C6-N1 6.00 124.00 121.00
36 1 2355 G C4-C5-C6 6.00 122.40 118.80
1 6 858 G N7-C8-N9 6.00 116.10 113.10
68 02 44 | ARG | NE-CZ-NH2 6.00 123.30 120.30
36 1 1308 | A N9-C4-C5 6.00 108.20 105.80
38 4 14 C C2-N3-C4 -6.00 116.90 119.90
36 D 5 G N1-C6-06 6.00 123.50 119.90
36 1 1142 G C8-N9-C4 -5.99 104.00 106.40
1 2 1657 U 04’-C1’-N1 5.99 112.99 108.20
36 d 1193 A C2-N3-C4 -5.99 107.60 110.60
36 5 2383 C C2-N3-C4 -5.99 116.90 119.90
36 D 3245 A C5-C6-N1 -5.99 114.70 117.70
36 1 1174 G C4-N9-C1’ 5.99 134.29 126.50
36 5 928 C N3-C2-02 -5.99 117.71 121.90
1 6 1127 G C6-C5-NT7 -5.99 126.81 130.40
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36 5 923 C C6-N1-C2 5.99 122.69 120.30
36 d 3093 C C2-N3-C4 -5.99 116.91 119.90
36 1 2993 G N3-C4-N9 2.99 129.59 126.00
36 1 2361 A OP2-P-03’ 5.99 118.37 105.20
36 5 1605 | A 04’-C1’-N9 5.99 112.99 108.20
36 D 2345 A N9-C4-C5 -5.99 103.41 105.80
1 2 765 G 04’-C1-N9 -5.98 103.41 108.20

2 1280 C C6-N1-C2 -5.98 117.91 120.30
36 1 2943 G C4-Ch-N7 0.98 113.19 110.80
36 d o7 A N9-C4-C5 -2.98 103.41 105.80
36 1 793 C N1-C2-02 -2.98 115.31 118.90
1 6 1091 A C5-C6-N1 -5.98 114.71 117.70
36 1 1467 A N1-C6-N6 -5.97 115.02 118.60
1 6 83 G N1-C6-06 5.97 123.48 119.90
1 6 163 G N9-C4-C5 5.97 107.79 105.40
1 6 959 U ChH-C4-04 -5.97 122.32 125.90
1 6 1635 A N1-C6-N6 5.97 122.19 118.60
36 5 2850 | G C5-C6-06 -5.97 125.02 128.60
36 D 2890 A C4-C5-C6 0.97 119.99 117.00
36 D 3207 U C2-N1-C1’ -5.97 110.53 117.70
36 1 614 C N3-C4-C5 5.97 124.29 121.90
36 3 997 A OP2-P-0O3’ 5.97 118.34 105.20
1 2 1636 C N3-C4-C5 -5.97 119.51 121.90
36 1 374 A N1-C2-N3 -5.97 126.31 129.30
37 3 103 A N1-C6-N6 5.97 122.18 118.60
1 6 1573 A P-03’-C3’ 5.97 126.86 119.70
36 D 283 G C6-C5-NT7 -5.97 126.82 130.40
36 2 2148 U N1-C2-02 -5.97 118.62 122.80
36 3 2916 U C5-C6-N1 -0.97 119.72 122.70
1 6 352 A 05-P-OP1 -5.97 100.33 105.70
6 s4 38 | LEU | CA-CB-CG 5.97 129.03 115.30
36 5 361 A C2-N3-C4 5.97 113.58 110.60
36 D 411 U N1-C2-02 -5.96 118.62 122.80
36 D 884 A C2-N3-C4 -5.96 107.62 110.60
36 5 2327 U C5-C6-N1 -5.96 119.72 122.70
47 m0 10 ARG | NE-CZ-NH1 | -5.96 117.32 120.30
36 1 1307 G P-03’-C3’ 5.96 126.85 119.70
36 1 2643 A N1-C6-N6 5.96 122.18 118.60
36 D 1405 U N1-C2-N3 5.96 118.47 114.90
36 D 3178 A 05’-P-OP1 -5.96 100.34 105.70
36 5 1495 U C6-N1-C2 -5.95 117.43 121.00
36 1 2585 G N3-C4-N9 5.95 129.57 126.00
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36 1 2823 G C4-C5-N7 -5.95 108.42 110.80
36 1 206 G C8-N9-C4 5.95 108.78 106.40
36 1 1103 A C8-N9-C4 0.95 108.18 105.80
36 1 3229 | G C5-C6-06 -5.95 125.03 128.60
36 5 3164 C 04’-C1-N1 5.95 112.96 108.20
1 2 734 A P-03’-C3’ 5.95 126.84 119.70
36 1 2409 G N3-C4-C5 -5.95 125.62 128.60
37 3 33 U N3-C2-02 -5.95 118.04 122.20
37 3 88 G N3-C4-C5 -5.95 125.63 128.60
36 d 1160 C N1-C2-02 -2.95 115.33 118.90
36 1 2134 G C5-C6-N1 5.95 114.47 111.50
36 1 2212 C C6-N1-C2 2.95 122.68 120.30
36 1 2815 G C8-N9-C4 5.94 108.78 106.40
36 D 3188 G C4-Ch-N7 -5.94 108.42 110.80
1 2 370 A N1-C6-N6 -0.94 115.03 118.60
1 2 794 U C2-N1-C1” 5.94 124.83 117.70
36 d 3214 U N3-C2-02 -0.94 118.04 122.20
36 5 3335 | A C6-Ch-N7 -5.94 128.14 132.30
36 1 2712 U N3-C2-02 -5.94 118.04 122.20
1 2 571 G C4-Ch-NT7 -5.94 108.42 110.80
36 1 639 G C6-C5-NT7 -5.94 126.84 130.40
37 3 83 U C5-C6-N1 -0.94 119.73 122.70
36 d 2524 A C5-N7-C8 -0.94 100.93 103.90
36 1 1376 C N1-C2-02 -0.94 115.34 118.90
36 5 339 C N1-C2-02 -5.94 115.34 118.90
36 D 902 G C5H-C6-06 -5.94 125.04 128.60
36 1 2176 U N1-C2-02 5.93 126.95 122.80
36 2 2616 C OP2-P-03’ 5.93 118.25 105.20
36 3 2967 A N1-C2-N3 5.93 132.27 129.30
36 1 1835 A 05-P-OP1 -5.93 100.36 105.70
36 5 3245 | A N3-C4-C5 5.93 130.95 126.80
66 o0 41 | LEU | CA-CB-CG 5.93 128.95 115.30
36 1 2887 A C8-N9-C4 -5.93 103.43 105.80
1 6 1000 C C4-C5-C6 5.93 120.36 117.40
36 5 512 U N3-C2-02 -5.93 118.05 122.20
36 3 2308 C N3-C2-02 5.93 126.05 121.90
36 d 2325 G N3-C2-N2 -2.93 115.75 119.90
36 1 803 C O5-P-OP1 5.93 117.81 110.70
36 1 1002 A C8-N9-C4 5.93 108.17 105.80
1 6 1025 A N9-C4-C5 -5.93 103.43 105.80
36 5 2163 C C2-N3-C4 -5.93 116.94 119.90
36 5 2388 U OP2-P-03’ 5.93 118.24 105.20
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36 1 282 G C2-C3’-03’ 5.92 123.18 113.70
36 d 1507 G C6-Ch-NT7 -5.92 126.85 130.40
36 d 1598 G C8-N9-C4 0.92 108.77 106.40
36 5 3118 C C6-N1-C2 -5.92 117.93 120.30
36 1 2952 | G C4-N9-C1’ 5.92 134.20 126.50
36 1 2236 G N1-C6-06 5.92 123.45 119.90
36 D 43 A N1-C6-N6 5.92 122.15 118.60
36 1 1154 A C8-N9-C4 -5.92 103.43 105.80
37 3 91 G C6-Cb-NT7 -5.92 126.85 130.40
36 d 661 G OP1-P-O3’ 5.92 118.22 105.20
1 2 316 A C8-N9-C4 5.92 108.17 105.80
36 3 2123 G 05’-P-OP1 -5.92 100.38 105.70
36 1 2656 A N1-C6-N6 -5.91 115.05 118.60
36 1 2886 U ChH-C4-04 -5.91 122.35 125.90
1 6 390 G 05-P-OP2 -5.91 100.38 105.70
36 d 970 A C5-C6-N6 -5.91 118.97 123.70
36 d 2295 A N1-C2-N3 -0.91 126.34 129.30
1 2 1560 U C6-N1-C2 -0.91 117.45 121.00
36 D 2524 A N7-C8-N9 5.91 116.75 113.80
36 1 1304 A N1-C6-N6 -5.91 115.06 118.60
36 1 3143 C N1-C2-02 -5.91 115.36 118.90
1 6 1100 G C6-N1-C2 -5.91 121.56 125.10
36 d 868 C C6-N1-C2 0.91 122.66 120.30
36 5 2236 | G C6-C5-N7 -5.91 126.86 130.40
36 1 2624 | G C8-N9-C4 -5.90 104.04 106.40
1 2 694 U N1-C2-02 5.90 126.93 122.80
36 1 1103 A P-03’-C3’ 5.90 126.78 119.70
45 L8 189 | LEU CA-CB-CG 5.90 128.88 115.30
1 6 1060 U N3-C2-02 -5.90 118.07 122.20
36 d 2366 C C2-N1-C1” 5.90 125.29 118.80
36 1 1374 | G C6-C5-N7 -5.90 126.86 130.40
36 1 23715 | G C8-N9-C4 5.90 108.76 106.40
36 1 2905 U N3-C2-02 5.90 126.33 122.20
36 1 3058 U OP1-P-OP2 5.90 128.45 119.60
36 1 3382 U N3-C2-02 -5.90 118.07 122.20
38 8 21 C N1-C2-02 -5.90 115.36 118.90
36 5 946 U O5-P-OP2 | -5.90 100.39 105.70
36 1 75 G C6-C5-N7 -5.90 126.86 130.40
1 6 459 G C5-C6-06 -5.90 125.06 128.60
36 D 1452 A C6-C5-NT7 -5.90 128.17 132.30
1 2 569 C N3-C2-02 -5.90 117.77 121.90
36 1 1448 U OP2-P-O3’ 5.89 118.17 105.20
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 1 2257 C N3-C2-02 -5.89 117.77 121.90
36 1 2726 C C6-N1-C2 -5.89 117.94 120.30
36 d 1206 G C8-N9-C4 -5.89 104.04 106.40
36 5 2358 | A N3-C4-C5 5.89 130.93 126.80
37 7 94 C C4-ChH-C6 -5.89 114.45 117.40
1 2 1274 C Ch-C4-N4 5.89 124.32 120.20
36 1 2384 A C4-C5-N7 5.89 113.65 110.70
36 5 2917 G 05-P-OP2 -5.89 100.40 105.70
36 1 659 G ChH-C6-06 -5.89 125.07 128.60
38 4 113 U C4-C5-C6 5.89 123.23 119.70
36 5 784 A O5-P-OP2 | -5.89 100.40 105.70
1 6 1034 C C4-ChH-C6 5.89 120.34 117.40
36 1 938 C C6-N1-C2 -5.89 117.94 120.30
36 1 1116 G C8-N9-C4 -5.89 104.05 106.40
38 4 32 C C2-N1-C1’ -5.89 112.32 118.80
36 d 1381 A C2-N3-C4 -5.89 107.66 110.60
36 5 1876 | U N3-C4-C5 5.89 118.13 114.60
1 6 1031 U C5-C6-N1 -5.88 119.76 122.70
1 2 425 A C4-C5-N7 0.88 113.64 110.70
1 6 1001 A N9-C4-C5 -5.88 103.45 105.80
36 5 2929 C N3-C4-C5 5.88 124.25 121.90
38 4 116 G N9-C4-C5 -5.88 103.05 105.40
36 d 3095 U N3-C4-04 -5.88 115.28 119.40
36 1 912 G OP2-P-0O3’ 5.88 118.14 105.20
1 6 1092 A N1-C6-N6 5.88 122.13 118.60
36 1 439 C C5-C6-N1 0.88 123.94 121.00
36 1 1386 A C6-N1-C2 -5.88 115.07 118.60
36 2 2838 A C5-C6-N6 -5.88 119.00 123.70
38 8 3 A C5-C6-N1 0.88 120.64 117.70
15 C3 22 ALA C-N-CA 0.88 146.68 122.00
36 1 1907 | C N3-C4-C5 -5.88 119.55 121.90
36 1 3133 C C5-C4-N4 -5.88 116.09 120.20
36 1 3303 G 04’-C1-N9 0.88 112.90 108.20
37 3 86 U C2-N3-C4 -5.88 123.47 127.00
41 L4 327 | LEU CA-CB-CG 0.88 128.81 115.30
36 1 916 G N1-C6-06 -5.88 116.38 119.90
36 1 1351 U N3-C2-02 -0.88 118.09 122.20
36 2 516 A N1-C6-N6 5.88 122.12 118.60
1 2 90 C C6-N1-C2 -5.87 117.95 120.30
36 1 1166 G C6-C5-NT7 -5.87 126.88 130.40
36 5 1897 G N3-C4-C5 5.87 131.54 128.60
36 5 2354 C C5-C4-N4 -5.87 116.09 120.20
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1 2 1120 U N3-C2-02 -5.87 118.09 122.20
1 2 1462 G C4-C5-N7 0.87 113.15 110.80
36 1 999 G ChH-C6-06 -0.87 125.08 128.60
36 1 2134 G N3-C4-N9 5.87 129.52 126.00
1 2 576 G C4-C5-NT7 5.87 113.15 110.80
36 D 1433 A N9-C4-C5 0.87 108.15 105.80
36 D 3181 C C6-N1-C1” -5.87 113.76 120.80
36 1 1182 A C8-N9-C4 5.87 108.15 105.80
36 1 1419 A N1-C6-N6 5.87 122.12 118.60
36 1 1923 C C6-N1-C2 5.87 122.65 120.30
36 1 2798 C N3-C4-C5 -5.87 119.55 121.90
36 1 2036 | A N1-C6-N6 -5.87 115.08 118.60
1 6 795 U N1-C2-02 5.87 126.91 122.80
36 1 730 C C6-N1-C2 5.87 122.65 120.30
36 1 2886 U N3-C4-04 0.87 123.51 119.40
36 d 966 U 05-P-OP2 -5.87 100.42 105.70
36 5 2339 C O5-P-OP1 | -5.87 100.42 105.70
36 1 2525 | G N3-C4-N9 5.87 129.52 126.00
36 D 1445 U ChH-C4-04 -5.87 122.38 125.90
36 D 1905 G C2-N3-C4 5.87 114.83 111.90
38 8 16 G ChH-C6-06 -5.87 125.08 128.60
36 1 1058 U N1-C2-02 5.86 126.91 122.80
36 1 1779 C C6-N1-C2 -5.86 117.95 120.30
1 6 426 G C4-N9-C1” 5.86 134.12 126.50
36 1 809 G C5-C6-06 -5.86 125.08 128.60
36 1 2142 A C6-N1-C2 -5.86 115.08 118.60
1 6 901 G N1-C6-06 .86 123.42 119.90
36 1 2276 G ChH-C6-06 -5.86 125.08 128.60
36 1 2383 C N3-C4-C5 .86 124.24 121.90
36 1 2803 A C2-N3-C4 .86 113.53 110.60
36 1 2950 | G N1-C6-06 -5.86 116.38 119.90
1 6 338 C C5-C6-N1 5.86 123.93 121.00
1 6 1432 U 04’-C1’-N1 5.86 112.89 108.20
36 D 1055 A 05-P-OP2 -5.86 100.43 105.70
36 5 1399 A 05-P-OP1 5.86 117.73 110.70
1 2 970 A C4-Cb-N7 .86 113.63 110.70
36 1 611 A 05-P-OP1 .86 117.73 110.70
36 5 665 A C5-C6-N6 -5.86 119.01 123.70
36 D 2334 U 05’-P-OP1 .86 117.73 110.70
38 8 80 A C4-C5-C6 5.86 119.93 117.00
36 1 941 G OP1-P-O3%’ 5.86 118.09 105.20
36 1 2323 G N3-C2-N2 5.86 124.00 119.90
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1 6 1634 C N1-C2-02 5.86 122.41 118.90
36 d 661 G 05-P-OP1 -5.86 100.43 105.70
36 d 934 G C8-N9-C1” -5.86 119.39 127.00
36 d 1338 C N3-C4-N4 5.86 122.10 118.00
36 1 288 C N3-C4-C5 -5.86 119.56 121.90
36 1 1507 G C6-N1-C2 -5.86 121.59 125.10
36 1 3201 C N3-C4-C5 -5.86 119.56 121.90
36 5 880 G C8-N9-C4 5.86 108.74 106.40
36 3 970 A N1-C6-N6 .86 122.11 118.60
36 d 2383 C C4-C5-C6 .86 120.33 117.40
36 5 3048 | A C5-C6-N6 -5.86 119.02 123.70
1 2 334 G C2-N3-C4 -5.85 108.97 111.90
36 1 950 G N1-C6-06 0.85 123.41 119.90
36 1 1157 G OP2-P-03’ 5.85 118.07 105.20
36 1 2134 G N1-C6-06 -5.85 116.39 119.90
36 1 3055 U N3-C4-C5 0.85 118.11 114.60
36 5 1902 | G N3-C2-N2 -5.85 115.80 119.90
36 5 2840 C O5-P-OP1 | -5.85 100.43 105.70
36 1 1901 A N1-C6-N6 -5.85 115.09 118.60
36 1 3039 C 05-P-OP2 -5.85 100.43 105.70
1 6 1280 C N3-C4-C5 -5.85 119.56 121.90
36 3 989 A C5-C6-N6 -5.85 119.02 123.70
) S3 182 | LEU CA-CB-CG 0.85 128.75 115.30
36 1 1513 G C6-N1-C2 -5.85 121.59 125.10
36 1 2329 C O5-P-OP2 | -5.85 100.44 105.70
36 1 2893 C C5-C6-N1 -5.85 118.08 121.00
1 6 1698 G P-03’-C3’ 5.85 126.72 119.70
36 2 360 G C5-C6-N1 -5.85 108.58 111.50
36 3 641 C N3-C4-C5 5.89 124.24 121.90
36 d 889 U OP2-P-03’ 0.85 118.07 105.20
1 2 388 G N1-C6-06 5.85 123.41 119.90
36 1 668 G C5-NT7-C8 5.85 107.22 104.30
36 1 1495 U N1-C2-02 -5.85 118.71 122.80
36 D 1903 U N3-C4-04 5.85 123.49 119.40
36 5 2849 C N1-C2-02 -5.85 115.39 118.90
37 3 o7 G ChH-C6-06 0.85 132.11 128.60
36 1 874 U N1-C2-N3 5.84 118.41 114.90
36 1 2134 G C2-N3-C4 5.84 114.82 111.90
36 1 2185 G P-03’-C3’ 0.84 126.71 119.70
36 1 2307 G 04’-C1-N9 0.84 112.88 108.20
1 6 315 A C2-N3-C4 5.84 113.52 110.60
1 6 350 U N1-C2-N3 5.84 118.41 114.90
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36 5 1316 C N3-C4-N4 5.84 122.09 118.00
36 d 1476 G N3-C4-N9 -5.84 122.49 126.00
36 d 2639 G C6-Chb-NT7 -0.84 126.89 130.40
36 5 3216 | G C6-C5-N7 -5.84 126.89 130.40
36 1 1796 | G C8-N9-C4 -5.84 104.06 106.40
36 1 3193 C C6-N1-C2 -5.84 117.96 120.30
36 D 2772 C P-03’-C3’ 0.84 126.71 119.70
36 5 1433 A 05-P-OP1 -0.84 100.44 105.70
1 2 334 G N3-C4-C5 5.84 131.52 128.60
36 d 2375 G N1-C6-06 -0.84 116.40 119.90
36 D 3195 U C2-N1-C1’ 5.84 124.71 117.70
36 1 2699 | G C6-C5-N7 -5.84 126.90 130.40
36 1 83 U ChH-C4-04 -5.84 122.40 125.90
36 1 96 G N3-C4-C5 0.84 131.52 128.60
36 1 345 G OP1-P-O3%’ 0.84 118.04 105.20
64 N8 34 | MET CG-SD-CE 0.84 109.54 100.20
36 5 1452 | A C2-N3-C4 -5.84 107.68 110.60
38 8 96 A C8-N9-C4 5.84 108.14 105.80
36 D 1721 U 05’-P-OP1 -5.83 100.45 105.70
36 1 3050 U N1-C2-02 0.83 126.88 122.80
36 5 63 A C4-C5-C6 5.83 119.92 117.00
36 3 216 G N1-C6-06 0.83 123.40 119.90
36 d 2366 C N3-C4-N4 0.83 122.08 118.00
36 5 3049 | A C8-N9-C4 5.83 108.13 105.80
36 1 1589 A N1-C6-N6 5.83 122.10 118.60
36 1 1516 C N1-C2-02 -5.83 115.40 118.90
36 1 2855 U C5-C6-N1 -5.83 119.79 122.70
38 4 20 U N1-C2-02 -5.83 118.72 122.80
36 3 1047 A C5-C6-N6 -5.83 119.04 123.70
36 d 2422 C N3-C4-C5 0.83 124.23 121.90
36 d 2764 C C5-C4-N4 5.83 124.28 120.20
36 1 1307 | G C6-C5-NT7 5.83 133.90 130.40
36 1 2709 C C2-N3-C4 -5.83 116.99 119.90
36 D 2105 G ChH-C6-06 -5.83 125.10 128.60
1 2 499 U P-03’-C3’ 0.83 126.69 119.70
38 4 116 G C8-N9-C4 0.83 108.73 106.40
36 d 48 A N9-C4-C5 0.83 108.13 105.80
36 2 1496 C C2-N1-C1’ 5.83 125.21 118.80
36 D 3048 A 05’-P-OP2 -5.83 100.46 105.70
68 02 27 | ARG | NE-CZ-NH1 | -5.82 117.39 120.30
36 5 406 G N1-C6-06 -5.82 116.41 119.90
36 5 1387 G N1-C2-N2 5.82 121.44 116.20
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36 5 1829 G C4-C5-N7 -5.82 108.47 110.80
36 1 421 G C5-C6-N1 5.82 114.41 111.50
36 1 957 C 05-P-OP1 0.82 117.69 110.70
36 1 2369 G C5-C6-N1 5.82 114.41 111.50
36 5 2145 | A C4-N9-C1’ 5.82 136.78 126.30
1 2 73 U 04’-C1’-N1 5.82 112.86 108.20
36 1 155 G N1-C6-06 -5.82 116.41 119.90
36 1 196 G ChH-C6-06 -5.82 125.11 128.60
36 3 1205 A C6-N1-C2 -5.82 115.11 118.60
37 7 41 G N1-C6-06 0.82 123.39 119.90
36 D 1328 C N3-C4-C5h -0.82 119.57 121.90
36 5 2389 C C2-N3-C4 -5.82 116.99 119.90
1 2 734 A OP1-P-O3’ 0.82 118.00 105.20
38 4 138 A N1-C6-N6 -5.82 115.11 118.60
1 6 599 A C8-N9-C4 -5.82 103.47 105.80
38 4 25 G ChH-C6-06 0.82 132.09 128.60
1 6 1730 A N1-C2-N3 5.82 132.21 129.30
36 d 339 C C5-C4-N4 5.82 124.27 120.20
36 D 514 G C5H-C6-06 -5.82 125.11 128.60
36 D 806 A N3-C4-C5 5.82 130.87 126.80
36 1 648 C Ch-C4-N4 -5.81 116.13 120.20
36 1 1474 A C2-N3-C4 -5.81 107.69 110.60
1 6 421 A N1-C6-N6 5.81 122.09 118.60
36 2 2293 C N3-C4-C5 5.81 124.22 121.90
36 5 3223 A C5-C6-N1 5.81 120.61 117.70
36 D 1478 C N3-C4-C5 -5.81 119.58 121.90
36 D 1904 C C6-N1-C2 5.81 122.62 120.30
36 1 590 G N1-C6-06 5.81 123.38 119.90
1 6 1164 G C5-C6-N1 5.81 114.40 111.50
36 d 2408 U N1-C2-N3 5.81 118.38 114.90
36 5 3028 | G N9-C4-C5 -5.81 103.08 105.40
36 1 812 G C4-C5-NT7 -5.80 108.48 110.80
36 1 1891 A N7-C8-N9 -5.80 110.90 113.80
36 D 931 C N3-C4-C5 5.80 124.22 121.90
36 5 630 A C2-N3-C4 -5.80 107.70 110.60
36 1 709 A 05-P-OP1 -5.80 100.48 105.70
36 1 1420 C ChH-C4-N4 5.80 124.26 120.20
36 1 3266 | G N3-C4-N9 -5.80 122.52 126.00
1 6 901 G C6-CH-N7 -5.80 126.92 130.40
36 D o6 G N1-C6-06 -5.80 116.42 119.90
36 1 1156 C C2-N3-C4 -5.80 117.00 119.90
36 5 1180 A N9-C4-C5 5.80 108.12 105.80
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1 6 297 U C5-C6-N1 5.80 125.60 122.70
36 d 1496 C 05-P-OP1 5.80 117.66 110.70
1 2 1131 A C8-N9-C4 5.80 108.12 105.80
36 1 1866 C C6-N1-C2 5.80 122.62 120.30
36 1 2169 | G C5-C6-N1 5.80 114.40 111.50
36 1 3375 A N1-C2-N3 5.80 132.20 129.30
1 6 1087 A C2-N3-C4 -5.80 107.70 110.60
69 03 73 ARG | NE-CZ-NH1 5.80 123.20 120.30
36 1 2379 U N3-C4-04 5.79 123.46 119.40
36 1 3278 C C2-N1-C1” 5.79 125.17 118.80
38 4 16 G N9-C4-C5 -5.79 103.08 105.40
36 1 1796 G N9-C4-C5h 5.79 107.72 105.40
1 6 1596 C N3-C2-02 -5.79 117.84 121.90
36 D 2134 G N3-C4-N9 5.79 129.48 126.00
36 5 2967 A C2-N3-C4 -5.79 107.70 110.60
1 2 460 A N1-C6-N6 -5.79 115.12 118.60
36 1 666 A C5-C6-N1 5.79 120.60 117.70
1 6 805 U C6-N1-C2 -5.79 117.53 121.00
36 D 1803 C C6-N1-C2 5.79 122.62 120.30
36 D 366 A N9-C4-C5 -5.79 103.48 105.80
36 5 3305 A N1-C6-N6 5.79 122.07 118.60
38 4 38 U N1-C2-02 5.79 126.85 122.80
36 d 1316 C N3-C4-C5 -5.79 119.58 121.90
36 5 1837 | U N3-C2-02 5.79 126.25 122.20
36 5 2185 | G OP2-P-03’ 5.79 117.93 105.20
1 2 1486 G C4-Ch-NT7 5.79 113.11 110.80
15 C3 114 | ARG | NE-CZ-NH1 5.79 123.19 120.30
36 2 79 U C6-N1-C2 -5.79 117.53 121.00
36 3 192 C 05-P-OP2 -2.79 100.49 105.70
1 2 1432 U 04’-C1’-N1 5.79 112.83 108.20
36 1 2798 C C6-N1-C2 -5.79 117.99 120.30
1 2 507 U N3-C2-02 -5.78 118.15 122.20
36 1 357 A N1-C2-N3 5.78 132.19 129.30
36 1 382 U N1-C2-02 -0.78 118.75 122.80
42 L5 115 | LEU CA-CB-CG 5.78 128.60 115.30
1 6 868 G C5-C6-N1 5.78 114.39 111.50
36 5 70 A C8-N9-C4 -5.78 103.49 105.80
36 5 2983 C O5-P-OP1 | -5.78 100.50 105.70
36 D 931 C C5-C6-N1 -5.78 118.11 121.00
36 D 1194 G N3-C4-C5 -5.78 125.71 128.60
1 2 1653 C N3-C4-C5 -0.78 119.59 121.90
36 1 2620 G N3-C2-N2 -0.78 115.85 119.90
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
1 6 1 U C2-N1-C1’ 5.78 124.64 117.70
36 1 1346 G C5-C6-N1 -0.78 108.61 111.50
36 1 2642 A C6-N1-C2 5.78 122.07 118.60
36 5 96 G N3-C4-C5 5.78 131.49 128.60
36 1 148 G C4-C5-N7 5.78 113.11 110.80
36 1 435 C C6-N1-C2 5.78 122.61 120.30
36 1 1489 A C8-N9-C4 0.78 108.11 105.80
54 M8 180 | ARG | NE-CZ-NH1 5.78 123.19 120.30
36 3 1906 G C8-N9-C4 5.78 108.71 106.40
37 7 71 G OP2-P-03’ 5.78 117.91 105.20
1 2 1200 | G C5-C6-06 -5.78 125.13 128.60
36 1 2620 G N1-C6-06 5.78 123.36 119.90
36 1 3189 G N1-C6-06 0.78 123.36 119.90
1 6 858 G C8-N9-C1” -0.78 119.49 127.00
36 5 2126 A C5-C6-N6 -0.78 119.08 123.70
36 d 2664 C C5-C4-N4 -5.78 116.16 120.20
36 1 3079 U C6-N1-C1” D.77 129.28 121.20
36 1 866 A O5-P-OP1 | -5.77 100.50 105.70
36 1 2869 U N1-C2-02 -5.77 118.76 122.80
1 6 1139 A N1-C6-N6 -5.77 115.14 118.60
36 5 1394 A C8-N9-C4 D.77 108.11 105.80
36 3 2374 C N3-C4-C5 D.77 124.21 121.90
1 6 989 U 05-P-OP2 -0.77 100.51 105.70
36 1 2043 | G C6-C5-N7 -5.77 126.94 130.40
36 d 1430 U C6-N1-C2 2.77 124.46 121.00
36 D 2113 A C8-N9-C4 D.77 108.11 105.80
36 D 2830 G N1-C6-06 D.77 123.36 119.90
68 02 44 | ARG | NE-CZ-NH1 | -5.77 117.42 120.30
1 6 192 U N3-C2-02 -5.77 118.16 122.20
36 d 912 G C4-Cb-N7 -0.77 108.49 110.80
36 1 3224 G N3-C2-N2 -0.77 115.86 119.90
36 5 2426 | U N3-C4-04 -5.77 115.36 119.40
1 6 1309 C C6-N1-C2 -5.76 118.00 120.30
36 D 388 G 05-P-OP2 -0.76 100.51 105.70
36 1 1349 G C8-N9-C1” -0.76 119.51 127.00
37 7 98 C 05-P-OP2 -0.76 100.51 105.70
36 1 1326 A C8-N9-C4 5.76 108.11 105.80
36 5 399 A C5-C6-N6 -5.76 119.09 123.70
1 2 1636 C N3-C4-N4 5.76 122.03 118.00
36 1 3242 G C8-N9-C4 5.76 108.70 106.40
25 d3 32 | ARG | NE-CZ-NH2 | -5.76 117.42 120.30
36 5 641 C C2-N3-C4 -0.76 117.02 119.90
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
39 L2 122 | ASP | CB-CG-OD2 5.76 123.48 118.30
36 1 819 U C5-C6-N1 -0.76 119.82 122.70
36 1 3022 G 04-C1’-N9 5.76 112.81 108.20
36 d 1171 G C4-Ch-N7 5.76 113.10 110.80
37 7 93 C N3-C2-02 -5.76 117.87 121.90
36 D 1194 G C5-C6-N1 D.75 114.38 111.50
36 D 2178 A C8-N9-C4 5.75 108.10 105.80
36 5 2911 A 05-P-OP2 -0.75 100.52 105.70
1 2 308 C C2-N1-C1’ -5.75 112.47 118.80
36 d 3184 A C8-N9-C4 5.75 108.10 105.80
36 5 3206 C O4-C1’-N1 | -5.75 103.60 108.20
36 1 2101 C P-03-C3’ 5.7 126.60 119.70
36 D 819 U N3-C4-04 D.75 123.43 119.40
36 D 1293 U N1-C2-02 -0.75 118.77 122.80
36 1 832 G C8-N9-C4 5.75 108.70 106.40
1 6 1124 A C4-C5-N7 5.75 113.58 110.70
36 5 2700 | G O5-P-OP2 | -5.75 100.53 105.70
36 1 859 G N3-C4-N9 5.75 129.45 126.00
36 1 2289 U C6-N1-C2 -5.75 117.55 121.00
36 D 652 G 05’-P-OP1 -5.75 100.53 105.70
36 5 776 U ChH-C4-04 5.75 129.35 125.90
36 3 1205 A C5-C6-N1 5.75 120.57 117.70
1 2 322 G N9-C4-C5 5.75 107.70 105.40
1 2 453 U C6-N1-C1” -2.75 113.16 121.20
1 6 351 C C2-N1-C1’ 2.75 125.12 118.80
36 D 1847 A N3-C4-C5 D.75 130.82 126.80
36 D 2921 U N1-C2-N3 5.75 118.35 114.90
36 1 2608 G N3-C4-C5 5.75 131.47 128.60
36 3 355 A C2-N3-C4 -0.75 107.73 110.60
36 d 2363 A N9-C4-C5 -2.75 103.50 105.80
1 2 720 G OP1-P-O3’ 5.74 117.84 105.20
36 1 1199 C N1-C2-02 5.74 122.35 118.90
36 D 349 A N1-C6-N6 -5.74 115.15 118.60
38 8 18 U 05-P-OP2 -0.74 100.53 105.70
36 1 2305 G C6-Ch-NT7 -0.74 126.95 130.40
36 1 2801 A C4-N9-C1” -0.74 115.96 126.30
36 1 3309 G C8-N9-C4 -0.74 104.10 106.40
36 5 2323 | G C8-N9-C4 -5.74 104.10 106.40
36 D 2405 C C6-N1-C2 -5.74 118.00 120.30
36 D 2417 U N3-C4-04 5.74 123.42 119.40
36 5 2707 C C6-N1-C2 5.74 122.60 120.30
41 14 187 | LEU CA-CB-CG 5.74 128.50 115.30
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 1 397 A C5-C6-N1 5.74 120.57 117.70
36 1 967 A C2-N3-C4 -0.74 107.73 110.60
36 1 2917 G ChH-C6-06 -0.74 125.16 128.60
1 6 1634 C C6-N1-C1’ -0.74 113.91 120.80
36 5 3327 | G OP2-P-03’ 5.74 117.83 105.20
36 D 889 U N1-C2-N3 -5.74 111.46 114.90
36 D 1086 C C6-N1-C2 5.74 122.59 120.30
36 5 1834 U N1-C2-N3 5.74 118.34 114.90
36 3 2281 A N7-C8-N9 -0.74 110.93 113.80
1 2 1486 G N7-C8-N9 5.73 115.97 113.10
36 5 635 G C8-N9-C4 5.73 108.69 106.40
36 3 2385 G N1-C6-06 5.73 123.34 119.90
1 6 440 U N1-C2-N3 5.73 118.34 114.90
36 D 886 C C4-C5-C6 5.73 120.27 117.40
36 5 2180 G N9-C4-C5 -0.73 103.11 105.40
36 d 2930 A 04’-C1-N9 5.73 112.79 108.20
36 5 3309 | G C8-N9-C4 -5.73 104.11 106.40
36 1 972 A C8-N9-C4 5.73 108.09 105.80
36 1 1392 G N7-C8-N9 -5.73 110.23 113.10
36 D 41 G ChH-N7-C8 -5.73 101.44 104.30
36 5 987 U N1-C2-N3 5.73 118.34 114.90
36 3 2937 G N1-C6-06 5.73 123.34 119.90
36 1 636 C C2-N3-C4 -0.73 117.04 119.90
36 1 788 C C2-N1-C1’ -5.73 112.50 118.80
1 6 351 C N3-C4-N4 2.73 122.01 118.00
1 6 542 A C4-N9-C1’ 5.73 136.61 126.30
1 6 1697 G N3-C4-C5 -5.73 125.74 128.60
36 1 949 C C2-N1-C1’ 5.73 125.10 118.80
36 1 2426 U ChH-C4-04 5.73 129.34 125.90
36 d 2290 C N3-C4-C5 5.73 124.19 121.90
36 1 1795 | U C2-N1-C1’ 5.73 124.57 117.70
36 1 3001 C N3-C4-C5 5.73 124.19 121.90
36 D 337 G C8-N9-C4 -5.73 104.11 106.40
1 6 1382 A 04’-C1’-N9 5.72 112.78 108.20
36 5 2824 G ChH-C6-06 -0.72 125.17 128.60
36 3 3184 A N9-C4-C5 -0.72 103.51 105.80
36 1 734 C C2-N1-C1” 5.72 125.09 118.80
9 s7 131 | PHE C-N-CD 5.72 140.42 128.40
36 D 1064 A P-03’-C3’ 5.72 126.57 119.70
36 1 3001 C C2-N3-C4 -5.72 117.04 119.90
1 6 609 U N1-C2-N3 5.72 118.33 114.90
1 6 1023 A N1-C6-N6 5.72 122.03 118.60
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36 5 1205 A C5-C6-N6 -0.72 119.12 123.70
36 d 2169 G C4-C5-N7 -0.72 108.51 110.80
36 d 2352 A C6-N1-C2 -0.72 115.17 118.60
1 6 194 U C2-N1-C1’ 5.72 124.56 117.70
1 6 1537 C 04’-C1’-N1 5.72 112.78 108.20
1 2 1782 A C5-C6-N6 5.72 128.27 123.70
36 1 105 C Ch-C4-N4 -5.72 116.20 120.20
36 1 1490 A C8-N9-C4 -0.72 103.51 105.80
36 1 2115 G C6-Cb-NT7 -0.72 126.97 130.40
1 6 416 A C2-N3-C4 -0.72 107.74 110.60
36 5 2976 | A N1-C6-N6 -5.72 115.17 118.60
38 8 106 C C6-N1-C2 5.72 122.59 120.30
36 D 1463 U N3-C2-02 5.71 126.20 122.20
36 D 2948 C N1-C2-02 5.71 122.33 118.90
36 5 2349 U ChH-C4-04 5.71 129.33 125.90
36 d 1131 G 05-P-OP2 -0.71 100.56 105.70
36 5 1452 | A C5-NT7-C8 -5.71 101.04 103.90
36 1 1712 | G N1-C6-06 5.71 123.33 119.90
36 1 2213 A N9-C4-C5 5.71 108.08 105.80
36 D 1413 G N1-C2-N3 5.71 127.33 123.90
38 4 113 U N1-C2-N3 5.71 118.33 114.90
36 3 1308 A C5H-N7-C8 5.71 106.75 103.90
36 d 1917 C C5-C4-N4 -5.71 116.20 120.20
36 1 3184 | A C8-N9-C4 5.71 108.08 105.80
39 L2 191 | LEU CA-CB-CG -0.71 102.17 115.30
1 6 1641 C Ch-C4-N4 -5.71 116.20 120.20
36 D 2732 G 05’-P-OP2 -0.71 100.56 105.70
36 2 2825 C C6-N1-C2 5.71 122.58 120.30
36 1 2572 C C6-N1-C1” -0.71 113.95 120.80
36 1 2816 G N1-C6-06 5.71 123.32 119.90
36 1 822 G N1-C6-06 5.70 123.32 119.90
36 1 3133 C N3-C4-N4 5.70 121.99 118.00
36 1 3269 U ChH-C4-04 5.70 129.32 125.90
36 D 1331 U C6-N1-C2 5.70 124.42 121.00
36 5 2392 C C5-C6-N1 -5.70 118.15 121.00
37 7 81 U N3-C2-02 -5.70 118.21 122.20
36 1 785 G C5-C6-N1 5.70 114.35 111.50
36 1 1437 | C C6-N1-C2 -5.70 118.02 120.30
36 D 1141 C C4-ChH-C6 -5.70 114.55 117.40
36 D 2384 A C5-C6-N6 -5.70 119.14 123.70
36 1 188 U C5-C6-N1 -5.70 119.85 122.70
36 1 276 U N3-C2-02 5.70 126.19 122.20
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36 1 429 U N1-C2-02 5.70 126.79 122.80
36 1 2869 U 05-P-OP1 -5.70 100.57 105.70
1 6 405 C C6-N1-C2 5.70 122.58 120.30
1 6 1111 G C6-C5-N7 -5.70 126.98 130.40
37 7 28 C C6-N1-C2 -5.70 118.02 120.30
1 6 536 C C2-N1-C1’ 5.70 125.07 118.80
36 D 1156 C C5-C4-N4 -5.70 116.21 120.20
36 5 1484 U C5-C6-N1 -5.70 119.85 122.70
36 1 2144 A N7-C8-N9 -5.70 110.95 113.80
36 1 2983 C 05-P-OP1 -5.70 100.57 105.70
36 5 1588 | A C8-N9-C4 5.70 108.08 105.80
36 5 3060 C N3-C2-02 5.70 125.89 121.90
1 2 638 U C2-N1-C1’ 5.69 124.53 117.70
36 1 339 C C2-N3-C4 -5.69 117.05 119.90
36 1 o83 G N3-C4-N9 -5.69 122.58 126.00
36 1 634 C C6-N1-C2 5.69 122.58 120.30
36 1 1906 | G C6-C5-N7 -5.69 126.98 130.40
36 1 2754 | G C8-N9-C4 5.69 108.68 106.40
36 1 3207 U 04’-C1-N1 5.69 112.75 108.20
36 D 35 A C2-N3-C4 -5.69 107.75 110.60
36 5 928 C N3-C4-N4 -5.69 114.02 118.00
36 3 2937 G C6-Ch-NT7 -5.69 126.98 130.40
36 1 2937 G N7-C8-N9 -5.69 110.25 113.10
36 5 797 U OP2-P-03’ 5.69 117.72 105.20
36 d 1119 C N1-C2-02 -5.69 115.48 118.90
36 D 1837 U N1-C2-02 -5.69 118.82 122.80
36 1 997 A C4-C5-C6 5.69 119.84 117.00
1 6 978 A N9-C4-C5 5.69 108.08 105.80
36 3 437 G N1-C2-N2 5.69 121.32 116.20
36 1 2606 G C8-N9-C1” -5.69 119.61 127.00
1 6 638 U N3-C2-02 -5.69 118.22 122.20
36 5 1528 | G N3-C4-N9 5.69 129.41 126.00
37 7 78 U N3-C2-02 -5.69 118.22 122.20
36 1 156 G N3-C4-N9 5.68 129.41 126.00
36 1 2776 C C5-C4-N4 -5.68 116.22 120.20
36 3 1428 A 05-P-OP1 -5.68 100.58 105.70
36 d 2134 G N1-C2-N2 -5.68 111.08 116.20
1 6 957 G N3-C2-N2 -5.68 115.92 119.90
36 D 1902 G C4-ChH-C6 5.68 122.21 118.80
36 1 156 G N3-C4-C5 -5.68 125.76 128.60
36 1 3050 U N3-C2-02 -5.68 118.22 122.20
36 5 644 G C4-C5-C6 5.68 122.21 118.80
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36 1 124 U N3-C4-04 -5.68 115.42 119.40
36 1 2621 G C4-C5-C6 5.68 122.21 118.80
37 3 88 G N1-C6-06 -5.68 116.49 119.90
36 1 416 A OP2-P-03’ 5.68 117.69 105.20
36 1 1138 | U N1-C2-02 5.68 126.77 122.80
36 1 2409 G C6-C5-NT7 -5.68 126.99 130.40
36 1 2608 G N1-C6-06 5.68 123.31 119.90
36 5 800 G C8-N9-C1” -5.68 119.62 127.00
36 3 1665 C N3-C4-N4 -5.68 114.03 118.00
36 d 1927 G C5-C6-N1 -5.68 108.66 111.50
36 5 2363 | A C6-C5-N7 -5.68 128.33 132.30
36 1 1177 G N3-C2-N2 -5.67 115.93 119.90
36 D 277 G 05’-P-OP1 -5.67 100.59 105.70
36 D 1076 C N3-C4-C5 -5.67 119.63 121.90
36 5 1440 G N9-C4-C5 5.67 107.67 105.40
36 d 1794 G C4-C5-N7 -5.67 108.53 110.80
36 5 2366 C N3-C4-C5 -5.67 119.63 121.90
36 5 570 A N1-C6-N6 5.67 122.00 118.60
36 D 1300 G C6-C5-NT7 -5.67 127.00 130.40
36 1 2408 U N3-C2-02 -5.67 118.23 122.20
1 6 31 C C6-N1-C2 -5.67 118.03 120.30
1 6 1001 A N1-C6-N6 5.67 122.00 118.60
36 d 875 G ChH-C6-06 5.67 132.00 128.60
36 2 1044 U C5-C6-N1 -5.67 119.86 122.70
36 5 1149 | G N1-C6-06 5.67 123.30 119.90
36 D 1868 G C5H-C6-06 -5.67 125.20 128.60
38 8 63 G N1-C6-06 -5.67 116.50 119.90
36 2 47 C C6-N1-C2 5.67 122.57 120.30
36 3 2944 U N1-C2-02 5.67 126.77 122.80
36 1 2878 G N9-C4-C5 -5.67 103.13 105.40
36 5 639 G O5’-P-OP1 5.67 117.50 110.70
36 5 970 A C5-NT7-C8 -5.67 101.07 103.90
36 D 2954 U N1-C2-02 5.67 126.77 122.80
36 1 2787 G C5-C6-N1 5.67 114.33 111.50
1 6 1129 U N3-C4-04 -5.67 115.43 119.40
17 cd 36 LEU CA-CB-CG 5.67 128.33 115.30
36 d 949 C C2-N3-C4 -5.67 117.07 119.90
36 5 1561 G 04’-C1’-N9 5.67 112.73 108.20
36 1 2138 A C2-N3-C4 -5.67 107.77 110.60
o4 M8 32 LEU CA-CB-CG 5.66 128.32 115.30
36 5 518 G ChH-C6-06 -5.66 125.20 128.60
36 5 2772 C OP2-P-03’ 5.66 117.66 105.20
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79 q3 20 GLY N-CA-C -5.66 98.94 113.10
36 1 1055 A C8-N9-C4 5.66 108.06 105.80
36 1 1343 A C4-Ch-N7 .66 113.53 110.70
1 6 386 G OP2-P-03’ 5.66 117.66 105.20
36 5 1328 C C6-N1-C2 -5.66 118.03 120.30
1 2 1462 G ChH-C6-06 -5.66 125.20 128.60
36 1 221 A 05-P-OP2 -5.66 100.61 105.70
36 1 573 C N3-C4-N4 -5.66 114.04 118.00
36 1 816 A N1-C6-N6 -5.66 115.20 118.60
38 4 50 C C6-N1-C2 -5.66 118.04 120.30
36 5 1927 | G N3-C2-N2 -5.66 115.94 119.90
36 3 2199 G C4-CH-N7 5.66 113.06 110.80
36 D 2199 G CH-N7-C8 -5.66 101.47 104.30
36 1 2664 C C6-N1-C2 -5.66 118.04 120.30
1 6 542 A C4-C5-N7 5.66 113.53 110.70
37 7 103 A C5-C6-N6 -5.66 119.17 123.70
36 1 2339 C OP1-P-O3’ 5.66 117.64 105.20
1 6 987 G N1-C6-06 5.66 123.29 119.90
12 c0 97 | PRO N-CA-CB 5.66 110.09 103.30
36 D 1897 G ChH-N7-C8 -5.66 101.47 104.30
37 7 36 C N3-C4-C5 5.66 124.16 121.90
1 2 145 A C8-N9-C4 -5.65 103.54 105.80
1 2 1455 G C5-C6-N1 -5.65 108.67 111.50
36 1 969 C C2-N3-C4 -5.65 117.07 119.90
36 1 2728 | G O5-P-OP2 | -5.65 100.61 105.70
36 1 2893 C C6-N1-C2 5.65 122.56 120.30
36 1 3057 U N3-C4-04 -5.65 115.44 119.40
1 6 1643 U C5-C6-N1 -5.65 119.87 122.70
36 3 2820 A 05-P-OP1 5.65 117.48 110.70
36 d 3217 C C2-N1-C1” -5.65 112.58 118.80
36 5 3317 U C5-C4-04 5.65 129.29 125.90
40 13 10 | ARG | NE-CZ-NH1 2.65 123.13 120.30
36 1 2418 G OP2-P-0O3’ 5.65 117.63 105.20
36 D 694 C C6-N1-C2 -5.65 118.04 120.30
36 5 3218 A C5-C6-N6 -5.65 119.18 123.70
36 1 639 G C2-N3-C4 -5.65 109.08 111.90
1 6 767 U ChH-C4-04 0.65 129.29 125.90
36 5 3005 | A N3-C4-C5 -5.65 122.85 126.80
36 1 754 G C5-C6-N1 -5.65 108.68 111.50
36 1 1438 U C4-C5-C6 5.65 123.09 119.70
36 5 558 U N3-C2-02 -5.65 118.25 122.20
36 5 770 G 04’-C1-N9 5.65 112.72 108.20
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
37 7 42 A N1-C6-N6 5.65 121.99 118.60
41 L4 47 | ARG | NE-CZ-NH2 5.65 123.12 120.30
36 d 2735 U C6-N1-C2 -5.65 117.61 121.00
12 c0 83 | PRO N-CA-CB 5.64 110.07 103.30
36 5 1268 | G C8-N9-C4 -5.64 104.14 106.40
36 D 1496 C OP1-P-OP2 -5.64 111.13 119.60
36 D 2659 G C6-C5-NT7 -5.64 127.01 130.40
36 5 3218 A C2-N3-C4 -0.64 107.78 110.60
36 3 3376 A N1-C6-N6 5.64 121.99 118.60
43 16 77 | ARG | NE-CZ-NH1 5.64 123.12 120.30
36 1 284 A 04’-C1’-N9 5.64 112.72 108.20
36 5 2149 | A C8-N9-C4 5.64 108.06 105.80
1 6 1484 G 05’-P-OP1 -5.64 100.62 105.70
36 D 31564 C C5-C6-N1 5.64 123.82 121.00
1 2 730 G C4-N9-C1” 5.64 133.83 126.50
36 1 2276 G C8-N9-C4 -0.64 104.14 106.40
36 1 3229 G N9-C4-C5 -0.64 103.14 105.40
1 6 75 U N3-C2-02 -0.64 118.25 122.20
1 6 970 A 05’-P-OP2 -5.64 100.62 105.70
36 D 1201 C C2-N3-C4 5.64 122.72 119.90
36 5 1592 G N9-C4-C5 5.64 107.66 105.40
36 1 44 U N3-C2-02 5.64 126.15 122.20
1 6 1124 A N9-C4-C5 -0.64 103.55 105.80
36 1 20 U N1-C2-N3 5.64 118.28 114.90
36 1 2434 U N3-C4-0O4 -5.64 115.45 119.40
1 2 590 C N1-C2-02 5.63 122.28 118.90
36 1 1124 U N3-C2-02 -5.63 118.26 122.20
36 1 1379 G N1-C2-N3 5.63 127.28 123.90
1 6 958 U N3-C2-02 -5.63 118.25 122.20
o6 n0 155 | ARG CG-CD-NE 5.63 123.63 111.80
29 n3 45 | ARG | NE-CZ-NH1 | -5.63 117.48 120.30
36 1 374 A O5-P-OP2 | -5.63 100.63 105.70
36 1 1342 C N3-C4-C5 5.63 124.15 121.90
36 1 295 A C8-N9-C4 -5.63 103.55 105.80
36 1 1180 A C5H-N7-C8 5.63 106.72 103.90
36 1 343 U C4-C5-C6 0.63 123.08 119.70
36 1 1440 G C8-N9-C4 0.63 108.65 106.40
1 2 619 A OP2-P-03’ 5.63 117.58 105.20
36 D 1128 U C5-C6-N1 -5.63 119.89 122.70
36 D 2606 G 05’-P-OP1 -5.63 100.64 105.70
36 5 2702 A C4-C5-C6 5.63 119.81 117.00
39 12 216 HIS N-CA-C -5.63 95.81 111.00
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 1 901 G 05-P-OP1 -5.62 100.64 105.70
1 2 1426 C N3-C2-02 5.62 125.84 121.90
36 1 830 A N9-C4-C5 -5.62 103.55 105.80
36 1 1432 C C6-N1-C2 -5.62 118.05 120.30
36 1 1433 | A O4-C1’-N9 | -5.62 103.70 108.20
36 1 1447 G N9-C4-C5 5.62 107.65 105.40
36 1 2899 C 04’-C1’-N1 5.62 112.70 108.20
36 1 3214 U C6-N1-C2 -5.62 117.63 121.00
36 3 796 U N1-C2-N3 5.62 118.27 114.90
36 1 1376 C N3-C4-N4 0.62 121.94 118.00
36 D 938 C C5-C4-N4 -5.62 116.27 120.20
36 3 1321 G C2-N3-C4 -5.62 109.09 111.90
36 D 2848 G C4-C5-C6 5.62 122.17 118.80
36 1 1111 U C6-N1-C2 5.62 124.37 121.00
36 1 2827 U C2-N1-C1” -5.62 110.96 117.70
36 d 2426 U C6-N1-C2 -5.62 117.63 121.00
36 d 3091 A C6-N1-C2 -5.62 115.23 118.60
36 d 3105 U N1-C2-N3 5.62 118.27 114.90
1 6 163 G C5H-N7-C8 -5.62 101.49 104.30
36 1 2715 A 05’-P-OP1 -5.62 100.65 105.70
36 1 2756 C C4-C5-C6 5.62 120.21 117.40
36 3 128 G N1-C6-06 0.62 123.27 119.90
36 d 980 A N1-C6-N6 -5.62 115.23 118.60
36 1 1159 A 04’-C1’-N9 5.61 112.69 108.20
36 1 2952 | G C6-Ch-N7 -5.61 127.03 130.40
36 1 3204 C N3-C2-02 -5.61 117.97 121.90
38 4 38 U C2-N1-C1’ 5.61 124.44 117.70
36 2 1206 G N3-C4-C5 -5.61 125.79 128.60
36 3 1448 U C6-N1-C2 5.61 124.37 121.00
1 6 815 G C4-N9-C1” 0.61 133.80 126.50
36 d 2381 G C8-N9-C4 -2.61 104.16 106.40
1 2 406 U 05’-P-OP2 -5.61 100.65 105.70
1 2 1572 G C4-Ch-NT7 5.61 113.04 110.80
36 1 2171 G C2-N3-C4 5.61 114.70 111.90
36 1 2624 G C4-Ch-N7 5.61 113.04 110.80
36 3 998 A OP2-P-03’ 5.61 117.54 105.20
36 1 2868 U C6-N1-C1” -5.61 113.35 121.20
1 6 359 A C8-N9-C4 5.61 108.04 105.80
1 6 815 G N7-C8-N9 5.61 115.90 113.10
36 D 1115 G C8-N9-C1” -5.61 119.71 127.00
36 1 233 C C5-C6-N1 -5.61 118.20 121.00
36 1 659 G C5-C6-N1 5.61 114.30 111.50
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 1 1493 G C5-C6-N1 5.61 114.30 111.50
36 1 2777 G ChH-C6-06 5.61 131.97 128.60
1 6 815 G C4-Ch-N7 0.61 113.04 110.80
36 d 1331 U N3-C4-C5h 5.61 117.96 114.60
36 d 3382 U N3-C2-02 -2.61 118.27 122.20
37 7 98 C C6-N1-C2 5.61 122.54 120.30
36 1 1000 C C2-N1-C1’ 5.61 124.97 118.80
36 1 2704 A N1-C2-N3 5.61 132.10 129.30
1 6 1787 C N3-C4-N4 5.61 121.92 118.00
36 d 1080 A C8-N9-C4 0.61 108.04 105.80
36 5 1909 | A N7-C8-N9 -5.61 111.00 113.80
36 3 2814 G C6-CH-N7 -5.61 127.04 130.40
38 8 125 U C2-N1-C1’ 5.61 124.43 117.70
o1 mb 164 | LEU CA-CB-CG -5.61 102.41 115.30
1 6 371 G C4-C5-C6 5.60 122.16 118.80
36 1 906 A C5-C6-N1 5.60 120.50 117.70
36 1 1320 C N3-C4-C5 -5.60 119.66 121.90
36 5 278 U N3-C4-04 5.60 123.32 119.40
36 D 1931 U C5-C6-N1 -5.60 119.90 122.70
36 D 2765 C C5-C4-N4 -5.60 116.28 120.20
38 8 4 C N3-C4-C5 5.60 124.14 121.90
38 8 96 A N9-C4-C5 -5.60 103.56 105.80
36 1 095 G C2-N3-C4 -5.60 109.10 111.90
36 1 894 G OP1-P-O3’ 5.60 117.52 105.20
36 1 3178 | A C6-Ch-N7 -5.60 128.38 132.30
1 6 306 U C2-N3-C4 -5.60 123.64 127.00
1 6 426 G N3-C4-C5 -5.60 125.80 128.60
36 2 63 A N9-C4-C5 -5.60 103.56 105.80
36 5) 1449 A N1-C2-N3 5.60 132.10 129.30
38 8 23 U N1-C2-02 -5.60 118.88 122.80
36 1 1115 | G N9-C4-C5 5.60 107.64 105.40
36 1 1180 | A C4-C5-NT7 -5.60 107.90 110.70
36 1 1297 C C4-C5-C6 5.60 120.20 117.40
36 1 2823 G N9-C4-C5 5.60 107.64 105.40
1 6 321 C N3-C2-02 -5.60 117.98 121.90
1 6 1269 U N3-C2-02 -5.60 118.28 122.20
36 d 420 G N9-C4-C5 5.60 107.64 105.40
36 5 739 G N1-C6-06 -5.60 116.54 119.90
36 1 1151 U N1-C2-02 -5.60 118.88 122.80
36 1 1312 C N1-C2-02 -5.60 115.54 118.90
36 5 2334 U N3-C4-C5 5.60 117.96 114.60
36 5 3199 G N1-C6-06 -5.60 116.54 119.90
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 1 2637 A C8-N9-C4 -5.59 103.56 105.80
36 1 2802 A OP2-P-O3’ 5.59 117.51 105.20
1 6 1697 G C2-N3-C4 5.59 114.70 111.90
36 5 437 G N9-C4-C5 5.59 107.64 105.40
36 5 1403 C N3-C4-C5 5.59 124.14 121.90
36 D 1834 U C4-C5-C6 5.59 123.06 119.70
36 1 193 C C6-N1-C2 -5.59 118.06 120.30
36 1 403 C N3-C4-N4 -5.59 114.08 118.00
36 1 701 G ChH-C6-06 -5.59 125.25 128.60
36 1 2885 C C5-C6-N1 -5.59 118.20 121.00
36 1 3115 C N3-C2-02 5.59 125.81 121.90
36 5 2297 U C2-N1-C1’ -5.59 110.99 117.70
36 D 2905 U C2-N3-C4 -5.59 123.64 127.00
1 2 1636 C C6-N1-C2 -5.59 118.06 120.30
36 1 317 A C2-N3-C4 -5.59 107.81 110.60
36 d 530 G N1-C6-06 -5.59 116.55 119.90
1 2 553 G C5-C6-N1 -2.59 108.71 111.50
36 1 663 C C5-C4-N4 -5.59 116.29 120.20
36 D 339 C C6-N1-C1’ 5.59 127.51 120.80
36 D 2613 U OP1-P-O3’ 5.59 117.49 105.20
1 2 1432 U C6-N1-C2 5.59 124.35 121.00
36 1 661 G C4-N9-C1” 5.59 133.76 126.50
36 1 1440 G N3-C4-C5 5.59 131.39 128.60
36 2 1107 C N1-C2-02 -2.59 115.55 118.90
36 5 1223 | A C8-N9-C4 5.59 108.03 105.80
36 D 1452 A C8-N9-C4 5.59 108.03 105.80
36 D 1866 C C6-N1-C1” -5.59 114.10 120.80
36 1 1331 U OP2-P-03’ 5.58 117.49 105.20
36 1 2969 A N1-C6-N6 5.58 121.95 118.60
36 1 3092 C 05-P-OP1 -9.58 100.67 105.70
38 4 58 G C4-C5-N7 5.58 113.03 110.80
1 6 1764 C C6-N1-C2 2.58 122.53 120.30
36 D 365 A N9-C4-C5 -5.58 103.57 105.80
36 D 2617 U N3-C4-C5 -5.58 111.25 114.60
36 5 3374 U N3-C4-04 -5.58 115.49 119.40
36 1 651 G C8-N9-C1” -5.58 119.74 127.00
36 1 779 G 05-P-OP2 -9.58 100.67 105.70
1 6 1133 A N1-C6-N6 2.58 121.95 118.60
36 D 1150 A 05’-P-OP2 -5.58 100.67 105.70
36 D 2607 G N7-C8-N9 5.58 115.89 113.10
36 5 2931 C N3-C4-C5 5.58 124.13 121.90
36 1 2249 G N3-C4-N9 5.58 129.35 126.00
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 5 2971 A N3-C4-C5 -5.58 122.89 126.80
37 7 87 G C5-C6-N1 -5.58 108.71 111.50
36 1 2642 A Ch-C6-N1 -5.08 114.91 117.70
36 1 3005 | A N9-C4-C5 5.58 108.03 105.80
1 2 1328 | G C8-N9-C4 5.58 108.63 106.40
36 1 404 G C5-C6-N1 -5.58 108.71 111.50
36 1 421 G ChH-C6-06 -5.58 125.25 128.60
36 1 1115 G C6-N1-C2 -5.58 121.75 125.10
36 1 2144 A CH-N7-C8 5.58 106.69 103.90
36 1 3005 A N1-C6-N6 -9.58 115.25 118.60
1 6 107 C O5-P-OP2 | -5.58 100.68 105.70
36 5 2832 C C5-C6-N1 -5.58 118.21 121.00
36 1 3375 A C8-N9-C4 -5.58 103.57 105.80
1 6 1600 A N9-C1’-C2’ 5.58 121.25 114.00
36 1 1343 A 05-P-OP2 -5.58 100.68 105.70
36 1 1371 G N7-C8-N9 -5.58 110.31 113.10
36 1 2144 A C6-N1-C2 -2.58 115.25 118.60
36 5 48 A N1-C6-N6 -5.58 115.25 118.60
36 D 680 G 05’-P-OP2 -5.58 100.68 105.70
36 D 1348 U 04’-C1-N1 5.58 112.66 108.20
36 1 321 C N3-C2-02 -5.57 118.00 121.90
1 6 1346 A 04-C1’-N9 5.57 112.66 108.20
36 d 1534 A N3-C4-N9 5.57 131.86 127.40
36 5 2820 A N7-C8-N9 5.57 116.59 113.80
36 5 2981 U N1-C2-02 5.57 126.70 122.80
1 2 1458 G C8-N9-C1” -5.57 119.76 127.00
1 2 75 U C2-N1-C1’ 5.57 124.38 117.70
36 1 288 C N3-C2-02 5.57 125.80 121.90
36 1 1442 U N3-C2-02 5.57 126.10 122.20
36 d 1001 G N1-C6-06 -5.57 116.56 119.90
36 d 2384 A N1-C6-N6 2.57 121.94 118.60
36 1 1929 | G C4-C5-NT7 5.57 113.03 110.80
36 1 2403 G N9-C4-C5 -5.57 103.17 105.40
38 8 4 C N3-C2-02 -5.57 118.00 121.90
1 2 1101 G ChH-C6-06 -0.57 125.26 128.60
36 1 935 U C2-N3-C4 -5.57 123.66 127.00
36 1 1452 A N1-C6-N6 5.57 121.94 118.60
36 1 2610 | G C4-C5-N7 5.57 113.03 110.80
36 1 3079 U N1-C2-02 -5.57 118.90 122.80
36 D 343 U N3-C2-02 -5.57 118.30 122.20
36 5 2915 U C2-N3-C4 -5.57 123.66 127.00
1 2 647 G N9-C4-C5 5.57 107.63 105.40
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36 1 658 G N3-C4-C5 -0.57 125.82 128.60
36 1 1712 G ChH-C6-06 -0.57 125.26 128.60
36 1 2203 U N1-C2-N3 5.57 118.24 114.90
36 1 2808 | A C4-Ch5-C6 5.57 119.78 117.00
1 6 39 A 04’-C1’-N9 5.57 112.65 108.20
36 D 41 G OP2-P-O3’ 5.57 117.44 105.20
1 2 402 C N3-C2-02 5.56 125.79 121.90
36 1 2197 C Ch-C4-N4 -5.06 116.31 120.20
36 1 2953 U N3-C4-04 5.56 123.29 119.40
1 6 1672 G C4-N9-C1” 2.56 133.73 126.50
36 D 1191 U C5-C6-N1 -2.56 119.92 122.70
36 3 1917 C OP2-P-0O3’ 2.56 117.44 105.20
1 2 5H4 C N1-C2-02 5.56 122.24 118.90
36 1 3212 C C6-N1-C2 5.56 122.53 120.30
1 2 720 G P-03’-C3’ 5.56 126.37 119.70
1 2 1490 C C6-N1-C2 -5.56 118.08 120.30
36 1 2381 G N1-C6-06 -5.56 116.56 119.90
36 1 3273 A C2-N3-C4 -5.56 107.82 110.60
36 D 1525 G 05’-P-OP2 -5.56 100.70 105.70
36 D 3093 C C6-N1-C2 5.56 122.52 120.30
36 5 3209 A C8-N9-C4 -5.56 103.58 105.80
38 8 95 G C4-N9-C1” -5.56 119.27 126.50
1 2 313 U N1-C2-N3 5.56 118.23 114.90
36 5 340 C C2-N3-C4 -5.56 117.12 119.90
36 1 340 C C2-N3-C4 -2.56 117.12 119.90
36 D 2357 A N9-C4-C5 -5.56 103.58 105.80
36 D 2417 U 05’-P-OP2 5.56 117.37 110.70
36 2 3123 A C8-N9-C4 5.56 108.02 105.80
36 1 155 G C5-C6-N1 5.55 114.28 111.50
36 1 930 U C2-N3-C4 -9.55 123.67 127.00
36 1 1336 U OP2-P-0O3’ 2.55 117.42 105.20
36 1 2198 | A N7-C8-N9 -5.55 111.02 113.80
36 1 2616 C Ch-C4-N4 -5.95 116.31 120.20
36 1 2797 C 05-P-OP1 -5.55 100.70 105.70
36 1 3177 G ChH-C6-06 -5.55 125.27 128.60
1 6 1749 A N9-C4-C5 -9.55 103.58 105.80
36 d 1119 C C2-N3-C4 -9.55 117.12 119.90
36 5 1409 | G N1-C6-06 -5.55 116.57 119.90
36 D 2150 G C4-ChH-C6 5.55 122.13 118.80
36 D 2376 G 05-P-OP2 -5.55 100.70 105.70
36 1 337 G OP2-P-03’ 5.55 117.41 105.20
36 1 908 G N1-C6-06 5.55 123.23 119.90
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1 6 1058 U P-03’-C3’ 5.55 126.36 119.70
36 d 919 U 05-P-OP1 5.55 117.36 110.70
37 7 33 U 05-P-OP1 -9.55 100.70 105.70
38 8 65 A C8-N9-C4 5.55 108.02 105.80
36 1 672 A C5-C6-N1 -5.55 114.92 117.70
36 D 803 C N3-C4-N4 5.59 121.89 118.00
1 2 1596 C C2-N1-C1’ 5.55 124.90 118.80
36 1 2400 G N3-C4-N9 5.55 129.33 126.00
1 6 317 C C2-N3-C4 -5.55 117.13 119.90
36 d 1117 G N1-C6-06 -9.55 116.57 119.90
1 6 1473 U N3-C2-02 -0.54 118.32 122.20
36 3 1372 C C5-C6-N1 -5.54 118.23 121.00
36 1 1911 A C6-CH-NT7 -5.54 128.42 132.30
36 1 2877 G N9-C4-C5 5.54 107.62 105.40
1 6 630 A C2-N3-C4 -0.54 107.83 110.60
36 d 2110 G N9-C4-C5 -0.54 103.18 105.40
36 d 2911 A C6-Chb-NT7 -0.54 128.42 132.30
36 1 1365 | G C4-N9-C1’ 5.54 133.71 126.50
36 1 3111 U C6-N1-C2 5.54 124.33 121.00
38 4 94 C N3-C4-C5 5.54 124.12 121.90
36 5 2968 G N1-C6-06 -5.54 116.58 119.90
36 1 1890 U N3-C2-02 5.54 126.08 122.20
36 d 103 G ChH-C6-06 5.54 131.92 128.60
36 5 1297 | C N1-C2-02 -5.54 115.58 118.90
36 5 690 A C8-N9-C4 5.54 108.02 105.80
36 D 912 G C5H-N7-C8 5.54 107.07 104.30
36 D 1448 U C5-C6-N1 -5.54 119.93 122.70
36 2 1528 G N9-C4-C5 -5.54 103.19 105.40
36 1 715 A N7-C8-N9 5.54 116.57 113.80
36 1 2122 G C8-N9-C4 -5.54 104.19 106.40
36 1 3004 C C5-C6-N1 -0.54 118.23 121.00
1 6 359 A C4-N9-C1’ -5.54 116.33 126.30
36 D 2931 C C6-N1-C2 5.54 122.52 120.30
38 8 127 U N1-C2-02 5.54 126.67 122.80
1 2 1503 A N1-C6-N6 5.53 121.92 118.60
1 2 1749 A N1-C6-N6 5.53 121.92 118.60
36 1 155 G N3-C4-C5 -9.53 125.83 128.60
1 6 358 U O5-P-OP1 | -5.53 100.72 105.70
1 6 1765 A C8-N9-C4 5.53 108.01 105.80
36 D 1129 A 05-P-OP1 5.53 117.34 110.70
36 5 2524 A N9-C1’-C2’ 5.53 121.19 114.00
36 5 3004 C N3-C2-02 5.53 125.77 121.90
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36 5 1082 U C6-N1-C2 -5.53 117.68 121.00
1 2 571 G N9-C4-C5 5.53 107.61 105.40
36 1 2984 C N3-C4-N4 -5.93 114.13 118.00
36 1 3058 U C2-N1-C1’ 2.53 124.34 117.70
38 4 18 U C5-C4-04 -5.53 122.58 125.90
1 6 1673 G 05-P-OP2 -5.53 100.72 105.70
36 D 221 A C8-N9-C4 5.53 108.01 105.80
36 5 282 G ChH-C6-06 5.53 131.92 128.60
36 3 2815 G CH-N7-C8 5.53 107.07 104.30
38 8 32 C C2-N1-C1” -5.93 112.72 118.80
36 1 776 U N3-C2-02 -2.53 118.33 122.20
36 1 2643 | A N9-C4-C5 -5.53 103.59 105.80
38 4 140 G N9-C4-C5 5.53 107.61 105.40
36 D 929 A N7-C8-N9 -5.53 111.04 113.80
36 1 817 A C4-C5-C6 5.53 119.76 117.00
36 1 1180 A N7-C8-N9 -5.93 111.04 113.80
36 1 1483 G 04’-C1’-N9 5.53 112.62 108.20
36 1 2352 A O5-P-OP2 | -5.53 100.73 105.70
1 6 1793 G C4-C5-N7 -5.53 108.59 110.80
36 D 1446 A N7-C8-N9 -5.93 111.04 113.80
36 5 1604 G C4-N9-C1” 5.53 133.69 126.50
36 3 2116 G C8-N9-C1” -5.53 119.81 127.00
36 d 3048 A N1-C6-N6 5.53 121.92 118.60
36 5 3200 | G C5-C6-06 -5.53 125.28 128.60
36 5 3368 | U C2-N1-C1’ -5.53 111.07 117.70
36 1 188 U N1-C2-N3 5.53 118.22 114.90
36 1 213 A CH-N7-C8 -5.53 101.14 103.90
36 1 1655 G N3-C4-N9 5.53 129.32 126.00
36 1 1845 G C8-N9-C4 -5.53 104.19 106.40
36 1 2200 U N3-C4-04 9.53 123.27 119.40
36 5 2813 | A C2-N3-C4 5.53 113.36 110.60
36 5 2889 C N3-C2-02 -5.53 118.03 121.90
36 D 3087 A C8-N9-C4 -5.53 103.59 105.80
1 6 163 G N1-C2-N2 5.2 121.17 116.20
36 5 1395 G ChH-C6-06 -5.52 125.29 128.60
36 3 1520 G N1-C6-06 5.52 123.21 119.90
36 5) 2324 A N1-C6-N6 9.52 121.91 118.60
36 2 2708 C C5-C4-N4 -2.52 116.33 120.20
36 1 432 G C5-C6-N1 -5.52 108.74 111.50
36 1 874 U 05’-P-OP1 -5.52 100.73 105.70
1 6 1150 G C8-N9-C4 5.52 108.61 106.40
36 5 217 U N3-C4-04 -5.92 115.53 119.40
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 5 630 A C8-N9-C4 5.52 108.01 105.80
36 d 1813 A C8-N9-C4 -5.52 103.59 105.80
1 2 1363 U C2-N1-C1” 5.2 124.32 117.70
1 6 1514 U N3-C4-0O4 -2.52 115.54 119.40
36 d 1662 G C2-N3-C4 -2.52 109.14 111.90
36 D 3054 U N3-C4-C5 -5.92 111.29 114.60
54 m8 66 ARG | NE-CZ-NH2 | -5.52 117.54 120.30
36 1 2397 A C6-C5-NT7 -5.52 128.44 132.30
36 1 3362 A C2-N3-C4 -5.52 107.84 110.60
36 d 102 C C2-N1-C1” 2.52 124.87 118.80
36 D 420 G C6-N1-C2 -2.52 121.79 125.10
38 8 95 G C8-N9-C1’ 5.52 134.17 127.00
1 2 610 G C4-N9-C1’ 5.52 133.67 126.50
36 D 1628 C C6-N1-C2 -5.52 118.09 120.30
36 5 3319 U C2-N1-C1” 5.52 124.32 117.70
1 2 73 U OP1-P-O3’ 5.51 117.33 105.20
36 1 830 A C4-Cb-N7 2.51 113.46 110.70
36 1 1054 | A O5-P-OP2 | -5.51 100.74 105.70
36 1 1379 G N3-C4-N9 -5.51 122.69 126.00
36 1 2378 C N1-C2-02 -5.51 115.59 118.90
1 6 305 C N1-C2-02 -5.51 115.59 118.90
36 3 2897 A C6-N1-C2 -5.51 115.29 118.60
36 1 1578 C N1-C2-02 5.01 122.21 118.90
36 1 2996 U C5-C4-04 -2.51 122.59 125.90
36 1 2996 U N1-C2-N3 -2.51 111.59 114.90
36 1 3000 A C8-N9-C4 5.51 108.00 105.80
36 D 649 A C5-C6-N6 -5.51 119.29 123.70
36 2 2273 G C4-Ch-N7 -5.51 108.59 110.80
38 8 92 A 05-P-OP1 -5.51 100.74 105.70
36 1 233 C C6-N1-C2 2.51 122.50 120.30
36 1 1741 A N1-C2-N3 5.51 132.06 129.30
1 6 1025 A C2-N3-C4 -5.51 107.84 110.60
36 D 43 A C5-C6-N6 -5.51 119.29 123.70
36 D 278 U N1-C2-02 -5.01 118.94 122.80
36 5 2980 U N3-C2-02 -5.01 118.34 122.20
36 3 3181 C 05-P-OP2 -5.51 100.74 105.70
36 d 3204 C N1-C2-02 -5.51 115.59 118.90
1 6 767 U N3-C2-02 -2.51 118.34 122.20
1 2 1536 G N3-C4-N9 5.51 129.30 126.00
36 1 o7 A OP2-P-O3’ 5.01 117.31 105.20
36 1 404 G C8-N9-C4 -5.51 104.20 106.40
1 6 438 A N1-C6-N6 5.01 121.90 118.60
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
1 6 1120 U Ch-C4-04 5.01 129.20 125.90
36 d 326 U N3-C2-02 5.01 126.05 122.20
36 d 1770 G C8-N9-C1” -5.51 119.84 127.00
36 d 3217 C C5-C6-N1 -2.51 118.25 121.00
52 M6 33 ILE | CG1-CB-CG2 | -5.50 99.29 111.40
36 D 1799 A C4-C5-N7 5.50 113.45 110.70
1 2 608 U N3-C2-02 -5.50 118.35 122.20
36 1 358 G N3-C4-N9 5.50 129.30 126.00
36 1 635 G ChH-C6-06 -5.50 125.30 128.60
38 4 10 A C5-C6-N1 5.50 120.45 117.70
36 5 607 A C5-C6-N6 5.50 128.10 123.70
36 5 2753 | G N3-C2-N2 -5.50 116.05 119.90
36 1 1061 A C4-C5-C6 5.50 119.75 117.00
36 1 2371 G OP2-P-03’ 5.50 117.30 105.20
36 1 200 C N3-C4-C5 5.50 124.10 121.90
36 1 957 C N1-C2-02 -5.50 115.60 118.90
36 5 2126 | A N9-C4-C5 -5.50 103.60 105.80
36 5 2630 C C2-N3-C4 -5.50 117.15 119.90
36 1 198 A C8-N9-C4 -5.50 103.60 105.80
36 1 2636 A ChH-N7-C8 -5.50 101.15 103.90
38 4 116 G C8-N9-C1” -5.50 119.85 127.00
36 3 281 G N3-C2-N2 -5.50 116.05 119.90
36 d 2658 G N1-C2-N3 5.50 127.20 123.90
36 1 1377 | G C5-NT7-C8 -5.50 101.55 104.30
36 1 2629 | U O5-P-OP2 | -5.50 100.75 105.70
1 6 536 C C6-N1-C2 -5.50 118.10 120.30
1 2 1634 C C6-N1-C2 5.49 122.50 120.30
36 1 2679 A N1-C6-N6 5.49 121.90 118.60
36 3 831 G C2-N3-C4 5.49 114.65 111.90
1 2 1748 G 05-P-OP2 -5.49 100.76 105.70
36 1 432 G C6-ChH-N7 -5.49 127.11 130.40
36 1 2689 A N1-C6-N6 -5.49 115.31 118.60
36 1 297 G 04’-C1-N9 5.49 112.59 108.20
36 1 3310 A N9-C4-C5 -5.49 103.60 105.80
43 16 173 | MET CB-CG-SD -5.49 95.93 112.40
36 1 2899 C C4-C5-C6 5.49 120.14 117.40
36 5 971 G C5-NT7-C8 5.49 107.05 104.30
36 5 2385 | G O5’-P-OP2 5.49 117.29 110.70
1 2 1761 U ChH-C4-04 5.49 129.19 125.90
38 4 25 G C2-N3-C4 -5.49 109.16 111.90
36 5 1865 A N1-C6-N6 5.49 121.89 118.60
1 2 15 U Ch-C4-04 5.49 129.19 125.90

Continued on next page...
grDRe



Page 215

Full wwPDB X-ray Structure Validation Report

4U47

Continued from previous page...

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 1 640 U N1-C2-N3 5.49 118.19 114.90
36 d ol A C5-C6-N1 -5.49 114.96 117.70
36 d 399 A N9-C4-C5 -5.49 103.61 105.80
36 5 2116 | G C5-C6-06 -5.49 125.31 128.60
36 5 2297 U C6-N1-C1’ 5.49 128.88 121.20
1 6 965 U C2-N1-C1’ 5.48 124.28 117.70
36 D 3049 A C6-N1-C2 0.48 121.89 118.60
36 1 29 G ChH-C6-06 -5.48 125.31 128.60
36 1 277 G C2-N3-C4 5.48 114.64 111.90
36 1 913 A C8-N9-C4 -5.48 103.61 105.80
36 1 2198 A C6-N1-C2 -0.48 115.31 118.60
36 3 2180 G C2-N3-C4 -5.48 109.16 111.90
36 D 2242 A C8-N9-C4 -5.48 103.61 105.80
36 D 2607 G C8-N9-C4 -5.48 104.21 106.40
36 5 2943 G N1-C6-06 5.48 123.19 119.90
36 d 3092 C N3-C4-C5 5.48 124.09 121.90
36 5 3185 | U O5-P-OP2 | -5.48 100.77 105.70
36 1 633 C C5-C6-N1 -5.48 118.26 121.00
36 1 1148 G N9-C4-C5 -5.48 103.21 105.40
36 1 1535 A N1-C6-N6 5.48 121.89 118.60
38 4 20 C C2-N1-C1’ 5.48 124.83 118.80
1 6 1458 G C4-N9-C1” 5.48 133.62 126.50
36 d 813 G OP2-P-03’ 5.48 117.26 105.20
36 2 1578 C N1-C2-02 5.48 122.19 118.90
36 5 2349 | U N3-C4-04 -5.48 115.56 119.40
36 D 2981 U C6-N1-C1’ -5.48 113.53 121.20
36 1 1298 C 05’-P-OP1 -5.48 100.77 105.70
36 2 971 G C4-Ch-N7 -0.48 108.61 110.80
1 2 864 U Ch-C4-04 5.48 129.19 125.90
36 1 96 G C2-N3-C4 -5.48 109.16 111.90
36 1 1000 C C5-C4-N4 -0.48 116.36 120.20
36 1 2651 G OP2-P-03’ 0.48 117.25 105.20
36 1 2809 C N1-C2-02 5.48 122.19 118.90
36 D 348 A C8-N9-C4 0.48 107.99 105.80
36 1 1467 A C6-N1-C2 -5.48 115.31 118.60
36 1 2404 A C5-C6-N1 5.48 120.44 117.70
36 d 3093 C C2-N1-C1” -5.48 112.78 118.80
36 1 2284 C C2-N1-C1’ 5.47 124.82 118.80
36 D 918 C N1-C2-02 -5.47 115.62 118.90
36 D 960 U N3-C4-04 -5.47 115.57 119.40
36 5 1057 A C4-C5-N7 5.47 113.44 110.70
36 5 3018 C 05-P-OP1 0.47 117.27 110.70
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 1 496 C 05-P-OP2 0.47 117.27 110.70
36 1 681 U N1-C2-N3 0.47 118.18 114.90
36 1 2122 | G O5-P-OP2 | -5.47 100.77 105.70
38 4 o8 G N9-C4-C5h -0.47 103.21 105.40
36 5 341 G C5-C6-06 -5.47 125.32 128.60
36 D 2414 G C5-C6-N1 -5.47 108.76 111.50
36 D 2647 A C6-N1-C2 -5.47 115.32 118.60
36 1 230 U C5-C6-N1 -0.47 119.97 122.70
36 1 2427 U C5-C6-N1 -0.47 119.96 122.70
36 1 2775 U C5-C6-N1 -0.47 119.97 122.70
1 6 57 G O5-P-OP2 | -5.47 100.78 105.70
21 C9 57 | ARG | NE-CZ-NH1 0.47 123.03 120.30
36 1 1200 A 04’-C1’-N9 0.47 112.58 108.20
36 1 2320 A C2-N3-C4 -5.47 107.86 110.60
36 1 2617 U C2-N3-C4 -0.47 123.72 127.00
16 c4 35 GLY N-CA-C 0.47 126.77 113.10
36 1 865 U N3-C4-04 -5.47 115.57 119.40
1 2 390 G N3-C2-N2 -0.47 116.07 119.90
36 1 1110 U N3-C4-C5 0.47 117.88 114.60
36 1 1377 G ChH-C6-06 -5.47 125.32 128.60
36 5 1465 A C8-N9-C4 -5.47 103.61 105.80
43 16 30 LEU CA-CB-CG 5.47 127.87 115.30
36 1 A7 C N3-C4-N4 5.46 121.83 118.00
36 1 2282 U C2-N3-C4 -5.46 123.72 127.00
1 6 1747 | G C8-N9-C4 5.46 108.59 106.40
36 D 658 G C5H-C6-06 -5.46 125.32 128.60
36 D 3000 A C5-C6-N6 -5.46 119.33 123.70
36 1 658 G C4-C5-C6 5.46 122.08 118.80
1 6 173 A N1-C6-N6 5.46 121.88 118.60
36 d 1446 A CH-N7-C8 5.46 106.63 103.90
36 5 1515 | A C8-N9-C4 -5.46 103.61 105.80
1 2 1565 C C6-N1-C2 -5.46 118.11 120.30
36 1 34 A C5H-N7-C8 -5.46 101.17 103.90
36 1 89 A N1-C2-N3 5.46 132.03 129.30
36 1 1351 U C2-N1-C1’ 5.46 124.25 117.70
1 6 400 A N1-C6-N6 5.46 121.88 118.60
36 d 1303 A 05-P-OP1 -5.46 100.78 105.70
36 5 2306 C O5-P-OP2 | -5.46 100.79 105.70
36 D 2881 C N3-C2-02 5.46 125.72 121.90
36 1 579 G OP2-P-0O3’ 5.46 117.21 105.20
1 6 387 A C2-N3-C4 5.46 113.33 110.60
36 5 795 G N7-C8-N9 -05.46 110.37 113.10
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 5 1201 C C5-C6-N1 5.46 123.73 121.00
36 d 1507 G 04’-C1-N9 -5.46 103.83 108.20
36 1 1101 G 05-P-OP2 -5.46 100.79 105.70
36 5 1365 | G N1-C6-06 5.46 123.17 119.90
36 d 2953 U C5-C4-04 -5.46 122.62 125.90
37 7 76 A C8-N9-C4 0.46 107.98 105.80
1 2 308 C C5-C6-N1 -5.46 118.27 121.00
36 1 970 A C5H-N7-C8 -5.46 101.17 103.90
38 4 102 U N1-C2-02 -5.46 118.98 122.80
36 d 645 A N9-C4-C5 5.46 107.98 105.80
1 2 610 G C8-N9-C1’ -5.46 119.91 127.00
36 1 1189 C N1-C2-02 -5.46 115.63 118.90
36 1 2968 G N7-C8-N9 0.46 115.83 113.10
36 D 277 G ChH-C6-06 5.46 131.87 128.60
36 5 2646 C C6-N1-C2 5.46 122.48 120.30
38 8 32 C N1-C2-02 -5.46 115.63 118.90
36 1 2541 U P-03-C3’ 5.45 126.24 119.70
36 5 661 G C6-Ch-N7 -5.45 127.13 130.40
36 D 1338 C N1-C2-02 -5.45 115.63 118.90
36 D 1585 C C6-N1-C2 5.45 122.48 120.30
36 5 3214 U N1-C2-N3 5.45 118.17 114.90
o6 n0 144 | LEU CA-CB-CG -0.45 102.76 115.30
36 1 102 C N3-C4-N4 5.45 121.82 118.00
36 1 1902 | G N3-C4-N9 5.45 129.27 126.00
36 d 1124 U N3-C4-C5h 5.45 117.87 114.60
36 D 2584 G C8-N9-C1” -5.45 119.92 127.00
36 1 201 A C2-N3-C4 -5.45 107.88 110.60
36 1 1507 G ChH-C6-06 -5.45 125.33 128.60
36 1 2726 C N1-C2-N3 5.45 123.01 119.20
36 d 437 G N3-C2-N2 -5.45 116.09 119.90
36 d 816 A N1-C6-N6 -5.45 115.33 118.60
36 1 1007 U C5-C6-N1 -5.45 119.98 122.70
36 1 1155 C C5-C6-N1 5.45 123.72 121.00
36 1 2857 C C5-C4-N4 -5.45 116.39 120.20
36 1 214 G N1-C6-06 5.45 123.17 119.90
36 1 262 U N1-C2-02 -5.45 118.99 122.80
36 d 969 C C4-C5-C6 5.45 120.12 117.40
36 5 1495 | U OP1-P-O3’ 5.45 117.18 105.20
36 D 1866 C 04’-C1-N1 -5.45 103.84 108.20
36 1 2731 U OP2-P-O3’ 5.44 117.18 105.20
36 1 3023 U 05-P-OP1 -5.44 100.80 105.70
1 6 1145 U N3-C4-04 5.44 123.21 119.40
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 1 2685 C N3-C4-N4 5.44 121.81 118.00
36 1 3144 G C8-N9-C4 5.44 108.58 106.40
1 6 543 C C6-N1-C2 -5.44 118.12 120.30
36 d 349 A OP2-P-0O3’ 5.44 117.17 105.20
36 5 1506 | A C8-N9-C4 -5.44 103.62 105.80
1 2 590 C C6-N1-C2 -5.44 118.12 120.30
36 1 1886 A N1-C6-N6 -5.44 115.33 118.60
36 5 882 A N1-C2-N3 5.44 132.02 129.30
36 3 1065 A 05-P-OP1 -0.44 100.80 105.70
36 d 2387 A C6-N1-C2 -0.44 115.33 118.60
36 1 633 C N1-C2-02 -0.44 115.64 118.90
36 5 864 G OP2-P-O3’ 5.44 117.17 105.20
1 2 831 U N3-C2-02 -5.44 118.39 122.20
36 1 332 C C5-C6-N1 -5.44 118.28 121.00
36 1 1058 U N3-C2-02 -5.44 118.39 122.20
36 1 1585 C C6-N1-C2 5.44 122.47 120.30
36 1 2836 C N3-C4-N4 -0.44 114.19 118.00
36 1 3318 G C8-N9-C4 -0.44 104.22 106.40
51 M5 188 | ARG | NE-CZ-NH1 | -5.44 117.58 120.30
1 6 89 G N1-C6-06 0.44 123.16 119.90
36 5 1897 G C6-C5-NT7 -5.44 127.14 130.40
36 3 2136 C OP2-P-0O3’ 5.44 117.16 105.20
36 d 2385 G N3-C2-N2 -0.44 116.09 119.90
36 1 325 A C5-C6-N1 5.44 120.42 117.70
1 6 1075 C N1-C2-02 -0.44 115.64 118.90
1 2 1276 U 05’-P-OP2 -5.43 100.81 105.70
36 1 369 A C2-N3-C4 5.43 113.32 110.60
36 1 930 U C2-N1-C1’ -0.43 111.18 117.70
36 1 2093 A C2-N3-C4 5.43 113.32 110.60
36 1 2600 C C6-N1-C2 -0.43 118.13 120.30
1 6 687 G N3-C4-N9 -0.43 122.74 126.00
1 2 952 G N3-C4-N9 -5.43 122.74 126.00
1 2 1134 C C6-N1-C2 -5.43 118.13 120.30
64 N8 43 ILE | CG1-CB-CG2 | -5.43 99.45 111.40
36 5 180 C N1-C2-02 5.43 122.16 118.90
36 3 857 G N1-C6-06 5.43 123.16 119.90
36 d 2996 U 05-P-OP2 -5.43 100.81 105.70
36 5 3214 U C5-C4-04 5.43 129.16 125.90
36 D 1853 U ChH-C4-04 0.43 129.16 125.90
1 2 1756 A C5-C6-N6 -5.43 119.36 123.70
36 1 1695 U C5-C6-N1 -5.43 119.98 122.70
36 1 2116 G ChH-C6-06 5.43 131.86 128.60
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 1 2409 G C4-C5-C6 5.43 122.06 118.80
36 d 2360 C 05-P-OP1 5.43 117.22 110.70
1 6 1549 C N3-C4-C5 -0.43 119.73 121.90
36 1 819 U C4-Ch5-C6 5.43 122.96 119.70
36 1 951 A N1-C6-N6 5.43 121.86 118.60
1 6 976 G C6-C5-NT7 -5.43 127.14 130.40
36 D 3107 U OP2-P-03’ 0.43 117.14 105.20
36 5 3153 U C2-N1-C1” 5.43 124.21 117.70
36 1 1157 G N1-C2-N3 5.42 127.15 123.90
36 1 1416 C N3-C4-N4 -5.42 114.20 118.00
36 1 2396 | G C4-C5-C6 5.42 122.05 118.80
1 2 1596 C N1-C2-02 5.42 122.15 118.90
1 6 795 U C2-N1-C1’ 5.42 124.21 117.70
36 D 986 U N3-C2-02 -5.42 118.40 122.20
38 4 32 C 05-P-OP2 -5.42 100.82 105.70
1 6 461 G ChH-C6-06 -5.42 125.35 128.60
36 d 961 C N3-C4-N4 5.42 121.80 118.00
36 d 1902 G C6-N1-C2 -5.42 121.85 125.10
36 1 1159 A N1-C6-N6 -5.42 115.35 118.60
36 1 2600 C N3-C2-02 -5.42 118.11 121.90
36 5 2400 G N7-C8-N9 -5.42 110.39 113.10
1 2 158 U P-03-C3’ 5.42 126.20 119.70
36 1 1492 G N1-C6-06 -5.42 116.65 119.90
36 1 1906 | G N1-C6-06 5.42 123.15 119.90
36 5 1661 G N1-C6-06 5.42 123.15 119.90
36 D 2116 G C4-C5-C6 0.42 122.05 118.80
36 D 2895 G N3-C4-N9 5.42 129.25 126.00
36 2 3075 G N3-C2-N2 -5.42 116.11 119.90
36 3 3362 A C6-Ch-NT7 -0.42 128.51 132.30
1 2 1432 U Ch-C6-N1 -5.42 119.99 122.70
36 1 308 A O5-P-OP2 | -5.42 100.83 105.70
36 1 2965 U N1-C2-N3 5.42 118.15 114.90
36 D 2118 C 05’-P-OP1 -5.42 100.83 105.70
1 2 1170 G C4-N9-C1’ 5.41 133.54 126.50
36 1 1733 G N3-C4-C5 -0.41 125.89 128.60
36 1 2867 C N3-C2-02 -5.41 118.11 121.90
1 6 25 C N1-C2-02 -5.41 115.65 118.90
1 6 1097 U OP2-P-0O3’ 5.41 117.11 105.20
36 D 2165 G C6-C5-NT7 -5.41 127.15 130.40
36 D 2365 C N1-C2-02 -5.41 115.65 118.90
38 8 39 G N3-C4-C5 -5.41 125.89 128.60
36 1 2242 A N1-C2-N3 5.41 132.01 129.30
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 1 46 U 05-P-OP2 -5.41 100.83 105.70
36 1 2527 G N3-C4-N9 -5.41 122.75 126.00
1 6 933 A N1-C6-N6 -5.41 115.35 118.60
1 6 1537 C C2-N3-C4 5.41 122.61 119.90
1 6 1614 | A C5-NT7-C8 -5.41 101.19 103.90
36 D 2920 U C5-C6-N1 -5.41 120.00 122.70
36 1 806 A 04’-C1-N9 -5.41 103.87 108.20
36 1 2316 G C8-N9-C4 5.41 108.56 106.40
36 1 2748 A C8-N9-C4 5.41 107.96 105.80
36 d 180 C C6-N1-C2 -0.41 118.14 120.30
36 D 1184 A C5-C6-N1 5.41 120.41 117.70
36 1 701 G OP2-P-0O3’ 0.41 117.10 105.20
36 1 2871 G ChH-C6-06 -5.41 125.36 128.60
1 6 1 U N3-C2-02 -5.41 118.42 122.20
36 5 2753 G N9-C4-C5 5.41 107.56 105.40
1 2 934 C C2-N1-C1” 5.41 124.75 118.80
36 1 116 A 04’-C1’-N9 5.41 112.52 108.20
1 6 957 G C5-C6-N1 -5.41 108.80 111.50
36 D 1301 A N7-C8-N9 0.41 116.50 113.80
36 D 1829 G ChH-C6-06 0.41 131.84 128.60
36 5 2411 U N3-C4-04 -5.41 115.62 119.40
36 3 3377 G ChH-C6-06 -0.41 125.36 128.60
38 8 111 A N1-C6-N6 5.41 121.84 118.60
36 1 2665 | U O5-P-OP1 | -5.40 100.84 105.70
1 2 779 U 04’-C1’-N1 5.40 112.52 108.20
36 1 227 G C5H-C6-06 -5.40 125.36 128.60
36 D 881 C C2-N3-C4 5.40 122.60 119.90
36 2 1155 C C6-N1-C1” -5.40 114.32 120.80
36 3 1840 U N3-C2-02 -5.40 118.42 122.20
36 d 2396 G N1-C2-N2 5.40 121.06 116.20
1 2 1762 | A C8-N9-C4 5.40 107.96 105.80
36 1 802 C C6-N1-C2 -5.40 118.14 120.30
36 1 1685 C N1-C2-02 5.40 122.14 118.90
36 1 2714 G C4-Ch-NT7 5.40 112.96 110.80
36 1 3107 U C5-C6-N1 -5.40 120.00 122.70
38 4 41 A N1-C2-N3 5.40 132.00 129.30
38 4 103 G N9-C4-C5 5.40 107.56 105.40
1 6 90 C N3-C4-C5h 5.40 124.06 121.90
36 D 314 U N3-C4-0O4 -5.40 115.62 119.40
36 D 430 U C4-C5-C6 -5.40 116.46 119.70
36 5 1376 C 05-P-OP2 -5.40 100.84 105.70
36 5 2134 G 05-P-OP2 -5.40 100.84 105.70
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
71 05 55} LEU CA-CB-CG -5.40 102.88 115.30
36 1 397 A OP2-P-03’ 5.40 117.08 105.20
1 6 17 C N1-C2-02 5.40 122.14 118.90
36 5 672 A C6-C5-N7 -5.40 128.52 132.30
36 d 2112 U C2-N1-C1’ 5.40 124.18 117.70
37 7 49 G C4-C5-C6 5.40 122.04 118.80
1 2 728 U N1-C2-02 5.40 126.58 122.80
36 1 3242 G C6-C5-NT7 5.40 133.64 130.40
36 1 404 G 05-P-OP2 -5.39 100.85 105.70
36 1 2656 A 05-P-OP1 -5.39 100.84 105.70
1 6 1354 | G C4-N9-C1’ 5.39 133.51 126.50
36 5 636 C OP1-P-0O3’ 5.39 117.07 105.20
36 D 3021 A C5-C6-N1 5.39 120.40 117.70
36 1 1934 G N3-C4-N9 -5.39 122.76 126.00
36 1 2847 A N1-C6-N6 5.39 121.83 118.60
36 d 2356 A N1-C2-N3 5.39 132.00 129.30
38 8 42 G C8-N9-C4 5.39 108.56 106.40
1 2 48 G OP2-P-0O3’ 5.39 117.06 105.20
36 1 o1 A N1-C6-N6 5.39 121.83 118.60
36 1 685 G N1-C6-06 5.39 123.13 119.90
36 5 841 A C6-N1-C2 -5.39 115.36 118.60
36 3 2093 A C4-C5-N7 5.39 113.39 110.70
36 d 2346 C N1-C2-02 -5.39 115.67 118.90
36 5 2699 | G N9-C4-C5 -5.39 103.24 105.40
36 1 1313 | G C6-Ch-N7 -5.39 127.17 130.40
36 1 2634 U N3-C2-02 -5.39 118.43 122.20
1 6 391 A C8-N9-C4 5.39 107.96 105.80
36 2 208 C N3-C4-C5 -5.39 119.74 121.90
36 3 1868 G C4-C5-N7 5.39 112.96 110.80
36 1 2554 A P-03’-C3’ 5.39 126.17 119.70
36 1 2808 | A C2-N3-C4 -5.39 107.91 110.60
53 M7 41 | LEU | CA-CB-CG 5.39 127.69 115.30
1 6 1025 A C6-C5-NT7 -5.39 128.53 132.30
36 D 2932 U N1-C2-N3 5.39 118.13 114.90
36 5 2987 A 05-P-OP2 5.39 117.17 110.70
1 2 1280 C N3-C4-N4 5.39 121.77 118.00
36 1 2537 U P-03’-C3’ 5.39 126.16 119.70
36 5 1306 | U C6-N1-C1’ -5.39 113.66 121.20
36 D 3093 C C4-ChH-C6 5.39 120.09 117.40
1 2 973 A C2-N3-C4 -5.38 107.91 110.60
36 1 188 U C4-C5-C6 5.38 122.93 119.70
36 1 218 G 05-P-OP1 -5.38 100.85 105.70
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
36 1 363 G OP1-P-O3%’ 5.38 117.05 105.20
36 1 906 A C5-C6-N6 -5.38 119.39 123.70
36 1 2393 G N3-C4-C5 -9.38 125.91 128.60
92 M6 84 LEU | CB-CG-CD2 | -5.38 101.84 111.00
36 5 655 C OP2-P-03’ 5.38 117.05 105.20
36 D 922 U N1-C2-02 5.38 126.57 122.80
36 D 924 G C2-N3-C4 -5.38 109.21 111.90
36 5 1000 C N3-C2-02 5.38 125.67 121.90
36 3 2345 A N3-C4-N9 5.38 131.71 127.40
36 d 2824 G N1-C6-06 2.38 123.13 119.90
36 1 1918 C C6-N1-C2 -5.38 118.15 120.30
36 1 2976 | A C5-C6-N1 5.38 120.39 117.70
1 6 1759 C C6-N1-C2 5.38 122.45 120.30
36 D 121 A N9-C4-C5 -5.38 103.65 105.80
36 5 2909 U C2-N3-C4 -5.38 123.77 127.00
36 1 1041 U ChH-C6-N1 -5.38 120.01 122.70
36 1 2765 C N3-C4-C5 -5.38 119.75 121.90
36 5 2893 C N1-C2-02 -5.