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

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

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

MolProbity : 4.02b-467
Mogul : 1.8.5(274361), CSD as541be (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) : 2.13
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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 3.00 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 N 5.8%
Sidechain outliers TN 19.9%
RNA backbone IS TN 0.43
Worse Better

0 Percentile relative to all X-ray structures

[l Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Ramachandran outliers 138981 2333 (3.00-3.00)
Sidechain outliers 138945 2336 (3.00-3.00)
RNA backbone 3102 1173 (3.30-2.70)

The table below summarises the geometric issues observed across the polymeric chains and their
fit to the electron density. The red, orange, yellow and green segments on the lower bar indicate
the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality
criteria 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 59% 32% 6% -
1 6 1800 59% 35% 6%
2 SO 251 61% 20% T
2 s0 251 58% 20% T
3 S1 254 59% 23% T
3 sl 254 65% 18% T A
4 S2 253 69% 6% . 14%
4 s2 253 64% 19% SV 7

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

Mol | Chain | Length Quality of chain
5 S3 239 2% 18% %
5t s3 239 7% 4% . 1%
6 S4 260 79% 17%
6 s4 260 83% 16%
7 SH 224 68% 23% %
7 sH 224 69% 21% e
8 S6 236 78% 7% ..
8 s6 236 75% 16% - 8%
9 ST 189 2% 22% e
9 s7 189 76% 21% -~
10 S8 200 82% 1% . 6%
10 s8 200 80% 13% . 6%
11 S9 196 73% 19% %
11 s9 196 75% 17% . 6%
12 Co 105 70% 19% T
12 c0 105 67% 21% %
13 C1 155 79% 19%
13 cl 155 70% 23% 6%
14 C2 142 56% 28% T aw
14 c2 142 61% 25% T w
15 C3 150 84% 13%
15 c3 150 79% 19%
16 C4 136 67% 22% %
16 cd 136 68% 24% %
17 Ch 141 66% 20% P

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

Mol | Chain | Length Quality of chain
17 cb 141 72% 23% e
18 C6 142 73% 20% “6% -
18 c6 142 75% 25%
19 c7 136 68% 17% 12%
19 c7 136 69% 16% 14%
20 C8 145 74% 20% To%
20 c8 145 74% 24% B
21 C9 143 78% 20% B
21 c9 143 85% 15%
22 DO 120 61% 26% 11%
22 do 120 63% 27% 8%
23 D1 87 75% 23% B
23 d1 87 2% 28%
24 D2 129 78% 19% o
24 d2 129 87% 12%
25 D3 144 7% 21% B
25 d3 144 79% 20%
26 D4 134 80% 18%
26 d4 134 75% 23% .
27 D5 107 43% 19% 35%
27 db 107 55% 9% 36%
28 D6 97 70% 23% %
28 dé 97 78% 20%
29 D7 81 83% 16%
29 d7 81 74% 23% B

Continued on next page...



Page 5 wwPDB X-ray Structure Validation Summary Report 4U52

Continued from previous page...

Mol | Chain | Length Quality of chain
30 D8 66 71% 24% =0
30 d8 66 80% 12% . 5%
31 D9 55 75% 20% P
31 d9 55 71% 22% .
32 EO 60 72% 27% .
33 E1l 76 50% 33% 1% 7%
33 el 76 47% 46% %
34 SR 318 87% 12%
34 sR 318 87% 13%
35 SM 273 41% 15% 42%
35 sM 273 30% % 62%
36 1 3396 40% 43% Tlow 7%
36 5 3396 39% 44% Tlow %
37 3 121 60% 33% %
37 7 121 46% 44% Tl
38 4 158 41% 47% T
38 8 158 55% 35% Tlow
39 L2 253 82% 16%
39 12 253 78% 20% .
40 L3 386 78% 21% .
40 13 386 79% 19% B
41 L4 361 78% 19% B
41 14 361 79% 19% B
42 L5 296 76% 23% .
42 15 296 78% 20%

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

Mol | Chain | Length Quality of chain
43 L6 175 73% 4% . 1%
43 16 175 73% 15% . 10%
44 L7 243 7% 1% . 9%
44 17 243 7% 183% - 8%
45 L8 255 78% 18% - 9%
45 18 255 73% 7% %%
46 L9 191 78% 22%
46 19 191 79% 21% .
47 MO 220 75% 20% -
47 m0 220 71% 25% v
48 M1 173 74% 18% “o% -
48 ml 173 76% 20%
49 M3 198 80% 17%
49 m3 198 78% 20% -
50 M4 137 80% 18% e
50 m4 137 85% 14%
51 M5 203 81% 19%
51 mb 203 85% 13%
52 M6 198 82% 15%
52 m6 198 78% 18% o
53 M7 183 78% 21% .
53 m7 183 67% 18% 15%
54 M8 185 80% 19%
o4 m8 185 7% 21% B
55 M9 188 84% 15%

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

Mol | Chain | Length Quality of chain
55 m9 188 84% 16%
56 NO 172 80% 19%
56 n0 172 81% 19%
57 N1 159 74% 23% o
57 nl 159 79% 18% o
58 N2 120 71% 13% 17%
58 n2 120 71% 11% 18%
59 N3 136 84% 15%
59 n3 136 88% 11%
60 N4 155 54% 9% 37%
60 n4 155 71% 4% . 13%
61 N5 141 67% 18% PR VTS
61 nb 141 67% 16% T
62 N6 126 74% 25% .
62 n6 126 80% 18% .
63 N7 135 73% 24% o
63 n7 135 70% 27% B
64 N8§ 148 81% 6% .
64 n8 148 79% 20% .
65 N9 58 79% 17%
65 n9 58 69% 24% 50 v
66 00 104 79% 18% . 1%
66 o0 104 7% 19% -
67 01 112 73% 23% v
67 ol 112 2% 23% o

Continued on next page...




Page 8 wwPDB X-ray Structure Validation Summary Report 4U52

Continued from previous page...

Mol | Chain | Length Quality of chain
68 02 129 78% 21% N
68 02 129 7% 21% -
69 03 106 86% 13%
69 03 106 83% 17%
70 04 119 75% 18% %
70 o4 119 81% 12% . 6%
71 05 119 70% 29% .
71 05 119 78% 22%
72 06 99 2% 26% B
72 06 99 73% 27%
73 o7 87 84% 1% 5%
73 o7 87 84% 4% .
74 08 77 7% 22% .
74 08 77 73% 26% .
75 09 50 80% 18% =
75 09 50 72% 28%
76 QO 52 75% 21% o
76 q0 52 79% 21%
7 Q1 25 68% 32%
7 ql 25 60% 32% T
78 Q2 105 78% 17% 5%
78 q2 105 84% 16%
79 Q3 91 79% 20%
79 q3 91 82% 18%
80 e0 62 74% 24% B

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

Mol | Chain | Length Quality of chain
81 m?2 160 94% 6%
82 p0 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 411206 atoms, of which
0 are hydrogens and 0 are deuteriums.

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

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N Q) P
1 2 1750 37283 16668 6591 12274 1750 0 0 0

Total C N O P
1 6 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 50 206 ??78%1 10014 21;18 223 2 0 0 0
2 0 206 ?ggl 10017 215\3]1 223 2 0 0 0
e Molecule 3 is a protein called 40S ribosomal protein S1-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s >l 214 T%aél 1(%4 BTO 3C1)1 LSL 0 0 0
s 51 216 ??t;él 1(%1 31112 3C1)5 2 0 0 0
e Molecule 4 is a protein called 40S ribosomal protein S2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 52 217 ngaf’)l 1(517 215\3]9 2(9)7 g 0 0 0
1 52 217 ?2;)351 10047 22]9 287 g 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
g 53 223 1734 1101 313 314 6 0 0 0
Total C N O S
g 83 223 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 S4 260 2068 1316 3893 360 3 0 0 0
Total C N O S
6 54 260 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 55 206 1609 1007 300 299 3 0 0 0
Total C N O S
7 5 206 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
9 | w7 184 1481 951 265 265 0 0 0
Total C N O
O | 87 186 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

0] =8 188 ngaél 9;]5 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 ?th)zl 923 2219 2(6?1 ? 0 0 0
R 185 ?Zst)zl 923 2219 2((?1 ? 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o e | w [TO N TS 0 [ o
12 0 % T;)g; | 4(9j1 1215 124 2 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 ST11-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 Cl 155 T(Q)tlaél 7(7]4 2§0 2(36 g 0 0 0
131 146 ?1)2%1 727 21;]1 1(37 g 0 0 0

e Molecule 14 is a protein called 40S ribosomal protein S12.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
e | wm WO NDE  o [
e 124 Tgogtg | 5%2 11;]6 1?2 3 0 0 0

There are 4 discrepancies between the modelled and reference sequences:
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Chain | Residue | Modelled | Actual | Comment | Reference
C2 104 ALA GLY conflict UNP P48589
C2 110 ALA GLY conflict UNP P48589
c2 104 ALA GLY conflict UNP P48589
c2 110 ALA GLY conflict UNP P48589

e Molecule 15 is a protein called 40S ribosomal protein S13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 C3 150 1192 759 224 207 2 0 0 0
Total C N O S
15 c3 150 1192 759 224 207 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR HEEEEE
161 cd 128 Tsaozfgl 532 1218 1(?6 g 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;)O7t? 1 6(232 115\512 1(6?6 ? 0 0 0
17 e 155 ?8;;1 6(;8 1156 1(7)8 ? 0 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
C5 137 SER ARG conflict UNP Q01855
ch 137 SER ARG conflict UNP Q01855

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O
18 C6 141 1105 708 203 194 0 0 0

Total C N O
18 c6 142 1111 711 204 196 0 0 0
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e Molecule 19 is a protein called 40S ribosomal protein S17-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 cr 120 T902t§ 1 5(7]7 11;17 1C7)0 3 0 0 0
191 o 7 T900tgLl 5%3 11;14 1(37 3 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 T(l)ft)aél 75133 2§7 2(1)0 2 0 0 0
20| 8 145 ?(1);21 751]3 2§7 2(1)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 1;(135321 634 21§8 2(38 3 0 0 0
2] @ 143 f‘ftf;l 634 21§8 2(38 3 0 0 0
e Molecule 22 is a protein called 40S ribosomal protein S20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
22 bo 107 1;%0;;1 5(339 1?6 1%)9 ? 0 0 0
IR RN
e Molecule 23 is a protein called 40S ribosomal protein S21-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2| DU s Rl s gra | 0 | 0|0
B | | Rl e s o 0 | 0|0

e Molecule 24 is a protein called 40S ribosomal protein S22-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
24 D2 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
27 D5 70 563 360 104 99 0 0 0
Total C N O
27 d5 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 9 769 475 160 129 5 0 0 0
Total C N O S
28 d6 9 769 475 160 129 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

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
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 DI 53 442 274 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 k0 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 El & 566 362 106 94 4 0 0 0
Total C N O S
33 el 7 608 388 117 99 4 0 0 0

e Molecule 34 is a protein called Guanine nucleotide-binding protein subunit beta-like protein.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S

34 SR 318 2441 1544 419 470 8 0 0 0
Total C N O S

34 SR 318 2442 1544 418 472 8 0 0 0

e Molecule 35 is a protein called Suppressor protein STM1.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
35 SM 159 1104 652 221 231 0 0 0
Total C N O
35 | sM 104 680 403 140 137 0 0 0
e Molecule 36 is a RNA chain called 25S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
30 1 3149 67355 30086 12142 21978 3149 0 0 0
Total C N 0O P
30 o 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 0 P
37 3 121 2579 1152 461 845 121 0 0 0
Total C N 0 P
37 7 121 2579 1152 461 845 121 0 0 0
e Molecule 38 is a RNA chain called 5.8S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
38 1 158 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
Total C N O S
39 12 252 1912 1190 388 333 1 0 0 0
e Molecule 40 is a protein called 60S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 L3 386 3075 1950 584 533 8 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 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 14 361 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
42 L5 296 2375 1501 414 458 2 0 0 0
Total C N O S
42 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 L6 156 1239 800 222 216 1 0 0 0
Total C N O S
43 16 157 1248 806 224 217 1 0 0 0
e Molecule 44 is a protein called 60S ribosomal protein L7-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
44 L7 222 1784 1151 324 308 1 0 0 0
Total C N O S
44 7 223 1791 1155 325 310 1 0 0 0
e Molecule 45 is a protein called 60S ribosomal protein L8-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 18 233 1804 1151 323 327 3 0 0 0
Total C N O S
15 18 231 1763 1130 316 314 3 0 0 0
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e Molecule 46 is a protein called 60S ribosomal protein L.9-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
16 L9 191 ?gtlaél 9(6]3 21;14 2C7)7 ZSL 0 0 0
16 19 191 ?gtlaél 923 21;14 2C7)7 ZSL 0 0 0
e Molecule 47 is a protein called 60S ribosomal protein L10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
M| g g i | 0 | OO
ar | mo 213 ??tzaél 10094 31;5 287 2 0 0 0
e Molecule 48 is a protein called 60S ribosomal protein L11-B.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
A Y R L L I
8] ml 169 ??5?31 827 22]3 229 ASL 0 0 0
e Molecule 49 is a protein called 60S ribosomal protein L13-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
49 M3 193 ?gZaSl 9(622 31115 2(6)6 0 0
i 194 ?éffél 9(55 31116 2((?7 0 0
e Molecule 50 is a protein called 60S ribosomal protein L14-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o0 M4 136 1;82?’)1 6(735 11;9 1?7 3 0 0 0
50| md 157 ?ggl 6?8 21(\)10 1C7)9 g 0 0 0

e Molecule 51 is a protein called 60S ribosomal protein L15-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o1 M5 203 1720 1077 361 281 1 0 0 0
Total C N O S
ol | md 203 1720 1077 361 281 1 0 0 0
e Molecule 52 is a protein called 60S ribosomal protein L16-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o2 M6 197 1555 1003 289 262 1 0 0 0
Total C N O S
02 | 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
Total C N O
53 | m7 155 1227 764 238 225 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 18 1441 908 290 241 2 0 0 0
Total C N O S
o4 | md 185 1441 908 290 241 2 0 0 0
e Molecule 55 is a protein called 60S ribosomal protein L19-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
55 | M9 188 1521 935 326 260 0 0
Total C N O
55 | md 188 1521 935 326 260 0 0
e Molecule 56 is a protein called 60S ribosomal protein L20-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
50 NO 172 1445 930 267 244 4 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
56 ml 172 TZT; 930 2217 2(24 481 0 0 0

e Molecule 57 is a protein called 60S ribosomal protein L21-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o7 N1 159 111;%1 8%5 214\1]6 2(2)1 ZSL 0 0 0
57| nl 159 ?gt%l 835 214\1]6 2(2)1 481 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 T709t21 5(136 11;]1 129 0 0 0

58 | n2 o8 T7O7t§1 5(55 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
59 N3 136 1;88?’)1 6(238 115\59 1?9 ? 0 0 0
I 156 ?8821 6(238 115\;19 1C7)9 S 0 0 0

e Molecule 60 is a protein called 60S ribosomal protein L24-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o | N | e | w0 | O | 0 |0
e 155 28511 6?1 2156 120 ? 0 0 0

e Molecule 61 is a protein called 60S ribosomal protein L25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
61 1 N5 D 0 0 0
61 | m 120 T9O5t§l 6?7 1128 1(7)2 g 0 0 0
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e Molecule 62 is a protein called 60S ribosomal protein L.26-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
62 NG 126 T909t§ 1 6;]5 1152 1C7)6 0 0 0
62| mb 126 T909t§L | 635 11;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 ngaél 7(130 21§2 1(530 0 0 0
63 | uf 155 ?8521 7(110 218]2 1(530 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
64 N8 148 ?1)%1 729 21;11 1(30 g 0 0 0
64 | n8 148 ?1)%1 729 21;]1 1(30 g 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
65 N9 o8 1:10(;;1 2(;9 1150 7?’) 0 0 0
65 | nd o8 T406t;I | 2(;9 11(\)10 703 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
66 00 o7 ?éf; 1 4(739 11;I4 129 ? 0 0 0
66| o0 100 T7O6t;I | 432 11;8 126 ? 0 0 0

e Molecule 67 is a protein called 60S ribosomal protein L31-A.
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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 109 883 539 167 156 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
68 02 127 1020 647 205 167 1 0 0 0
Total C N O S
68 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 03 106 850 540 165 144 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
70 04 112 &80 545 179 152 4 0 0 0
Total C N O S
70 od 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
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

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

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

e Molecule 71 is a protein called 60S ribosomal protein L35-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
& 03 119 T906t9al 6(1]5 11;;6 1((?7 ? 0 0
[N 119 T906t§L | 6?2 1215 1(37 ? 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
£ 06 9 T7O7t1al 421 11216 1(;2 2 0 0
2| o6 %9 T7O7t8L | 421 1216 1(?31 3 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
£ 07 87 1;308t fl 4?4 114\1]8 1(1)4 i 0 0
Bt 87 1;305;? | 4?4 1128 1(1)4 g 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

& 08 [ TG()lt;l 3(931 111]5 1(36 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
| o8 " T600t§L | 328 11;14 1(36 0 0 0
e Molecule 75 is a protein called 60S ribosomal protein L.39.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

76 a0 02 T401t;Il 2(;9 81\2 57 g 0 0 0
e Molecule 77 is a protein called 60S ribosomal protein L41-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
mla | n Y g | 0 | 0 |0
mla | B e e 0 | 0 |0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
& Q2 105 T804t7a 1 554 11;10 128 g 0 0 0
a2 105 gozf? | 554 11;10 1(??8 g 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
7 Q3 oL T609tj 1 439 1§8 1(2)1 g 0 0 0
LR ol T(sogtj | 459 1§8 1(2)1 g 0 0 0
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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
There are 2 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual Comment Reference
e0 62 VAL - expression tag | UNP POCX33
e( 63 GLN - expression tag | UNP POCX33
e Molecule 81 is a protein called Unknown Protein m2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
81| m2 150 750 450 150 150 0 0 0
e Molecule 82 is a protein called 60S acidic ribosomal protein PO.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
82 pU 143 1077 687 192 195 3 0 0 0
e Molecule 83 is a protein called Unknown Protein pl.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
83 pl 47 9235 141 47 47 0 0 0
e Molecule 84 is a protein called Unknown Protein p2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
84 p2 46 230 138 46 46 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
85 L7 3 Total - Mg 0 0
3 3
85 | N9 1 Toltal N{g 0 0

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

85 n8 5 . - 0 0

85 ol 1 Total - Mg 0 0
1 1

85 N5 1 Total - Mg 0 0
1 1
Total Mg

85 6 150 o s 0 0

85 sM 9 Total - Mg 0 0
9 9

85 04 1 Total - Mg 0 0
1 1
Total Mg

8 | mb 4 PR 0 0
Total Mg

85 13 9 ) ) 0 0

85 | M1 1 Total - Mg 0 0
1 1

85 n0 1 Total - Mg 0 0
1 1

85 d6 1 Total - Mg 0 0
1 1
Total Mg

85 9 125 s 190 0 0

85 03 1 Total - Mg 0 0
1 1

85 14 9 Total = Mg 0 0
9 9

85 17 1 Total = Mg 0 0
1 1

85 | M5 3 Total = Mg 0 0
3 3

85 1.8 1 Total - Mg 0 0
1 1

85 D3 1 Total - Mg 0 0
1 1
Total Mg

85 od 9 ) ) 0 0

85 | M9 1 Toltal l\qg 0 0

85 q0 1 Toltal l\qg 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

8 | SM 1 Tofal l\qg 0 0
Total Mg

85 c8 9 , ) 0 0

8 | Mo 9 Total - Mg 0 0
9 9
Total Mg

85 5 502 5 50 0 0

85 L5 1 Total - Mg 0 0
1 1

85 07 9 Total - Mg 0 0
9 9

85 14 1 Total - Mg 0 0
1 1

85 | M4 1 Toltal l\gg 0 0

85 n9 1 Total - Mg 0 0
1 1
Total Mg

85 1 469 160 A6 0 0

85 DO 1 Total - Mg 0 0
1 1

85 S8 1 Total - Mg 0 0
1 1
Total Mg

85 12 3 , 3 0 0

85 | M8 1 Toltal N{g 0 0

g5 @ 1 Total Mg 0 0
1 1

85 03 1 Total - Mg 0 0
1 1

85 d3 9 Total - Mg 0 0
9 9

85 | M3 3 Total = Mg 0 0
3 3

85 N3 3 Total - Mg 0 0
3 3
Total Mg

85 4 29 b 9 0 0

85 n6 1 Toltal l\qg 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

85 L2 3 ) ; 0 0

85 ml 9 Total - Mg 0 0
9 9

85 15 1 Total - Mg 0 0
1 1

85 m7 5 Total - Mg 0 0
5 5

85 | M7 3 Total - Mg 0 0
3 3

85 NS 5 Total -~ Mg 0 0
5 5

85 s1 1 Total - Mg 0 0
1 1

85 19 1 Total - Mg 0 0
1 1

85 01 1 Total - Mg 0 0
1 1
Total Mg

85 S8 9 ) ) 0 0

85 18 1 Total - Mg 0 0
1 1
Total Mg

85 7 9 ) ) 0 0
Total Mg

85 7 17 S 0 0

85 n3 1 Total - Mg 0 0
1 1

85 L3 9 Total - Mg 0 0
9 9

85 mé6 1 Total - Mg 0 0
1 1

85 N6 1 Total - Mg 0 0
1 1
Total Mg

85 8 15 PR 0 0

85 mo 1 Total - Mg 0 0
1 1

85 | M6 1 Toltal l\qg 0 0

85 NO 1 Toltal l\qg 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
85 3 14 14 14 0 0

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

OHX

N2 N3

H.N  NH,

NiH,N - Os NH_, N4
PN

NG N5
Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 2 1 To;al 12 Cis 0 0
86 2 1 TO;al 12 ?S 0 0
86 2 1 TO;al g ?S 0 0
86 2 1 TO;al g ?S 0 0
86 2 1 TO;al 1(\31 ?S 0 0
86 2 1 TO;al g ?S 0 0
86 2 1 To;al g ?S 0 0
86 2 1 To;al g ?S 0 0
86 2 1 To;al g ?S 0 0
86 2 1 To;al %I ?S 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 2 1 To;al g ?S 0 0
86 2 1 To;al g ?S 0 0
86 2 1 To;al %I ?S 0 0
86 2 1 To;al 1(\3] ?S 0 0
86 2 1 To;al g ?S 0 0
86 2 1 To;al E ?S 0 0
86 2 1 TO;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 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 ?S 0 0
86 2 1 TO;al g ?S 0 0
86 2 1 TO;al g ?S 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 2 1 To;al g ?S 0 0
86 2 1 To;al g ?S 0 0
86 2 1 To;al %I ?S 0 0
86 2 1 To;al 1(\3] ?S 0 0
86 2 1 To;al g ?S 0 0
86 2 1 To;al E ?S 0 0
86 2 1 TO;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 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 ?S 0 0
86 2 1 TO;al g ?S 0 0
86 2 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 2 1 To;al g ?S 0 0
86 2 1 To;al g ?S 0 0
86 2 1 To;al %I ?S 0 0
86 2 1 To;al 1(\3] ?S 0 0
86 2 1 To;al g ?S 0 0
86 2 1 To;al E ?S 0 0
86 2 1 TO;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 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 ?S 0 0
86 2 1 TO;al g ?S 0 0
86 2 1 TO;al g ?S 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 2 1 To;al g ?S 0 0
86 2 1 To;al g ?S 0 0
86 2 1 To;al %I ?S 0 0
86 2 1 To;al 1(\3] ?S 0 0
86 2 1 To;al g ?S 0 0
86 2 1 To;al E ?S 0 0
86 2 1 TO;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 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 ?S 0 0
86 2 1 TO;al g ?S 0 0
86 2 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 2 1 To;al g ?S 0 0
86 2 1 To;al g ?S 0 0
86 2 1 To;al %I ?S 0 0
86 2 1 To;al 1(\3] ?S 0 0
86 2 1 To;al g ?S 0 0
86 2 1 To;al E ?S 0 0
86 2 1 TO;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 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 ?S 0 0
86 2 1 TO;al g ?S 0 0
86 2 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 2 1 To;al g ?S 0 0
86 2 1 To;al g ?S 0 0
86 2 1 To;al %I ?S 0 0
86 2 1 To;al 1(\3] ?S 0 0
86 2 1 To;al g ?S 0 0
86 2 1 To;al E ?S 0 0
86 2 1 TO;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 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 ?S 0 0
86 2 1 TO;al g ?S 0 0
86 2 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 2 1 To;al g ?S 0 0
86 2 1 To;al g ?S 0 0
86 2 1 To;al %I ?S 0 0
86 2 1 To;al 1(\3] ?S 0 0
86 2 1 To;al g ?S 0 0
86 2 1 To;al E ?S 0 0
86 2 1 TO;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 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 ?S 0 0
86 2 1 TO;al g ?S 0 0
86 2 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | S8 1 To;al g ?S 0 0
8 | S9 1 To;al g ?S 0 0
8 | Cl1 1 To;al %I ?S 0 0
8 | C3 1 To;al 1(\3] ?S 0 0
8 | C5 1 To;al g ?S 0 0
8 | C8 1 To;al E ?S 0 0
8 | D9 1 TO;al 12 ?S 0 0
8 | SR 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 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 ?S 0 0
86 1 1 TO;al g ?S 0 0
86 1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 1 1 To;al g ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al %I ?S 0 0
86 1 1 To;al 1(\3] ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 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 ?S 0 0
86 1 1 TO;al g ?S 0 0
86 1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 1 1 To;al g ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al %I ?S 0 0
86 1 1 To;al 1(\3] ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 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 ?S 0 0
86 1 1 TO;al g ?S 0 0
86 1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 1 1 To;al g ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al %I ?S 0 0
86 1 1 To;al 1(\3] ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 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 ?S 0 0
86 1 1 TO;al g ?S 0 0
86 1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 1 1 To;al g ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al %I ?S 0 0
86 1 1 To;al 1(\3] ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 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 ?S 0 0
86 1 1 TO;al g ?S 0 0
86 1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 1 1 To;al g ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al %I ?S 0 0
86 1 1 To;al 1(\3] ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 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 ?S 0 0
86 1 1 TO;al g ?S 0 0
86 1 1 TO;al g ?S 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 1 1 To;al g ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al %I ?S 0 0
86 1 1 To;al 1(\3] ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 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 ?S 0 0
86 1 1 TO;al g ?S 0 0
86 1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 1 1 To;al g ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al %I ?S 0 0
86 1 1 To;al 1(\3] ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 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 ?S 0 0
86 1 1 TO;al g ?S 0 0
86 1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 1 1 To;al g ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al %I ?S 0 0
86 1 1 To;al 1(\3] ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 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 ?S 0 0
86 1 1 TO;al g ?S 0 0
86 1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 1 1 To;al g ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al %I ?S 0 0
86 1 1 To;al 1(\3] ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 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 ?S 0 0
86 1 1 TO;al g ?S 0 0
86 1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 1 1 To;al g ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al %I ?S 0 0
86 1 1 To;al 1(\3] ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 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 ?S 0 0
86 1 1 TO;al g ?S 0 0
86 1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 1 1 To;al g ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al %I ?S 0 0
86 1 1 To;al 1(\3] ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 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 ?S 0 0
86 1 1 TO;al g ?S 0 0
86 1 1 TO;al g ?S 0 0




Page 50 wwPDB X-ray Structure Validation Summary Report 4U52

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 1 1 To;al g ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al %I ?S 0 0
86 1 1 To;al 1(\3] ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 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 ?S 0 0
86 1 1 TO;al g ?S 0 0
86 1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 1 1 To;al g ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al %I ?S 0 0
86 1 1 To;al 1(\3] ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 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 ?S 0 0
86 1 1 TO;al g ?S 0 0
86 1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 1 1 To;al g ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al %I ?S 0 0
86 1 1 To;al 1(\3] ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 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 ?S 0 0
86 1 1 TO;al g ?S 0 0
86 1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 1 1 To;al g ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al %I ?S 0 0
86 1 1 To;al 1(\3] ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 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 ?S 0 0
86 1 1 TO;al g ?S 0 0
86 1 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 1 1 To;al g ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al %I ?S 0 0
86 1 1 To;al 1(\3] ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 3 1 TO;al 12 ?S 0 0
86 3 1 TO;al g ?S 0 0
86 3 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 3 1 To;al g ?S 0 0
86 3 1 To;al g ?S 0 0
86 3 1 To;al %I ?S 0 0
86 3 1 To;al 1(\3] ?S 0 0
86 3 1 To;al g ?S 0 0
86 3 1 To;al 12 ?S 0 0
86 3 1 TO;al 12 ?S 0 0
86 3 1 To;al 12 ?S 0 0
86 4 1 To;al 12 ?S 0 0
86 4 1 TO;al 12 ?S 0 0
86 4 1 To;al 12 ?S 0 0
86 4 1 To;al 12 ?S 0 0
86 4 1 To;al 12 ?S 0 0
86 4 1 To;al 12 ?S 0 0
86 4 1 To;al 12 ?S 0 0
86 4 1 To;al 12 ?S 0 0
86 4 1 TO;al 12 ?S 0 0
86 4 1 TO;al 12 Cis 0 0
86 4 1 TO;al 12 ?S 0 0
86 4 1 TO;al g ?S 0 0
86 4 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 4 1 To;al g ?S 0 0
86 4 1 To;al g ?S 0 0
86 4 1 To;al %I ?S 0 0
86 | L3 1 To;al 1(\3] ?S 0 0
86 | L3 1 To;al g ?S 0 0
8 | L3 1 To;al E ?S 0 0
8 | L4 1 TO;al 12 ?S 0 0
86 | MO 1 To;al 12 ?S 0 0
86 | M5 1 To;al 12 ?S 0 0
86 | M6 1 To;al 12 ?S 0 0
86 | M7 1 To;al 12 ?S 0 0
86 | M7 1 To;al 12 ?S 0 0
86 | MS 1 To;al 12 ?S 0 0
86 | M9 1 To;al 12 ?S 0 0
8 | N9 1 To;al 12 ?S 0 0
8 | 02 1 To;al 12 ?S 0 0
8 | O3 1 TO;al 12 ?S 0 0
8 | O7 1 TO;al 12 Cis 0 0
8 | O7 1 TO;al 12 ?S 0 0
8 | 09 1 TO;al g ?S 0 0
86 | Q2 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 6 1 To;al g ?S 0 0
86 6 1 To;al g ?S 0 0
86 6 1 To;al %I ?S 0 0
86 6 1 To;al 1(\3] ?S 0 0
86 6 1 To;al g ?S 0 0
86 6 1 To;al E ?S 0 0
86 6 1 TO;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 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 ?S 0 0
86 6 1 TO;al g ?S 0 0
86 6 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 6 1 To;al g ?S 0 0
86 6 1 To;al g ?S 0 0
86 6 1 To;al %I ?S 0 0
86 6 1 To;al 1(\3] ?S 0 0
86 6 1 To;al g ?S 0 0
86 6 1 To;al E ?S 0 0
86 6 1 TO;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 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 ?S 0 0
86 6 1 TO;al g ?S 0 0
86 6 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 6 1 To;al g ?S 0 0
86 6 1 To;al g ?S 0 0
86 6 1 To;al %I ?S 0 0
86 6 1 To;al 1(\3] ?S 0 0
86 6 1 To;al g ?S 0 0
86 6 1 To;al E ?S 0 0
86 6 1 TO;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 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 ?S 0 0
86 6 1 TO;al g ?S 0 0
86 6 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 6 1 To;al g ?S 0 0
86 6 1 To;al g ?S 0 0
86 6 1 To;al %I ?S 0 0
86 6 1 To;al 1(\3] ?S 0 0
86 6 1 To;al g ?S 0 0
86 6 1 To;al E ?S 0 0
86 6 1 TO;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 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 ?S 0 0
86 6 1 TO;al g ?S 0 0
86 6 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 6 1 To;al g ?S 0 0
86 6 1 To;al g ?S 0 0
86 6 1 To;al %I ?S 0 0
86 6 1 To;al 1(\3] ?S 0 0
86 6 1 To;al g ?S 0 0
86 6 1 To;al E ?S 0 0
86 6 1 TO;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 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 ?S 0 0
86 6 1 TO;al g ?S 0 0
86 6 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 6 1 To;al g ?S 0 0
86 6 1 To;al g ?S 0 0
86 6 1 To;al %I ?S 0 0
86 6 1 To;al 1(\3] ?S 0 0
86 6 1 To;al g ?S 0 0
86 6 1 To;al E ?S 0 0
86 6 1 TO;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 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 ?S 0 0
86 6 1 TO;al g ?S 0 0
86 6 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 6 1 To;al g ?S 0 0
86 6 1 To;al g ?S 0 0
86 6 1 To;al %I ?S 0 0
86 6 1 To;al 1(\3] ?S 0 0
86 6 1 To;al g ?S 0 0
86 6 1 To;al E ?S 0 0
86 6 1 TO;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 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 ?S 0 0
86 6 1 TO;al g ?S 0 0
86 6 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 6 1 To;al g ?S 0 0
86 6 1 To;al g ?S 0 0
86 6 1 To;al %I ?S 0 0
86 6 1 To;al 1(\3] ?S 0 0
86 6 1 To;al g ?S 0 0
86 6 1 To;al E ?S 0 0
86 6 1 TO;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 6 1 To;al 12 ?S 0 0
86 s1 1 To;al 12 ?S 0 0
86 s1 1 To;al 12 ?S 0 0
86 s4 1 To;al 12 ?S 0 0
86 s8 1 TO;al 12 ?S 0 0
86 c3 1 TO;al 12 Cis 0 0
86 c5 1 TO;al 12 ?S 0 0
86 c8 1 TO;al g ?S 0 0
86 | d4 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | d9 1 To;al g ?S 0 0
8 | sR 1 To;al g ?S 0 0
86 5 1 To;al %I ?S 0 0
86 5 1 To;al 1(\3] ?S 0 0
86 5 1 To;al g ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 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 ?S 0 0
86 5 1 TO;al g ?S 0 0
86 5 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 5 1 To;al g ?S 0 0
86 5 1 To;al g ?S 0 0
86 5 1 To;al %I ?S 0 0
86 5 1 To;al 1(\3] ?S 0 0
86 5 1 To;al g ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 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 ?S 0 0
86 5 1 TO;al g ?S 0 0
86 5 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 5 1 To;al g ?S 0 0
86 5 1 To;al g ?S 0 0
86 5 1 To;al %I ?S 0 0
86 5 1 To;al 1(\3] ?S 0 0
86 5 1 To;al g ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 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 ?S 0 0
86 5 1 TO;al g ?S 0 0
86 5 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 5 1 To;al g ?S 0 0
86 5 1 To;al g ?S 0 0
86 5 1 To;al %I ?S 0 0
86 5 1 To;al 1(\3] ?S 0 0
86 5 1 To;al g ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 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 ?S 0 0
86 5 1 TO;al g ?S 0 0
86 5 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 5 1 To;al g ?S 0 0
86 5 1 To;al g ?S 0 0
86 5 1 To;al %I ?S 0 0
86 5 1 To;al 1(\3] ?S 0 0
86 5 1 To;al g ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 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 ?S 0 0
86 5 1 TO;al g ?S 0 0
86 5 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 5 1 To;al g ?S 0 0
86 5 1 To;al g ?S 0 0
86 5 1 To;al %I ?S 0 0
86 5 1 To;al 1(\3] ?S 0 0
86 5 1 To;al g ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 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 ?S 0 0
86 5 1 TO;al g ?S 0 0
86 5 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 5 1 To;al g ?S 0 0
86 5 1 To;al g ?S 0 0
86 5 1 To;al %I ?S 0 0
86 5 1 To;al 1(\3] ?S 0 0
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86 5 1 To;al 12 ?S 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 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 ?S 0 0
86 5 1 TO;al g ?S 0 0
86 5 1 TO;al g ?S 0 0
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86 5 1 To;al %I ?S 0 0
86 5 1 To;al 1(\3] ?S 0 0
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86 5 1 To;al g ?S 0 0
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86 5 1 To;al g ?S 0 0
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86 5 1 To;al g ?S 0 0
86 5 1 To;al g ?S 0 0
86 5 1 To;al %I ?S 0 0
86 5 1 To;al 1(\3] ?S 0 0
86 5 1 To;al g ?S 0 0
86 5 1 To;al 12 ?S 0 0
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86 5 1 To;al g ?S 0 0
86 5 1 To;al g ?S 0 0
86 5 1 To;al %I ?S 0 0
86 5 1 To;al 1(\3] ?S 0 0
86 5 1 To;al g ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 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 ?S 0 0
86 5 1 TO;al g ?S 0 0
86 5 1 TO;al g ?S 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 5 1 To;al g ?S 0 0
86 5 1 To;al g ?S 0 0
86 5 1 To;al %I ?S 0 0
86 5 1 To;al 1(\3] ?S 0 0
86 5 1 To;al g ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 TO;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 0 0
86 5 1 To;al 12 ?S 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 ?S 0 0
86 5 1 TO;al g ?S 0 0
86 7 1 TO;al g ?S 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 7 1 To;al g ?S 0 0
86 7 1 To;al g ?S 0 0
86 7 1 To;al %I ?S 0 0
86 7 1 To;al 1(\3] ?S 0 0
86 7 1 To;al g ?S 0 0
86 7 1 To;al 12 ?S 0 0
86 7 1 TO;al 12 ?S 0 0
86 7 1 To;al 12 ?S 0 0
86 7 1 To;al 12 ?S 0 0
86 7 1 TO;al 12 ?S 0 0
86 7 1 To;al 12 ?S 0 0
86 8 1 To;al 12 ?S 0 0
86 8 1 To;al 12 ?S 0 0
86 8 1 To;al 12 ?S 0 0
86 8 1 To;al 12 ?S 0 0
86 8 1 To;al 12 ?S 0 0
86 8 1 TO;al 12 ?S 0 0
86 8 1 TO;al 12 Cis 0 0
86 8 1 TO;al 12 ?S 0 0
86 8 1 TO;al g ?S 0 0
86 8 1 TO;al g ?S 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 8 1 To;al g ?S 0 0
86 8 1 To;al g ?S 0 0
86 8 1 To;al %I ?S 0 0
86 8 1 To;al 1(\3] ?S 0 0
86 8 1 To;al g ?S 0 0
86 8 1 To;al E ?S 0 0
86 13 1 TO;al 12 ?S 0 0
86 13 1 To;al 12 ?S 0 0
86 14 1 To;al 12 ?S 0 0
86 14 1 To;al 12 ?S 0 0
86 15 1 To;al 12 ?S 0 0
86 15 1 To;al 12 ?S 0 0
86 15 1 To;al 12 ?S 0 0
86 19 1 To;al 12 ?S 0 0
86 | mo 1 To;al 12 ?S 0 0
86 | mo 1 To;al 12 ?S 0 0
86 | mi 1 TO;al 12 ?S 0 0
8 | mb 1 TO;al 12 Cis 0 0
86 | m6 1 TO;al 12 ?S 0 0
86 | m7 1 TO;al g ?S 0 0
86 | mS 1 TO;al g ?S 0 0




Page 84

wwPDB X-ray Structure Validation Summary Report

4U5H2

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | m9 1 To;al g ?S 0 0
86 | n3 1 To;al g ?S 0 0
8 | n6 1 To;al %I ?S 0 0
8 | n9 1 To;al 1(\3] ?S 0 0
8 | 03 1 To;al g ?S 0 0
8 | o 1 To;al E ?S 0 0
8 | ql 1 TO;al 12 ?S 0 0
86 | q2 1 To;al 12 ?S 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

g7 a0 1 Total Zn 0 0
1 1

$7 | D6 1 Total  Zn 0 0
1 1

Q7 Q2 1 Total Zn 0 0
1 1

87 el 1 Total = Zn 0 0
1 1

Q7 Q3 1 Total Zn 0 0
1 1

$7 | DY 1 Total ~ Zn 0 0
1 1

87 El 1 Total = Zn 0 0
1 1

Q7 Q0 1 Total Zn 0 0
11

$7 | dr 1 Total ~ Zn 0 0
11

Q7 @3 1 Total Zn 0 0
11

87 d9 1 Toltal Zln 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
37 D7 1 Total Zn 0 0
1 1
Q7 46 1 Total Zn 0 0
1 1
Q7 o7 1 Total Zn 0 0
1 1
Q7 o7 1 Total Zn 0 0
1 1
87 Q2 1 Tofal Zln 0 0

e Molecule 88 is Nagilactone C (three-letter code: 3J2) (formula: C19Hy07).

332

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
88 1 1 2% 19 7 0 0
Total C O
88 5 1 2% 19 7 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
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e Molecule 34: Guanine nucleotide-binding protein subunit beta-like protein
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e Molecule 34: Guanine nucleotide-binding protein subunit beta-like protein

21:0)

80EN

00€L

2621

LLTH

89zh

it 4

8¥hTN

13%

87%

Chain sR:

€0TL
9874
8LTA
9LTH
S91a
%910

€910

1911
0913

Ta1s

6710

91D
SPT1

0ETL

€211

8TTY

00TA

86d

96L

e Molecule 35: Suppressor protein STM1

8TIEY
LIEL

Léca

z8cs
T8CK

S.lcH

89CL

6€TH

0121

902d

42%

15%

41%

Chain SM:

TIED

SOTH

10Ta

191
€8y
[4:L
184

Ei
S¥S

%S

£EN

8TS

£TH

8TA
LTA

CTA

i ZA %!
eLtd
TLIA

69TV

99TA

¥STX

0¥1d

1

¥eTa
£e1d

T€TI

1145

L1117
9113

62%
RLDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

7%

30%

e Molecule 35: Suppressor protein STM1

Chain sM:



4U5H2

wwPDB X-ray Structure Validation Summary Report

Page 101

TLIA

L91d
99TA

CETY

25S ribosomal RNA

e Molecule 36

7%

10%

43%

40%

Chain 1

79D
(4224

oV
09y

LSY

g0

o
I
©

o
5]
<

©
—
[

9TV

vin

™
—
<

-
-
p=

-

0
>

9ETH
SETD

€ETN
TETD

8ZTH

e€TTV
TTTY
11434
0Z1d

L110
91TV

3

(4371}
TT1D

90TV
SO0TD
701D

c0t1d
101D

g€gen

0zeH
612V

¥12d
g1y
(A4
13144
(0341}

802D

902H
5020

£02H
10Ty
002D
66TV
961D

T6T1D
1610

681D
8810
L8TV

v8TN

[4:391)

OLTD

E€LTD

TLTD

991D

€910

63TV

981D

SGT1H

[4:391)

STV

0STV

91N

545

{44
1545

vren

3

%0€d
€0€D

8620
162D
962V

1

1620

68TV

L8TH
982N

sven
474

e

98€D

bgen

TSEY
08€D

LYED
9%€0
S¥ED
42314

8EEV
LEED
9LV
SEED
veey
£EED

T1€€D

8TeN
LTEV

SCEV

£TEV

12€D
0zed
6TEV

LTEV

61%D

LT%Y
9THY
ST%D

TI%d
5720
0T%0

80%V
LOVY
90%H

¥0%D
£0%0

¥6€D

L8EY
98EY

¥8EY

¢r8n

6080

808N

1

Y0SY

208N

008D

209V
T09Nn
009D

i
i

€690

889D

9890
989v
89D

289D

0890
6.5D

9480
S.9D
vL39n

TLSY

899D

99D

099D
6469V

LSSV

9%90

%90

9€9d

2TESY

TTsY
0ozsn

L1SD

ST8D

S99V
v99n
€990
299N

659D
84699
LS9V

9890
%890
€99V
T899
1999
0890

8%90

i)
SPoV
799D

a19n
¥190
€199

079D

L0

8ELY

L}

9ELY

0ELD

8TLD

TTLD

61.L0
8TLD
LTLD

TTLD
TILY

60LY

SOLY
Y00

2T0LD
T0LD

669V
869N

9690
S690

069Y
6890
889D
890
989D
989D
89D
£890N

6,90
819D

*

.99
€90

049D

899D

0z8y

218D

018Y
608D
808Y

G089
%080

2080
T08Y

L6.L0
96.0
S6.LD
6.0
€610
26.LD

88.LD

vo.L0
€919

091D

LGLD

GSLY
96D

8v.Ln

£%.LD

T06D

0069

680

768D
€680

Ll

1889

v88Y
£88Y

1989

980
798D
€980
zo8n
1980

658D

L5989

€€8D
[4%:5]

0E8Y
6280

9789

i44:]
€280

O

R LDWIDE
PROTEIN DATA BANK

W



4U5H2

wwPDB X-ray Structure Validation Summary Report

Page 102

£96D

796D

LEOTD
9E0TV
SEOTD
620TD

STOTY
201D

12019

6TTTD

1110
E€TTTD

80710

S6070
%6010
€601V

L80TH

SLOTVY

TLOTH

98010

2801n
15010
08010

9701V
S%0T0

9010

€8TTD
T8TIV

LLTTD

9LTTD
SLTTD

€LT10

TLTTD
0LTTY
6911V

SOTTV
%9710

F

6STTV

LSTTD
98110
SSTTD
YSTIV

(44t
181710
0STTV
67110
8¥11D
LYT1D

SPTID

EYTTV

19110

6ETTH

hmmﬂo
YETTD
EETTY
CETTD
T€T1D
0ETTY
6211V
82T1N
LTTTD
9TTID
et 941}
¥Crin
€2TIN
(4431

0ZT1V

(4241

09CTV
65TV
meﬂD
meﬁD
6%C1H
8%C10

lz4 %)
SYTTV

STTTV

[444%)]
11444 )

L1TTY

L

€121H

0TTIN
60CTH

90TTH

voTTY
£0CTY

¥6T1D

=
B
L

16710
06TTV

L8TTD

veeIn
EEETD
CTEETY

8TETD

STETN
veen
E€TETH

11433
0ZETD
61ETH
8IETY

9TETD

Y1ETD

S0E€TN
Y0ETY

L

L8TTV

S8TTH

6.2T0
8LTTV
LLTTD

i2kas )
£LTTY

17X43 )
0LTTV

L9210
99TTH
S9TIN
%9210
€921V

06ETY
68ETH

L8ETH

L

€8ETH
T8ETH
T18ETV

6LETD
8LETN
LLETD

SLETD
v.LETD
ELETY
TLETD
TLETD
0LETH

89€TN
LOETH
99ETY
SOETH
79€TD

CTOETH

6SETD

LSETH

SGETY

L

0SETY

SYETH

0%ETH
6EETD

9EETN

LY

69710
89%TV
LOVTY

SOPTV
¥9%1D

635710
88¥%1N
L8710
i2ci4a1

[4°524

11443
02710

8TI¥TV

91%10

25470

TI910

LOZTV

A%
€0%T0

7PSTD

T%STD

9ESTH

€EGTN
CESTD
TESTD
0€8TN
62GTV

L2810

j£4°141

[44°331)

0TSTH

81S10
LISTD
91STD

€16TD
(45491}

01871
60GTV

90GTV
S0G8TD

T0STN

8671V

96%10
S6%10
v6v1INn
671D
(4545

6871V

1452114

08%1H

8L%10
LLYTY
9LYTD

TLYTY

0E9TN
6291

291D

T191D
L0910
90910
S09TY
v091D
669TD

v63TY

L

T6STD

L8STY
98STD

841N
€89TY

089TY
6.9TD
8.8TD

58T

Nmmﬂa
8%STD
L%STD
9FSTY

TSLTD
0GLTY

LYLTD

TYLTV

6ELTN
8ELTD

9ELTD

E€ELTD

6CLTY

4TLTD

LI

LTLI0

L

€TLTD

004TD

8891N
L8910

€891V

9.9TV
GL9TH

TLOTD
0L9TD

899TD
991D
T991H

0991D
65910

LG9TD

va9TY
€G69TD

9%9TD
SP9TN

EVoTY
THoTY
%910
0%9TD

8E8TD
LEBTN

vE8TN

6281D
92810
€281V

2c810
12810

vI8TV

608TY

L081D
90871V

T0810

LBLTY

96.10

€6.4T0
T6LTD

06.4TD

Z8.L10

08419
6.LL1D
8LL1D

TLLIN

0LL1D

L9L1D
99.1D
S9.70
79.10

T9LTD

0941V

TGLTY

ST6TV

TI6TV

8681D

9681V

76810
€681V

T68TV

881D

898T1D
L98TY
99810
S98TY

8G8TY

F

46810

19819
04681V

8%81D

%810
£%810

6€8TY

YG61D

€G61D

TS610

6761D
8Y6TD

€9610

0%61D
6E€6TD

SE6TD

TE6TN

6261D

92610

£€C6TD

TT6TV
0Z6TN

81610

O

R LDWIDE
PROTEIN DATA BANK

W



4U5H2

wwPDB X-ray Structure Validation Summary Report

Page 103

1a%14)
crien
112D
9072V

coten
10120

L6020

18120
087ZH

8LTITY

9.120
sL120

TLTI2D
0Lt

891CY

S91TH

£9120

1912H
0972H

88TV

$s120

(42154

0812H
6%1CY
8¥v1en
LyTTy
9%12d
eid14
144141
15414
[44%4)
1

6ETTY
8ETTY

SeTTN
YETTD

3
3

0€TTH
62120
8T1T)
Lgtien

ct414
iZ414)]
£21TH

(434

8T1C)

9T12H

TLTTY

89zcN

S9TTH

4144
19229

8gzeN
L82T)
98zeTy
gggey
¥9cen

08zTH

L9TTH
9vTTH

eveTy
[4744)

82TV

ggeen

£geey

812TH

S1TTY

g1y

80TTY
02TV
902TH
S0zzTn

L61TD

261T)
16120

68120
88TCY

¥812n
€81V
[4:3%4 )

£9ETO

oveTn
6€ETO

9EETN

E€EETI

TEETD

9TETY
i£4341

[444)
67€2N
81€2Nn
LTETY

STETH

E€TETY

01€2N

L0€TH

90€TD

¥0€2D
£0€TY
20€TH

66CTV

L6220
962TY
S62TTY
v6T2n
€620

1144

182T)
98zzN

¥8¢Td
£82TH

08TV

|

9.TTH
SLTTY

€.TTH

66ETY

86ETY

96€TH

16€TH
06€TY

v8eTY

€8ETO
T8ETH

08€2ZN
6.L€20
8LETD
LLETH
9LETH
SLETH

TLETH
0L€2H
69€TH
89€ETY

99€T)
S9€TI

F

E£9ETY
CT9ETI
T19€TY

mJﬂuu
9GeTY
SG€TH
¥3€To
£8€TH

T§€2Nn
0S€TO
67€TN

LyETN

SYETY

4%

LEVTD

SE¥TH
veven

TEYTD

LTven

e£ehen
[4474)

91¥%2N

j2574)]

eI%CV
(4374

0T%Cn
60%CH

90%2D
S0%CO

L

€vaen
[474t40

[ista )
6€9TD
8€92N

L

€€9TH
cegen

meuq
etdeta)]
1414
£CSTY

-

615CY

T8V

082D

v0gzn

6292n
89Ty
LT9TH
99Ty
S2T9TH
%29TH

T29TH
029TH
6192D
8192H
L1920
91920
41929

£7920

11920

609CY
8092D

90929

092N
€092D
2092H
1092V

Leszn

6920
£69CY

06STY
689TD

0.Lgzn
6992y
89920
L9820

ToseV

G98TH

€982n

T6892n
ossen

904TD

voLTy

00429
66929
8692D
L69TY
969CY
9692V

£692D

69TV
06929
689CY
88920

S89TD

28920
78920

6.9CY

L.92D

vL9cv

04929

T992H
09929

8G92H

9%92D
S%92H
%920
£¥9Ty
[44141

0%9zy

F

9E9TY

vE9TN

TEITH
Te9zn

L8LTH

£€8.Tn

08.LTY

8L.LTH

TLlen

89.2N

99.z0n

Y9420
£€9.T0

T9LTH
09420

8G.LTY

9G.2D
9G.2D

€6.2H

8v.LTy

hLTd

gaglzn

EELTY
TELTD
TeLen
0€LTD
62.20

9T LTd
gglzn

gclan
zclan

6120

:19k4 )

€120

TTL2D
0TLZD
60420

v28cTH
£28¢H

114:14)
0z8Ty
6182V

9182H
ST8TH
?18TH
£18TY
21820
1182V

808TY

§08¢H

208ty
1082V

86.20
L6.20

S6.T0

€6.TD
T6LTY

06.2Y

0620

c0o6TY

L68TY
968TY

76820

68TV
16820

988tN
498820
8820
£88cN
288tN
18820

F

LL8TH

S.820
.82H
€820

0,820

898tN

99820
98TV

19820

99820

26820

8620

S.620
vL620
€L6TH

TL62Y
0.620
6962V
8962H

99629

¥962H

(45141

09620
65620
8396CY

9862V
gg620
va6Tn
€36c0
[4:{514]

0862H
6%620

9v6TY

vv6Tn
£96TH

0v62Y

8E6TH
LEBTD

ge6cn
ve6TY
£E€6TY

0€6TY
62620
82620
L26tTd

vzeTn

TT6TH

0z6zTn
6162V
816TH

990€N
990€N

2S0ED
0s0€en
670€Y
8Y0eY
SY0€D
¥%0€D
£%0€0

TH0EN
0%0EY

LE0EN
9€0€ED

TE0ED
0€0€D
620V
220D

610€N

LT0EY

CTO0EY
TTOEY

600€D
800EY
L00€N
900€Y
S00EY

200€D
TO0ED
000€Y

L662D

v662Y
£662H
z66c0
1662V
0662H

L86TV
98620
S86T0
%8620
[4:551414

08620

TPIEY
0%T€D

8ETEN
LETED
9ETED
SETEN
YETEY
€ETED
CTETED
TE€TEN
0ETEY

STTEN

0T1€D

ETTEY
(4914
TT1EN

R LDWIDE

60T€D
80TED
L0TEN

S0TEN

E0TEY

T0TED

660£0

S60€0

260D

T60EY
060€0

880€D
L80EY

080€D

9.0€0

TLOEN

£90€0
290€D

6350€D

O

PROTEIN DATA BANK

W



4U5H2

wwPDB X-ray Structure Validation Summary Report

Page 104

91TED

vICen
£TTEY
(4240

602EY

il
L

S0zeED

T0ZED

86TEN

967€N
S67€EN

T61EN

067€0

F

98TEY
S8TEN

€8TEY
28T1ED

8LIEY

9LTED
SLTEN

€LTED
TLIEY
TLTEN0

89TEY

991€0
SOTEY
¥91€D

F

9G1EN
SGTEN

H
L

0STEY

L91ED

LOEEY
90€eN
SOEEY
Y0gEN

C0ogEN

00geN

Y6CEY

682ED

18zeN
982D

18TEN
08zeN

8.TED
LLTEN
9.TED

bLTEY
€LTEY

S92ED
%92€D

[4r44)
T9ZED

98TeD

£82eD

i4744 )
15744
cheed
6€TED

62TED

cTeen

F

e Molecule 36

8TTEY

L

7%

o st 10 © ™

© © © © ~
II.‘ II.‘ = IIII'D II

68€EN

98€ED

C8EEN

08€EN

8LEED
LLEED

69€€D
89€EN
L9EED

CTOEEY
T9EED

98€eH
ggeen
Y3eEN

CGeEN

0G€ED

LYEEY

Sveed
YYEEY

ThEEY

L

veeen

8TEED

9TEED

0ZEEY

8TEED

STEED

E£TEEN

TTEED

60€€D
80€€D

25S ribosomal RNA

10%

44%

39%

Chain 5

oV

o
©
<

64D

©
It
S

~
10
IIII.‘

€69
csy
TSY

67V

~
&
O

ShY

9D

LeN
9€0
SEY

€D

P
)
&)

620

pxai)
9Ty
Szn

™ & 10 ©
DO DD
(SRR ]

[£4)
114)]

YTV

(431}

(%]
60TV

90TV

€01H

TOTD

160

989

10
el
<

T80

8.0

8ETY
LETH
9€TH

62TH

T2V

802D

S02)
4441

20eTH
4
002D
L6TD

7610

2610
T610

681D

L8TV

¥810

2810

0810

vL10
E€L1D

TLTD
041D

9910
S9TV

81EV

e1ey

60€N

LOEY

S0en
v0€D

00€D
662D

L62H

062D
68TV

L8TH
982N
S8cTy
8Ty
£8¢H
28TH

08zN

LLTH
9len

0Lzn

92D

092D
652D
8GTH
LSen

vacy
€8y
c&cn
T8¢
08N
6%cn

L%TD

sven
v¥Td

1544
oven
6ETH

78EY

8LEY

9.L€D
SLeY

TLEY
TLED
0Len
69€Y

LOEY
99V
S9EY
v9ed

69en
8GED

9G€D

vaen
£9€D

TSEY

8YEY
L%ED

SPED

(4744
1574744

8EYY

YEVN

CEYD
TEYN

8THV
LT%D

¥THD

0Z%d

S1%D
45718

484
TN
07170

80%V
LO%Y
90%H

70¥D

covy
1070

LBEY
96EV

68EY
88€D
L8EY

618V

719D
€19D

9080
909D
vosy
€090

008D
66%D

S6%D

S.9D

TLS0
0LSV

L99D

%999

2990
199D
098D
649V

LG8V
948N
fefeiein)

€480
¢46sd
TSV

8%9D
L%9D
9%90

a2

cved

i

veESN

i

0€S9D

8zsn

€28V

114°1
0zsn

S99V

T89)

SYoV
%90
£von
chon

£€90

€90
0E9V

8T9V
290

0290

L19)

€19D
2190

6099

LO9V
9090

%099

009D

win
0%Ld

LELD
9ELY
SELY

62TL0
8TLD

STLD
veLn

TTld
TTLD
0TLY
6T.L0

TTLD
TTLY

L0L0
90LY

w0.L0

TOLD

669V

L69Y

S690
%690

169V
069V

890
989)

£890

0Z8Y

8180

ST8D

€18D
218D

018V
608D

L08Y

08D
%080

£080
2080

L9.0
99.0
99.0

09.H

8G.L0

9940

3

6%.L0

LYLY
ovLY

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



4U5H2

wwPDB X-ray Structure Validation Summary Report

Page 105

006D

64689

LSG8D

gg8n

S¥8D

Tv8Y
0%8D

9E8Y
SE€8D
vESN

TE8D
TE8D
0E8Y

8T8Y

9T8d
<szen

228D

oveN
S%60
%60
£v6n
zven
T%6D

6€60
8€6D

9E6Y

906Y

€060

620TD
807N
LTOTY
9ZOTY
STOTY
201D

12019

8101D

91010

v1070

2101d
TTOTV
0T0TD

80070

900TY

70010
€00TY

0007D

L66Y

9660

L
13

0660
686V
88601
860

G86N
786D

860D
1860
086V

9960

61110
8TTTD

9TTID
STTTD
yITI0
€TT1D

1110
01710

80710
LOTTD

Y0T1D

TOTTD

3
=

L60TD
S60T0
6010
€601V

€801D

SLOTV
v.010

TLOTD
TLOTA

TO0TV
09070
6G0TD

98070

yS0TV
€80TV
T8eo1n
TS010

8%0TV

9%0TV
S%0T0

SEOTH

€E0TN
2EO0TD

6LTTV
8LTTD

9LTTD
SLTTD
YLIID

TLTTD
OLTTY
6911V

L9110
99T1H

YoT11D

T9T1D

0STTV
6%11D
8Y11D

SYT1D

EYTTV

TP110
0%T1D
6ETTD
8ETIN
LETTD
9ETTY

YETTD
EETTY
CETTD

0ETTY
6211V
82T1N
LTTTD
9TTTH

verin
€2TIN
cTTIN
12110
0ZT1V

S8CTTH
¥8CID

18219

992TH
S9TIN
%9210
€921V
[44%)]

68TTY
88z1N

%9210

9%T1H
SYCIV
i47aa
E£YCTH
[474%)]
9210

|

8€TTD
LETTD
9ETTH
CTETTD

(444 %]

F

80Z1N
L021H
90TTH
SOTTV

€0CTTY
20oTTY

9GeTN

€9€TN

0SETY

EYETY

0%ETH
6EETD
8EETD

9EETN
SEETD

EEETD

LTETD

E€TETH

0ZETD

8IETY

STEIN
YIETD

CTIETD
TTE€TD
0TETD
60€T0

90€TH

9THT0
STPIN
wCvID
0Z%10

8T¥IV

9T%T0

[432%)]
11910

60%1D
80%1H
LOPTY
9071V
S0%10

€0%T0
(A
1071V
00%1H
96€TD

E6ETY

T6€TD
06ETY

88ETN

S8ETD

18ETV

6LETD
8LETN

9LETD
SLETH

ELETY
TLETD
TLETD
0LETD
69ETY
89€T1N
LOETH

SOETH
¥9€TD
E€9ETV
CTOETH

09€TD

76710
€6%TD
671D

0671V

88%1H
L8%TD

v8vIN
871D

B
3

08%1H

9L%TH
SLYTV

ELVTD

8971V

99%1H

%9910

145741

L

831N

€971V
14124
1S910

8Y¥10

SYvI0

15544
[4420)
15%44%)
0%%1D

8EYTN

9EFIN

PEVTID
EEVTV
CTEVTO
TEPTD
0EPIN
671D

LTHI0

TLSTY
04870

L9810
99GTV
S9GTH
795N

29810

09G71H

efeieh 01}
v3S1N

TSSTD

8939710
LYSTD

¥PSTD

THSTD

9€GTH

TESTD

8T4TH

L2810
9281

£2410
TTaeIn
TCSTD
0ZSTH

LISTD
%1910
€19TD
cI18T0

60GTV

9081V

Y0STY
€081V
C0STD

008D
66710

96%10

65910

L9910

meﬂu
19910

9%91H

¥P91D
EY9TV
[422144
%910

6€9TD
8E9TV

SE9TH

€E€9TD

62910
82910

STOTV

0Z910

€197V

0191H

S09TV
¥091D

00970

86GTH

€6GTV

L8GTV
98GTH

€8GTV

18310

6LST0
8LSTD
LLSTD
9LSTD
SLSTV
YLSTD

CTLSTIN

LBLTY

08LTD

8LLTD

99.1D

$9.10
CT9LTD
T9L1D
0947V

PGLTD

TGLTY
TSLTH

|

LYLTD

€%LTD

9ELTD

0ELTD

ETLTD
TILID

TOLTD

L8910

498910

78910
089TD

S99TD
299TD

T991H
099TD

vL8TY
€810

04810

898TD

998TD
S98TY

L

T98TH
8G8TY
9G8TD

4681N
G810

TG8TH
TS8TH
0G8TY

LY8TY

%810

6E8TY
8E8TH

9E8TD

ve8TIN
€E8TD
ZTEBTD

0E8TD

TS6TD

LY6TD

vv610

6E6TD

LEGTN

661D

668TD
868TD

9681V

£68TY

T681V
06810

88810
L1881V
9881V
498810
881V

881D
881V

8.81D

9,810
S.81D

O

R LDWIDE
PROTEIN DATA BANK

W



4U5H2

wwPDB X-ray Structure Validation Summary Report

Page 106

133441

62120

2T1TH

[iI434
611CY

L1TC0V
9112H

6072n

coten
10720

SETTO
veTTd
£ETTY

1€220

[4444 )

(444
[13441

80zTY
L0TTV

S0cTn

{44

86TCY
L612D

(4114
16120
06120
68120
881CY

98120
S8TTH
812N
£81CY
(42334

9.120

vL12D

cLICTY
TL12H

S912H
¥o1CY

1972H

69720

98120
SGT1TH

80€TH

00€TH
662TY

962V
S62TTY
v6c2n
£62T)

06220

882TH
1822T)

9.TTH

€.LeeTH
cLeeT)
|7X44 )

89zzN

¥9Ten
£92T)

092N

8492TN

98TTY

4144
192¢H

8%2TH

9%TTH

£veTy

0%eTH
6€TTH

6.€20
8LETO
LLETD
9LETH

v.€2D

TLETD

69€TH

L9ETY
99€TD
S9€TO
¥9€TH
£9€TY
T9ET)
T9ETY
09€T)

8SETY
LSETY
9SETY

€8€TH
[4:tt4 )
19€2n

6€€TO
8EETI

SEETH

| weezn
€EETI
]
Lzeen
9TETY
]
£2eTH
]
81€CNn
|
STETH
vieen

E€TETY

bas7a]
1554741

134741
0¥%ZH
mJﬂNq
9even
SE¥TH
veEYTN

oJ“Nq
Lzven
9zven
mJ“Nu
(4474
even

91¥%2n
S1%C0
4574
4374
(4574

00%ZH
66ETY
86ETY

96€TH

€8ETI

9052n
§052n
¥0s2n

S092H

£092H
2092ZH
1092V

66320

L6820
96820

98GTH

789TH

7L5TD
€L9TH

T1sey
07820
80820
L0820

LL9TD

vLoTY
€.9TY

8992n

%9920
£€992D
992D
T99¢H
09929

£%9CY

%920

LEJTY
9€9TY
QE9TY
vE9TN

TEITD
Tegen

LT9TO
99Ty

£€292H
2c9Td
T29eTH
0292H

L0929

6%.TD
8vLTY
LyLTY

vbln
evLTY

6ELTY

LELTD
9ELTY
gglen
vELTY
€ELTY
TELTD
Telen
0€.L2H
6c.2n

LTLTY

sgLzn
veLen

1LY

61.20

Y1.LTD

zgr.lzn

01.2D
60.20
80420
L0LTD

S0LTY
voLTY
€0.LTY

00429
66929
869¢D

969CY
9692V

£692D
2692y
1692V
06929

892D

S892D

£28TH
e8Tn

9182H
S18TH
182D
£18CV
2182D
T18CV
01820
60820
808CY
,08z2n
9082Nn
S08TH

208y
7082V
0082H
66.LTY
86.2D
L6.LTD

v6.2D

[ eeLz |
z6LTy
|
88.20
18.2H
|
£€8.2n

8L.LTH

Ssilzn
vLL2D
€LLTD

0L.L2D

L9.lzn

€9.zn
coLey

8G.LTY
96420

$GLTH

gsLen

88820

9882N

£8820
28820

g.8zn
v.82H
€820

04820
69820

19820
9982n

ch8en

9€8TD
ag€8TNn
v€8TH
£€8TY
2TE€8TO
TE8TH
0€8TH
682N
828TH
Lg8TNn
9T8TN
ST8TH
v28Td

9S6TY

va6Tn
£38620

0G62D
6%62n
8%620

9v6TY
S%62D
vv62n
£%62H

15441
0v62Y

8E6TH

vee6Ty
£E6TY

T€62D

162D
€162D
162D

8062D

9062D

vo62n
€062V

8682D

LTOEY
920€D
ST0ED

2T0ED

0zZ0eN

8T0€D

€10€N

L

800€Y

£00€D

TO0ED

66TV
£662D
662N
662V

06629

88620

98620

L60ED
960€0
S60€0

£60€0

TE60EY
060€N
680€0
880€D

980EY

¥80€0
£80€D

T80ED

690€D

THOEN

6€£0€0
wm“w:
Y€0€D
EE0EY

TE0ED

820€D

89TEY
LOTEY

¥97€D
£9TEY

T9T€D

68T1€D
8GTED
L81EN

E€91€0

TVIEY
0%1ED
6ETEY
8ETEN

9ETED

€ETED
CTETED

LTTEY

860€D

O

R LDWIDE
PROTEIN DATA BANK

W



4U5H2

wwPDB X-ray Structure Validation Summary Report

Page 107

F

9vTeED

6€TED

62TED

LTTEY

£TTeY

02zed
67TED

v1CEN

212eD
T12ED

60TEY

90zeD

86TEN

Y6TED

T6TEN

067€0
68T€D
88T€D

98TEY
981N
¥8TEY
E£8TEY

8LIEY

9LTED
SLTEN

€LTED
TLIEY
TLTEN

9TEED

L

6T€EN

STEED

60€€D
80€ED

90€EN

£0€ED

86C€D

Y6TEY

062€D

682€D
88TED

98TED

£8zeN
28TEN

6LTEV

99zeD
efer4on]
¥92ed
£92eD
°oTen
T9ZED
092eD
6SceN
8gzeNn
pA(450)

£82eD

28EEN

8LEED

vLeen
ELEEN

TLEED

69€€D
89€EN

99€€H

Y9€ED

CTOEEY

8GEEN
LG€EN
9GeEeH
SGEEN

cseen
TseEN
0S€ED

LYEEY

SYEED

5S ribosomal RNA

£v€eD
TYEEY
TveeEN
0v€ED
6EEEY

LEEED

CTEEEN

0EEEY

e Molecule 37

8TEED

7%

33%

60%

Chain 3

760

98D

€80
289

089

640

3

€40

9V
0sn

L%

%0

0%
6€0

Ten

(44}
114)

610

TV

~ @
© o

SD

14

13491

6110

{435

0T1d
601D

S0TD
Y01V

e Molecule 37

(40
TOTD

L6Y
960

5S ribosomal RNA

10%

44%

46%

Chain 7

£80

099

LS9

=) )
pan
€9n
[4h)

0sn

8¥%N

%0
£%n
(444

0%0

8€N
LED

SED

TEN

0z1d
L1TY

971D
STID

007D

5.8S ribosomal RNA

L6Y
960
S6Y

€60
6V
769

68D
88D

<89
ey

e Molecule 38

11%

47%

41%

+

Chain 4

von

290

09n

LS80
96D
el

ey
149

0 © N~ [
II.w 58 IIlw II
(S 2]

£vY

(4
6€D

LEY
9€D

o
™
©

<S¢
44

zcn

L1V
919

10
€1V
Ty
T10

6V
80

on
sn

[41

SSTV

€910

TSTD
8¥%1d
447
0%1d
8c1N
Lgin
9TV
gqzin
0TTd

911D

68Y

189
980

891N
LSTN

5.8S ribosomal RNA

e Molecule 38

10%

35%

55%

Chain 8

060
68V
88V

980
<S89

08Y

*

690

-

68V

ey
i
{4

6%D

10

Ty
T10
(3

O

R LDWIDE
PROTEIN DATA BANK

W



4U5H2

wwPDB X-ray Structure Validation Summary Report

Page 108

891N
L8710
98610
a1V

6ETN
8ETV

Lg10

60S ribosomal prote

STIn
zcin
911D

ST1D
P11D

L2-A

11

e Molecule 39

16%

82%

Chain L2

13

8814

13354

0871

6.L11

LLTY

S9TA

8GTI

96T

PPIN

£v13

(47410

SETI

0ETS

€CTY

118

TOTA

961

6.LN

vLE
€L3

TLT
0LY

oA

{4

67A

L%D

SPA
421

oL
6TH

182Y
0szh

PA4S

15774

0E€TA

PX44:s
9TTS

L0TA
90¢d

20zTA

T611

L2-A

111

60S ribosomal protei

e Molecule 39

20%

78%

Chain 12

S9TA

89TI

SGTH

6714

PAAYS

£v1a

(4418

T91d

LETI

6TTY

STIN

ETTA

CITI

TTTL

T0TA

961
965

084

2%

TLT

TOA

TOA

98y
99D

{4

67A
8¥%1

£i2s

421

{491

0ogY

€Y

STI

19TH

£l
{474
1574
8€TI
pXé4:s
Tl

9TCH
STCTN

60S ribosomal protein L3

414

Y02

e Molecule 40

2ozA

P6TN
€674

88TY

0871
6L11

21%

78%

Chain L3

LSTA
SGTY
811
Ly13
ovTH

4444
91D

6T

YETS

{445,

9TTd

7ITA
€173

1118
0TT1

€0TL

00TYd

S8A
w8A

6LA

S98

991

LT

61

LY

veA

0€1

STl

6TYH

LTT

0TYd

oy

iz

€H
zs

ozea
6TEN

S0€I
70eL

CTOoEN

00€Yd
662d

L6TS
¥8cy
LTS
T9TH
[4:1an

vl

9gTH
SETL

cecH
62CA
11449
orca
S0TA
cocL
T0TY
ooca

TETA

88TI
181§

€811
€LThH
69TL
L9TH
09TA

69TY

98€d
98eM

T8EL
voey
gges
csed
8YEY
9YEL
15744

8€€1
LEEL

ceed
8TEI

wTen

60S ribosomal protein L3

e Molecule 40

19%

79%

Chain 13

Bt

98718
GSTV

0574

0.4

98I

oo o o © W~ © o o llom iy iNo i
— NN oo N [} [ < <+ w
mEEE<aHE mBda J A X

~
-
L}

ETEW

8T1eN
LI€I

80EW

T0€L

L6TS

8ty

182y

[4°14

6%CA
8%TH

+

[4/an

8€TT

{444
1441

j4140

j314i]

80cA

S0TA

cocL

96TH

TE6TA

88TI
L81S

€8T1

8LT1T

69TL

L9TH

LSTA

98ed
g8eM

voey

T9€L

efetaly
vGeEN

8YEY

9%EL

8€€T

geen
ceed

8TEI

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



4U5H2

wwPDB X-ray Structure Validation Summary Report

Page 109

60S ribosomal protein L.4-A

e Molecule 41

19%

78%

Chain L4

€914

T9TH

9811

0STT

8YTI

9%1d

1548

6ETD

9ETT

EETS

TETA
0ETV
6ZTL
L1138
(495}
80TH

661
864

S64

E61

S8S

YLI

TLA

09L

0L

STA

021

9TL
STV

IIII" & ..|I
[-9= 4

0zeN

81€1
L1ed

bIeN

L0€h
90€L

£6CS

162N

L8CL

£8CL

TLTA

0.Ts

L92A

86e1

oy

0€TA

TTTA

0ZcH

Ll

£02H

102l
00ZL

86TH

€6TH

L8711

2811

6L11

LL1a
9LTS

T9EH

60S ribosomal protein L.4-A

69€T

9GEL

6YEL

9vEN

£veN

8EEN

LEEH

(458

LTET

€TEA

e Molecule 41

19%

79%

Chain 14

T6TY
067D

3
i

98TH

2811

6LT1

YLTY

CTLTA

0LTH

E9TH

T9TH

8STS

9GTT
9%1d
SYTI
PIA

CTTTL

0ZTA

(495

£veN
(4741

8EEeN
Legd

EEEN

TEEY

62€d
8TEN
Lze1

6TEN

L1ed

9021

€0cH

00cL

€6TH

1

69€1
8GEL

67EL

LYEL
oveN

60S ribosomal protein L5

e Molecule 42

23%

76%

Chain L5

18T

8%TI

9%11

4470

0%TY

LETA

CETL
TETT

(47}

(447

8TTL

STT11

(425}

60TL

807Y

L0TY

S0TI

TOTL

S6CH

€621
{44

0621
623
9.L2)
8.zTL
j7k4)}
eLzy

1921
094

8G¢TH
PAtAc

€6Td

Tves

6€TI

9€TT

veca
eecy

Lzel
1ecH
L1ca
o1cH
S12a
1121

€0CH

Y611
€614

S8T4

8LIN
LLTE

€911

SGTL
PSTL

in L5

60S ribosomal protei

e Molecule 42

20%

78%

Chain 15

8Y1I

9711

wPIA

[0iA%S

SETA

€eTd
CTETL

0€13

SCTA

L
i

6TTX
8TIL

STT1

€111
{495
TTTI0
0171

L62h

98cTA

414

6.LTH

€LcH

TLTH

89¢H

T9CL

0924

692

892y

LSGcH

4514}

TPCL

9€TT

2gea

L2211

0zes

s12a

7121

611

9813
49814

€8TH

8LIN

891a

8914

GSTL

3

L6-A

11

60S ribosomal protei

e Molecule 43

. 11%

14%

73%

Chain L6

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



4U5H2

wwPDB X-ray Structure Validation Summary Report

Page 110

PETH

6212

L6N

€64

6LA
8.4

9LT

0LY

*

2918

e Molecule 43: 60S ribosomal protein L6-A

0918

GST1

TSTL

LPTY
9%TI

10%

15%

73%

Chain 16:

£ETH

TETH

6212

6072

664

L

€6A

68L

284

6LA
8.4

94T

G691
791

T

€Y

Tl
(V[4}

811

STA
v1a

Z1S

OTX

TL1d
0LTY

2918

G911

CSTL

e Molecule 44: 60S ribosomal protein L7-A

. 9%

11%

7%

3

Chain L7:

0974
6ST0

08T

E€YIL

¥C11

11954

0TTYH

00TYH

8631

T61

€81
8y

LLA
09Y
¢sh
SH1
6€x

8€N

4]

44\

veca

9TCTA
S1TH

T6TA

¥8T11

LLTD

3

e Molecule 44: 60S ribosomal protein L7-A

€911

8%

13%

7%

Chain 17:

9GTI

SYTH

0ETI
6211

w211

TTHA

0TTYd

00TYd

1

6€CT

TeTH

+

e Molecule 45: 60S ribosomal protein L8-A

9TTH

81cH

435
16TA

811

6411
8LTI

€LT1

LSTN

9%

13%

78%

Chain L8:

0ST1
671N

SHIN

9€T1

4244

1

8T

9T

THeH

454

90ca

€0cA

L6TA

Ll

S8TYH

e Molecule 45: 60S ribosomal protein L8-A

€8TH

69711

09TI

LSTA

SGTN

9%

17%

73%

Chain 18:

O

R LDWIDE
PROTEIN DATA BANK

W



4U5H2

wwPDB X-ray Structure Validation Summary Report

Page 111

€ETA

(4%
TC18

LITY

[Aa%s
TTIY

S6N

06L
684

6Lh

PLL

TLA

69T
894

+

£9%

0SA

1574]

6EY

ved

9T1
Se¢d

8%TH

9%TH
SHeH

LETI

beea
1444

TN

L1Tl

$121

€02A

0021

96TV

88TL

€814

9.1d

TLIA

6971

»9TA

097I

67Ty

oiA %

9€T1

e Molecule 46: 60S ribosomal protein L9-A

22%

78%

Chain L9:

TSTA

6ETN
8ETL
LETS

SETH

€ETL

0Z1a

8111

01Ty

€071

96H

8%

08L

TvI

6EX

9e)
GEL

€EL

(443

61S

9TA

A%

st
21

T611
061a
6813
88TL

€L7H
TLII

911

911

LSTN

e Molecule 46: 60S ribosomal protein L9-A

21%

79%

Chain 19:

8974
LOTA

29Th
1911

LSTN

TSTA

8ETL
PETI
€ETL
CETA
6214
0TTY

90T
S0Td

061d

88TL

814

6L17I

€LTH

0LTY

e Molecule 47: 60S ribosomal protein 1.10

20%

75%

Chain MO:

SYTH

{4414

0%TL
6ETYH
8ETA
LETS

TTHA

L1T1D

[4

[42%
1541
0¥
6E1

498
€EI
[4:

0€1

14}

ozeh

112
012l

S0TS

€0y

0021

%610

6813

18TV
98713

¥8TY

LL1a

8918

9911
S9TI

e Molecule 47: 60S ribosomal protein 1.10

€9Th

25%

71%

Chain mO0:

LTTD

€071
COTH

00TN

44!

)
-
i

e Molecule 48: 60S ribosomal protein L11-B

6%

18%

74%

Chain M1:

D E

L DWI

SPDB

PROTEIN DATA BANK

W



4U5H2

wwPDB X-ray Structure Validation Summary Report

Page 112

0ETA

9¢1a

L11d

PITI

8013

© N~
o o
-
H A

o @ @ O = o [
~ ~ I~ © @ @ o
3 (SR Py =

[4:28

9YA

oL
0%1
6€b
8€d
T€L
et
44
£TA
LTT

€11

8d

L9TX

S9T0

SHIA

(47425

e Molecule 48: 60S ribosomal protein L11-B

[0iA%S

20%

76%

Chain m1:

081

8.4
LLE

TLA

9GL
Ly0
PPl
LET
TEL
0€1
62

ST1d

€1
11

i)
=n.EI

*

e Molecule 49: 60S ribosomal protein L13-A

L9TR

69TL

€91

SPTH

17%

80%

«:+
~
l[-‘

Chain M3:

3

672
€61V
C°6TH
0614
i ZA%
TLTH

89TH

S91S
¥918

¥9TA
€810a

8ETA
9ETH
€N
0€TH
62T
8TTH
¥CTI
1218

STTY
471

L9¥

E€9A

6894
8GA

it
va1

LYY
i

529

SEY

€T

e Molecule 49: 60S ribosomal protein L13-A

20%

78%

Chain m3:

S91S
912
€91D
291N
LSTH
CSTL
0G1d
15234
SETY
veTa
€€1d
0ETD

¥e1I
€TTI

1218

TOoTY
007H

€61
6L

981

69A
893

() 4

7812

e Molecule 50: 60S ribosomal protein L14-A

2811

9L1d

8974

18%

80%

Chain M4:

IIII..‘° IIII
=1

9ETV

1

0E€TL

STTA

E€TTL

80TYH

90TH
SOTh

[401%')

10 [ 0 I
) [+
< (7]

olllw o Min © o Ml Ml Ml s B~ o Bl
@ bl I3 [N S] ® 0 © © [ [}
< w0 =4 =4 own < =] - == < 4 =}

e Molecule 50: 60S ribosomal protein L14-A

14%

85%

Chain m4:

9ETV

+

0ETL
60TY
80TY
L0123
90TY
SOTh
z8s
08L
TL1

€94
41}

861

£GA

Leh

4o

0ZA

STA

€L

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4U5H2

19%

81%

wwPDB X-ray Structure Validation Summary Report

e Molecule 51: 60S ribosomal protein L15-A
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e Molecule 52: 60S ribosomal protein L16-A
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e Molecule 52: 60S ribosomal protein L16-A
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e Molecule 53: 60S ribosomal protein L17-A
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e Molecule 54: 60S ribosomal protein L18-A
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e Molecule 56: 60S ribosomal protein L20-A
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e Molecule 57: 60S ribosomal protein L21-A
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e Molecule 57: 60S ribosomal protein L21-A
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e Molecule 61: 60S ribosomal protein L25
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e Molecule 64: 60S ribosomal protein L28
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e Molecule 67: 60S ribosomal protein L31-A
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e Molecule 72: 60S ribosomal protein L36-A

R68
|
K75
R76
oL
G78
|
T81
|
E88
E89
M90
|
R98
R99
H100

Chain 06: 73% 27%
r.\lmlz-:-a-a-g :r,lg = z'@lﬁ-s o 8'%'%‘:-.“2-;-%-%-3-%'%
=] =] =] = |2l =] < 0 [ =} 5 HHAA4 ~ ©w £ ~ |2 B9 m = ~ -
e Molecule 73: 60S ribosomal protein L37-A
Chain OT: 84% 1% 5%
I PR
3] [ 3] [ [ [ 13 3 [=4 < ©n
e Molecule 73: 60S ribosomal protein L37-A
Chain oT: 84% 14% .
.~ ool Wy o s ~ o I} ~
I: :Is ‘mEw :Ia :'I:I:I
e Molecule 74: 60S ribosomal protein L38
Chain O8: 77% 22% .
r:-slx-; srg :-s-s-sls’,-a al!.;-s-:: 2
[N |2l |2l - = oA [ 2] 5 =] 12 =} o 2] ~ o
e Molecule 74: 60S ribosomal protein L38
Chain o8: 73% 26% .
Mo [SEEY © o ) Wl alllw oo o ilNd v N~ oo
ra sl: zl:si:@ls FEUEET e aslgla :;1
e Molecule 75: 60S ribosomal protein L39
Chain O9: 80% 18% n
II-I--I--
= £ 5 -1 -1 [ ~ " (=]
e Molecule 75: 60S ribosomal protein L39
Chain 09: 72% 28%

WO RLDWIDE

er

PROTEIN DATA BANK



Page 121 wwPDB X-ray Structure Validation Summary Report 4U52

ol © o llo My 0 N oo I —
[l SRS ] & & < & 0
| Hom A < =m X H

A2
LAz
Q4
|
K15
|
R21

e Molecule 76: Ubiquitin-60S ribosomal protein L40
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e Molecule 79: 60S ribosomal protein L43-A
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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.
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4 Data and refinement statistics (i)

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

Property Value Source
Space group P1211 Depositor
Cell constants 435.39A 286.22A  303.33A .
Depositor
a, b, ¢, a, B, vy 90.00° 98.97° 90.00°
Resolution (A) 299.62 - 3.00 Depositor
/0 Data completencss 100.0 (299.62-3.00) Depositor
(in resolution range)
Rinerge 0.27 Depositor
Raym (Not available) Depositor
<I/o(l)>"1 1.48 (at 3.01A) Xtriage
Refinement program PHENIX (phenix.refine: dev_1702) | Depositor
R, Ryree 0.207 , 0.258 Depositor
Wilson B-factor (A?) 66.5 Xtriage
Anisotropy 0.193 Xtriage
L-test for twinning” <|L| > =049, < L?> = 0.31 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 411206 wwPDB-VP
Average B, all atoms (A?) 58.0 wwPDB-VP

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

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

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: 3J2,

7N, 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 | ¢\ (g7 #\% >5 RMSZ #ygzy >5
1 2 0.87 | 13/41698 (0.0%) | 1.42 | 462/64972 (0.7%)
1 6 0.97 33/42765 (0.1%) 1.48 645/66634 (1.0%)
2 S0 0.49 0/1617 0.69 0/2215
2 s0 | 052 0/1623 0.73 1/2222 (0.0%)
3 ST | 0.42 0/1735 0.68 2/2335 (0.1%)
3 sT | 054 0/1748 0.74 1/2352 (0.0%)
4 S2 0.54 0/1665 0.72 0/2263
1 s2 | 0.62 0/1665 0.81 272263 (0.1%)
5 S3 | 0.54 0/1759 0.72 1/2368 (0.0%)
d s3 0.46 0/1759 0.65 0/2368
6 S4 0.56 0/2109 0.79 2/2839 (0.1%)
6 s4 0.56 0/2109 0.80 0/2839
7 S5 0.43 0/1629 0.63 0/2202
7 85 0.47 0/1629 0.67 0/2202
8 S6 0.54 0/1823 0.72 0/2439
8 56 0.64 1/1779 (0.1%) 0.74 0/2379
9 S7 0.48 0/1506 0.70 1/2028 (0.0%)
9 s7 0.52 0/1516 0.73 0/2043
10 | S8 | 065 0/1514 0.82 1/2021 (0.0%)
10 | s8 | 065 0/1514 0.79 1/2021 (0.0%)
11 | S9 | 054 0/1519 0.74 1/2035 (0.0%)
11 | s9 | 059 0/1519 0.80 172035 (0.2%)
12 | Co | o044 0/790 0.68 1/1069 (0.1%)
12 c0 0.39 0/777 0.66 3/1049 (0.3%)
13 | CL | 068 | 1/1239 (0.1%) 0.74 0/1673
13 | ol 0.66 0/1194 0.82 1/1610 (0.1%)
14 C2 0.42 0/900 0.65 0/1224
14 c2 0.32 0/900 0.58 0/1224
15 C3 0.60 0/1215 0.73 2/1638 (0.1%)
15 | 3 | 062 0/1215 0.82 271638 (0.1%)
16 C4 0.42 0/901 0.69 0/1217
16 c4 0.58 0/960 0.84 3/1290 (0.2%)
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. Bond lengths Bond angles

Mol | Chain | p\ o7 #|Z| >5 RMSZ #Z| >5

17 Ch 0.54 0/998 0.78 1/1341 (0.1%)
17 cb 0.51 0/1060 0.69 0/1426

18 C6 0.50 0/1125 0.75 2/1510 (0.1%)
18 c6 0.52 0/1131 0.71 0/1518

19 c7 0.49 0/935 0.69 0/1254

19 c7 0.52 0/914 0.70 0/1224

20 C8 0.48 0/1211 0.72 1/1628 (0.1%)
20 c8 0.51 0/1211 0.73 2/1628 (0.1%)
21 C9 0.48 0/1130 0.69 0/1517

21 c9 0.52 0/1130 0.68 1/1517 (0.1%)
22 DO 0.51 0/865 0.70 0/1169

22 do 0.53 0/892 0.69 0/1205

23 D1 0.55 0/693 0.70 0/935

23 d1 0.59 0/693 0.79 0/935

24 D2 0.58 0/1038 0.80 3/1395 (0.2%)
24 d2 0.66 0/1038 0.80 1/1395 (0.1%)
25 D3 0.73 0/1139 0.85 1/1518 (0.1%)
25 d3 0.74 0/1139 0.83 1/1518 (0.1%)
26 D4 0.53 0/1087 0.66 0/1449

26 d4 0.57 0/1087 0.78 0/1449

27 D5 0.43 0/571 0.75 0/768

27 db 0.46 0/566 0.69 0/761

28 D6 0.48 0/782 0.72 0/1047

28 d6 0.60 0/782 0.75 0/1047

29 D7 0.50 0/620 0.70 0/838

29 d7 0.53 0/620 0.73 0/838

30 D8 0.43 0/499 0.62 0/670

30 d8 0.45 0/499 0.69 0/670

31 D9 0.63 0/452 0.85 1/600 (0.2%)
31 d9 0.57 0/452 0.75 1/600 (0.2%)
32 EO 0.54 0/483 0.68 0/643

33 E1 0.53 0/577 0.86 0/770

33 el 0.42 0/619 0.72 0/822

34 SR 0.42 0/2494 0.63 1/3393 (0.0%)
34 sR 0.42 0/2495 0.59 0/3395

35 SM 0.58 0/1113 0.78 2/1502 (0.1%)
35 sM 0.55 0/683 0.78 2/923 (0.2%)
36 1 1.38 | 411/75394 (0.5%) 1.86 | 2927/117545 (2.5%)
36 5 1.40 | 457/75414 (0.6%) 1.87 | 2915/117575 (2.5%)
37 3 1.08 4/2883 (0.1%) 1.61 59/4491 (1.3%)
37 7 1.39 14/2883 (0.5%) 1.82 95/4491 (2.1%)
38 4 1.32 12/3746 (0.3%) 1.84 130/5832 (2.2%)
38 8 1.20 10/3746 (0.3%) 1.71 88/5832 (1.5%)
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. Bond lengths Bond angles
Mol | Chain | /a7 #|Z| >5 RMSZ #4Z| =5
39 L2 0.86 0/1948 0.93 2/2617 (0.1%)
39 12 0.84 1/1946 (0.1%) 0.95 5/2614 (0.2%)
40 L3 0.87 1/3146 (0.0%) 0.93 2/4228 (0.0%)
40 13 0.98 2/3146 (0.1%) 0.96 6/4228 (0.1%)
41 L4 0.93 0/2800 1.03 10/3790 (0.3%)
41 14 0.90 1,/2800 (0.0%) 0.95 5/3790 (0.1%)
42 L5 0.66 0/2425 0.75 0/3271
42 15 0.87 2/2408 (0.1%) 0.89 2/3248 (0.1%)
43 L6 0.93 0/1260 0.91 1/1694 (0.1%)
43 16 0.95 0/1269 0.97 4/1705 (0.2%)
44 L7 0.92 1/1821 (0.1%) 0.98 7/2451 (0.3%)
44 17 1.01 4/1828 (0.2%) 0.98 3/2461 (0.1%)
45 L8 0.68 0/1836 0.76 1/2481 (0.0%)
45 18 0.59 0/1795 0.71 0/2429
46 L9 0.77 0/1539 0.85 0/2073
46 19 0.88 1/1539 (0.1%) 0.87 0/2073
47 MO 0.81 1/1741 (0.1%) 0.90 4/2335 (0.2%)
47 m0 0.88 1/1758 (0.1%) 0.98 6/2358 (0.3%)
48 M1 0.59 0/1374 0.80 1/1842 (0.1%)
48 ml 0.75 0/1374 0.85 2/1842 (0.1%)
49 M3 0.88 0/1568 0.93 1/2106 (0.0%)
49 m3 0.82 1/1573 (0.1%) 0.92 2/2113 (0.1%)
50 M4 0.88 0/1068 0.87 1/1438 (0.1%)
50 m4 0.96 0/1074 0.92 1/1446 (0.1%)
51 M5 0.90 0/1757 0.99 4/2354 (0.2%)
51 mb 0.78 1/1757 (0.1%) 0.91 2/2354 (0.1%)
52 M6 1.08 5/1585 (0.3%) 1.04 9/2128 (0.4%)
52 m6 1.18 4/1585 (0.3%) 1.08 6/2128 (0.3%)
53 M7 0.91 1/1443 (0.1%) 0.91 0/1944
53 m7 1.00 0/1250 0.97 0/1683
54 M8 0.90 0/1465 0.96 4/1965 (0.2%)
54 m8 0.90 0/1465 1.01 3/1965 (0.2%)
55 M9 0.69 0/1538 0.74 0/2050
55 m9 0.70 0/1538 0.77 0/2050
56 NO 0.89 0/1481 0.93 4/1990 (0.2%)
56 n0 1.01 0/1481 0.97 4/1990 (0.2%)
57 N1 0.87 0/1300 0.88 0/1743
57 nl 1.00 2/1300 (0.2%) 0.96 2/1743 (0.1%)
58 N2 0.49 0/812 0.66 0/1099
58 n2 0.54 0/794 0.72 0/1076
59 N3 0.87 0/1018 0.93 0/1369
59 n3 0.97 1/1018 (0.1%) 1.04 4/1369 (0.3%)
60 N4 0.70 0/712 0.77 1/958 (0.1%)
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. Bond lengths Bond angles

Mol | Chain | p\ o7 #Z) >5 RMSZ #1Z) >5

60 n4 0.75 0/1052 0.80 1/1398 (0.1%)

61 N5 0.80 0/979 0.91 1/1321 (0.1%)

61 nb 0.73 0/974 0.91 1/1314 (0.1%)

62 N6 0.83 0/1004 0.99 2/1341 (0.1%)

62 n6 0.87 1/1004 (0.1%) 0.98 2/1341 (0.1%)

63 N7 0.64 0/1118 0.78 1/1497 (0.1%)

63 n7 0.55 0/1118 0.71 0/1497

64 N8 0.93 0/1204 1.01 2/1612 (0.1%)

64 n8 0.90 1/1204 (0.1%) 0.95 2/1612 (0.1%)

65 N9 0.79 0/473 0.91 1/629 (0.2%)

65 n9 0.96 0/473 1.05 2/629 (0.3%)

66 00 0.57 0/751 0.74 1/1008 (0.1%)

66 o0 0.55 0/775 0.69 0/1040

67 01 0.75 0/890 0.80 1/1196 (0.1%)

67 ol 0.90 0/897 0.89 0/1205

68 02 0.98 0/1041 1.04 4/1394 (0.3%)

68 02 1.03 1/1041 (0.1%) 1.03 1/1394 (0.1%)

69 03 1.14 3/868 (0.3%) 0.98 0/1168

69 03 1.06 0/868 0.96 0/1168

70 04 0.74 0/890 0.94 5/1189 (0.4%)

70 o4 0.69 0/890 0.82 1/1189 (0.1%)

71 05 0.88 1/978 (0.1%) 0.91 2/1301 (0.2%)

71 05 0.68 0/974 0.80 0/1297

72 06 0.75 0/778 0.88 0/1034

72 06 0.64 0/777 0.75 0/1033

73 o7 0.96 0/696 1.05 3/923 (0.3%)

73 o7 0.85 0/696 0.96 1/923 (0.1%)

74 08 0.61 0/618 0.73 0/826

74 08 0.53 0/614 0.76 1/822 (0.1%)

75 09 0.91 0/443 0.93 0/588

75 09 0.82 0/443 0.96 0/588

76 QO 0.89 1/423 (0.2%) 0.95 1/562 (0.2%)

76 q0 1.00 0/423 1.01 0/562

7 Q1 0.75 0/234 0.96 1/300 (0.3%)

7 ql 0.92 0/234 1.15 3/300 (1.0%)

78 Q2 1.02 1/860 (0.1%) 0.94 1/1136 (0.1%)

78 q2 0.88 0/860 0.91 1/1136 (0.1%)

79 Q3 0.90 0/701 0.94 1/934 (0.1%)

79 q3 0.84 0/701 0.90 0/934

80 e0 0.60 0/499 0.78 0/665

82 p0 0.48 0/1092 0.61 0/1474

All All 1.06 | 995/430073 (0.2%) | 1.45 | 7522/631362 (1.2%)
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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
3 S1 0 1
3 sl 0 1
5 s3 0 1
6 S4 0 1
7 S5 0 1
7 Sh) 0 2
9 ST 0 2
9 s7 0 1

16 C4 0 1
16 cd 0 1
18 c6 0 2
19 c7 0 1
22 do 0 1
26 d4 0 1
27 D5 0 2
28 D6 0 2
33 E1l 0 1
33 el 0 1
39 L2 0 1
39 12 0 3
41 L4 0 1
41 14 0 1
42 L5 0 2
42 15 0 1
43 L6 0 1
44 L7 0 1
44 17 0 1
45 18 0 1
48 M1 0 1
49 M3 0 1
51 M5 0 1
52 M6 0 1
52 m6 0 1
53 M7 0 1
56 NO 0 1
56 n0 0 1
57 N1 0 1
59 n3 0 1
60 n4 0 1

Continued on next page...
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Mol | Chain | #Chirality outliers | #Planarity outliers
63 N7 0 1
64 N8 0 1
64 n8 0 2
65 N9 0 1
65 n9 0 2
67 01 0 2
67 ol 0 1
71 05 0 1
72 06 0 2
75 09 0 1
75 09 0 1
76 QO 0 1
78 Q2 0 2
All All 0 65

The worst 5 of 995 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
78 Q2 17 CYS | CB-SG | 16.46 2.10 1.82
36 5) 1152 G N9-C4 | -12.28 1.28 1.38
36 5 2872 A N9-C4 | -12.03 1.30 1.37
57 nl 104 | GLU | CB-CG | 10.19 1.71 1.52
36 1 3181 C N3-C4 | -9.73 1.27 1.33

The worst 5 of 7522 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
36 3 1152 G N3-C4-C5 | 27.54 142.37 128.60
36 5 1152 G N3-C4-N9 | -26.81 109.91 126.00
36 1 2945 G 05-P-OP2 | -22.04 84.25 110.70
36 5) 1152 G C2-N3-C4 | -21.23 101.28 111.90
36 > 922 U N3-C2-02 | -21.19 107.37 122.20

There are no chirality outliers.

5 of 65 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
3 S1 177 | GLN | Peptide
6 S4 167 | GLY | Peptide
7 S5 49 | GLU | Peptide
9 ST 131 | PHE | Peptide

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type | Group
9 S7 31 SER | Peptide

5.2 Too-close contacts (i)

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

5.3 Torsion angles (i)
5.3.1 Protein backbone (3)

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

The Analysed column shows the number of residues for which the backbone conformation was

analysed, and the total number of residues.

Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
2 SO 204/251 (81%) 145 (71%) 36 (18%) 23 (11%) 0112 |
2 s0 204/251 (81%) 151 (74%) 28 (14%) 25 (12%) oyt
3 S1 212/254 (84%) 144 (68%) 40 (19%) 28 (13%) OffL
3 sl 214/254 (84%) 169 (79%) 31 (14%) 14 (6%) 117
4 S2 215/253 (85%) 180 (84%) 23 (11%) 12 (6%) 21110
4 s2 215/253 (85%) 183 (85%) 20 (9%) 12 (6%) 21110
5 S3 221/239 (92%) 175 (79%) 32 (14%) 14 (6%) 1017
5 s3 221/239 (92%) 182 (82%) 22 (10%) 17 (8%) 1115
6 S4 258/260 (99%) 202 (78%) 36 (14%) 20 (8%) 1114
6 s4 258/260 (99%) 211 (82%) 31 (12%) 16 (6%) 1018
7 SH 204/224 (91%) 158 (78%) 25 (12%) 21 (10%) 0f)2
7 sH 204/224 (91%) 152 (74%) 37 (18%) 15 (7%) 1115
8 S6 224/236 (95%) 187 (84%) 28 (12%) 9 (4%) 31017
8 s6 216/236 (92%) 180 (83%) 26 (12%) 10 (5%) 21 14
9 S7 182/189 (96%) 136 (75%) 28 (15%) 18 (10%) 0112
9 s7 184/189 (97%) 133 (72%) 37 (20%) 14 (8%) 1115
10 S8 184/200 (92%) 160 (87%) 16 (9%) 8 (4%) 20115

Continued on next page...
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
10 s8 184/200 (92%) 157 (85%) 18 (10%) 9 (5%)
11 S9 183/196 (93%) 150 (82%) 25 (14%) 8 (4%)
11 s9 183/196 (93%) 143 (78%) 28 (15%) 12 (7%)
12 Co 94/105 (90%) 69 (73%) 16 (17%) 9 (10%)
12 c0 92/105 (88%) 67 (73%) 9 (10%) 16 (17%)
13 C1 153/155 (99%) 123 (80%) 19 (12%) 11 (7%)
13 cl 144/155 (93%) 121 (84%) 13 (9%) 10 (7%)
14 C2 122/142 (86%) 70 (57%) 28 (23%) 24 (20%)
14 c2 122/142 (86%) 73 (60%) 32 (26%) 17 (14%)
15 C3 148/150 (99%) 120 (81%) 22 (15%) 6 (4%)
15 c3 148/150 (99%) 117 (79%) 20 (14%) 11 (7%)
16 C4 125/136 (92%) 81 (65%) 28 (22%) 16 (13%)
16 cd 126/136 (93%) 99 (79%) 14 (11%) 13 (10%)
17 Ch 122/141 (86%) 91 (75%) 18 (15%) 13 (11%)
17 cd 133/141 (94%) 95 (71%) 20 (15%) 18 (14%)
18 C6 139/142 (98%) 111 (80%) 14 (10%) 14 (10%)
18 c6 140/142 (99%) 115 (82%) 17 (12%) 8 (6%)
19 c7 116/136 (85%) 86 (74%) 18 (16%) 12 (10%)
19 c7 113/136 (83%) 86 (76%) 20 (18%) 7 (6%)
20 C8 143/145 (99%) 110 (77%) 20 (14%) 13 (9%)
20 c8 143/145 (99%) 112 (78%) 22 (15%) 9 (6%)
21 C9 141/143 (99%) 116 (82%) 17 (12%) 8 (6%)
21 c9 141/143 (99%) 120 (85%) 18 (13%) 3 (2%)
22 DO 105/120 (88%) 81 (77%) 16 (15%) 8 (8%)
22 do 108/120 (90%) 80 (74%) 19 (18%) 9 (8%)
23 D1 85/87 (98%) 62 (73%) 15 (18%) 8 (9%)
23 d1 85/87 (98%) 68 (80%) 9 (11%) 8 (9%)
24 D2 127/129 (98%) 100 (79%) 23 (18%) 4 (3%)
24 d2 127/129 (98%) 112 (88%) 13 (10%) 2 (2%)
25 D3 142/144 (99%) 112 (79%) 17 (12%) 13 (9%)
25 d3 142/144 (99%) 121 (85%) 16 (11%) 5 (4%)
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Continued from previous page...

Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
26 D4 132/134 (98%) 108 (82%) 17 (13%) 7 (5%)
26 d4 132/134 (98%) 104 (79%) 16 (12%) 12 (9%)
27 D5 68/107 (64%) 46 (68%) 13 (19%) 9 (13%)
27 db 67/107 (63%) 52 (78%) 12 (18%) 3 (4%)
28 D6 95/97 (98%) 55 (58%) 24 (25%) 16 (17%)
28 dé 95/97 (98%) 73 (77%) 12 (13%) 10 (10%)
29 D7 79/81 (98%) 60 (76%) 14 (18%) 5 (6%)
29 d7 79/81 (98%) 63 (80%) 9 (11%) 7 (9%)
30 D8 61/66 (92%) 47 (77%) 12 (20%) 2 (3%)
30 d8 61/66 (92%) 44 (72%) 13 (21%) 4 (7%)
31 D9 51/55 (93%) 43 (84%) 5 (10%) 3 (6%)
31 d9 51/55 (93%) 37 (72%) 9 (18%) 5 (10%)
32 EO 58/60 (97%) 44 (76%) 11 (19%) 3 (5%)
33 E1l 69/76 (91%) 30 (44%) 19 (28%) 20 (29%)
33 el 74/76 (97%) 37 (50%) 16 (22%) 21 (28%)
34 SR 316/318 (99%) 263 (83%) 45 (14%) 8 (2%)
34 sR 316/318 (99%) 256 (81%) 48 (15%) 12 (4%)
35 SM 155/273 (57%) 103 (66%) 29 (19%) 23 (15%)
35 sM 98/273 (36%) 57 (58%) 28 (29%) 13 (13%)
39 L2 250/253 (99%) 222 (89%) 19 (8%) 9 (4%)
39 12 250/253 (99%) 211 (84%) 29 (12%) 10 (4%)
40 L3 384 /386 (100%) 339 (88%) 29 (8%) 16 (4%)
40 13 384/386 (100%) 342 (89%) 29 (8%) 13 (3%)
41 L4 359/361 (99%) 301 (84%) 39 (11%) 19 (5%)
41 14 359/361 (99%) 303 (84%) 36 (10%) 20 (6%)
42 L5 294/296 (99%) 235 (80%) 37 (13%) 22 (8%)
42 15 292/296 (99%) 247 (85%) 34 (12%) 11 (4%)
43 L6 152/175 (87%) 137 (90%) 12 (8%) 3 (2%)
43 16 153/175 (87%) 129 (84%) 20 (13%) 4 (3%)
44 L7 220/243 (90%) 192 (87%) 20 (9%) 8 (4%)
44 17 221/243 (91%) 201 (91%) 14 (6%) 6 (3%)
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Continued from previous page...

Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
45 L8 231/255 (91%) 188 (81%) 36 (16%) 7 (3%)
45 18 229/255 (90%) 180 (79%) 33 (14%) 16 (7%)
46 L9 189/191 (99%) 164 (87%) 21 (11%) 4 (2%)
46 19 189/191 (99%) 169 (89%) 16 (8%) 4 (2%)
47 MO 207/220 (94%) 174 (84%) 25 (12%) 8 (4%)
47 m0 209/220 (95%) 167 (80%) 26 (12%) 16 (8%)
48 M1 167/173 (96%) 130 (78%) 21 (13%) 16 (10%)
48 ml 167/173 (96%) 139 (83%) 17 (10%) 11 (7%)
49 M3 191/198 (96%) 165 (86%) 17 (9%) 9 (5%)
49 m3 192/198 (97%) 152 (79%) 26 (14%) 14 (7%)
50 M4 134/137 (98%) 114 (85%) 10 (8%) 10 (8%)
50 m4 135/137 (98%) 122 (90%) 11 (8%) 2 (2%)
51 M5 201/203 (99%) 179 (89%) 17 (8%) 5 (2%)
51 mb 201/203 (99%) 180 (90%) 16 (8%) 5 (2%)
52 M6 195/198 (98%) 182 (93%) 10 (5%) 3 (2%)
52 m6 195/198 (98%) 172 (88%) 15 (8%) 8 (4%)
53 M7 181/183 (99%) 149 (82%) 21 (12%) 11 (6%)
53 m7 153/183 (84%) 133 (87%) 17 (11%) 3 (2%)
54 M8 183/185 (99%) 161 (88%) 16 (9%) 6 (3%)
54 m8 183/185 (99%) 148 (81%) 24 (13%) 11 (6%)
55 M9 186/188 (99%) 162 (87%) 21 (11%) 3 (2%)
55 m9 186/188 (99%) 156 (84%) 25 (13%) 5 (3%)
56 NO 170/172 (99%) 154 (91%) 14 (8%) 2 (1%)
56 n0 170/172 (99%) 153 (90%) 15 (9%) 2 (1%)
57 N1 157/159 (99%) 135 (86%) 13 (8%) 9 (6%)
57 nl 157/159 (99%) 140 (89%) 11 (7%) 6 (4%)
58 N2 98/120 (82%) 75 (76%) 18 (18%) 5 (5%)
58 n2 96/120 (80%) 77 (80%) 16 (17%) 3 (3%)
59 N3 134/136 (98%) 123 (92%) 9 (7%) 2 (2%)
59 n3 134/136 (98%) 124 (92%) 10 (8%) 0
60 N4 96/155 (62%) 72 (75%) 16 (17%) 8 (8%)
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
60 n4 133/155 (86%) 101 (76%) 21 (16%) 11 (8%) |
61 N5 119/141 (84%) 100 (84%) 17 (14%) 2 (2%)
61 nb 118/141 (84%) 103 (87%) 7 (6%) 8 (7%)
62 N6 124/126 (98%) 114 (92%) 8 (6%) 2 (2%)
62 n6 124/126 (98%) 109 (88%) 12 (10%) 3 (2%)
63 N7 133/135 (98%) 102 (77%) 21 (16%) 10 (8%)
63 n7 133/135 (98%) 101 (76%) 20 (15%) 12 (9%)
64 N§ 146/148 (99%) 121 (83%) 18 (12%) 7 (5%)
64 n8 146/148 (99%) 128 (88%) 14 (10%) 4 (3%)
65 N9 56/58 (97%) 43 (77%) 12 (21%) 1 (2%)
65 n9 56/58 (97%) 40 (71%) 9 (16%) 7 (12%)
66 00 95/104 (91%) 88 (93%) 5 (5%) 2 (2%)
66 o0 98/104 (94%) 88 (90%) 8 (8%) 2 (2%)
67 01 107/112 (96%) 95 (89%) 8 (8%) 4 (4%)
67 ol 107/112 (96%) 86 (80%) 14 (13%) 7 (6%)
68 02 125/129 (97%) 113 (90%) 11 (9%) 1 (1%)
68 02 125/129 (97%) 108 (86%) 12 (10%) 5 (4%)
69 03 104/106 (98%) 95 (91%) 8 (8%) 1 (1%)
69 03 104/106 (98%) 98 (94%) 4 (4%) 2 (2%)
70 04 110/119 (92%) 100 (91%) 6 (6%) 4 (4%)
70 o4 110/119 (92%) 99 (90%) 7 (6%) 4 (4%)
71 05 117/119 (98%) 108 (92%) 7 (6%) 2 (2%)
71 05 117/119 (98%) 104 (89%) 7 (6%) 6 (5%)
72 06 97/99 (98%) 79 (81%) 13 (13%) 5 (5%)
72 06 97/99 (98%) 85 (88%) 10 (10%) 2 (2%)
73 o7 85/87 (98%) 71 (84%) 11 (13%) 3 (4%)
73 o7 85/87 (98%) 73 (86%) 10 (12%) 2 (2%)
74 08 7577 (97%) 62 (83%) 9 (12%) 4 (5%)
74 08 7577 (97%) 57 (76%) 15 (20%) 3 (4%)
75 09 48 /50 (96%) 42 (88%) 4 (8%) 2 (4%)
75 09 48 /50 (96%) 45 (94%) 2 (4%) 1 (2%)
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
76 QO 50/52 (96%) 47 (94%) 1 (2%) 2 (4%)
76 q0 50/52 (96%) 46 (92%) 3 (6%) 1 (2%)
7 Q1 23/25 (92%) 20 (87%) 2 (9%) 1 (4%)
7 ql 23/25 (92%) 21 (91%) 2 (9%) 0
78 Q2 103/105 (98%) 84 (82%) 12 (12%) 7 (7%)
78 q2 103/105 (98%) 91 (88%) 12 (12%) 0
79 Q3 89/91 (98%) 74 (83%) 11 (12%) 4 (4%)
79 q3 89/91 (98%) 80 (90%) 7 (8%) 2 (2%)
80 e0 60/62 (97%) 46 (77%) 8 (13%) 6 (10%)
82 p0 139/311 (45%) 113 (81%) 22 (16%) 4 (3%)
All All 22333/24141 (92%) | 18316 (82%) | 2723 (12%) | 1294 (6%)

5 of 1294 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
SO 4 PRO
SO 5 ALA
SO 30 GLN
SO 39 ASN
SO 66 ALA

DO DN DN DN O

5.3.2 Protein sidechains ()

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 SO 164/209 (78%) 132 (80%) 32 (20%) |
2 s0 165/209 (79%) 120 (73%) 45 (27%)

3 S1 191/223 (86%) 152 (80%) 39 (20%)
3 sl 192/223 (86%) 152 (79%) 40 (21%)
4 S2 176/204 (86%) 142 (81%) 34 (19%)
4 s2 176/204 (86%) 129 (73%) 47 (27%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
d S3 182/194 (94%) 136 (75%) |
5 s3 182/194 (94%) 154 (85%)
6 S4 221/221 (100%) 179 (81%)
6 s4 221/221 (100%) 190 (86%)
7 SH 173/190 (91%) 140 (81%)
7 Sh) 173/190 (91%) 135 (78%)
8 S6 188/201 (94%) 150 (80%)
8 s6 187/201 (93%) 155 (83%)
9 ST 165/169 (98%) 132 (80%)
9 s7 165/169 (98%) 136 (82%)
10 S8 150/161 (93%) 132 (88%)
10 s8 150/161 (93%) 128 (85%)
11 S9 158/165 (96%) 121 (77%)
11 s9 158/165 (96%) 130 (82%)
12 Co 77/98 (79%) 63 (82%)
12 c0 73/98 (74%) 62 (85%)
13 C1 129/136 (95%) 106 (82%)
13 cl 129/136 (95%) 101 (78%)
14 C2 88/118 (75%) 64 (73%)
14 c2 88/118 (75%) 64 (73%)
15 C3 127/127 (100%) 106 (84%)
15 c3 127/127 (100%) 106 (84%)
16 C4 81/104 (78%) 55 (68%)
16 cd 97/104 (93%) 74 (76%)
17 Ch 101/117 (86%) 81 (80%)
17 cd 103/117 (88%) 85 (82%)
18 C6 117/118 (99%) 86 (74%)
18 c6 118/118 (100%) 93 (79%)
19 c7 94/124 (76%) 75 (80%)
19 c7 92/124 (74%) 76 (83%)
20 C8 128/128 (100%) 97 (76%)

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
20 | 8 | 128/128 (100%) | 98 (77%) | 30 (23%) |
21 C9 115/115 (100%) 89 (77%) 26 (23%)
21 c9 115/115 (100%) 96 (84%) 19 (16%)
22 DO 100/113 (88%) 71 (71%) 29 (29%)
22 do 103/113 (91%) 77 (75%) 26 (25%)
23 D1 74/74 (100%) 58 (78%) 16 (22%)
23 dl 74/74 (100%) 58 (78%) 16 (22%)
24 D2 110/110 (100%) 85 (77%) 25 (23%)
24 d2 110/110 (100%) 95 (86%) 15 (14%)
25 D3 119/119 (100%) 97 (82%) 22 (18%)
25 d3 119/119 (100%) 94 (79%) 25 (21%)
26 D4 112/112 (100%) 89 (80%) 23 (20%)
26 d4 112/112 (100%) 90 (80%) 22 (20%)
27 D5 61/88 (69%) 44 (72%) 17 (28%)
27 db 61/88 (69%) 54 (88%) 7 (12%)
28 D6 83/83 (100%) 65 (78%) 18 (22%)
28 d6 83/83 (100%) 70 (84%) 13 (16%)
29 D7 70/70 (100%) 60 (86%) 10 (14%)
29 d7 70/70 (100%) 54 (77%) 16 (23%)
30 D8 56/59 (95%) 42 (75%) 14 (25%)
30 d8 56,/59 (95%) 48 (86%) 8 (14%)
31 D9 47/48 (98%) 38 (81%) 9 (19%)
31 d9 47/48 (98%) 37 (79%) 10 (21%)
32 EO 51/51 (100%) 36 (71%) 15 (29%)
33 E1 62/66 (94%) 42 (68%) 20 (32%)
33 el 66/66 (100%) 43 (65%) 23 (35%)
34 SR 260/261 (100%) 227 (87%) 33 (13%)
34 sR 260/261 (100%) 230 (88%) 30 (12%)
35 SM 97/228 (42%) 68 (70%) 29 (30%)
35 sM 54/228 (24%) 42 (78%) 12 (22%)
39 L2 193/195 (99%) 158 (82%) 35 (18%)

AAAAAAAAAAAAAA

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
30 | 12 192/195 (98%) | 152 (79%) | 40 (21%) |
40 L3 320/322 (99%) 252 (79%) 68 (21%)
40 13 320/322 (99%) 249 (78%) 71 (22%)
41 L4 288/288 (100%) 229 (80%) 59 (20%)
41 14 288/288 (100%) 234 (81%) 54 (19%)
42 L5 244/244 (100%) 193 (79%) 51 (21%)
42 15 243/244 (100%) 193 (79%) 50 (21%)
43 L6 134/152 (88%) 108 (81%) 26 (19%)
43 16 135/152 (89%) 110 (82%) 25 (18%)
44 L7 186/204 (91%) 159 (86%) 27 (14%)
44 17 187/204 (92%) 160 (86%) 27 (14%)
45 L8 187/207 (90%) 158 (84%) 29 (16%)
45 18 177/207 (86%) 149 (84%) 28 (16%)
46 L9 171/171 (100%) 133 (78%) 38 (22%)
46 19 171/171 (100%) 134 (78%) 37 (22%)
47 MO 177/186 (95%) 140 (79%) 37 (21%)
47 m0 179/186 (96%) 141 (79%) 38 (21%)
48 M1 147/150 (98%) 114 (78%) 33 (22%)
48 ml 147/150 (98%) 120 (82%) 27 (18%)
49 M3 154/158 (98%) 128 (83%) 26 (17%)
49 m3 154/158 (98%) 130 (84%) 24 (16%)
50 M4 107/108 (99%) 88 (82%) 19 (18%)
50 m4 108/108 (100%) 90 (83%) 18 (17%)
51 M5 175/175 (100%) 145 (83%) 30 (17%)
51 mb 175/175 (100%) 150 (86%) 25 (14%)
52 M6 160/161 (99%) 134 (84%) 26 (16%)
52 m6 160/161 (99%) 127 (79%) 33 (21%)
53 M7 140/145 (97%) 111 (79%) 29 (21%)
53 m7 125/145 (86%) 95 (76%) 30 (24%)
54 M8 150/150 (100%) 122 (81%) 28 (19%)
54 m8 150/150 (100%) 118 (79%) 32 (21%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
55 M9 153/153 (100%) 124 (81%) |
55 m9 153/153 (100%) 126 (82%)
56 NO 156/156 (100%) 126 (81%)
56 n0 156/156 (100%) 129 (83%)
o7 N1 136/136 (100%) 101 (74%)
57 nl 136/136 (100%) 108 (79%)
28 N2 87/106 (82%) 77 (88%)
58 n2 85/106 (80%) 75 (88%)
59 N3 104/104 (100%) 83 (80%)
59 n3 104/104 (100%) 92 (88%)
60 N4 57/129 (44%) 52 (91%)
60 n4 100/129 (78%) 85 (85%)
61 N5 104/117 (89%) 80 (77%)
61 nb 104/117 (89%) 84 (81%)
62 N6 109/109 (100%) 79 (72%)
62 n6 109/109 (100%) 88 (81%)
63 N7 115/115 (100%) 85 (74%)
63 n7 115/115 (100%) 84 (73%)
64 N8§ 118/118 (100%) 95 (80%)
64 n8 118/118 (100%) 94 (80%)
65 N9 46/46 (100%) 35 (76%)
65 n9 46/46 (100%) 34 (74%)
66 00 81/87 (93%) 67 (83%)
66 o0 84/87 (97%) 66 (79%)
67 01 92/96 (96%) 71 (77%)
67 ol 94/96 (98%) 72 (77%)
68 02 109/110 (99%) 86 (79%)
68 02 109/110 (99%) 87 (80%)
69 03 90/90 (100%) 78 (87%)
69 03 90/90 (100%) 74 (82%)
70 04 95/101 (94%) 77 (81%)

AAAAAAAAAAAAAAA

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
70 o4 95/101 (94%) 82 (86%) 13 (14%)
71 05 104/104 (100%) 72 (69%) 32 (31%)
71 05 103/104 (99%) 84 (82%) 19 (18%)
72 06 81/81 (100%) 58 (72%) 23 (28%)
72 06 80/81 (99%) 55 (69%) 25 (31%)
73 o7 70/70 (100%) 58 (83%) 12 (17%)
73 o7 70/70 (100%) 57 (81%) 13 (19%)
74 08 68/68 (100%) 53 (78%) 15 (22%)
74 08 67/68 (98%) 49 (73%) 18 (27%)
75 09 45/45 (100%) 36 (80%) 9 (20%)
75 09 45/45 (100%) 33 (73%) 12 (27%)
76 QO 47/47 (100%) 37 (79%) 10 (21%)
76 q0 47/47 (100%) 37 (79%) 10 (21%)
7 Q1 23/23 (100%) 17 (74%) 6 (26%)
7 ql 23/23 (100%) 13 (56%) 10 (44%)
78 Q2 90/90 (100%) 73 (81%) 17 (19%)
78 q2 90/90 (100%) 74 (82%) 16 (18%)
79 Q3 71/71 (100%) 56 (79%) 15 (21%)
79 q3 71/71 (100%) 57 (80%) 14 (20%)
80 e0 53/53 (100%) 42 (79%) 11 (21%)
82 p0 105/253 (42%) 81 (77%) 24 (23%)
All All 18728/20239 (92%) | 14998 (80%) | 3730 (20%)

5 of 3730 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
66 00 87 VAL
6 s4 200 ARG
64 n8 27 LYS
69 03 33 GLU
79 Q3 32 GLN

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 58 such

sidechains are listed below:
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Mol | Chain | Res | Type
74 08 32 ASN
9 s7 122 HIS
57 nl 131 GLN
2 s0 140 ASN
7 oh) 186 ASN
5.3.3 RNA (D)
Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 2 1747/1800 (97%) 512 (29%) 56 (3%)
1 6 1792/1800 (99%) 463 (25%) 53 (2%)
36 1 3145/3396 (92%) 702 (22%) 92 (2%)
36 5 3145/3396 (92%) 717 (22%) 94 (2%)
37 3 120/121 (99%) 24 (20%) 2 (1%)
37 7 120/121 (99%) 23 (19%) 1 (0%)
38 4 157/158 (99%) 40 (25%) 4 (2%)
38 8 157/158 (99%) 40 (25%) 4 (2%)
All All 10383,/10950 (94%) 2521 (24%) 306 (2%)

5 of 2521 RNA backbone outliers are listed below:

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

5 of 306 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
36 1 3228 C
1 6 542 A
36 5 2971 A
36 1 3315 G
1 6 66 U

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

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


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
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5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

Of 2562 ligands modelled in this entry, 1429 are monoatomic - leaving 1133 for Mogul analysis.

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

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link Counts RMSZg #|Z| > 2 | Counts RMSZg #|Z| > 2
86 | OHX 6 2085 - 0,6,6 0.00 - -
86 | OHX 5 4031 - 0,6,6 0.00 - -
86 | OHX 6 2071 - 0,6,6 0.00 - -
86 | OHX 2 2168 - 0,6,6 0.00 - -
8 | OOX | 3 215 | - 0,66 | 0.00 . .
86 | OHX 5 4043 - 0,6,6 0.00 - -
86 | OHX 5 4096 - 0,6,6 0.00 - -
86 | OHX 5 4054 - 0,6,6 0.00 - -
86 | OHX 1 4110 - 0,6,6 0.00 - -
86 | OHX 6 2165 - 0,6,6 0.00 - -
86 | OHX 2 2154 - 0,6,6 0.00 - -
86 | OHX 5 4004 - 0,6,6 0.00 - -
8 | OOX | 3 216 | - 0,66 | 0.00 . .
86 | OHX 2 2149 - 0,6,6 0.00 - -
86 | OHX 6 2180 - 0,6,6 0.00 - -
86 | OHX 1 4198 - 0,6,6 0.00 - -
86 | OHX 6 2181 - 0,6,6 0.00 - -
8 | OHX | 5 | 4244 - 0,66 | 0.00 . .
86 | OHX 5 3925 - 0,6,6 0.00 - -
86 | OHX 5 4030 - 0,6,6 0.00 - -
86 | OHX 6 2083 - 0,6,6 0.00 - -
86 | OHX 8 225 - 0,6,6 0.00 - -
86 | OHX 6 2142 - 0,6,6 0.00 - -
86 | OHX 1 3992 - 0,6,6 0.00 - -
86 | OHX 1 3902 - 0,6,6 0.00 - -
8 | OOX | 1 | 4028 - 0,66 | 0.00 . .
86 | OHX 6 2099 - 0,6,6 0.00 - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX c3 201 - 0,6,6 0.00 - -
86 | OHX 5 4057 - 0,6,6 0.00 - -
86 | OHX 1 4103 - 0,6,6 0.00 - -
86 | OHX 1 4178 - 0,6,6 0.00 - -
86 | OHX 2 2072 - 0,6,6 0.00 - -
86 | OHX 8 228 - 0,6,6 0.00 - -
86 | OHX 6 2049 - 0,6,6 0.00 - -
86 | OHX 1 4135 - 0,6,6 0.00 - -
86 | OHX 4 230 - 0,6,6 0.00 - -
86 | OHX 5 4132 - 0,6,6 0.00 - -
86 | OHX 2 2045 - 0,6,6 0.00 - -
86 | OHX 1 4082 - 0,6,6 0.00 - -
86 | OHX 1 4104 - 0,6,6 0.00 - -
86 | OHX D9 102 - 0,6,6 0.00 - -
86 | OHX 5 3939 - 0,6,6 0.00 - -
86 | OHX 5 4143 - 0,6,6 0.00 - -
86 | OHX 5 4001 - 0,6,6 0.00 - -
86 | OHX 6 2063 - 0,6,6 0.00 - -
86 | OHX 1 4072 - 0,6,6 0.00 - -
86 | OHX 5 4210 - 0,6,6 0.00 - -
86 | OHX 5 4071 - 0,6,6 0.00 - -
86 | OHX 6 2096 - 0,6,6 0.00 - -
86 | OHX 6 2059 - 0,6,6 0.00 - -
86 | OHX 5 4046 - 0,6,6 0.00 - -
86 | OHX 5 4049 - 0,6,6 0.00 - -
86 | OHX 2 2071 - 0,6,6 0.00 - -
86 | OHX 5 3923 - 0,6,6 0.00 - -
86 | OHX 1 4073 - 0,6,6 0.00 - -
86 | OHX 6 2056 - 0,6,6 0.00 - -
86 | OHX 5 4212 - 0,6,6 0.00 - -
86 | OHX 59 201 - 0,6,6 0.00 - -
86 | OHX 5 4100 - 0,6,6 0.00 - -
86 | OHX 1 4160 - 0,6,6 0.00 - -
86 | OHX 1 3999 - 0,6,6 0.00 - -
86 | OHX 6 2206 - 0,6,6 0.00 - -
86 | OHX 2 2166 - 0,6,6 0.00 - -
86 | OHX 3 219 - 0,6,6 0.00 - -
86 | OHX 5 4062 - 0,6,6 0.00 - -
86 | OHX 5 4246 - 0,6,6 0.00 - -
86 | OHX 1 4151 - 0,6,6 0.00 - -
86 | OHX 2 2096 - 0,6,6 0.00 - -
86 | OHX 1 4115 - 0,6,6 0.00 - -
86 | OHX 5 4193 - 0,6,6 0.00 - -
gPDB
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OIX | L3 | 403 | - 0,66 | 0.00 - -
86 | OHX | 5 |3920| - 0,66 | 0.00 - -
88 | 312 1 4200 | - [2830,30 | 157 | 5 (17%) | 32,52,52| 2.00 | 6 (18%)
86 | OOX | & | 217 | - 0,66 | 0.00 - -
86 | OOX | 2 |2121| - 0,66 | 0.00 - -
86 | OHX | 5 | 4180 - 0,66 | 0.00 - -
86 | OHX | 1 |3988| - 0,66 | 0.00 - -
8 | OHX | 2 |2142| - 0,66 | 0.00 - -
86 | OOX | 6 |2084| - 0,66 | 0.00 - -
86 | OOX | 1 |3921| - 0,66 | 0.00 - -
86 | OIX | 2 |2138| - 0,66 | 0.00 - -
86 | OOX | b5 |4137| - 0,66 | 0.00 - -
86 | OHX | 1 |4037| - 0,66 | 0.00 - -
86 | OHX | 8 | 203 | - 0,66 | 0.00 - -
8 | OHX | 5 |3922| - 0,66 | 0.00 - -
86 | OOX | 6 |2197| - 0,66 | 0.00 - -
86 | OOX | 1 |3%1| - 0,66 | 0.00 - -
86 | OOX | 1 | 4177| - 0,66 | 0.00 - -
86 | OHX | 1 | 4184 - 0,66 | 0.00 - -
86 | OHX | 1 | 4181| - 0,66 | 0.00 - -
8 | OHX | 6 | 2086 | - 0,66 | 0.00 - -
86 | OOX | 6 |2087| - 0,66 | 0.00 - -
86 | OOX | 5 |4135| - 0,66 | 0.00 - -
86 | OIX | 2 | 2066 - 0,66 | 0.00 - -
86 | OOX | 1 | 4105| - 0,66 | 0.00 - -
8 | OHX | 1 |3919| - 0,66 | 0.00 - -
86 | OHX | b5 | 4183 | - 0,66 | 0.00 - -
86 | OHX | b5 | 4249 - 0,66 | 0.00 - -
86 | OOX | 5 | 4104| - 0,66 | 0.00 - -
86 | OOX | 2 |2113| - 0,66 | 0.00 - -
86 | OIX | 6 |2202| - 0,66 | 0.00 - -
86 | OOX | 1 |3932| - 0,66 | 0.00 - -
8 | OHX | 2 |2073| - 0,66 | 0.00 - -
8 | OHX | 1 |4145| - 0,66 | 0.00 - -
8 | OHX | 1 |3%2| - 0,66 | 0.00 - -
86 | OOX | 5 |3%3| - 0,66 | 0.00 - -
86 | OIX | o7 | 502 | - 0,66 | 0.00 - -
86 | OIX | 6 |2061| - 0,66 | 0.00 - -
86 | OHX | 6 |2190| - 0,66 | 0.00 - -
8 | OHX | 5 |3969| - 0,66 | 0.00 - -
8 | OHX | 6 |2109| - 0,66 | 0.00 - -
8 | OHX | 1 |3975| - 0,66 | 0.00 - -
86 | OOX | 5 | 4158| - 0,66 | 0.00 - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 1 4090 - 0,6,6 0.00 - -
86 | OHX 2 2084 - 0,6,6 0.00 - -
86 | OHX 5 4061 - 0,6,6 0.00 - -
86 | OHX 1 4108 - 0,6,6 0.00 - -
86 | OHX 5 4169 - 0,6,6 0.00 - -
86 | OHX n6 202 - 0,6,6 0.00 - -
86 | OHX 6 2147 - 0,6,6 0.00 - -
86 | OHX 1 4139 - 0,6,6 0.00 - -
86 | OHX 1 3953 - 0,6,6 0.00 - -
86 | OHX 5 4095 - 0,6,6 0.00 - -
86 | OHX 5 4020 - 0,6,6 0.00 - -
86 | OHX 1 3938 - 0,6,6 0.00 - -
86 | OHX 5 4145 - 0,6,6 0.00 - -
86 | OHX 2 2106 - 0,6,6 0.00 - -
86 | OHX 1 4152 - 0,6,6 0.00 - -
86 | OHX 5 4231 - 0,6,6 0.00 - -
86 | OHX 2 2132 - 0,6,6 0.00 - -
86 | OHX 5 3951 - 0,6,6 0.00 - -
86 | OHX 5 4168 - 0,6,6 0.00 - -
86 | OHX 1 3892 - 0,6,6 0.00 - -
86 | OHX 6 2159 - 0,6,6 0.00 - -
86 | OHX 1 3977 - 0,6,6 0.00 - -
86 | OHX 1 3893 - 0,6,6 0.00 - -
86 | OHX 6 2150 - 0,6,6 0.00 - -
86 | OHX 6 2077 - 0,6,6 0.00 - -
86 | OHX 6 2140 - 0,6,6 0.00 - -
86 | OHX 2 2058 - 0,6,6 0.00 - -
86 | OHX 5 4214 - 0,6,6 0.00 - -
86 | OHX 5 4082 - 0,6,6 0.00 - -
86 | OHX 5 4243 - 0,6,6 0.00 - -
86 | OHX 5 4105 - 0,6,6 0.00 - -
86 | OHX 1 3958 - 0,6,6 0.00 - -
86 | OHX 1 4126 - 0,6,6 0.00 - -
86 | OHX 1 3991 - 0,6,6 0.00 - -
86 | OHX 5 4121 - 0,6,6 0.00 - -
86 | OHX 2 2135 - 0,6,6 0.00 - -
86 | OHX 6 2089 - 0,6,6 0.00 - -
86 | OHX 1 4167 - 0,6,6 0.00 - -
86 | OHX 2 2118 - 0,6,6 0.00 - -
86 | OHX 7 223 - 0,6,6 0.00 - -
86 | OHX 1 4207 - 0,6,6 0.00 - -
86 | OHX 6 2128 - 0,6,6 0.00 - -
86 | OHX 5 3927 - 0,6,6 0.00 - -
gPDB




Page 146 wwPDB X-ray Structure Validation Summary Report 4U52
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 1 3940 - 0,6,6 0.00 - -
86 | OHX 4 226 - 0,6,6 0.00 - -
86 | OHX 2 2105 - 0,6,6 0.00 - -
86 | OHX o7 105 - 0,6,6 0.00 - -
86 | OHX 5 4150 - 0,6,6 0.00 - -
86 | OHX 5 4028 - 0,6,6 0.00 - -
86 | OHX 1 3956 - 0,6,6 0.00 - -
86 | OHX 5 4138 - 0,6,6 0.00 - -
86 | OHX 6 2160 - 0,6,6 0.00 - -
86 | OHX 6 2103 - 0,6,6 0.00 - -
86 | OHX 5 4033 - 0,6,6 0.00 - -
86 | OHX 5 4156 - 0,6,6 0.00 - -
86 | OHX 5 3932 - 0,6,6 0.00 - -
86 | OHX 6 2134 - 0,6,6 0.00 - -
86 | OHX 2 2117 - 0,6,6 0.00 - -
86 | OHX 1 3924 - 0,6,6 0.00 - -
86 | OHX 2 2060 - 0,6,6 0.00 - -
86 | OHX 1 4102 - 0,6,6 0.00 - -
86 | OHX 1 4024 - 0,6,6 0.00 - -
86 | OHX 1 4162 - 0,6,6 0.00 - -
86 | OHX 1 3912 - 0,6,6 0.00 - -
86 | OHX m0 303 - 0,6,6 0.00 - -
86 | OHX 1 3954 - 0,6,6 0.00 - -
86 | OHX 8 223 - 0,6,6 0.00 - -
86 | OHX 5 4201 - 0,6,6 0.00 - -
86 | OHX 1 3876 - 0,6,6 0.00 - -
86 | OHX 2 2122 - 0,6,6 0.00 - -
86 | OHX 5 4042 - 0,6,6 0.00 - -
86 | OHX 5 4047 - 0,6,6 0.00 - -
86 | OHX 1 4182 - 0,6,6 0.00 - -
86 | OHX 5 3917 - 0,6,6 0.00 - -
86 | OHX 6 2105 - 0,6,6 0.00 - -
86 | OHX 1 3972 - 0,6,6 0.00 - -
86 | OHX 1 4193 - 0,6,6 0.00 - -
86 | OHX 6 2189 - 0,6,6 0.00 - -
86 | OHX 1 3908 - 0,6,6 0.00 - -
86 | OHX 1 3986 - 0,6,6 0.00 - -
86 | OHX 1 3866 - 0,6,6 0.00 - -
86 | OHX 5 3937 - 0,6,6 0.00 - -
86 | OHX 5 4014 - 0,6,6 0.00 - -
86 | OHX m6 202 - 0,6,6 0.00 - -
86 | OHX 1 4018 - 0,6,6 0.00 - -
86 | OHX 2135 - 0,6,6 0.00 - -
gPDB
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 1 4043 - 0,6,6 0.00 - -
86 | OHX 5 4103 - 0,6,6 0.00 - -
86 | OHX 5 4207 - 0,6,6 0.00 - -
86 | OHX 1 4121 - 0,6,6 0.00 - -
86 | OHX 1 4158 - 0,6,6 0.00 - -
86 | OHX 5 4003 - 0,6,6 0.00 - -
86 | OHX 1 4156 - 0,6,6 0.00 - -
86 | OHX 6 2113 - 0,6,6 0.00 - -
86 | OHX 6 2167 - 0,6,6 0.00 - -
86 | OHX 5 4184 - 0,6,6 0.00 - -
86 | OHX 6 2139 - 0,6,6 0.00 - -
86 | OHX 5 4035 - 0,6,6 0.00 - -
86 | OHX 1 4140 - 0,6,6 0.00 - -
86 | OHX 5 4234 | 86 0,6,6 0.00 - -
86 | OHX 1 4039 - 0,6,6 0.00 - -
86 | OHX 2 2158 - 0,6,6 0.00 - -
86 | OHX 1 4062 - 0,6,6 0.00 - -
86 | OHX 1 4098 - 0,6,6 0.00 - -
86 | OHX 2 2173 - 0,6,6 0.00 - -
86 | OHX 5 4080 - 0,6,6 0.00 - -
86 | OHX 5 3929 - 0,6,6 0.00 - -
86 | OHX 5 3901 - 0,6,6 0.00 - -
86 | OHX 5 4141 - 0,6,6 0.00 - -
86 | OHX 5 4036 - 0,6,6 0.00 - -
86 | OHX 5 4037 - 0,6,6 0.00 - -
86 | OHX 5 4009 - 0,6,6 0.00 - -
86 | OHX 5 4130 - 0,6,6 0.00 - -
86 | OHX 1 3871 - 0,6,6 0.00 - -
86 | OHX 1 4116 - 0,6,6 0.00 - -
86 | OHX 5 4029 - 0,6,6 0.00 - -
86 | OHX 6 2205 - 0,6,6 0.00 - -
86 | OHX 1 3930 - 0,6,6 0.00 - -
86 | OHX 1 4022 - 0,6,6 0.00 - -
86 | OHX 5 3974 - 0,6,6 0.00 - -
86 | OHX 6 2106 - 0,6,6 0.00 - -
86 | OHX 02 201 - 0,6,6 0.00 - -
86 | OHX 1 4173 - 0,6,6 0.00 - -
86 | OHX 6 2127 - 0,6,6 0.00 - -
86 | OHX 1 4077 - 0,6,6 0.00 - -
86 | OHX 6 2123 - 0,6,6 0.00 - -
86 | OHX 1 4097 - 0,6,6 0.00 - -
86 | OHX 1 4166 - 0,6,6 0.00 - -
86 | OHX 5 4070 - 0,6,6 0.00 - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
88 3J2 5 4254 - 28,30,30 | 1.56 7(25%) | 32,5252 | 1.75 8 (25%)
86 | OHX 1 3869 - 0,6,6 0.00 - -
86 | OHX 5 3915 - 0,6,6 0.00 - -
86 | OHX d4 201 - 0,6,6 0.00 - -
86 | OHX 5 3952 - 0,6,6 0.00 - -
86 | OHX 8 218 - 0,6,6 0.00 - -
86 | OHX 8 216 - 0,6,6 0.00 - -
86 | OHX M6 202 - 0,6,6 0.00 - -
86 | OHX 2 2102 - 0,6,6 0.00 - -
86 | OHX 2 2126 - 0,6,6 0.00 - -
86 | OHX 1 4020 - 0,6,6 0.00 - -
86 | OHX 1 4087 - 0,6,6 0.00 - -
86 | OHX 5 4211 - 0,6,6 0.00 - -
86 | OHX 5 4124 - 0,6,6 0.00 - -
86 | OHX 1 3942 - 0,6,6 0.00 - -
86 | OHX 1 4170 - 0,6,6 0.00 - -
86 | OHX 5 4252 - 0,6,6 0.00 - -
86 | OHX 1 4175 - 0,6,6 0.00 - -
86 | OHX 1 3870 - 0,6,6 0.00 - -
86 | OHX 1 3898 - 0,6,6 0.00 - -
86 | OHX 1 4180 - 0,6,6 0.00 - -
86 | OHX 1 4052 - 0,6,6 0.00 - -
86 | OHX 1 3929 - 0,6,6 0.00 - -
86 | OHX 1 3997 - 0,6,6 0.00 - -
86 | OHX 1 4004 - 0,6,6 0.00 - -
86 | OHX 5 4248 - 0,6,6 0.00 - -
86 | OHX m7 206 - 0,6,6 0.00 - -
86 | OHX 5 3972 - 0,6,6 0.00 - -
86 | OHX 5 4241 - 0,6,6 0.00 - -
86 | OHX 6 2177 - 0,6,6 0.00 - -
86 | OHX 5 4236 - 0,6,6 0.00 - -
86 | OHX 1 4084 - 0,6,6 0.00 - -
86 | OHX 1 4186 - 0,6,6 0.00 - -
86 | OHX 2 2054 - 0,6,6 0.00 - -
86 | OHX 5 4092 - 0,6,6 0.00 - -
86 | OHX 1 4150 - 0,6,6 0.00 - -
86 | OHX 1 4200 - 0,6,6 0.00 - -
86 | OHX 5 4089 - 0,6,6 0.00 - -
86 | OHX 6 2191 - 0,6,6 0.00 - -
86 | OHX 5 4154 - 0,6,6 0.00 - -
86 | OHX 2 2134 - 0,6,6 0.00 - -
86 | OHX 5 4178 - 0,6,6 0.00 - -
86 | OHX 5 4073 - 0,6,6 0.00 - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 6 2156 - 0,6,6 0.00 - -
86 | OHX 5 4189 - 0,6,6 0.00 - -
86 | OHX 6 2118 - 0,6,6 0.00 - -
86 | OHX 3 217 - 0,6,6 0.00 - -
86 | OHX 5 4153 - 0,6,6 0.00 - -
86 | OHX 5 4063 - 0,6,6 0.00 - -
86 | OHX 5 4058 - 0,6,6 0.00 - -
86 | OHX 5 4055 - 0,6,6 0.00 - -
86 | OHX 1 4197 - 0,6,6 0.00 - -
86 | OHX 5 4079 - 0,6,6 0.00 - -
86 | OHX 2 2049 - 0,6,6 0.00 - -
86 | OHX 2 2042 - 0,6,6 0.00 - -
86 | OHX 1 4006 - 0,6,6 0.00 - -
86 | OHX 1 4010 - 0,6,6 0.00 - -
86 | OHX 1 3887 - 0,6,6 0.00 - -
86 | OHX 4 223 - 0,6,6 0.00 - -
86 | OHX 1 4050 - 0,6,6 0.00 - -
86 | OHX 5 4174 - 0,6,6 0.00 - -
86 | OHX 1 4191 - 0,6,6 0.00 - -
86 | OHX 1 3868 - 0,6,6 0.00 - -
86 | OHX 3 225 - 0,6,6 0.00 - -
86 | OHX 5 4152 - 0,6,6 0.00 - -
86 | OHX 1 4041 - 0,6,6 0.00 - -
86 | OHX 2 2092 - 0,6,6 0.00 - -
86 | OHX 1 4106 - 0,6,6 0.00 - -
86 | OHX 1 3883 - 0,6,6 0.00 - -
86 | OHX 1 4074 - 0,6,6 0.00 - -
86 | OHX 1 4095 - 0,6,6 0.00 - -
86 | OHX 5 3934 - 0,6,6 0.00 - -
86 | OHX 1 3970 - 0,6,6 0.00 - -
86 | OHX 1 3906 - 0,6,6 0.00 - -
86 | OHX 1 3903 - 0,6,6 0.00 - -
86 | OHX 6 2079 - 0,6,6 0.00 - -
86 | OHX 5 4018 - 0,6,6 0.00 - -
86 | OHX 5 4142 - 0,6,6 0.00 - -
86 | OHX 1 3928 - 0,6,6 0.00 - -
86 | OHX 2 2057 - 0,6,6 0.00 - -
86 | OHX 2 2091 - 0,6,6 0.00 - -
86 | OHX 6 2066 - 0,6,6 0.00 - -
86 | OHX 2 2157 - 0,6,6 0.00 - -
86 | OHX 2 2039 - 0,6,6 0.00 - -
86 | OHX 5 4123 - 0,6,6 0.00 - -
86 | OHX 14 403 - 0,6,6 0.00 - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 5 4126 - 0,6,6 0.00 - -
86 | OHX 6 2097 - 0,6,6 0.00 - -
86 | OHX 2 2090 - 0,6,6 0.00 - -
86 | OHX 1 4117 - 0,6,6 0.00 - -
86 | OHX 6 2064 - 0,6,6 0.00 - -
86 | OHX 5 3907 - 0,6,6 0.00 - -
86 | OHX 6 2057 - 0,6,6 0.00 - -
86 | OHX 5 4163 - 0,6,6 0.00 - -
86 | OHX 5 4186 - 0,6,6 0.00 - -
86 | OHX 1 3981 - 0,6,6 0.00 - -
86 | OHX 6 2095 - 0,6,6 0.00 - -
86 | OHX 13 404 - 0,6,6 0.00 - -
86 | OHX 5 4199 - 0,6,6 0.00 - -
86 | OHX 8 226 - 0,6,6 0.00 - -
86 | OHX 6 2074 - 0,6,6 0.00 - -
86 | OHX 1 3880 - 0,6,6 0.00 - -
86 | OHX 6 2078 - 0,6,6 0.00 - -
86 | OHX 5 3943 - 0,6,6 0.00 - -
86 | OHX 5 4022 - 0,6,6 0.00 - -
86 | OHX 6 2121 - 0,6,6 0.00 - -
86 | OHX 5 4068 - 0,6,6 0.00 - -
86 | OHX 2 2103 - 0,6,6 0.00 - -
86 | OHX 5 4172 - 0,6,6 0.00 - -
86 | OHX 5 4219 - 0,6,6 0.00 - -
86 | OHX 1 4038 - 0,6,6 0.00 - -
86 | OHX 5 3926 - 0,6,6 0.00 - -
86 | OHX ql 101 - 0,6,6 0.00 - -
86 | OHX 1 4040 - 0,6,6 0.00 - -
86 | OHX 5 4235 - 0,6,6 0.00 - -
86 | OHX 5 4075 - 0,6,6 0.00 - -
86 | OHX 6 2082 - 0,6,6 0.00 - -
86 | OHX 1 3990 - 0,6,6 0.00 - -
86 | OHX 1 3904 - 0,6,6 0.00 - -
86 | OHX 1 3955 - 0,6,6 0.00 - -
86 | OHX 5 4233 - 0,6,6 0.00 - -
86 | OHX 1 4164 - 0,6,6 0.00 - -
86 | OHX 1 4055 - 0,6,6 0.00 - -
86 | OHX 5 4229 - 0,6,6 0.00 - -
86 | OHX 4 225 - 0,6,6 0.00 - -
86 | OHX 5 3954 - 0,6,6 0.00 - -
86 | OHX 6 2168 - 0,6,6 0.00 - -
86 | OHX 6 2053 - 0,6,6 0.00 - -
86 | OHX 2 2038 - 0,6,6 0.00 - -
gPDB




Page 151 wwPDB X-ray Structure Validation Summary Report 4U52
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 5 4133 - 0,6,6 0.00 - -
86 | OHX s4 301 - 0,6,6 0.00 - -
86 | OHX 2 2112 - 0,6,6 0.00 - -
86 | OHX 2 2083 - 0,6,6 0.00 - -
86 | OHX 6 2178 - 0,6,6 0.00 - -
86 | OHX 5 4196 - 0,6,6 0.00 - -
86 | OHX 2 2086 - 0,6,6 0.00 - -
86 | OHX 5 4218 - 0,6,6 0.00 - -
86 | OHX 6 2136 - 0,6,6 0.00 - -
86 | OHX 2 2177 - 0,6,6 0.00 - -
86 | OHX 6 2138 - 0,6,6 0.00 - -
86 | OHX 7 218 - 0,6,6 0.00 - -
86 | OHX 1 3914 - 0,6,6 0.00 - -
86 | OHX m8 201 - 0,6,6 0.00 - -
86 | OHX 5 4222 - 0,6,6 0.00 - -
86 | OHX 2 2028 - 0,6,6 0.00 - -
86 | OHX 6 2104 - 0,6,6 0.00 - -
86 | OHX 5 3942 - 0,6,6 0.00 - -
86 | OHX 8 219 - 0,6,6 0.00 - -
86 | OHX 5 3938 - 0,6,6 0.00 - -
86 | OHX 5 4021 - 0,6,6 0.00 - -
86 | OHX 2 2116 - 0,6,6 0.00 - -
86 | OHX 5 4102 - 0,6,6 0.00 - -
86 | OHX 5 4140 - 0,6,6 0.00 - -
86 | OHX 1 4171 - 0,6,6 0.00 - -
86 | OHX 6 2155 - 0,6,6 0.00 - -
86 | OHX 5 4194 - 0,6,6 0.00 - -
86 | OHX 1 4129 - 0,6,6 0.00 - -
86 | OHX 6 2203 - 0,6,6 0.00 - -
86 | OHX 1 4065 - 0,6,6 0.00 - -
86 | OHX 2 2063 - 0,6,6 0.00 - -
86 | OHX 1 4120 - 0,6,6 0.00 - -
86 | OHX 5 4187 - 0,6,6 0.00 - -
86 | OHX 6 2088 - 0,6,6 0.00 - -
86 | OHX 6 2072 - 0,6,6 0.00 - -
86 | OHX 1 4079 - 0,6,6 0.00 - -
86 | OHX 6 2062 - 0,6,6 0.00 - -
86 | OHX 5 4088 - 0,6,6 0.00 - -
86 | OHX 5 3965 - 0,6,6 0.00 - -
86 | OHX 1 4001 - 0,6,6 0.00 - -
86 | OHX 1 4049 - 0,6,6 0.00 - -
86 | OHX 1 3962 - 0,6,6 0.00 - -
86 | OHX 1 3946 - 0,6,6 0.00 - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 2 2040 - 0,6,6 0.00 - -
86 | OHX 1 4083 - 0,6,6 0.00 - -
86 | OHX 1 3959 - 0,6,6 0.00 - -
86 | OHX 2 2056 - 0,6,6 0.00 - -
86 | OHX 1 4094 - 0,6,6 0.00 - -
86 | OHX 13 403 - 0,6,6 0.00 - -
86 | OHX 5 3900 - 0,6,6 0.00 - -
86 | OHX 2 2171 - 0,6,6 0.00 - -
86 | OHX 1 3937 - 0,6,6 0.00 - -
86 | OHX 6 2154 - 0,6,6 0.00 - -
86 | OHX 5 4110 - 0,6,6 0.00 - -
86 | OHX 1 4192 - 0,6,6 0.00 - -
86 | OHX 1 3911 - 0,6,6 0.00 - -
86 | OHX 5 4094 - 0,6,6 0.00 - -
86 | OHX C8 201 - 0,6,6 0.00 - -
86 | OHX 1 3995 - 0,6,6 0.00 - -
86 | OHX 2 2125 - 0,6,6 0.00 - -
86 | OHX 3 223 - 0,6,6 0.00 - -
86 | OHX 1 4027 - 0,6,6 0.00 - -
86 | OHX 6 2195 - 0,6,6 0.00 - -
86 | OHX 6 2080 - 0,6,6 0.00 - -
86 | OHX 5 3914 - 0,6,6 0.00 - -
86 | OHX 2 2147 | 86 0,6,6 0.00 - -
86 | OHX 1 3917 - 0,6,6 0.00 - -
86 | OHX 1 3897 - 0,6,6 0.00 - -
86 | OHX 5 4010 - 0,6,6 0.00 - -
86 | OHX 1 4092 - 0,6,6 0.00 - -
86 | OHX 5 4242 - 0,6,6 0.00 - -
86 | OHX 4 227 - 0,6,6 0.00 - -
86 | OHX 5 3905 - 0,6,6 0.00 - -
86 | OHX 1 4134 - 0,6,6 0.00 - -
86 | OHX 6 2092 - 0,6,6 0.00 - -
86 | OHX 5 4159 - 0,6,6 0.00 - -
86 | OHX 15 303 - 0,6,6 0.00 - -
86 | OHX 2 2136 - 0,6,6 0.00 - -
86 | OHX 2 2050 - 0,6,6 0.00 - -
86 | OHX 1 3888 - 0,6,6 0.00 - -
86 | OHX 2 2151 - 0,6,6 0.00 - -
86 | OHX 1 4047 - 0,6,6 0.00 - -
86 | OHX 5 4173 - 0,6,6 0.00 - -
86 | OHX 5 4051 - 0,6,6 0.00 - -
86 | OHX 5 4157 - 0,6,6 0.00 - -
86 | OHX 5 4128 - 0,6,6 0.00 - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 2 2087 - 0,6,6 0.00 - -
86 | OHX 2 2123 - 0,6,6 0.00 - -
86 | OHX 1 4107 - 0,6,6 0.00 - -
86 | OHX 1 4183 - 0,6,6 0.00 - -
86 | OHX 5 4093 - 0,6,6 0.00 - -
86 | OHX 1 4137 - 0,6,6 0.00 - -
86 | OHX 6 2201 - 0,6,6 0.00 - -
86 | OHX 5 3912 - 0,6,6 0.00 - -
86 | OHX 7 221 - 0,6,6 0.00 - -
86 | OHX 4 231 - 0,6,6 0.00 - -
86 | OHX 5 4000 - 0,6,6 0.00 - -
86 | OHX 1 4086 - 0,6,6 0.00 - -
86 | OHX 1 4089 - 0,6,6 0.00 - -
86 | OHX 1 3909 - 0,6,6 0.00 - -
86 | OHX 1 4035 - 0,6,6 0.00 - -
86 | OHX 5 4253 - 0,6,6 0.00 - -
86 | OHX 6 2076 - 0,6,6 0.00 - -
86 | OHX 1 3896 - 0,6,6 0.00 - -
86 | OHX 2 2036 - 0,6,6 0.00 - -
86 | OHX 1 3948 - 0,6,6 0.00 - -
86 | OHX 5 4220 - 0,6,6 0.00 - -
86 | OHX 1 4118 - 0,6,6 0.00 - -
86 | OHX 1 4081 - 0,6,6 0.00 - -
86 | OHX 6 2194 - 0,6,6 0.00 - -
86 | OHX 1 4064 - 0,6,6 0.00 - -
86 | OHX 6 2130 - 0,6,6 0.00 - -
86 | OHX 1 3966 - 0,6,6 0.00 - -
86 | OHX L3 405 - 0,6,6 0.00 - -
86 | OHX 2 2052 - 0,6,6 0.00 - -
86 | OHX 2 2079 - 0,6,6 0.00 - -
86 | OHX 2 2172 - 0,6,6 0.00 - -
86 | OHX 6 2186 - 0,6,6 0.00 - -
86 | OHX 1 4142 - 0,6,6 0.00 - -
86 | OHX 6 2120 - 0,6,6 0.00 - -
86 | OHX 6 2116 - 0,6,6 0.00 - -
86 | OHX 2 2027 - 0,6,6 0.00 - -
86 | OHX 5 4238 - 0,6,6 0.00 - -
86 | OHX 5 4239 - 0,6,6 0.00 - -
86 | OHX 5 4221 - 0,6,6 0.00 - -
86 | OHX 5 4165 - 0,6,6 0.00 - -
86 | OHX 5 4176 - 0,6,6 0.00 - -
86 | OHX 2 2156 - 0,6,6 0.00 - -
86 | OHX 5 4223 - 0,6,6 0.00 - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 6 2054 - 0,6,6 0.00 - -
86 | OHX 5 4131 - 0,6,6 0.00 - -
86 | OHX 5 3994 - 0,6,6 0.00 - -
86 | OHX 5 3928 - 0,6,6 0.00 - -
86 | OHX 6 2158 - 0,6,6 0.00 - -
86 | OHX 5 3911 - 0,6,6 0.00 - -
86 | OHX 5 3956 - 0,6,6 0.00 - -
86 | OHX 2 2099 - 0,6,6 0.00 - -
86 | OHX 5 3918 - 0,6,6 0.00 - -
86 | OHX 2 2094 - 0,6,6 0.00 - -
86 | OHX 2 2074 - 0,6,6 0.00 - -
86 | OHX 5 4076 - 0,6,6 0.00 - -
86 | OHX 2 2124 - 0,6,6 0.00 - -
86 | OHX 5 4185 - 0,6,6 0.00 - -
86 | OHX 5 4008 - 0,6,6 0.00 - -
86 | OHX 5 4041 - 0,6,6 0.00 - -
86 | OHX 1 4017 - 0,6,6 0.00 - -
86 | OHX 1 4154 - 0,6,6 0.00 - -
86 | OHX 2 2143 - 0,6,6 0.00 - -
86 | OHX 2 2051 - 0,6,6 0.00 - -
86 | OHX 5 3982 - 0,6,6 0.00 - -
86 | OHX 5 4197 - 0,6,6 0.00 - -
86 | OHX 1 4190 - 0,6,6 0.00 - -
86 | OHX 5 4023 - 0,6,6 0.00 - -
86 | OHX 2 2048 - 0,6,6 0.00 - -
86 | OHX 4 224 - 0,6,6 0.00 - -
86 | OHX 14 402 - 0,6,6 0.00 - -
86 | OHX 6 2148 - 0,6,6 0.00 - -
86 | OHX 1 3943 - 0,6,6 0.00 - -
86 | OHX 1 3875 - 0,6,6 0.00 - -
86 | OHX 6 2137 - 0,6,6 0.00 - -
86 | OHX 5 4017 - 0,6,6 0.00 - -
86 | OHX 2 2088 - 0,6,6 0.00 - -
86 | OHX 2 2140 - 0,6,6 0.00 - -
86 | OHX SR 401 - 0,6,6 0.00 - -
86 | OHX 2 2065 - 0,6,6 0.00 - -
86 | OHX 1 3987 - 0,6,6 0.00 - -
86 | OHX 1 4157 - 0,6,6 0.00 - -
86 | OHX 5 4099 - 0,6,6 0.00 - -
86 | OHX 5 3963 - 0,6,6 0.00 - -
86 | OHX 1 4165 - 0,6,6 0.00 - -
86 | OHX 1 3974 - 0,6,6 0.00 - -
86 | OHX 5 4202 - 0,6,6 0.00 - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 2 2146 - 0,6,6 0.00 - -
86 | OHX sR 401 - 0,6,6 0.00 - -
86 | OHX 5 4149 - 0,6,6 0.00 - -
86 | OHX 1 4003 - 0,6,6 0.00 - -
86 | OHX 1 4147 - 0,6,6 0.00 - -
86 | OHX 1 3900 - 0,6,6 0.00 - -
86 | OHX 2 2062 - 0,6,6 0.00 - -
86 | OHX 1 4013 - 0,6,6 0.00 - -
86 | OHX 5 4109 - 0,6,6 0.00 - -
86 | OHX 6 2157 - 0,6,6 0.00 - -
86 | OHX 5 4198 - 0,6,6 0.00 - -
86 | OHX 6 2152 - 0,6,6 0.00 - -
86 | OHX 6 2129 - 0,6,6 0.00 - -
86 | OHX 5 4247 - 0,6,6 0.00 - -
86 | OHX 1 3983 - 0,6,6 0.00 - -
86 | OHX 1 3915 - 0,6,6 0.00 - -
86 | OHX 2 2155 - 0,6,6 0.00 - -
86 | OHX 1 4005 - 0,6,6 0.00 - -
86 | OHX 1 4066 - 0,6,6 0.00 - -
86 | OHX 5 4245 - 0,6,6 0.00 - -
86 | OHX S8 302 - 0,6,6 0.00 - -
86 | OHX 1 4088 - 0,6,6 0.00 - -
86 | OHX 5 4013 - 0,6,6 0.00 - -
86 | OHX 2 2035 - 0,6,6 0.00 - -
86 | OHX 1 4031 - 0,6,6 0.00 - -
86 | OHX 6 2204 - 0,6,6 0.00 - -
86 | OHX 6 2133 - 0,6,6 0.00 - -
86 | OHX 5 4012 - 0,6,6 0.00 - -
86 | OHX 5 3971 - 0,6,6 0.00 - -
86 | OHX 5 4002 - 0,6,6 0.00 - -
86 | OHX 6 2193 - 0,6,6 0.00 - -
86 | OHX 1 4176 - 0,6,6 0.00 - -
86 | OHX 6 2122 - 0,6,6 0.00 - -
86 | OHX 5 4216 - 0,6,6 0.00 - -
86 | OHX 1 3960 - 0,6,6 0.00 - -
86 | OHX 1 4076 - 0,6,6 0.00 - -
86 | OHX 5 3955 - 0,6,6 0.00 - -
86 | OHX 2 2033 - 0,6,6 0.00 - -
86 | OHX 5 4052 - 0,6,6 0.00 - -
86 | OHX 1 4123 - 0,6,6 0.00 - -
86 | OHX 5 3998 - 0,6,6 0.00 - -
86 | OHX 1 3918 - 0,6,6 0.00 - -
86 | OHX 6 2196 - 0,6,6 0.00 - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 8 222 - 0,6,6 0.00 - -
86 | OHX 1 4091 - 0,6,6 0.00 - -
86 | OHX 1 4172 - 0,6,6 0.00 - -
86 | OHX 2 2097 - 0,6,6 0.00 - -
86 | OHX 5 4016 - 0,6,6 0.00 - -
86 | OHX 5 3983 - 0,6,6 0.00 - -
86 | OHX 5 3968 - 0,6,6 0.00 - -
86 | OHX 5 3967 - 0,6,6 0.00 - -
86 | OHX 6 2200 - 0,6,6 0.00 - -
86 | OHX 7 227 - 0,6,6 0.00 - -
86 | OHX 3 224 - 0,6,6 0.00 - -
86 | OHX 1 4067 - 0,6,6 0.00 - -
86 | OHX 5 4161 - 0,6,6 0.00 - -
86 | OHX 6 2198 - 0,6,6 0.00 - -
86 | OHX 5 3973 - 0,6,6 0.00 - -
86 | OHX 1 4199 - 0,6,6 0.00 - -
86 | OHX 6 2162 - 0,6,6 0.00 - -
86 | OHX 2 2024 - 0,6,6 0.00 - -
86 | OHX 1 4053 - 0,6,6 0.00 - -
86 | OHX 8 221 - 0,6,6 0.00 - -
86 | OHX 5 4200 - 0,6,6 0.00 - -
86 | OHX 1 3944 - 0,6,6 0.00 - -
86 | OHX 1 3976 - 0,6,6 0.00 - -
86 | OHX 1 3941 - 0,6,6 0.00 - -
86 | OHX 6 2125 - 0,6,6 0.00 - -
86 | OHX 5 4122 - 0,6,6 0.00 - -
86 | OHX 8 220 - 0,6,6 0.00 - -
86 | OHX 1 3873 - 0,6,6 0.00 - -
86 | OHX 1 3979 - 0,6,6 0.00 - -
86 | OHX 5 4224 - 0,6,6 0.00 - -
86 | OHX 1 3872 - 0,6,6 0.00 - -
86 | OHX 1 4069 - 0,6,6 0.00 - -
86 | OHX 5 4240 - 0,6,6 0.00 - -
86 | OHX 5 4120 - 0,6,6 0.00 - -
86 | OHX sl 303 - 0,6,6 0.00 - -
86 | OHX 1 4078 - 0,6,6 0.00 - -
86 | OHX 1 4141 - 0,6,6 0.00 - -
86 | OHX 5 3924 - 0,6,6 0.00 - -
86 | OHX 6 2174 - 0,6,6 0.00 - -
86 | OHX 5 4228 - 0,6,6 0.00 - -
86 | OHX 1 4201 - 0,6,6 0.00 - -
86 | OHX 5 3991 - 0,6,6 0.00 - -
86 | OHX 1 4187 - 0,6,6 0.00 - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 15 302 - 0,6,6 0.00 - -
86 | OHX 2 2131 - 0,6,6 0.00 - -
86 | OHX 2 2053 - 0,6,6 0.00 - -
86 | OHX 1 4195 - 0,6,6 0.00 - -
86 | OHX L3 404 - 0,6,6 0.00 - -
86 | OHX 1 4045 - 0,6,6 0.00 - -
86 | OHX 2 2144 - 0,6,6 0.00 - -
86 | OHX 1 3965 - 0,6,6 0.00 - -
86 | OHX 1 3964 - 0,6,6 0.00 - -
86 | OHX 2 2153 - 0,6,6 0.00 - -
86 | OHX 7 220 - 0,6,6 0.00 - -
86 | OHX 5 3988 - 0,6,6 0.00 - -
86 | OHX 6 2132 - 0,6,6 0.00 - -
86 | OHX 5 4074 - 0,6,6 0.00 - -
86 | OHX 5 4011 - 0,6,6 0.00 - -
86 | OHX 2 2080 - 0,6,6 0.00 - -
86 | OHX 5 3903 - 0,6,6 0.00 - -
86 | OHX 5 4213 - 0,6,6 0.00 - -
86 | OHX 5 3946 - 0,6,6 0.00 - -
86 | OHX 5 4114 - 0,6,6 0.00 - -
86 | OHX 5 4232 - 0,6,6 0.00 - -
86 | OHX 7 229 - 0,6,6 0.00 - -
86 | OHX 5 4191 - 0,6,6 0.00 - -
86 | OHX 1 4132 - 0,6,6 0.00 - -
86 | OHX 5 4171 - 0,6,6 0.00 - -
86 | OHX Ch 201 - 0,6,6 0.00 - -
86 | OHX 5 4155 - 0,6,6 0.00 - -
86 | OHX 2 2180 - 0,6,6 0.00 - -
86 | OHX 5 3976 - 0,6,6 0.00 - -
86 | OHX 1 4148 - 0,6,6 0.00 - -
86 | OHX 6 2144 - 0,6,6 0.00 - -
86 | OHX 5 3959 - 0,6,6 0.00 - -
86 | OHX 6 2141 - 0,6,6 0.00 - -
86 | OHX 1 4016 - 0,6,6 0.00 - -
86 | OHX 1 3895 - 0,6,6 0.00 - -
86 | OHX 6 2182 - 0,6,6 0.00 - -
86 | OHX 2 2061 - 0,6,6 0.00 - -
86 | OHX 2 2041 - 0,6,6 0.00 - -
86 | OHX M7 205 - 0,6,6 0.00 - -
86 | OHX 7 219 - 0,6,6 0.00 - -
86 | OHX 5 3913 - 0,6,6 0.00 - -
86 | OHX 2 2174 - 0,6,6 0.00 - -
86 | OHX 5 3950 - 0,6,6 0.00 - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 2 2026 - 0,6,6 0.00 - -
86 | OHX 5 4119 - 0,6,6 0.00 - -
86 | OHX 5 4144 - 0,6,6 0.00 - -
86 | OHX 1 4112 - 0,6,6 0.00 - -
86 | OHX 1 4169 - 0,6,6 0.00 - -
86 | OHX 6 2069 - 0,6,6 0.00 - -
86 | OHX 1 4030 - 0,6,6 0.00 - -
86 | OHX 6 2161 - 0,6,6 0.00 - -
86 | OHX 1 4046 - 0,6,6 0.00 - -
86 | OHX 1 4100 - 0,6,6 0.00 - -
86 | OHX 6 2052 - 0,6,6 0.00 - -
86 | OHX 5 4006 - 0,6,6 0.00 - -
86 | OHX 6 2058 - 0,6,6 0.00 - -
86 | OHX 5 4066 - 0,6,6 0.00 - -
86 | OHX 1 4068 - 0,6,6 0.00 - -
86 | OHX L4 403 - 0,6,6 0.00 - -
86 | OHX 5 4148 - 0,6,6 0.00 - -
86 | OHX 5 3957 - 0,6,6 0.00 - -
86 | OHX 1 4032 - 0,6,6 0.00 - -
86 | OHX 5 4166 - 0,6,6 0.00 - -
86 | OHX Q2 502 - 0,6,6 0.00 - -
86 | OHX 1 4161 - 0,6,6 0.00 - -
86 | OHX 1 4058 - 0,6,6 0.00 - -
86 | OHX sl 302 - 0,6,6 0.00 - -
86 | OHX 2 2047 - 0,6,6 0.00 - -
86 | OHX 09 101 - 0,6,6 0.00 - -
86 | OHX 2 2165 - 0,6,6 0.00 - -
86 | OHX 4 232 - 0,6,6 0.00 - -
86 | OHX 2 2077 - 0,6,6 0.00 - -
86 | OHX 5 3958 - 0,6,6 0.00 - -
86 | OHX 5 4084 - 0,6,6 0.00 - -
86 | OHX 2 2034 - 0,6,6 0.00 - -
86 | OHX 2 2119 - 0,6,6 0.00 - -
86 | OHX 2 2127 - 0,6,6 0.00 - -
86 | OHX 6 2179 - 0,6,6 0.00 - -
86 | OHX 1 4124 - 0,6,6 0.00 - -
86 | OHX 5 4048 - 0,6,6 0.00 - -
86 | OHX 2 2030 - 0,6,6 0.00 - -
86 | OHX 4 233 - 0,6,6 0.00 - -
86 | OHX 6 2146 - 0,6,6 0.00 - -
86 | OHX 5 4205 - 0,6,6 0.00 - -
86 | OHX 1 4125 - 0,6,6 0.00 - -
86 | OHX 1 3984 - 0,6,6 0.00 - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 2 2031 - 0,6,6 0.00 - -
86 | OHX 6 2093 - 0,6,6 0.00 - -
86 | OHX 5 4039 - 0,6,6 0.00 - -
86 | OHX 5 4090 - 0,6,6 0.00 - -
86 | OHX M8 202 - 0,6,6 0.00 - -
86 | OHX 1 3985 - 0,6,6 0.00 - -
86 | OHX 6 2169 - 0,6,6 0.00 - -
86 | OHX 5 3919 - 0,6,6 0.00 - -
86 | OHX 5 4179 - 0,6,6 0.00 - -
86 | OHX 2 2176 - 0,6,6 0.00 - -
86 | OHX 1 3916 - 0,6,6 0.00 - -
86 | OHX 1 4000 | 86 0,6,6 0.00 - -
86 | OHX 6 2112 - 0,6,6 0.00 - -
86 | OHX 5 3935 - 0,6,6 0.00 - -
86 | OHX ml 203 - 0,6,6 0.00 - -
86 | OHX 1 4131 - 0,6,6 0.00 - -
86 | OHX 1 4179 - 0,6,6 0.00 - -
86 | OHX 5 4101 - 0,6,6 0.00 - -
86 | OHX m9 201 - 0,6,6 0.00 - -
86 | OHX 4 229 - 0,6,6 0.00 - -
86 | OHX 1 4202 - 0,6,6 0.00 - -
86 | OHX 1 4023 - 0,6,6 0.00 - -
86 | OHX 1 4063 - 0,6,6 0.00 - -
86 | OHX 1 3885 - 0,6,6 0.00 - -
86 | OHX 5 3944 | 86 0,6,6 0.00 - -
86 | OHX 5 3936 - 0,6,6 0.00 - -
86 | OHX 6 2050 - 0,6,6 0.00 - -
86 | OHX 1 4153 - 0,6,6 0.00 - -
86 | OHX 1 3935 - 0,6,6 0.00 - -
86 | OHX 1 3973 - 0,6,6 0.00 - -
86 | OHX 1 4096 - 0,6,6 0.00 - -
86 | OHX 5 4086 - 0,6,6 0.00 - -
86 | OHX 2 2160 - 0,6,6 0.00 - -
86 | OHX C1 201 - 0,6,6 0.00 - -
86 | OHX 6 2192 - 0,6,6 0.00 - -
86 | OHX 5 4151 - 0,6,6 0.00 - -
86 | OHX 1 4059 - 0,6,6 0.00 - -
86 | OHX 5 3989 - 0,6,6 0.00 - -
86 | OHX 6 2107 - 0,6,6 0.00 - -
86 | OHX 5 4027 - 0,6,6 0.00 - -
86 | OHX 1 4099 - 0,6,6 0.00 - -
86 | OHX M7 204 - 0,6,6 0.00 - -
86 | OHX 6 2176 - 0,6,6 0.00 - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 5 3996 - 0,6,6 0.00 - -
86 | OHX 1 3926 - 0,6,6 0.00 - -
86 | OHX 03 202 - 0,6,6 0.00 - -
86 | OHX 2 2133 - 0,6,6 0.00 - -
86 | OHX 2 2167 - 0,6,6 0.00 - -
86 | OHX 1 4130 - 0,6,6 0.00 - -
86 | OHX 2 2070 - 0,6,6 0.00 - -
86 | OHX 5 4116 - 0,6,6 0.00 - -
86 | OHX 5 4147 - 0,6,6 0.00 - -
86 | OHX 5 4034 - 0,6,6 0.00 - -
86 | OHX 1 3993 - 0,6,6 0.00 - -
86 | OHX 2 2111 - 0,6,6 0.00 - -
86 | OHX 5 4085 - 0,6,6 0.00 - -
86 | OHX 5 3984 - 0,6,6 0.00 - -
86 | OHX 6 2187 - 0,6,6 0.00 - -
86 | OHX 1 4163 - 0,6,6 0.00 - -
86 | OHX 03 202 - 0,6,6 0.00 - -
86 | OHX 2 2108 - 0,6,6 0.00 - -
86 | OHX 4 235 - 0,6,6 0.00 - -
86 | OHX 1 4085 - 0,6,6 0.00 - -
86 | OHX 7 225 - 0,6,6 0.00 - -
86 | OHX 2 2159 - 0,6,6 0.00 - -
86 | OHX 6 2051 - 0,6,6 0.00 - -
86 | OHX 1 3901 - 0,6,6 0.00 - -
86 | OHX 1 4029 - 0,6,6 0.00 - -
86 | OHX 1 4143 - 0,6,6 0.00 - -
86 | OHX 5 3947 - 0,6,6 0.00 - -
86 | OHX 1 4128 - 0,6,6 0.00 - -
86 | OHX 1 4019 - 0,6,6 0.00 - -
86 | OHX 3 218 - 0,6,6 0.00 - -
86 | OHX 8 229 - 0,6,6 0.00 - -
86 | OHX 5 4170 - 0,6,6 0.00 - -
86 | OHX 1 4159 - 0,6,6 0.00 - -
86 | OHX 8 224 - 0,6,6 0.00 - -
86 | OHX 5 4203 - 0,6,6 0.00 - -
86 | OHX 6 2188 - 0,6,6 0.00 - -
86 | OHX 2 2150 - 0,6,6 0.00 - -
86 | OHX 5 4251 - 0,6,6 0.00 - -
86 | OHX 2 2164 - 0,6,6 0.00 - -
86 | OHX 6 2068 - 0,6,6 0.00 - -
86 | OHX 6 2145 - 0,6,6 0.00 - -
86 | OHX 5 4227 - 0,6,6 0.00 - -
86 | OHX 2 2032 | 86 0,6,6 0.00 - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 1 3994 - 0,6,6 0.00 - -
86 | OHX 5 3993 - 0,6,6 0.00 - -
86 | OHX 5 4050 - 0,6,6 0.00 - -
86 | OHX 5 3970 - 0,6,6 0.00 - -
86 | OHX 1 4206 - 0,6,6 0.00 - -
86 | OHX 1 3925 - 0,6,6 0.00 - -
86 | OHX 1 4071 - 0,6,6 0.00 - -
86 | OHX 1 3905 - 0,6,6 0.00 - -
86 | OHX 6 2090 - 0,6,6 0.00 - -
86 | OHX 2 2130 - 0,6,6 0.00 - -
86 | OHX 1 3894 - 0,6,6 0.00 - -
86 | OHX 2 2078 - 0,6,6 0.00 - -
86 | OHX 5 4106 - 0,6,6 0.00 - -
86 | OHX 2 2044 - 0,6,6 0.00 - -
86 | OHX 1 3998 - 0,6,6 0.00 - -
86 | OHX 5 4060 - 0,6,6 0.00 - -
86 | OHX 2 2145 - 0,6,6 0.00 - -
86 | OHX 6 2124 - 0,6,6 0.00 - -
86 | OHX 5 3987 - 0,6,6 0.00 - -
86 | OHX 5 4059 - 0,6,6 0.00 - -
86 | OHX 1 3886 - 0,6,6 0.00 - -
86 | OHX 5 3902 - 0,6,6 0.00 - -
86 | OHX 2 2025 - 0,6,6 0.00 - -
86 | OHX 1 3996 - 0,6,6 0.00 - -
86 | OHX 1 3922 - 0,6,6 0.00 - -
86 | OHX 5 4167 - 0,6,6 0.00 - -
86 | OHX M9 202 - 0,6,6 0.00 - -
86 | OHX 5 4067 - 0,6,6 0.00 - -
86 | OHX 5 3960 - 0,6,6 0.00 - -
86 | OHX 5 3909 - 0,6,6 0.00 - -
86 | OHX 1 4127 - 0,6,6 0.00 - -
86 | OHX 1 4042 - 0,6,6 0.00 - -
86 | OHX 1 4122 - 0,6,6 0.00 - -
86 | OHX 2 2120 - 0,6,6 0.00 - -
86 | OHX 8 230 - 0,6,6 0.00 - -
86 | OHX 1 3865 - 0,6,6 0.00 - -
86 | OHX 1 4048 - 0,6,6 0.00 - -
86 | OHX 5 3980 - 0,6,6 0.00 - -
86 | OHX 1 3980 - 0,6,6 0.00 - -
86 | OHX 6 2149 - 0,6,6 0.00 - -
86 | OHX 2 2055 - 0,6,6 0.00 - -
86 | OHX 1 4044 - 0,6,6 0.00 - -
86 | OHX 5 4072 - 0,6,6 0.00 - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 5 3978 - 0,6,6 0.00 - -
86 | OHX 1 4007 - 0,6,6 0.00 - -
86 | OHX C3 201 - 0,6,6 0.00 - -
86 | OHX 2 2175 - 0,6,6 0.00 - -
86 | OHX 5 3940 - 0,6,6 0.00 - -
86 | OHX 6 2055 - 0,6,6 0.00 - -
86 | OHX 1 3890 - 0,6,6 0.00 - -
86 | OHX 5 4056 - 0,6,6 0.00 - -
86 | OHX 1 4025 - 0,6,6 0.00 - -
86 | OHX 6 2119 - 0,6,6 0.00 - -
86 | OHX 2 2128 - 0,6,6 0.00 - -
86 | OHX 6 2060 - 0,6,6 0.00 - -
86 | OHX 1 4008 - 0,6,6 0.00 - -
86 | OHX 5 4053 - 0,6,6 0.00 - -
86 | OHX 2 2095 - 0,6,6 0.00 - -
86 | OHX 5 4190 - 0,6,6 0.00 - -
86 | OHX 5 4129 - 0,6,6 0.00 - -
86 | OHX 5 3995 - 0,6,6 0.00 - -
86 | OHX 1 3907 - 0,6,6 0.00 - -
86 | OHX 1 3913 - 0,6,6 0.00 - -
86 | OHX 5 3949 - 0,6,6 0.00 - -
86 | OHX 1 3967 - 0,6,6 0.00 - -
86 | OHX 2 2098 - 0,6,6 0.00 - -
86 | OHX 8 227 - 0,6,6 0.00 - -
86 | OHX 5 4225 - 0,6,6 0.00 - -
86 | OHX 5 4026 - 0,6,6 0.00 - -
86 | OHX 1 3864 - 0,6,6 0.00 - -
86 | OHX 1 3933 - 0,6,6 0.00 - -
86 | OHX 2 2110 - 0,6,6 0.00 - -
86 | OHX 1 3879 - 0,6,6 0.00 - -
86 | OHX 5 3997 - 0,6,6 0.00 - -
86 | OHX 4 228 - 0,6,6 0.00 - -
86 | OHX 1 3910 - 0,6,6 0.00 - -
86 | OHX 1 4138 - 0,6,6 0.00 - -
86 | OHX 5 4215 - 0,6,6 0.00 - -
86 | OHX ch 201 - 0,6,6 0.00 - -
86 | OHX 1 4056 - 0,6,6 0.00 - -
86 | OHX 1 3949 - 0,6,6 0.00 - -
86 | OHX 6 2208 - 0,6,6 0.00 - -
86 | OHX 1 4101 - 0,6,6 0.00 - -
86 | OHX 6 2117 - 0,6,6 0.00 - -
86 | OHX 5 4118 - 0,6,6 0.00 - -
86 | OHX 1 3945 - 0,6,6 0.00 - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 5 3966 - 0,6,6 0.00 - -
86 | OHX 6 2153 - 0,6,6 0.00 - -
86 | OHX 6 2207 - 0,6,6 0.00 - -
86 | OHX 1 4054 - 0,6,6 0.00 - -
86 | OHX 1 4060 - 0,6,6 0.00 - -
86 | OHX 7 222 - 0,6,6 0.00 - -
86 | OHX 5 4136 - 0,6,6 0.00 - -
86 | OHX 4 237 - 0,6,6 0.00 - -
86 | OHX 1 3978 - 0,6,6 0.00 - -
86 | OHX 1 4080 - 0,6,6 0.00 - -
86 | OHX 1 4002 - 0,6,6 0.00 - -
86 | OHX 1 3878 - 0,6,6 0.00 - -
86 | OHX 2 2148 - 0,6,6 0.00 - -
86 | OHX 5 4091 - 0,6,6 0.00 - -
86 | OHX 5 3986 - 0,6,6 0.00 - -
86 | OHX 2 2169 - 0,6,6 0.00 - -
86 | OHX 1 4075 - 0,6,6 0.00 - -
86 | OHX 6 2070 - 0,6,6 0.00 - -
86 | OHX 1 4114 - 0,6,6 0.00 - -
86 | OHX 1 4012 - 0,6,6 0.00 - -
86 | OHX M5 304 - 0,6,6 0.00 - -
86 | OHX 1 4144 - 0,6,6 0.00 - -
86 | OHX 1 3969 - 0,6,6 0.00 - -
86 | OHX N9 102 - 0,6,6 0.00 - -
86 | OHX 6 2075 - 0,6,6 0.00 - -
86 | OHX 2 2114 - 0,6,6 0.00 - -
86 | OHX 1 3863 - 0,6,6 0.00 - -
86 | OHX d9 102 - 0,6,6 0.00 - -
86 | OHX n3 202 - 0,6,6 0.00 - -
86 | OHX 2 2037 - 0,6,6 0.00 - -
86 | OHX 1 4194 - 0,6,6 0.00 - -
86 | OHX 5 3948 - 0,6,6 0.00 - -
86 | OHX 5 4024 - 0,6,6 0.00 - -
86 | OHX 2 2179 - 0,6,6 0.00 - -
86 | OHX 5 4111 - 0,6,6 0.00 - -
86 | OHX 6 2173 - 0,6,6 0.00 - -
86 | OHX 5 4045 - 0,6,6 0.00 - -
86 | OHX 1 3961 - 0,6,6 0.00 - -
86 | OHX 2 2161 - 0,6,6 0.00 - -
86 | OHX 1 3934 - 0,6,6 0.00 - -
86 | OHX 1 3891 - 0,6,6 0.00 - -
86 | OHX 5 4204 - 0,6,6 0.00 - -
86 | OHX mbd 305 - 0,6,6 0.00 - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 6 2114 - 0,6,6 0.00 - -
86 | OHX 6 2065 - 0,6,6 0.00 - -
86 | OHX 1 3989 - 0,6,6 0.00 - -
86 | OHX m0 302 - 0,6,6 0.00 - -
86 | OHX o7 104 - 0,6,6 0.00 - -
86 | OHX 1 4051 - 0,6,6 0.00 - -
86 | OHX s8 303 - 0,6,6 0.00 - -
86 | OHX 6 2143 - 0,6,6 0.00 - -
86 | OHX 5 3933 - 0,6,6 0.00 - -
86 | OHX 7 226 - 0,6,6 0.00 - -
86 | OHX 2 2043 - 0,6,6 0.00 - -
86 | OHX 7 228 - 0,6,6 0.00 - -
86 | OHX 6 2175 - 0,6,6 0.00 - -
86 | OHX 2 2067 - 0,6,6 0.00 - -
86 | OHX 1 4208 - 0,6,6 0.00 - -
86 | OHX 2 2170 - 0,6,6 0.00 - -
86 | OHX 2 2163 - 0,6,6 0.00 - -
86 | OHX 2 2162 - 0,6,6 0.00 - -
86 | OHX 5 4217 - 0,6,6 0.00 - -
86 | OHX 1 3947 - 0,6,6 0.00 - -
86 | OHX 2 2137 - 0,6,6 0.00 - -
86 | OHX 5 4250 - 0,6,6 0.00 - -
86 | OHX 1 4109 - 0,6,6 0.00 - -
86 | OHX 5 4087 - 0,6,6 0.00 - -
86 | OHX 5 4064 - 0,6,6 0.00 - -
86 | OHX 5 3979 - 0,6,6 0.00 - -
86 | OHX 2 2064 - 0,6,6 0.00 - -
86 | OHX 5 4097 - 0,6,6 0.00 - -
86 | OHX 5 4007 - 0,6,6 0.00 - -
86 | OHX 5 3985 - 0,6,6 0.00 - -
86 | OHX 6 2166 - 0,6,6 0.00 - -
86 | OHX 3 222 - 0,6,6 0.00 - -
86 | OHX 5 4226 - 0,6,6 0.00 - -
86 | OHX 6 2163 - 0,6,6 0.00 - -
86 | OHX 1 4196 - 0,6,6 0.00 - -
86 | OHX 5 3992 - 0,6,6 0.00 - -
86 | OHX 5 4139 - 0,6,6 0.00 - -
86 | OHX 2 2029 - 0,6,6 0.00 - -
86 | OHX 2 2109 - 0,6,6 0.00 - -
86 | OHX 2 2081 - 0,6,6 0.00 - -
86 | OHX 6 2067 - 0,6,6 0.00 - -
86 | OHX 5 4025 - 0,6,6 0.00 - -
86 | OHX 2 2139 - 0,6,6 0.00 - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 1 4119 - 0,6,6 0.00 - -
86 | OHX 6 2131 - 0,6,6 0.00 - -
86 | OHX 6 2171 - 0,6,6 0.00 - -
86 | OHX 5 4164 - 0,6,6 0.00 - -
86 | OHX 6 2110 - 0,6,6 0.00 - -
86 | OHX 1 4189 - 0,6,6 0.00 - -
86 | OHX 2 2076 - 0,6,6 0.00 - -
86 | OHX 2 2101 - 0,6,6 0.00 - -
86 | OHX 5 4044 - 0,6,6 0.00 - -
86 | OHX 5 4146 - 0,6,6 0.00 - -
86 | OHX 1 3923 - 0,6,6 0.00 - -
86 | OHX 5 4192 - 0,6,6 0.00 - -
86 | OHX 2 2059 - 0,6,6 0.00 - -
86 | OHX 1 4033 - 0,6,6 0.00 - -
86 | OHX 6 2101 - 0,6,6 0.00 - -
86 | OHX 8 231 - 0,6,6 0.00 - -
86 | OHX 5 3906 - 0,6,6 0.00 - -
86 | OHX 1 4014 - 0,6,6 0.00 - -
86 | OHX 1 3971 - 0,6,6 0.00 - -
86 | OHX 5 3990 - 0,6,6 0.00 - -
86 | OHX 3 220 - 0,6,6 0.00 - -
86 | OHX 6 2081 - 0,6,6 0.00 - -
86 | OHX 6 2094 - 0,6,6 0.00 - -
86 | OHX 5 4113 - 0,6,6 0.00 - -
86 | OHX 6 2172 - 0,6,6 0.00 - -
86 | OHX 5 4160 - 0,6,6 0.00 - -
86 | OHX q2 502 - 0,6,6 0.00 - -
86 | OHX 1 4034 - 0,6,6 0.00 - -
86 | OHX 1 4155 - 0,6,6 0.00 - -
86 | OHX 1 3936 - 0,6,6 0.00 - -
86 | OHX 1 4149 - 0,6,6 0.00 - -
86 | OHX 1 3982 - 0,6,6 0.00 - -
86 | OHX 1 3899 - 0,6,6 0.00 - -
86 | OHX 5 4127 - 0,6,6 0.00 - -
86 | OHX 2 2129 - 0,6,6 0.00 - -
86 | OHX 1 3927 - 0,6,6 0.00 - -
86 | OHX 5 4115 - 0,6,6 0.00 - -
86 | OHX MO 303 - 0,6,6 0.00 - -
86 | OHX 6 2185 - 0,6,6 0.00 - -
86 | OHX 5 3962 - 0,6,6 0.00 - -
86 | OHX 1 4093 - 0,6,6 0.00 - -
86 | OHX 5 4175 - 0,6,6 0.00 - -
86 | OHX 2 2085 - 0,6,6 0.00 - -
gPDB
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 1 4205 - 0,6,6 0.00 - -
86 | OHX 1 4061 - 0,6,6 0.00 - -
86 | OHX 1 3963 - 0,6,6 0.00 - -
86 | OHX 5 4237 - 0,6,6 0.00 - -
86 | OHX 4 236 - 0,6,6 0.00 - -
86 | OHX 1 4133 - 0,6,6 0.00 - -
86 | OHX 1 4011 - 0,6,6 0.00 - -
86 | OHX 5 4108 - 0,6,6 0.00 - -
86 | OHX 1 3939 - 0,6,6 0.00 - -
86 | OHX 6 2183 - 0,6,6 0.00 - -
86 | OHX 5 3908 - 0,6,6 0.00 - -
86 | OHX 19 202 - 0,6,6 0.00 - -
86 | OHX 5 3999 - 0,6,6 0.00 - -
86 | OHX 1 4021 - 0,6,6 0.00 - -
86 | OHX 5 3930 - 0,6,6 0.00 - -
86 | OHX 5 3981 - 0,6,6 0.00 - -
86 | OHX 2 2093 - 0,6,6 0.00 - -
86 | OHX 1 4113 - 0,6,6 0.00 - -
86 | OHX 1 3877 - 0,6,6 0.00 - -
86 | OHX 2 2178 - 0,6,6 0.00 - -
86 | OHX 1 3957 - 0,6,6 0.00 - -
86 | OHX 1 4203 - 0,6,6 0.00 - -
86 | OHX 1 4174 - 0,6,6 0.00 - -
86 | OHX 2 2069 - 0,6,6 0.00 - -
86 | OHX 2 2141 - 0,6,6 0.00 - -
86 | OHX 6 2100 - 0,6,6 0.00 - -
86 | OHX 5 4134 - 0,6,6 0.00 - -
86 | OHX 2 2075 - 0,6,6 0.00 - -
86 | OHX 1 3867 - 0,6,6 0.00 - -
86 | OHX 5 4209 - 0,6,6 0.00 - -
86 | OHX 6 2199 - 0,6,6 0.00 - -
86 | OHX 5 4005 - 0,6,6 0.00 - -
86 | OHX 1 4026 - 0,6,6 0.00 - -
86 | OHX 5 4230 - 0,6,6 0.00 - -
86 | OHX 5 4081 - 0,6,6 0.00 - -
86 | OHX 1 4015 - 0,6,6 0.00 - -
86 | OHX 1 4136 - 0,6,6 0.00 - -
86 | OHX 1 3950 - 0,6,6 0.00 - -
86 | OHX 5 4206 - 0,6,6 0.00 - -
86 | OHX 5 3910 - 0,6,6 0.00 - -
86 | OHX 5 4040 - 0,6,6 0.00 - -
86 | OHX 1 4146 - 0,6,6 0.00 - -
86 | OHX 6 2151 - 0,6,6 0.00 - -
gPDB
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 2 2104 - 0,6,6 0.00 - -
86 | OHX 6 2164 - 0,6,6 0.00 - -
86 | OHX 5 4162 - 0,6,6 0.00 - -
86 | OHX 5 3931 - 0,6,6 0.00 - -
86 | OHX 5 4181 - 0,6,6 0.00 - -
86 | OHX 1 4111 - 0,6,6 0.00 - -
86 | OHX 5 4182 - 0,6,6 0.00 - -
86 | OHX 2 2046 - 0,6,6 0.00 - -
86 | OHX 6 2170 - 0,6,6 0.00 - -
86 | OHX 5 4065 - 0,6,6 0.00 - -
86 | OHX 5 4177 - 0,6,6 0.00 - -
86 | OHX 5 3964 - 0,6,6 0.00 - -
86 | OHX 5 3921 - 0,6,6 0.00 - -
86 | OHX 6 2111 - 0,6,6 0.00 - -
86 | OHX 5 4015 - 0,6,6 0.00 - -
86 | OHX 1 4070 - 0,6,6 0.00 - -
86 | OHX 5 3904 - 0,6,6 0.00 - -
86 | OHX 1 3968 - 0,6,6 0.00 - -
86 | OHX 1 4009 - 0,6,6 0.00 - -
86 | OHX 4 238 - 0,6,6 0.00 - -
86 | OHX 1 3931 - 0,6,6 0.00 - -
86 | OHX 5 4032 - 0,6,6 0.00 - -
86 | OHX 7 224 - 0,6,6 0.00 - -
86 | OHX 5 4077 - 0,6,6 0.00 - -
86 | OHX n9 102 - 0,6,6 0.00 - -
86 | OHX 6 2126 - 0,6,6 0.00 - -
86 | OHX 1 3874 - 0,6,6 0.00 - -
86 | OHX 5 4117 - 0,6,6 0.00 - -
86 | OHX 1 4168 | 86 0,6,6 0.00 - -
86 | OHX 1 3882 - 0,6,6 0.00 - -
86 | OHX 15 304 - 0,6,6 0.00 - -
86 | OHX 5 3945 - 0,6,6 0.00 - -
86 | OHX 2 2089 - 0,6,6 0.00 - -
86 | OHX 2 2115 - 0,6,6 0.00 - -
86 | OHX 1 4204 - 0,6,6 0.00 - -
86 | OHX 5 4078 - 0,6,6 0.00 - -
86 | OHX 2 2082 - 0,6,6 0.00 - -
86 | OHX 5 3977 - 0,6,6 0.00 - -
86 | OHX 5 4188 - 0,6,6 0.00 - -
86 | OHX 6 2108 - 0,6,6 0.00 - -
86 | OHX 6 2098 - 0,6,6 0.00 - -
86 | OHX 6 2102 - 0,6,6 0.00 - -
86 | OHX 5 4112 - 0,6,6 0.00 - -
gPDB
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 5 4019 - 0,6,6 0.00 - -
86 | OHX 1 3920 - 0,6,6 0.00 - -
86 | OHX 2 2107 - 0,6,6 0.00 - -
86 | OHX 1 4057 - 0,6,6 0.00 - -
86 | OHX 6 2091 - 0,6,6 0.00 - -
86 | OHX 5 4125 - 0,6,6 0.00 - -
86 | OHX 2 2152 - 0,6,6 0.00 - -
86 | OHX 1 3881 - 0,6,6 0.00 - -
86 | OHX 5 4098 - 0,6,6 0.00 - -
86 | OHX 1 3884 - 0,6,6 0.00 - -
86 | OHX 6 2184 - 0,6,6 0.00 - -
86 | OHX 5 3941 - 0,6,6 0.00 - -
86 | OHX 5 4107 - 0,6,6 0.00 - -
86 | OHX 1 4185 - 0,6,6 0.00 - -
86 | OHX 5 3975 - 0,6,6 0.00 - -
86 | OHX 4 234 - 0,6,6 0.00 - -
86 | OHX 2 2068 - 0,6,6 0.00 - -
86 | OHX 3 221 - 0,6,6 0.00 - -
86 | OHX 6 2115 - 0,6,6 0.00 - -
86 | OHX 1 3889 - 0,6,6 0.00 - -
86 | OHX 6 2073 - 0,6,6 0.00 - -
86 | OHX 5 4208 - 0,6,6 0.00 - -
86 | OHX 5 4083 - 0,6,6 0.00 - -
86 | OHX 2 2100 - 0,6,6 0.00 - -
86 | OHX 5 4038 - 0,6,6 0.00 - -
86 | OHX 5 4069 - 0,6,6 0.00 - -
86 | OHX 1 4188 - 0,6,6 0.00 - -
86 | OHX 5 3961 - 0,6,6 0.00 - -
86 | OHX 5 3916 - 0,6,6 0.00 - -
86 | OHX 5 4195 - 0,6,6 0.00 - -
86 | OHX 1 4036 - 0,6,6 0.00 - -

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.
’-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
88 3J2 5 4254 - - 0/2/65/65 | 0/5/5/5
88 3J2 1 4209 - - 0/2/65/65 | 0/5/5/5

The worst 5 of 12 bond length outliers are listed below:
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
88 1 4209 | 3J2 C4-C13 | 4.52 1.47 1.40
88 1 4209 | 3J2 C3-C1 4.40 1.57 1.51
88 5 4254 | 3J2 C4-C3 | -4.14 1.34 1.39
88 5 4254 | 3J2 C4-C13 | 3.57 1.46 1.40
88 > 4254 | 3J2 | C14-C13 | -3.05 1.34 1.39

The worst 5 of 14 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
88 1 4209 | 3J2 06-C5-C6 | -5.77 97.42 109.61
88 1 4209 | 3J2 | 02-C11-C12 | 5.14 123.51 117.72
88 5 4254 | 3J2 C18-C8-C9 | -4.85 99.90 108.96
88 1 4209 | 3J2 01-C3-C1 | -4.21 107.25 112.52
88 5 4254 | 3J2 06-C5>-C6 | -4.13 100.89 109.61

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

No monomer is involved in short contacts.

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.
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Ligand 3J2 1 4209

Bond lengths Bond angles

Torsions Rings
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Ligand 3J2 5 4254

Bond lengths Bond angles

Torsions Rings

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


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

6.1 Protein, DNA and RNA chains (i)

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

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

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

6.3 Carbohydrates (i)

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

6.4 Ligands (i)

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

6.5 Other polymers (i)

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


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