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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 wuser guide is available at
http://wwpdb.org/validation /2016 /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 : 1.7 (RC4), CSD as536be (2015)

Xtriage (Phenix) : 1.9-1692
EDS : FAILED
Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) :  trunk26865
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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 3.30 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
Clashscore IR I N 18
Ramachandran outliers 0 N 6.3%
Sidechain outliers N 20.2%
RNA backbone IS | W 0.43
Worse Better

0 Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 102246 1058 (3.38-3.22)
Ramachandran outliers 100387 1038 (3.38-3.22)
Sidechain outliers 100360 1037 (3.38-3.22)
RNA backbone 2183 1005 (3.82-2.78)

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. 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%
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density. The numeric value is given above the bar.

Note EDS failed to run properly.

Mol | Chain | Length Quality of chain
1 2 1800 29% 46% 19% S
1 6 1800 30% 45% 21% -
2 S0 251 21% 45% 6% . 18%
2 sO 251 63% 17% . 18%
3 S1 254 17% 48% 7% e 6%
3 sl 254 66% 18% . 15%

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

Mol | Chain | Length Quality of chain
4 S2 253 28% 42% 15% 14%
4 s2 253 62% 23% 14%
5 S3 239 29% 49% 4% - 7%
5 s3 239 71% 21% P
6 S4 260 27% 56% 15%
6 s4 260 80% 18%
7 S5 224 23% 55% 12% . 8%
7 sD 224 72% 19% T
8 S6 236 36% 47% 12%
8 s6 236 74% 17% %
9 S7 189 29% 49% 17%
9 s7 189 72% 24% o
10 S8 200 23% 56% 14% . 6%
10 s8 200 7% 17% . 6%
11 S9 196 24% 50% 18% - 6%
11 s9 196 69% 23% 6%
12 Co 105 21% 56% 18% .+ 9%
12 c0 105 68% 20% BT
13 C1 155 30% 56% 13%
13 cl 155 75% 18% 6%
14 C2 142 27% 42% 15% 13%
14 c2 142 64% 22% 13%
15 C3 150 32% 51% 15%
15 c3 150 70% 20% .
16 C4 136 28% 48% 14% . 7%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
16 c4 136 67% 26% 6%
17 Ch 141 23% 51% 12% 12%
17 ) 141 76% 17%
18 C6 142 27% 49% 23%
18 c6 142 74% 25% .
19 c7 136 27% 43% 15% 12%
19 c’ 136 68% 16% 14%
20 C8 145 26% 57% 16%
20 c8 145 75% 22% o
21 C9 143 25% 62% 13%
21 c9 143 81% 17%
22 DO 120 18% 55% 17% 1%
22 do 120 60% 31% %
23 D1 87 26% 49% 22%
23 dl 87 69% 30% .
24 D2 129 31% 57% 1%
24 d2 129 88% 10%
25 D3 144 31% 53% 14%
25 d3 144 77% 23%
26 D4 134 31% 56% 13%
26 d4 134 78% 21%
27 D5 107 1% 34% 19% 35%
27 d5 107 54% 10% 36%
28 D6 97 21% 47% 26% 6%
28 d6 97 71% 26% o
Continued on next page...
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Continued from previous page...

Mol | Chain | Length Quality of chain
29 D7 81 37% 51% e -
29 d7 81 85% 14% .
30 D8 66 29% 47% 18% - 5%
30 d8 66 73% 21% %
31 D9 55 27% 55% BT 7S
31 d9 55 67% 25% T
32 EO 60 45% 45% % .
33 E1 76 e 47% 24% 7% 7%
33 el 76 57% 38% o
34 SR 318 37% 55% Te%
34 sR 318 85% 15%
35 SM 273 28% 21% 10% 42%
35 sM 273 29% 9% 62%
36 1 3396 26% 40% 22% . 7%
36 > 3396 27% 39% 22% . 7%
37 3 121 38% 45% T S—
37 7 121 29% 45% B T
38 4 158 29% 45% 22%
38 8 158 28% 50% 20%
39 L2 253 26% 58% BV T
39 12 253 7% 22% .
40 L3 386 35% 49% BT -
40 13 386 78% 20% .
41 L4 361 32% 51% TS
41 14 361 76% 23% .

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

Mol | Chain | Length Quality of chain
42 L5 296 33% 51% BT 7 a—
42 15 296 78% 19% -
43 L6 175 35% 45% Te% 1%
43 16 175 75% 4% . 10%
44 L7 243 35% 47% B T T
44 17 243 77% 1% . 8%
45 L8 255 32% 44% 15% 9%
45 18 255 71% 19% T
46 L9 191 24% 61% BT -
46 19 191 74% 25% .
47 MO 220 24% 59% BT
47 m0 220 75% 20% o
48 M1 173 26% 49% 19%
48 ml 173 71% 25% .
49 M3 198 34% 52% 2% .
49 m3 198 76% 21% L
50 M4 137 31% 55% BT
50 m4 137 82% 18%
51 M5 203 32% 55% e
51 mb 203 80% 20%
52 M6 198 38% 48% e
52 m6 198 78% 20% s
53 M7 183 40% 47% 13%
53 m7 183 70% 15% 15%
54 M8 185 35% 57% T

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

Mol | Chain | Length Quality of chain
o4 m8 185 79% 19% .
55 M9 188 35% 53% EEET7a
95 m9 188 84% 16%
56 NO 172 33% 53% T S—
56 n0 172 78% 22%
57 N1 159 33% 52% BT
57 nl 159 77% 20% o
58 N2 120 28% 46% 10% 17%
58 n2 120 63% 18% T 7
59 N3 136 38% 48% e
59 n3 136 88% 12%
60 N4 155 32% 27% 37%
60 n4 155 70% 5% . 1%%
61 N5 141 35% 38% 13% 14%
61 nb 141 63% 22% BT
62 N6 126 33% 48% 18%
62 n6 126 79% 21%
63 N7 135 27% 53% T
63 n7 135 76% 23% .
64 N8 148 37% 48% BT
64 n8 148 79% 20% .
65 N9 58 36% 52% T 7
65 n9 58 72% 26% =
66 00 104 22% 59% BT T
66 o0 104 79% 17% .

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

Mol | Chain | Length Quality of chain
67 o1 112 30% 53% BT 7
67 ol 112 68% 27% e
68 02 129 29% 5% T e% -
68 02 129 76% 20% e
69 03 106 44% 45% % -
69 03 106 80% 17% .
70 04 119 29% 51% T a% - 6%
70 o4 119 72% 22% “6%
71 05 119 29% 59% T 7
71 05 119 78% 21% .
72 06 99 39% 42% BT A
72 06 99 70% 30%
73 o7 87 39% 46% e .
73 o7 87 84% 18% .
74 08 7 BT 7S 65% e
74 08 7 75% 23% .
75 09 50 34% 54% T
75 09 50 84% 16%
76 QO 52 42% 42% BT
76 q0 52 69% 29% B
7 Q1 25 32% 48% A
7 ql 25 64% 32% o
78 Q2 105 35% 49% BT -
78 q2 105 82% 7% .
79 Q3 91 34% 54% EEET7a

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

Mol | Chain | Length Quality of chain
79 q3 91 79% 20%
80 e0 62 71% 27%
81 m?2 160 6%
82 p0 311 38% 8% 54%
83 pl 47 100%
84 p2 46 100%

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

ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
86 | OHX 1 3959 - - X -
86 | OHX 1 3961 - - X -
86 | OHX 1 3972 - - X -
86 | OHX 1 4004 - - X -
86 | OHX 1 4032 - - X -
86 | OHX 1 4045 - - X -
86 | OHX 1 4056 - - X -
86 | OHX 1 4057 - - X -
86 | OHX 1 4132 - - X -
86 | OHX 1 4140 - - X -
86 | OHX 1 4156 - - X -
86 | OHX 1 4163 - - X -
86 | OHX 1 4172 - - X -
86 | OHX 1 4180 - - X -
86 | OHX 1 4197 - - X -
86 | OHX 2 2031 - - X -
86 | OHX 2 2044 - - X -
86 | OHX 2 2090 - - X -
86 | OHX 2 2099 - - X -
86 | OHX 2 2131 - - X -
86 | OHX 2 2146 - - X -
86 | OHX 5 3936 - - X -
86 | OHX 5 3955 - - X -
86 | OHX 5 3966 - - X -
86 | OHX 5 3971 - - X -
86 | OHX 5 3995 - - X -
86 | OHX 5 3996 - - X -

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
86 | OHX 5 4005 - - X -
86 | OHX 5 4015 - - X -
86 | OHX 5 4060 - - X -
86 | OHX 5 4084 - - X -
86 | OHX 5 4096 - - X -
86 | OHX 5 4137 - - X -
86 | OHX 5 4193 - - X -
86 | OHX 5 4195 - - X -
86 | OHX 5 4211 - - X -
86 | OHX 5 4228 - - X -
86 | OHX 5 4236 - - X -
86 | OHX 6 2058 - - X -
86 | OHX 6 2118 - - X -
86 | OHX 6 2124 - - X -
86 | OHX 6 2145 - - X -
86 | OHX 6 2170 - - X -
86 | OHX 6 2182 - - X -
86 | OHX 6 2189 - - X -
86 | OHX 8 218 - - X -
86 | OHX 8 226 - - X -
86 | OHX O1 201 - - X -
86 | OHX Q2 502 - - X -
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2  Entry composition (i)

There are 88 unique types of molecules in this entry. The entry contains 411183 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.


http://wwpdb.org/validation/2016/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 ?Zgzl 933 22]9 2((?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
oo | w [ TONTET 0 |
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)tlazll 7(7]5 ZZIO 2(36 g 0 0 0
131 146 ?1)2%1 727 21;]1 1(37 g 0 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
C1 147 ALA GLY conflict UNP P0CX47
cl 147 ALA GLY conflict UNP P0OCX47

e Molecule 14 is a protein called 40S ribosomal protein S12.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S

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

14 c2 124 892 562 156 172 2 0 0 0

There are 4 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
C2 104 ALA GLY conflict UNP P48589
C2 110 ALA GLY conflict UNP P48589
c2 104 ALA GLY conflict UNP P48589
c2 110 ALA GLY conflict UNP P48589

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 3 150 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 H I EEE

16} cd 128 T904t§1 5(;2 11;8 1(7)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;)07? 1 6(232 11§2 126 ? 0 0 0

171 e 155 ?8;2)1 6?8 115\;6 1C7)8 S 0 0 0

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

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

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

18] b 142 ?ftlail 7(1]1 21814 1(36 0 0
e Molecule 19 is a protein called 40S ribosomal protein S17-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 cr 120 1;0;2 1 5?7 11;17 1(7)0 3 0 0 0
19 e 7 T900t§ | 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 8 145 111(1);&21 7;33 227 2(1)0 g 0 0 0
20 8 145 ?igl 723 21;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 9 143 111(1)t182t1 6(934 2158 288 g 0 0 0
21 A 143 ?1);&;1 6(934 21(\)18 288 g 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
22 bo 107 T805t§1 5§9 115\)I6 1%5)9 ? 0 0 0
IR ST T HEEREEE

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
23 b1 87 T6O8tj 1 430 11;5 1?’))7 g 0 0 0
o a | st |G s s | 0| 0 |0

WO RLDWIDE

PROTEIN DATA BANK



Page 16

wwPDB X-ray Structure Validation Summary Report

e Molecule 24 is a protein called 40S ribosomal protein S22-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
24 b2 129 Tgt;il 6?0 11;;8 1(530 g 0 0 0
24 d2 129 Tgt;il 6?0 11;;8 1(520 g 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
25 b3 144 T(l)t;il 7%]8 21;0 1(9)1 2 0 0 0
25 d3 144 T(l)t;il 7%]8 21;0 1(9)1 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
26 b4 134 ?8%1 6C7]6 21§8 1(539 0 0 0
26 d4 134 1118%1 6C7]6 21§8 1(539 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
27 Do 70 1:’)Oﬁt ; 1 3(50 1154 9% 0 0 0
27 d5 69 1:50; ; 1 3(;7 1133 E% 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
28 D6 o7 T7O6t§l 4(735 1120 129 g 0 0 0
28 d6 o7 T7O6t§l 4?5 1120 129 g 0 0 0

e Molecule 29 is a protein called 40S ribosomal protein S27-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 D7 81 610 382 110 113 5 0 0 0
Total C N O S
29 d7 81 610 382 110 113 5 0 0 0
e Molecule 30 is a protein called 40S ribosomal protein S28-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 D8 63 497 306 99 91 1 0 0
Total C N O S
30 d8 63 497 306 99 91 1 0 0
e Molecule 31 is a protein called 40S ribosomal protein S29-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31 D9 03 442 274 92 72 4 0 0
Total C N O S
31 d9 03 442 274 92 72 4 0 0
e Molecule 32 is a protein called 40S ribosomal protein S30-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
32 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 7 5666 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 2449 1544 418 472 8 0 0 0
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e Molecule 35 is a protein called Suppressor protein STM1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
35 SM 159 1104 652 221 231 0 0 0
Total C N O
35 | sM 104 680 403 140 137 0 0 0
e Molecule 36 is a RNA chain called 25S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) P
30 1 3149 67355 30086 12142 21978 3149 0 0 0
Total C N O P
30 g 3150 67376 30095 12145 21987 3149 0 0 0
e Molecule 37 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N 0O P
37 3 121 2579 1152 461 &45 121 0 0 0
Total C N 0O P
37 7 121 2579 1152 461 &45 121 0 0 0
e Molecule 38 is a RNA chain called 5.8S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroQOcc | AltConf | Trace
Total C N O P
38 4 158 3353 1500 586 1109 158 0 0 0
Total C N O P
38 8 158 3353 1500 586 1109 158 0 0 0
e Molecule 39 is a protein called 60S ribosomal protein L2-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 L2 252 1914 1191 388 334 1 0 0 0
Total C N O S
39 12 252 1912 1190 388 333 1 0 0 0

e Molecule 40 is a protein called 60S ribosomal protein L3.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 L3 386 3075 1950 584 533 8 0 0 0
Total C N O S
40 13 386 3075 1950 584 533 8 0 0 0
e Molecule 41 is a protein called 60S ribosomal protein L4-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
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
13 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
4 L 222 1784 1151 324 308 1 0 0 0
Total C N O S
4 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
15 L8 233 1804 1151 323 327 3 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 18 231 1763 1130 316 314 3 0 0 0
e Molecule 46 is a protein called 60S ribosomal protein L9-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
46 L9 191 1518 963 274 277 4 0 0 0
Total C N O S
46 19 191 1518 963 274 277 4 0 0 0
e Molecule 47 is a protein called 60S ribosomal protein L10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
47 MO 211 1705 1083 322 294 6 0 0 0
Total C N O S
47| mo 213 1722 1094 325 297 6 0 0 0
e Molecule 48 is a protein called 60S ribosomal protein L11-B.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
48 Mi 169 1353 847 253 249 4 0 0 0
Total C N O S
48 | ml 169 1353 847 253 249 4 0 0 0
e Molecule 49 is a protein called 60S ribosomal protein L13-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
49 M3 193 1543 962 315 266 0 0 0
Total C N 0]
49| m3 194 1548 965 316 267 0 0 0
e Molecule 50 is a protein called 60S ribosomal protein L14-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
50 M4 136 1053 675 199 177 2 0 0 0
Total C N O S
50 | md 137 1059 678 200 179 2 0 0 0
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e Molecule 51 is a protein called 60S ribosomal protein L15-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
bl M3 203 ?7);?)1 10C77 3121 2%)1 ? 0 0 0
L mo 203 ?%%1 1()C77 3121 2(;1 ? 0 0 0

e Molecule 52 is a protein called 60S ribosomal protein L16-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 | M6 |97 g g s 1 | 0 | 0|0
52 | mb 197 ??5351 10003 22]9 2(6)2 ? 0 0 0

e Molecule 53 is a protein called 60S ribosomal protein L17-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

53 M7 183 ?Zt;)l 832 21;;1 2(;7 0 0 0

53 | m7 155 ?gtza;l 7%4 21;18 2(2)5 0 0 0

e Molecule 54 is a protein called 60S ribosomal protein L18-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o4 M8 185 ?Zil 9(58 21;0 2(21 3 0 0 0

b4 | m8 185 ?Zil 9(58 21;;0 221 2 0 0 0

e Molecule 55 is a protein called 60S ribosomal protein L19-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

g M9 188 ?gt;l 9(?35 31;I6 220 0 0 0

5 | m9 188 ?gt;l 9;35 3216 220 0 0 0

e Molecule 56 is a protein called 60S ribosomal protein L20-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o0 NO 172 1445 930 267 244 4 0 0 0
Total C N O S
56 no 172 1445 930 267 244 4 0 0 0
e Molecule 57 is a protein called 60S ribosomal protein L21-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o7 N 159 1276 805 246 221 4 0 0 0
Total C N O S
o7 nl 159 1276 805 246 221 4 0 0 0
e Molecule 58 is a protein called 60S ribosomal protein L22-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
o8 N2 100 796 516 131 149 0 0 0
Total C N O
o8 n2 %8 778 505 127 146 0 0 0
e Molecule 59 is a protein called 60S ribosomal protein L23-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o9 N3 136 1003 628 189 179 7 0 0 0
Total C N O S
59 n3 136 1003 628 189 179 7 0 0 0
e Molecule 60 is a protein called 60S ribosomal protein L24-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
60 | N4 98 609 443 137 118 1 0 0 0
Total C N O S
60 nd 135 1038 651 206 180 1 0 0 0
e Molecule 61 is a protein called 60S ribosomal protein 1.25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
61 N5 121 964 620 169 173 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

6L | no 120 T905ts§L | 6(1]7 11(\318 1(7)2 2 0 0 0
e Molecule 62 is a protein called 60S ribosomal protein L26-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
62 NG 126 1;)O9t;1 655 11;12 1(7)6 0 0 0
62 ] b 126 T909t; | 625 1152 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 1118?21 7(130 2152 1(;0 0 0 0
63| 7 195 ?8531 7(130 21(\)12 120 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
64 N8 148 111(1)%1 75139 2§1 180 g 0 0 0
64 8 148 ?1)%1 75139 2§1 180 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 T406t2al 229 1150 703 0 0 0
65 | m9 o8 T406t; | 229 11(\)10 7?3 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
66 00 o7 T7O4t?? 1 4?9 11;4 1?’))9 ? 0 0 0
061 ol 100 T7O6t;L | 432 11;8 151)6 ? 0 0 0
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e Molecule 67 is a protein called 60S ribosomal protein L31-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
oo | m WO NOE
67 | ol 109 Tsostgl 5?9 1127 1?6 ? 0 0 0

e Molecule 68 is a protein called 60S ribosomal protein L32.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
08 02 127 Tgt;)l 627 21§5 1(6?7 ? 0 0 0
08 | oz 127 ?82361 627 218]5 1(6)7 ? 0 0 0

e Molecule 69 is a protein called 60S ribosomal protein L33-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
69 03 106 1;%0;(?1 520 11(\315 1(24 ? 0 0 0
691 o3 106 T805t§1 520 12]5 1(24 ? 0 0 0

e Molecule 70 is a protein called 60S ribosomal protein L34-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
ooz s g g g | 0 | 0|0
0| o 12 Tsostgl 525 11;19 1(5?2 ASL 0 0 0

e Molecule 71 is a protein called 60S ribosomal protein L35-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
& 05 119 gofit;l 6(135 115\56 127 ? 0 0 0
noos 19 T&)Oggl 6?2 115\;15 127 ? 0 0 0

e Molecule 72 is a protein called 60S ribosomal protein L36-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 06 % 771 481 156 132 2 0 0 0
Total C N O S
[E 06 9 770 481 156 131 2 0 0 0
e Molecule 73 is a protein called 60S ribosomal protein L37-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
3 07 87 681 414 148 114 5 0 0 0
Total C N O S
£ o7 87 681 414 148 114 5 0 0 0
e Molecule 74 is a protein called 60S ribosomal protein L38.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
& 08 v 612 391 115 106 0 0 0
Total C N O
& 08 v 608 388 114 106 0 0 0
e Molecule 75 is a protein called 60S ribosomal protein L39.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
& 09 50 436 272 97 65 2 0 0 0
Total C N O S
[E 09 o0 436 272 97 65 2 0 0 0
e Molecule 76 is a protein called Ubiquitin-60S ribosomal protein L40.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 Qo 02 417 259 86 67 5 0 0 0
Total C N O S
76 a0 02 417 259 86 67 5 0 0 0
e Molecule 77 is a protein called 60S ribosomal protein L41-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
m Ql 25 233 142 63 27 1 0 0 0
Continued on next page...
gPDB
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
i al 25 233 142 63 27 1 0 0 0
e Molecule 78 is a protein called 60S ribosomal protein L42-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
B Q2 105 847 534 170 138 5 0 0 0
Total C N O S
8 a2 105 847 534 170 138 5 0 0 0
e Molecule 79 is a protein called 60S ribosomal protein L43-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
& Q3 N 694 429 138 121 6 0 0 0
Total C N O S
& @3 N 694 429 138 121 6 0 0 0
e Molecule 80 is a protein called 40S ribosomal protein S30-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
80 e0 62 491 309 101 80 1 0 0 0
e Molecule 81 is a protein called Unknown Protein m2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N Q)
81 m2 150 750 450 150 150 0 0 0
e Molecule 82 is a protein called 60S acidic ribosomal protein P0.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
82 pU 143 1077 687 192 195 3 0 0 0

e Molecule 83 is a protein called Unknown Protein pl.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
83 pl 47 235 141 47 47 0 0 0
e Molecule 84 is a protein called Unknown Protein p2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
84 p2 46 230 138 46 46 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

85 | L7 9 Total - Mg 0 0
9 9

85 mé 9 Total - Mg 0 0
9 9
Total Mg

85 n8 9 ) ) 0 0
Total Mg

85 a3 9 ) ) 0 0

85 ol 1 Total - Mg 0 0
1 1

85 N5 1 Total = Mg 0 0
1 1
Total Mg

85 6 147 e 0 0

85 sM 9 Total = Mg 0 0
9 9

85 m5 9 Total - Mg 0 0
9 9
Total Mg

85 13 3 , 3 0 0

85 | M1 1 Total = Mg 0 0
1 1
Total Mg

85 n0 9 ) ) 0 0

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

85 9 123 s 199 0 0

85 03 1 Total - Mg 0 0
1 1

85 14 9 TOQtal 1\gg 0 0

Continued on next page...
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4U53

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

85 17 9 ) ) 0 0

8 | M5 9 Total - Mg 0 0
9 9

85 00 1 Total - Mg 0 0
1 1

85 2 1 Total - Mg 0 0
1 1

85 L8 1 Total - Mg 0 0
1 1

85 D3 1 Total - Mg 0 0
1 1

85 o4 1 Total - Mg 0 0
1 1

8 | M9 9 Total - Mg 0 0
9 9

35 a0 1 Total Mg 0 0
1 1
Total Mg

85 c8 9 ) ) 0 0

85 | Mo 3 Total = Mg 0 0
3 3

85 cl 1 Total - Mg 0 0
1 1
Total Mg

85 5 496 06 00 0 0

85 L5 1 Total - Mg 0 0
1 1

85 07 1 Total = Mg 0 0
1 1

85 14 1 Total - Mg 0 0
1 1

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

85 1 471 ol am 0 0

85 DO 1 Total - Mg 0 0
1 1

85 S8 1 Total - Mg 0 0
1 1

85 m1l 1 Toltal l\qg 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

85 02 9 Total - Mg 0 0
9 9

85 59 1 Total - Mg 0 0
1 1
Total Mg

85 03 9 ) ) 0 0
Total Mg

85 d3 3 . ; 0 0

8 | M3 3 Total - Mg 0 0
3 3

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

85 4 20 20 90 0 0
Total Mg

85 n6 9 ) ) 0 0
Total Mg

85 L2 3 , 5 0 0
Total Mg

85 15 3 , 3 0 0

85 C3 1 Total - Mg 0 0
1 1
Total Mg

85 | M7 4 PR 0 0

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
Total Mg

85 s8 9 ) ) 0 0

85 7 1 Total - Mg 0 0
1 1
Total Mg

85 7 18 s 18 0 0
Total Mg

85 n3 9 ) ) 0 0
Total Mg

85 L3 3 , 5 0 0
Total Mg

85 12 9 ) ) 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

85 8 15 S 0 0

85 m0 1 Total - Mg 0 0
1 1

8 | M6 1 Tofal l\ﬁg 0 0

85 NO 9 Total -~ Mg 0 0
9 9
Total Mg

85 3 14 T 0 0

85 m7 5 Togal l\gg 0 0

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

N2 N3
H.N  NH
NH N O NH x4
/08
H,N NH,
N6 N5
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total N Os
86 2 1 ; 6 1 0 0
Total N Os
86 2 1 , 6 1 0 0
Total N Os
86 2 1 , 6 1 0 0
Total N Os
86 2 1 , 6 1 0 0
Total N Os
86 2 1 , 6 1 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 2 1 To;al 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 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
8 | S6 1 To;al E ?S 0 0
8 | S8 1 TO;al 12 ?S 0 0
8 | C3 1 To;al 12 ?S 0 0
8 | C5 1 To;al 12 ?S 0 0
8 | C8 1 To;al 12 ?S 0 0
8 | D3 1 To;al 12 ?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 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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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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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 54 wwPDB X-ray Structure Validation Summary Report 4U53

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 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 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 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 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 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 4 1 To;al 1(\3] ?S 0 0
86 4 1 To;al g ?S 0 0
86 4 1 To;al E ?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 | L3 1 To;al 12 ?S 0 0
86 | L3 1 To;al 12 ?S 0 0
86 | T4 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 | M7 1 To;al 12 ?S 0 0
86 | M7 1 TO;al 12 ?S 0 0
86 | M9 1 TO;al 12 Cis 0 0
8 | N9 1 TO;al 12 ?S 0 0
8 | Ol 1 TO;al g ?S 0 0
8 | O3 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | O4 1 To;al g ?S 0 0
8 | 06 1 To;al g ?S 0 0
8 | O7 1 To;al %I ?S 0 0
8 | 09 1 To;al 1(\3] ?S 0 0
86 | Q2 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 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 s1 1 TO;al 12 ?S 0 0
86 s1 1 TO;al g ?S 0 0
86 s8 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 c3 1 To;al g ?S 0 0
86 ¢5 1 To;al g ?S 0 0
86 c8 1 To;al %I ?S 0 0
8 | d4 1 To;al 1(\3] ?S 0 0
8 | d9 1 To;al g ?S 0 0
8 | sR 1 To;al E ?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
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




Page 72 wwPDB X-ray Structure Validation Summary Report 4U53

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
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 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 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 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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Continued from previous page...

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 8 1 TO;al 12 ?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 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 Cis 0 0
8 | mi 1 TO;al 12 ?S 0 0
86 | md4 1 TO;al g ?S 0 0
8 | mb 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | m6 1 To;al g ?S 0 0
86 | m7 1 To;al g ?S 0 0
86 | m$ 1 To;al %I ?S 0 0
8 | n3 1 To;al 1(\3] ?S 0 0
8 | n3 1 To;al g ?S 0 0
8 | n6 1 To;al E ?S 0 0
8 | n9 1 TO;al 12 ?S 0 0
8 | o2 1 To;al 12 ?S 0 0
8 | 03 1 To;al 12 ?S 0 0
8 | o 1 To;al 12 ?S 0 0
8 | o7 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

Q7 a0 1 Total Zn 0 0
1 1

Q7 D6 1 Total Zn 0 0
1 1

Q7 Q2 1 Total Zn 0 0
1 1

Q7 ol 1 Total Zn 0 0
1 1

Q7 Q3 1 Total Zn 0 0
1 1

Q7 DY 1 Total Zn 0 0
1 1

87 | E1 1 Toltal Zln 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

37 Q0 1 Total Zn 0 0
1 1

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

Q7 @3 1 Total Zn 0 0
1 1

87 d9 1 Total = Zn 0 0
1 1

$7 | D7 1 Total = Zn 0 0
11

87 d6 1 Total ~ Zn 0 0
11

87 | o7 1 Total ~ Zn 0 0
11

87 | o7 1 Total = Zn 0 0
11

87 Q2 1 Toltal Zln 0 0

e Molecule 88 is (3beta,7alpha)-3,7,15-trihydroxy-12,13-epoxytrichothec-9-en-8-one
(three-letter code: 3J6) (formula: Ci5H0Og).

36

H14
H 04
\ 03 | ~OH
02 C1OR}—0
0 "'égln_‘cmm c2
J (s T
a‘_.f 4 '\_‘. \-\.\

N ¢ H WY
c12 CT7(R) = CAR) )
, ? Hi9 /C1
\._\. CG _.r'f.
c14 W 5 q)" /.
c13 \ C5(5) \_\.‘\.\_\..
05 o

c

HO
01
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
88 1 1 91 15 6 0 0
Total C O
88 5 1 91 15 6 0 0
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19%

46%

1, orange = 2 and red = 3 or more. A red dot above a residue indicates
a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without

wwPDB X-ray Structure Validation Summary Report

29%

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-

coded according to the number of geometric quality criteria for which they contain at least one
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

are shown in grey.

3 Residue-property plots (i)
outlier: green = 0, yellow

Note EDS failed to run properly.

e Molecule 1: 18S ribosomal RNA
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3 I
Chain E1: 16% 47% 24% % 1%
- I I I I I I °."‘°‘°I‘”°I“I‘”“’I“I““I""”.“’I““‘".
o 0 0 o o <+ 0 © [2 =] o o o o - - — - - — NN [S o [S e m m m
«© © © (] [} (SN D - oo o - - o Rl o - o Rl o
B3 - a o X Moo s v BB a < o Ll al =1 o O = o < [
.° ‘“"I"‘”’I“I
tHmms & <+ & & (o)
SER]  BREN
- ER el = =
e Molecule 33: Ubiquitin-40S ribosomal protein S31
Chai : 57
ain el: 57% 38% -
I I . I .M-Ih HMIM : ¢I“ EERRE ﬁl
0 oo o &+ 0 » O O 0 (=] Ommv ~H  H AN AN NN EEm s ¢ & < mew
N~ N~ 0 © o o (2] (<] - - o - o el - o el - e al —
Moo M= Mo x - = £ [ B o =9 (SR ) =} oo > =

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

Chain SR: 37% 55% 8%

WO RLDWIDE

er

PROTEIN DATA BANK



4U53

wwPDB X-ray Structure Validation Summary Report

Page 103

II B Il..
) ©
v =

L9I
99H

Y9H

(428
194

8GA

~
10
a

ved
€83

-
0
a

87L
LYT
oY
ShM
¥¥s
5574
(4748
Tl

6€Q
8€Y
LES
9EY

€ET
[4°9¢
TEN

62
8T

9Zs
Sl

€q1
(443

0ZA
6TH
81D

9TH

€11

0Ty

9ETI
SETL
PETM
€ETA
CTETH

0ETL
62Ty
8¢1a
LgTd
9T1s

€e1l
(449}

611V

911da

Z11s

0TTA
601a
80TS
LOTH
90TH

€074

SLY

TLL

0La
690

90¢d
S0Ts

2021
ToTL

861N
L61S

T6T4d
1610

6813
8871

s8Th
¥8IN

Z8IN
T8TH

6.1

LLTH
OLTH

TLIY
TLIS
0LT7I
6971
89TL

9918

v91a
€910a
(4224

6GTN
8G1d
LGTA
9GTA

€61h

0GTH
6%1a

13291
0%10
6£Th

Sicy
.21
€Lza
cLTa

0.L21

89zh

99¢a

v9cs

9
0921
6GTH

agTy

TSTH
082X
6%cH

o%es
S¥ved
4441

{4443

(024
6€cd

9ETY

YETT

TETH

62TH
8cTH

44,
(444}

02zl

81¢H

STTH

STEA

ETEM

TTEY

ing pro

60€A
80EN

90€L
SOER

E0EY
T0ogd

Guanine nucleotide-bind

mn

tein subunit beta-like prote

e Molecule 34

15%

85%

Chain sR

¢ o
= =

761D

88TI

8LTA

9LTH

8971

S91a

v91a

£91Q

0913

2§18

SPTT

€11

007X

864

96L

v6A

288

9.a

TLL

99H

§98

YoH

8GA

67D

[4°9¢

STL

€21

9TH

0TYd

6TEN
8T1EY

01€I
60EA

L6ta

98¢H

28TS

6.2V

S.lcH

99¢a

0GTk

Le2b

CTETR

8TTH

0121

6671

Suppressor protein STM1

e Molecule 35

42%

10%

21%

28%

3

Chain SM

o <+
[ ~
== &

©
©
<

<+ 10
© ©
=

86
LGN

79d

TSy
oSN
69X
8%y

v
S¥%S

0%d
6€d
8€d
LEA
9€a

T€s

9TA
{4

€eH
ccd

0v1a

LETH

€EeTd

3

62TV
8TTV
LTV

£TTV

6TTV

STTH

-

OTTH

90TA

L8L
98N

£8Y%

+

6.5
8.La

9LA

iZA%)

TLIA

99TA
SOTH

£41d

Suppressor protein STM1

e Molecule 35

62%

29%

Chain sM

8y

8.a
LLL

SLa
25

cly

~
©
©

0SN

8%y
LYY
o

(444
%S

0EL

8¢S

£eH

TLIN

L97d

0zTd

O

R LDWIDE
PROTEIN DATA BANK

W



4U53

wwPDB X-ray Structure Validation Summary Report

Page 104

25S ribosomal RNA

e Molecule 36

7%

22%

~
1
[

40%

26%

Chain 1

(424

89D

eh)

€89

8y

)
<
P

3

)
2]
<

™ ¢ 10 ©
M m om0
B <O

1€0

82D

3] wn ©o
SRS
<o b

0Ty

©
-
©

9TV
STD

o
-
<

« © N~
=} =0 O

™
=]

6210

LTTD
9zIn

€TTY
(4441

6110
8110

-

42414

cTin

80TV
LOTY

S0TD
01D

€01D
201D

86D

S6Y

6D

06D
98D

S8y
780

18D

L

LLY

w.LD
€LD

-
~
P

69D
89D

99y

w610

TLID

vaIn

08TV

Ly10

el A 0]

0%10
6ETD

9ETD

CETD
TETD

8GTH

96¢gH
agey

cgen
TSTH
0sgn
6¥%cn
8¥%cn

i}

8€TY

0€TN

8z
LTTH

STTo
7449
£€cen

ey

STTH

a3

60TV

SCTEY

E£CEY
2gen
TTED

3

L1EY
91€N

v1en
e€1ey

L6TH
962V
S62TY

620

v.LTH

TLTH

i34

[44°1

918V

i

119D

Ll
i

c0sn
T0SY

66%D

+
ki

S6%D
Y6%D

169D
069D
685V

989D

789D

(455

089D

L1890

9180

w80

899D

€990
[45)

vaSY

TSS9V
04sy
6730

L%9D
9%90

T.90

S99V

2990

949V

TS99
159D
0590

9v9V

%90

6€£9D

SE€9D

7190
€199
2190

LELD
9ELY

€ELD

0E€LD

8TLD

STLd

61.L0

LTLD

€10
TTLD

L0L0

v0L0
€019

T0LD

004D

L69Y

7690

069V

889D
890

789D

289N

9.9D

.90

T08Y
0089

86.D

S6.LD

6.0

T6LD

68LY
88.L0

98LY

08.LY

LLLO

L9.0
99.0
S9.LD

co.Ln
TOLY
09.D
6SG.0

L8LD

v6Ld
€G8.L0

8vLn
LYLY

PPLY
€%L0
ThLD
Tvin

788YV
£88Y

788D

6.80
818D

9.8V

648D
8G8Y

9680

€689

0680

8%8Y
L%8Y

9E8Y

SE8D

8c8Y
LT8Y

gcsn
j74:1]

TT8D

8180

S18D

£v60

6€60

9E6Y
SE6N

oT6Y
STEY

€260
{441

0Z6Y
6160

906V

£060

8680

968V

£680

188D

4880

O

R LDWIDE
PROTEIN DATA BANK

W



4U53

=
—_
@)
o
Q
a'at
s
—
<
g
=
=
n
]
Q
=
<
=
=
=
o8]
)
=
+
<O
=
—
+—
N
=
D
>~
as)
A
[al
E
=

Page 105

6007V

L0070
900TY

€00TY

0007D
666D

816D
LL6D
9.L60
G160

€£L6Y
L6V

0L6Y

€969

L%6D

78010
080TV
6.L0TY
8010

901D
SL0TY
vL010
€010

69010

L

SS0TV

€G0TY

9%010
vv010

L

0%0TY
LEOTD
SE0TD
ve0TN
€E0TN

0E0TY

L

Sc0TY

L

12019

ST0TN
71070

k

Z101D

CTSTTD
TSTI0
0STTY
6%11D
8¥TTD
LYTTD

SHITD

EVITY

LTTTD
9CTTD
scTIn
vern

61TTD

TI110
01710
60710

LOTTD

00TTN

76070

wifin

060TD

91TTD

0121TNn

90TTH
S0TTY

€0TTY

00TTY

P611D
€6TTY

061TY

L8TTD

G98TTD
Y8ITY

18110

6L1TY

9LTTD
SLTTD
YL1TD

TLITD

0LTTY

i

89710
L9710

$9T1D
€911V
2911IN
TOTTD

LSTTD
9GTTD
SGTTD

0810

TLTTD

L9210
9921H
S9TTN
79C1D

(445
19219

63TV
8STTN

98TTH
Elctq 1)

74 %)

PAZ4 %)

44411

0vCTV

TETTD
T1€TTY
0€TTH

82C10

STTTV

£TTTV

12TV

81210

0SETV

9YETH

YHETD

CTYETD
152491
0YETH

8EETD

9EETN
SEETO

et4°941)
veen
€TETH
cTETN
1CETD

61ETH

STETN
YIETD

60€TN

Y0ETY
€0ETY

00€TH

86210
L6TTO

v6TTV

€62T0

682TH
88TTN

LI%TD

ET¥TD

11910

LO%TY

S0%10
Y0%1D

[dvian]
1091V

96€TD

E€6ETY
C6ETH

06ETY

88ETN

£8ETH

LLETD

ELETY
TLETD

89€TN
LOETH
99E€TY

E9ETV

L

LSETH

6.L%10
8L%TD

9L%TD
SLYTV

€LVTD
TLPIN
L9710
0L%10
69%10
8971V
LO%TY

SOPTY
¥9v1D
£9%10
TOVIV
135231
09% TV
6S%T0

9SHTV

i2iaa
€9VTV
[4:57241

EYPID
(47420

LTvin
9THID
STHIN
¥TvID

€Y9TD

YeSTY
€ESTN

-

7414
€2810

LTISTD

6081V

LOSGTH

S08T1D
Y0STV
€0STV

TOSTN

66710

€091V

T0910

86STD
L6STO
96910
96970
Y631V

T6STH

98910
831N

LLSTD
981D

L8910

04810
69510
89310

TSSTD

SPETY
¥Pa1d

1
LLOTD
9L9TV
SL9TD
vL91D
€L91D
TL9TNn

F

68910

899TD
LS9TD

veoTy

SP91N

14722141

0%91D

8E9TY
9€97N

SE9TD
YEITD

T€910

LSLTY
9GLTD

TGLTY
TSLTD
0GLTY

LYLTD
9%LIN
SPLTO

o%.L1INn

9ELTD

PELTD

TELTV
0ELTD

L

STLTD

+

E€TLTY
Tl

ogLIn
6TLTD
8TLID
PAYAS
9T.LIN

TILTO
OTLTD
momﬂc
momﬂb
20LTNn
ﬁomﬁo
9691V
96910
Y6910

2691TN

68910
88911

cmmﬁb
£€89TY
28910
78910
089TD

81811

YI8TY

0181V

808TD

908TY
S08TD
08TV
£€08TD
081D

66LTY
86LTY

TBLTD
T6.10

68.LTD
88.LTD
L8LTY
98.L1D
4g8.L1N
78LTD

28L1IN
T8LT0
084TD
6.LLTD
8LLTD

F

DLLTD

TLLTD

69.TD

S68TV

L88TV

S$88T0
«mmﬁ<
08810
6L8TV

L8170

SL8TD
¢hmﬂ<
04870
69810
898TH

99810

€98TH

949810

c981H

0881V

LY8TV

%810

07810

LEBTN
9€8TD

vESTN
€€8TH
TEBTD
181N

vze1n
€T8TY

v961D

81670
L1670

ST6TV

1161V

6061V
806TV
L06TD

S06TD
70610
€0670

668TH
868TH

O

R LDWIDE
PROTEIN DATA BANK

W



4U53

wwPDB X-ray Structure Validation Summary Report

Page 106

LSTTD

SST1TH

9%12d

0ETTD

3
H

gcrey
{414
€21ed
[4454)]

ogiey

v1120

8072D
L0tTTY

vorey
€072n

00tTCY

L6020
960CY
496029
%6020

£60TY

612TY
812TH
L1zen
912TH

41441

L

L0gTy

S0TTN

€022

00zzN
6612D
861CY

£6720

16120
06120

8812V

812N
£81CY
2812y

081729
6.12D

gl12n

€L12n

0,120

891CV

€912D

T912H
09729
65720
8G1CY

682N

L8220

Lz

T.LeeTd

|7X44 §

692N

L9220

vocen
£92T0
444
19229
09zzn
63cey
84zeN

v4cen

0STTH

LyTTH
9veTTH
SYTTO

[44441

9€TTH

i

YS€TH

TSETY
T6eTn
0S€TD
6v€TN

SYETY

E£¥€TO

152341
ovezn

8EETO
LEET)

veeTn

[434 )
T€ETD
0€ETI
STeTH

0ZETY

81€TN
L1ETY

11€TH

60€TY
80€T)

S0€TH
v0€TD

C0ETH

v6Ten
£62TO

06220

L1%20
91¥%2N
ST¥CO
4574
15741

11920

60%CH

90%2D

%4741

66ETY
86ETY

96€TH
S6ETH

£6ETH

06€TY

S8€TH
¥8€TY

T8ETH

LLETD

0LETH

L9€TY

79€TD

T9ETY

6S9€TO

0%¥%Td

LEVTD

veven
£€¥TN

1920
0EVTY
62%TH
8T¥hTn
LThTn

vevey
£€Then

0gsen
6%9TH

€bszn

0%Sey
6€92D
8€4cN

F

9€8TY
SEGTY

LTSTH

vTsey

Tcsen
0z8eTy
619CY

91820

TrSeV
0182n

L0S2T)
90920
S0520n

10920

0Z9TH
6792D

c19zn
1920
0192D

90929

092N

209TH

66520

I

£68TY

88920

9882D

¥8492H

18420

6.5TD
8.5Tn
LLST)

0L52n
698CY

L98TD

99920
982D
£982H
98Ty

0952D

T892n

78920
£892N
28920
78920
0892V

9.9¢Y

22141

TL9TH
TL9TV

899zN
99TV
99920

79920

LG9TY

96920

L%9TV
9%9TD

9920

0b9Ty
6€9TD
8E€9TD

SE9TY
ve9Tn
£€92N

€920
0€£92D
629Tn
89TV

ST9TH

£29TH

€494TH
calTn

b

LyLTY
9vLTY

£v.LTY

1524

LELTD

812N
Ltlzn

3

€0.LTY
[dx4 )

00.42D
66929
8692D

8892N
892D
989TY

918TH

182D

21820

60820

9082N
490829

66.LTY

L6.LTD

T6.2H
06.LTy

1820

9.L.LTD

69.TY

89.2Nn
L9.zn
99.20n

£9.20

65.20
8G.LTY
LS.20

$G6LTH

882N
18820

L
i

91820
§.820
7,829

£982H
982N
19820

65820

§682n
73820

[4eita)
1982V

6%820

%820

%82
0%820
6€82H

YE8TH

TE8TD
1€82H
0€82H
62820

L2820
9z8en

£282TH

0282V

086D
67620

962V

vv62n
£%62H

162V
0v6TY
6€62H
8€6TH
LE6TH

ST0€D

F

TT0EY

800€Y
L00€N

S00EY

L662H

S66CY

i

1662V

1862V

S8620

[4:1514)

08620

8.6cN
L16TH
9,62V

w620
€L6TH
TL6TH

0620
6962V
8962H
L962Y
9962H

¥962D
£9620

8962V
LS62TH

S80€D
%80€D
£80€D
2800
T80€D
080€D

9L0€0
SL0ED

€LOEY
TLOED
TLOEN
0LOEY

990€N

090€D
650€D

¥50€EN
£80€D

TS0€EN
080€N
670EY

LY0EN

SY0€D

£70€0
ch0oen

070EY

8€0EN

9€0ED
SEOEY

TE0ED
0€0€D
6C0EY

LTOEY
920€D

YTOEY

0zoen
670€0

9T0EY

O

R LDWIDE
PROTEIN DATA BANK

W



4U53

wwPDB X-ray Structure Validation Summary Report

Page 107

caren

0STEY

8hien

ov1ED
SH1E0

TVIEY
0%1€D
6ETEY

9ETED
SETEN

E€ETED
CTETED

LTTEY

-

LTTED

ST1€0
YIIEY

80T€D

860€D

960€0

11441
0ZTED

912ED

[454°]

60CEY
80TED
L0zTEN

L

00TED
66TED
867EN
LBTED

z6Ten
T61€D
067€D
68T€D

98TEY
4ag81eN
v8IEY
€8TEY
Z8TED

08TEY

8L1EY
LLTED
9L7€D

€L7€D

|

TLIEN

697€N

682ED

6.LTEY

€LTEY
TLTED
TLTED
oLzen
692EN

992€D
S92€D
v9Ted

092€D

gagzen
vGTeD

26Ted
Tacen
0sgen

L%TED

vheey
144441

8ETED

GETED
vETEY
€E€TED
CTETED
TETEN

£2TeY

csegen
Tseen
0G€ED
6%€€D
8%€ED
Lyeey
obeen
SHEED

8EEED

TEEEN

LTEED
92TEED
SceED

3
L

39%

TTEED
0CEEY

STEED
PIEEY

zreen

80€ED

i
3

25S ribosomal RNA

SOEEY

€0€ED

TOEEN

862€D
L6TeEN
962EY

T62€D
062€D

veeen
€6€EN

06€€D

98EEN
v8EEN

28EEN
18€€N
08€EN

vleen
€LEEN

89€EN
L9€ED
99€€H
SO€EN
v9€€D
£9€EN

T9EED

63SEEY

LGEEN

gGeen

e Molecule 36

7%

22%

27%

Chain 5

67V
8YV

8€N

9€D

620

3

szn

<
N
©

(44

(4

81D

S10

eIV

60
8D

~
~
<

oy

7ETN

TETD

0ETV
6210

L21)
9Z10

oY WO~ o=
OO0 OO OO
HEHHHH A
Obbhbvww V<

ven

€TTV

6110
8110

1110

60TV

90TV

L

201D

869
L60

S6YV
76D

06D

3

S8Y
8N

28D

o
~
[

*

©
©
(&)

081D

9LTD
SLTD

€LTD

TL1D

6910
8910
L910
991D
SOTV

3
3

091D

LSTV

Y3

[4:491)

08TV

SY1H

£%1D
(4747

0710
6ETD
8ETN
LETD

SETD

TLTH

0420

89TV
92D
992y
S9TY

€920
z9cn
1920

e

TSeH

L%TD

[4 24
1574

9€TH

veTH

62TD

gcen
(444

61TV

912H

£1TV

4a8cy

28TH
T8¢H

6.20

LLTD

STPD

£T%0

1190

607V
80%Y
LODY
90%D

14044

66EV

96V

T6EY

S8EY

£8€D

T8EN

6.L€0

&

vLEV

TLED

69€Y

LOEY

S9eY
v9€D

29N

09€D

8GED

9G€0

£G€D

TSEY
080

(4744

(V44

9ERY

TEYN
0E%N

9THH
et474)

ZTHY

61%D

LTHY

9%90

£%90

TPen

9€9d

0€9D
629V
824N
LTSV

fera=}
vean
€SV
(44

615V
819D
L19D
918V

v19D

8080

1

YOSV

¢0osn
TOSY
005D
66%D

L6%0
96%0

v6%D

670

7790
£19D

TI9V

809V

[doic))
1090
0099

8639V
169D

969D

€690

689V
9890
%890

€890
289D

199V
08sy
6%3n

S.90

.90
0490
6990

1990
999V

€990

099V

899D

999D

LYoV
9%9V
SYOV

zvon
%90

8€90

9€90
SE€9D

€€90
TE9D

0E9Y

829V

9zon

€zon
TTOV

0Z90

L19D

S79N0

O

R LDWIDE
PROTEIN DATA BANK

W



4U53

=
—_
@)
o
Q
a'at
s
—
<
g
=
=
n
]
Q
=
<
=
=
=
o8]
)
=
+
<O
=
—
+—
N
=
D
>~
as)
A
[al
E
=

Page 108

TELN

62LD
8TLD

9TLd
qcld

TTLD
TTLD
0TLY

*

TOLD

669V

LB9Y

18D
T80

808Y

%080
£080

664D
864D

£6.L0

T6LY
0640
68.LY

6.LLD

LLLO

1

99.0
§9.0
vo.L0
€919

8G.L0

vaLd

€840

TSLY

88V
188D

9.8V
S.8D

8980
1,989
998V

%980
£980

198D

698D

9689
9680

£468D

1880
0880

8v8YV
L98V

S¥8D

cv8d

8€8D

vesn

Ll

LT8Y

1280

gg6n
vg6n

a6V
156V
086D

L%6D
960

1969

6€£60

96V
seen
€69
£e6v

3

8260

6160

16D

fi
L

016D
606D

0069

680

0680

888V
188D

8T07H

71010
€107D
C107H

0T0TH

2001V

L66V

£66D

0660
686V

98610
8610
%860
£86V
2860

SL60

T.L6D

896D

£96D
T96V

88960
L8960
966N

6807D

L80TH

€807H

6L0TY
8L0T0

€L070

TLOTN
04070

9907H

€907H

09070

98070

€80TV
[4:{0 01}
18010
08010

S%0T0

19010

9E0TY

ve01N
€€0TN

3

82010

0Z0T1H

YSTIV

1ST10
0STIV
6%T1D
8¥T1D

SYT1D

EYTTY
[443%)

0%11D

9ETTV

0ETTY

LTT1D

ETTTD

11110

60710
80710
LOTTD

SOTTY

10119

6601V

76010

260710
1601V
060TD

0zeIn

STTIN

€1TTH

11210

602TH

L0TTH

S0TTY
¥0T1Y
£0TTY

10210

66110

16710

88110

€8110
[4:1941

LLTTD
9LTTD

ZA%)

TLITD
TLT1D

99T11H
SOTTV
%9119

€911V

8STTV
LSTTD
98110

T6TTO

68TTD

6.210
8LTTY

TLTIO
TLTTY

T9T1H
0921V

8GTIN

[4:1441

0821H
6%21D

3
E

LTTTO
9TTID

1144944

9YETD
SHETD

EYETY
THETD

STETN

00€TD

86210

96210
S62TD
Y621V

LSETD

S8%TD

£8%TD
(45441

08%TD

9.L%TD
SLYTY

€L%1D

TLYT0

69%1D
89%TY

SOVTY
Y9¥TD
€971

TOPTV
09%TY

LS%TN

eisi A9}
iaci4a1

[4si48
T8%10

6%HTY

LYPTD
iadAl

YPPID

(4442

|

V44 %]
6ETTN

CEVTO

0EYTIN

LTYTIN

STYIN
445

69STV
89GTV

67910
8%4T10

L

¥PaTD
£¥41H
[42°1%)

6ESTV

YESTY
€ESTN

b

LTST0
928N

€2410
[44:4 91

71STD

LOSTH

€0GTV
C0STD

008TH

8671V

96%10

(45745

06%TV
6871V

98%1H

02910
6191V
819TH

91910
ST9T0

CI9TV
11919
0191H
60910

%0919
€097V
CTOo9TV
10910
00970

96STD
96910
Y691V
€691V

88GTV

98GT1H

891N

C8ST)

9L8TH
SLGTV

€LGTH

TLSTY
0810
69610

S9GTH

€9GT0
C9ST)

T69TN
16910
06970
68970
88970

989170
S$89T0

€891V

v391Y

0S97H

LY9TV

SY910
%910

8E9TY
LEQTY

SE9TH
YESTD
€€910
CTEITV

62910

€29TH

{4420
1291V

7oLIN

TOLTD
T9L1D

63410

LSLTY
98.L1D

TSL1D
0SLTY

8YLID
LYL1D
9vLIN

(42310

|

LELIN

6CTLTY
8TLID
LTLTD
9TLID
STLID

€TLIV
cTLin
TcLIn
0ZL10

8TLID

E€TLID

TTLID

80410
LOLTY
90410
S0L10
YOLTY

(AN

6691V

9691V
S6970

€69T10

O

R LDWIDE
PROTEIN DATA BANK

W



4U53

wwPDB X-ray Structure Validation Summary Report

Page 109

928TD
ST8TH
vceIn

0181V
6081V

L08TD
908TY
S08TD

L

T0810

T6L10
064TD
68LTD

LBLTY

S8LTN
841D
€8.10
T8LIN

89410

L88TV

S887N

wifia

881V

S.81D

€810

TL810
01810
69810

8481V
L6810
96810

4810

24681H

0S8TY

LY8TY

SP81D
%810

8€81H

LESTN

QE8TY
vesINn
£€E8TD
TE8TD
T€810

6281D
8T8TY
L2810

€G6TD

L

8%6TD

V6TV
SYETY
YP61N

TveTN
T¥610
0%61D
6E6TD
8E6TN
LEGTN
9E6TY
SE6TD
PE6TD

TE6TN

8CT6TD
LT6TD

ST6TNn

0z6TN
616TD
816TD

916TN
SI6TY
PI6TD

216710
TI6TV
0T6TY

806TY
LO6TD
906TD

006TY
668TD

L68TH
968TY

76810
£68TY

068110

8881N

13414
(44141

[0}4%41)
6ETTY
8ETTY
LETTN

0€T1TH

€TTTH
[4914)

L

8T12)

13954

13314
0T12H

8012)
LOTCTY
90TV

£0720

i

%6020

80TTY
L0TTy
902TH

£0zen

bl
3

661CH

L6120

S67TO
%6720
£€6720
T61T)

88TCY
L81TH

S8TTH
¥8120

18120
0812H
6.120

9.120

¥L72D

TLTITD
0L120

891CY

9912V
S971¢H
22141

19129
0972H

L812H

SSTTH

L

414
812N
LY1TY

6.TTV

LLTTO

.,220

0Lgey
69z

§9¢Td
vozen
£92Td
[4144
T9TTH
09zeTn
6STTY

vagen
€62TTH

082TH

j4d44)
154441

Theen

6€TTH

9€TTH

£ETTY

0€2Td
(1444

F

j{444]

114443

812TTH

cheTn

8EETI
LEETD

veean
€EETI
TEETY
TEETD
0€E€TD
62ETI

Lgean

E

0TETY

8T€TN

9TETH

E€1ETY

TTECH

60€TY

LOETH
90€TD

Y0€TO

T0ETN

(144
vécen

141441

06220

L8TTH

S8TTH

08Ty

60%CH

T0%CV

66€TY
86ETY

96€TH

v6€TH
£6€TH

1

68€TH

98ETY

T8ETH

69€TH
89€TY

v9€TH

6G€TD
8GETY
LGETY

vG€Td
£G6€TH
[4:134)
Tsecn
0S€TH
6¥eTn
8veTy
LveTn
9%€TO
shecy

t474%4))

8EVTY

vevTn
€evTN

62%CH

Lgven
ochen

44741

AS%4)

Z1%TH

9gsey

£€48TH
cesecn

0€82H

i

§S2G6TH

[44:t4)
114:141
[l4:t4 ]

L1820
91820
STSTV

¢1820

60920

v0g2n

70920

864CH

S6GTY

€68V
T68TH
1692y

068TY

8892N

28ST)

088V
6.92H

F

£L8TH

99820

(414 )
T95TY

19920

892N

i

9.9TV

vLoTY

L8992V

efeleldn)

£48920

Ly9TV

i

9920
0¥9cY

£e9zn

1€920

62920

L2920
9292V

4424

{44140
12929

ST9TH

7192D

192N
11920

6092V

EYLTY

19,20

6ELTY

gelen
veLey

62.L20

vTLen
g€gLTn

8T.TN

F

91.LeN
STLTY
¥T.LTD

L
i

0TLTD

80.L20

S69CY

£6920
69TV

06929

88920
.89TH

8920
%8920

T18T)
1182V

60820

9082N
S08TH

€082V
208cTY

S6.20

T6LTY

68.20

88.LT0

€8N

08.LTY

LLLTD

9L.LT0
SLlzN

€LLT)

TLLTn

19,20
99.20

¥9.20

[4:7k4
19.2H

L8.zN
98120

§G.L20

€8.4TH

O

R LDWIDE
PROTEIN DATA BANK

W



4U53

wwPDB X-ray Structure Validation Summary Report

Page 110

S.82n
.8TH

04820

89820

99820

982N
79820
09820

8498TN
LS8TD

76820

TS82V
0682H

8%8¢H
Ly8TY
9%82n

%820

T982H
0%820
6€8TH
8E8TY

9€8TI
SE€8TN
YE€8TH

T€8CH

Lgsen

ve6TY

0g6TY
62620

96Ty
et 1]
74141

2T6TH
TT6en
0z6TN
616CY

LT6TD

ST620
Y162D

L

0162V
60620
8062D
L0629
90620

vo62n
£06TY

L68TY

6,820

8662N
L66TD

Y662V

26620

06629
68620

862V
98620
498620
786TD

8620
08620
6.620
8.62Nn
LL6TD

S.620

€L6TD

0L62D

S962n
962D

962N

65620

9G6CY

T962H

6%62N

vv62n

ov6Ty

vooen

T90€D

650€D

L50€n

v30en
€G0€D
TG0€D
TS0€N
080€N

?%0€D

8€0EN

SEOEY

E€EOEY
CTEOEY
TE0ED

6Z0EY

ST0ED

£€20eN

0zoen

LT0€Y

Y10EN

¥

TT0EY

800€Y

$00€D

200€D

SETEN

CETED

0ETEY

STTEN
veTED
ETTEY

0ZTED

u
i

117N

90TEY
S0TEN
v0TEN

TOTED
T0T€D
00TEN

960€0
S60€0

i

T60EY

SG80€D
¥80€D

SLOED
7L0€D

0LOEY
690€D
890€N

990€N

Y6TED

C6TEN

06T€D

L8TEY
98TEY
S8TEN

E8TEY

SLTEN

E9TEY

T19T€D
097€N

8STE€D
LSTEN

CSTEN

0STEY

8Y1EN

9Y1ED
SYT1€0

TPIEY
0%1€D

8ETEN

i
L

L9TEY

%9Ted
£92eD

i

65zeN
8GTEN

98zed
S4zeN

£8zeH

Tscen

(4745
T¥TED
0%Ted
6€TED
8€TED
LETEN

622ED
82TED
LTTEV
oTTEY
STTED

91TED

(4240

)

80TED

S0TeED
%0TeD

66T€D

SEEEV
veeen

0geEY

LTEED
9TEED
STEED
YTEED

CTEEY

COogEN
TOEEN

66ZEY

86CE0

96TEY

|

062ED

£8zeN
28TEN

LLTEN

YLTEY

TLTED
TLTED

96€EN

veeen

L8EEN
98€€D
£8€ED
T8EEN

08€eN
6LEED

£9€EN

TOLED

6SEEY

LSEEN

GGEEN

€39€ED
CSEEN
TSEEN

5S ribosomal RNA

6%EED

LYEEY

e Molecule 37

SYEED

0oveeD
6EEEY

15%

45%

38%

Chain 3

890

99V
S99
oV

con
19D
099

van

™
Jre)
=]

L70
Eidl
Eidd
%0

(4414
%D
0%D
6€D

9€d

7T

LITV

710
€110

7110

607D

L0OTD
9010

3

TO0TD

h*
@
I<

0
o)
<

€60
26V

©
©
[

5S ribosomal RNA

289
80

6.V

LLD

SLD
L0

e Molecule 37

LY
TLD

6%

21%

45%

29%

Chain 7

o
=]

199

oV

zon

099

L8G9

van
€40
[4h]

0sn
6%D
8vn

idl
SHY

0%d
6€0
8€N

S¢H
441

S10
vin
€1V
i
TV

60

0
©

T2
0Z10
6110
81TV

STID
7110

(431

80TV
LOTD
9070
G010

S6Y

3

76D
060

88D

981

5.8S ribosomal RNA

8y
€80
289

e Molecule 38

089

22%

45%

29%

Chain 4

R LDWIDE

O

PROTEIN DATA BANK

W



4U53

wwPDB X-ray Structure Validation Summary Report

Page 111

~
©
ID

SOV

6€D

©
™
=1

Sy
™
II== Il..

[43)

82D
LTn

STD

o < 10 ©
— -
< [SHC T

88Y

*

€910

LETD
9ETH

e Molecule 38: 5.8S ribosomal RNA

20%

50%

28%

L

Chain 8
I: zlg g5

290
19V

{44

8YY

9%D

evY

vV

6€D
8€N
LEY

S€D

T€D

Lzn
9zn

£€an

120

610
811

919
319

T10
(34

80

i£4%)]

zein
T2

211

crin
TTIV

60TV

LOTD
907D

€07H

660
860

€60

o
o)
<

060

o
@
<

©
©
=]

8LD

e Molecule 39: 60S ribosomal protein 1.2-A

14%

58%

26%

Chain L2

99d
S9a
v9u

(47

6SY

L8d

98D
2t

Tas
18d

670

€90

1529
[0}28

8E€H
LEY

SEY
YER

1€L

0ZL

815

914
STI

119

LTTV
9TT1

£€TTY

12D

8TTd

9TTA
STTN

ETTA

TTTL

89%
L9K

T6TY

6811
88T

S8Tv

1814

9%IL
SPIA

cv1a
T%1d

6ETH
8ETD
LETI
9€TI
GETL
PETA

CTEIN

0€TS

162)
0szh
6925

96TH
S61S
61N

L2-A

11

60S ribosomal protei

e Molecule 39

—
77%

22%

Chain 12

(4414

LETI

LTTV

STTV

6TTH
81Td

STIN
¥118

%011

T0TA

96T

8L

vla

0€Y

6%CS

921

E€%CL

8€TI

{144

Lz

i44an

81CH

S1CTN

€1CH
[414)

L0TA

60S ribosomal protein L3

SocTN

00z

Y6TIN
€6TH

06714

08T1
6LT1

89TA
6714
8¥TA
PAAY S
9%TL

ev1a

e Molecule 40

16%

49%

35%

Chain L3

R LDWIDE

O

PROTEIN DATA BANK

W



4U53

wwPDB X-ray Structure Validation Summary Report

Page 112

0LY
693

1,94

€9d
[41

09T
630
8GY

9GI

E€GH

08y

LYT
94

oL
€Y1

1578

Sea
veN
€ed

0oex

3

wes

i14:1
0Z1

P11
E€TH

o 0 ©
©n S

(47441

€ETA
CTETA

0E€Td
62TV
8TTA

445
€TTX

Ll

L1TH

LOTY
90TH
S0TA
Y011
€071
20711
T01S

86D
L6Y

0TS

4441

20TL
ToTH
0023
6674
86TH
L6713

S6TV
Y6TH

TETA

0S8y
6%CA

PAZAS
9%2T

i

vl
e

-

€ETH
(434S

Lged
9ged

T
TTTL

61TV
81¢I

YICH

8TEN

91€d

E€1€H

L0g€d

£0eY
20oeN
TOEL

86cd
L6TS

S6TV

T8EL

6.Le4
8LEV

oLeN
SLed

TLe0

60S ribosomal protein L3

694

T9€L
09€d
6G€I
8GEM
LSEN
96€T
eietoy

£9ed

e Molecule 40

0sev

20%

78%

Chain 13

(3] ()

0574

8711

AT S
(47241
6£TD
€CTA
0TTA
PIIA
€113

211a

7071
€0TL

G8A

LLL

€LA

0.4

091

SO 0O 00 N O L0 O
o I [} < B w w
[Z BT VR - R T R~ A

Ty

614

L11

oTYd

S0€I
P0eL

TOEL

LTS

v9TA

84Ty

[4:14)
TSTD

6%CA

[444n

6€cd

(434
62T
e
912a
vITH
1334)]
80TA
S0TA
20Tl
T02Y
0oza
TETA

8871
1818

P8IN
€871

69TL

L9TH

S9Th

097A

LSTA

98€d

08EN

9LEN

69€Y

TOEL

69€1

paea

3

60S ribosomal protein L.4-A

LYES
YPEL
(0745’8
CEEY
8CEI
vTeN
ozea
91€d

CIEN

e Molecule 41

14%

51%

32%

Chain L4

€Y

62d

LTS
9Td

iZ41

(448

o
3]
P |

©
=
=

©
—
=

STV

1

01§
6H
8A
LL

€4

A5

D O
o < &
oo
W m e

9ETT
SETA
YETT
€ETS
CTETY

LTTV

o

60TH

LoTH
90TH

ZOTH

C0Td

i

864

S64
%60

[ 4
169

68Y

180

784

8L

8LD
LLA

crea
TicH
oTey
60CA

L0TA

S02d
702D

zozy
T02h

3

L61Y4

S6T1YH
7611

T61D
T6TY

98TYH

€814

LL1d

TLIA

6%1d
8YTI

i ZX2S

TLTH
0425

89TV

L9TA
9921

[4:14,)

G§cd

bacy

[4t4cs

6%CI
8¥%TA
L¥Td

S¥cH
Y¥CT

(4441

0¥%cd

8€TT
PAA]
9€T1
GeTT
peTN
€€TT

ey

6CCN

LgeTl
felq4cs

j444]

(444
TTTN

6121

L1TY
91CA
S12L

€1eN

LEEH

TEEY
0EER
62ed
8TEN

9oced
Gcel

£ZEA
[44:01}

61€Y

biey
€1€1
ZTEN
60€Y
LOED

S0EY

€0€D
0V

00€Y
6621
862V
L6TS

G621
dsl4cs

T62N
0621
6821
88t
pAIAN
98TA

78CS

28TSs

L.Ltd

9.21
S.TL

O

R LDWIDE
PROTEIN DATA BANK

W



4U53

wwPDB X-ray Structure Validation Summary Report

Page 113

29Ed
6G€T
8GEL
YGEA
TSEd
LYEL
oveN
shed
cher

ThES
oved

L4-A

111

60S ribosomal protei

e Molecule 41

23%

76%

Chain 14

(47478

9ETT

TETA

6CTL

9TTI

CTTTL

0ZTA

8TTH

CTITH

661

%60

€61
26N

28L

€Ld

€93

S9Y

€8S

PALS

EPN

SEA

LTS

< 10 ©
[S AN
< > I

(44

9TL

v1a

st

2OEY
00€Y
2821
8.ZS
9Tl
TLTA
29TA
99zL
99z
T92A
8421
174
€621
0€ZA
TTTA
9021
£0TY
T0Zh
86TY

T6TH
061D

1811
981

€814

T8TA

6.L171

LL1a

6GTI

9811

0ST1

8%TI

9%1d

TOEH

6G€T

9GEL

6%EL

LPEL

60S ribosomal prote

sved

TheN

€EEA
0EEA
6zed
8ZEN
(440}
9TEN
€T€T
TIEA
TTEH

80
L0€D

$0eb

m L5

e Molecule 42

15%

© O v
(] © © w0
===~

51%

33%

Chain L5

L9S
99s8
S9I

9GL
9G4

€GA
TGA
191
08y

8EL

™
™
~

& 10 N 00 v
a a ™
a o MO -

o <

o O

B =

b
o
~

N O 0
oo -
0 nm o

TV

9€TH
SETA

€ETH

€c1d
(449}
1219
0Ty
6TTR
8TTL
PAS S
911a

¥T1D

LOTYH

86V

S6M

98K
S8y

[
~
>

LY

*

TLD

o
~
B

+

s
©
| 2]

S0cs

[do4]

6671

L6TS

w611

€674

1610
0671
6814

E€8TH
281D
181d

6LTH

SLTH

TLTT
0L1D

99TV

YOI

191D
0974

89TH

981H

YSTL

4321
18T

LTI

b474:!
574
[4749
T9CL

6€TI
8€za
Leca
9€T1
SETS

ceea

1€TI

62cd

Lzel
9TTA

|14

6124

o1cH
S12a

1121

L0Tk
90zh

vecy
€621

0621
682

98TA
S8cH

[4:14"}
18¢H
08ca

in L5

60S ribosomal protei

e Molecule 42

19%

78%

Chain 15

1

SSTL
P9TL

811

AN

ovTH

SETA

€€1d

TETT

STTA

0Ty

8TIL

€T11
TTIA

€621
182H
08za
6.L2Y

SLTL

£.2H

TL2H

692S
89zd

09z4d
66Ty

1

zves
9Tl

LTT1

j£4a

(444

60S ribosomal protein L.6-A

0zzs

11T1

w611

0671
6814

L8TL
9813
9874

e Molecule 43

E€8TH

8LIN

PoTN

11%

9%

45%

35%

)
=
i

Chain L6

991

€97

LSH

S4T

<
0
>

8vyd
PAZS

+

RLDWIDE

€91
(44
15729
0%

8EL

9€d
1eY
8zl

L2d
9T¥

wev
£€TH
[44:

STA

€18

0T&

0o~
Moo

ey
14

0O
PROTEIN DATA BANK

erpBe

W



4U53

wwPDB X-ray Structure Validation Summary Report

Page 114

PPV

(4210
TPIA
ovIA

LETA
9€Td

CTETY

9LT4
SLTY
YLT1

CTLTH

0LTY
691a

99T
9971

091S
69T
89T
LGTH

vaT11
€41d
TSTL

08T
6911
8v1a
LYTV

e Molecule 43

SPT1

60S ribosomal protein L.6-A

e 10%

14%

75%

Chain 16

GST1

CTSTL

9%TI

€PIN

TETH

6013

v013

3

L6N

68L

8y

%91

*

e Molecule 44

0LTY
2918

0918

60S ribosomal protein L7-A

e 9%

9%

47%

35%

Chain L7

TLY
0LY

890
1,94

€91

09y
6593

ved

TS
08y
677
8¥N
L¥Y

T

8EYN
LEN

vex

[l
™ M
< >

o€y
6cd
8cy
L2Y

11454
0ZTL

9114

€118
CTIN

Q
@D
=

S0T4

£0CH

66T

L6TD

Y6TH

{435

06TL

88T1

98TH
S8TI
7811
€810
[4:310
18TI
08TS

1

152}

6€2T

Lea
9€TI

(444}

6224

LTed

j449%

60S ribosomal protein L7-A

CTTH

61CH

9TCTA

e Molecule 44

i414;]

80TS
021
902

€L11

€971

6910
8GTY
LSTN
9GTI

8%

0E€TI

8TTA

13%
-

¥C11

8631

£€6N

884

€81
8y

291

09y

—
77%
-

Chain 17

L

6€TT

CETH

66TN

96TY

3

261D
T6TA

7811

6L11
8L1I

SLTH

e Molecule 45: 60S ribosomal protein L.8-A

9%

<« 19
0 0
(=

15%

44%

32%

Chain L8

790
09¥

LSY

CTSH

675
8%Yd

0
<
=

<
B
5

[
by
a

8el

~
0
[

< 10
™ M
[

[o =] o M
N ® M M
v B X =

S¢d

OETA
621d

j£414

R LDWIDE

O

PROTEIN DATA BANK

W



4U53

wwPDB X-ray Structure Validation Summary Report

Page 115

6.1

9L1d
SLTA

ELIN

0410
6971

L91d

{41 %)
1914
0971

SSTIN

€971

€911
(4291
TPV

6ETA

CTETA

1

ST
0Sev
6%CH

LyTa

SveH

whTy
£veh

LeTI

Te€TH
0€TH
6CTA

Lgca

et4as
1444

60S ribosomal protein L8-A

e

81¢I
L1TL

-

coca
TOTL
0021
66TV

e Molecule 45

S6TS
Y6TL

9%

19%

1%

Chain 18

(43 %S

6071

TOTL

864

S6N

281
181

6.0
LY
TLA
691
894

L9I

T84

528

oA
6EY

9E1

ved

i

Se¢d

6%cH
8¥%cH

aveH

0¥%eN
6E£TH

LETI

0€TH

(444

612a

9128

v1C1

54

€0cTA

0021

T6Th
T6TN

G8TH

ELTH

$91A

0971
SGIN
671X
i %!
9€TT
€ETH
(44 %)

1218
0Ty

L9-A

11

60S ribosomal protei

e Molecule 46

15%

61%

™ & 0 ©
™ Mmoo
BB
© © o
=) o O
= A H

24%

Chain L9

o
©
S

LSA

GSA
bau

TSb

67N

+

Svd

€PN
va

6%
8€ET

TeY

629

LgA
1o}
STA

€cy
(44
T

LTL

v1a
€1d
CTTA

0TI

80
L3

st

29
(44
™

iZaxt
€TTI

L1T4

STTH
YITA

(4399
1174

60TV
L0tTa
90T
S0Ta

€0TI

TOTA

{41

TLII
.10
0LTH

89TH

9974

LSTN
9gTh

67 TN

LY1S

PPII
e€v1a
(4419

0%TA
6ETN

LETS
9E€T4

PETI
EETL

3

6CTH

LT1d
9TTA

1611
06T1d

60S ribosomal protein 1.9-A

e Molecule 46

25%

74%

Chain 19

LETS

€ETL

0€1a

4%

€211
(4455

0Z1a

8111

ST7d

01Ty

801D

90Ty
soTd

26X

b8y

T8A

6.1

LLN

T6T1

T8TA

6L11

L9TA
997H

€91h
29th
1911
LGN

{4 s
TSTA

671N

i

e Molecule 47

ev1a

8ETL

60S ribosomal protein 1.10

12%

© N~ o ] © [} ~ DO m ©
M m 0 < < < < <+ & 10 10 0 10 Irel
PR Mo = (] a, (SR = =

59%

24%

Chain M0

298
798

TE€I

3

62S
82a
L2d
9TA
STy

€N
2TR
14}

0ogTa
6CTA
8CTY
LTTV

STT1

€CTH

0Z1d
6TTH

L1TD

+

ETTH

R LDWIDE

COTH
T0TH
00TN
661
864
L61

o
R
[

© o
Q ©
Qo=

O

PROTEIN DATA BANK

W



4U53

wwPDB X-ray Structure Validation Summary Report

Page 116

PPIN
€%1S
cv1a
1525
0%TL

8ETA

9ETd

YeTI
€ETD

TeTI

1

€124

j3%4S
0121
60N

9021

e Molecule 47

v0TH

60S ribosomal protein 1.10

20%

75%

Chain m0

9574

pST1d

0%1L
6ETY

GETI

L11D

TOTH

8LL

ozeh
61Ty

Licd

(4148
T12H

60CN
80CN
L0TH
9021

60S ribosomal protein L11-B

v02d

0021

LBTA
9614

6813

6.1d

LL1a

e Molecule 48

ZAM

29Th

19%

-
[re)
~

49%

26%

Chain M1

€93
TON

o -
© ©
Mo

o
v}
=1

~
o
%

[
N
B3

8%S
L%b

S¥d
441
€70

s
0%1
6l
8€H

SEX

EEY

TEL
0€1
624

9Ts
fetact

€TA

CTETN

0ETA
6CTA

LTT4
9T1a
STTW

(442}

0271

9TTA

ETTD

1T1a
0TTI
60TH
8073

%014

3

007D

£6a

T6T
060
681

L8Y%

a8
81

= ol oo o
SRR~ 0 ® ©
Y Y =M

69A

e Molecule 48

LOA
o9y
G991

15418

1544

6ETL
8ETA
LETYH

SETH
PeTd
€ETH

60S ribosomal protein L.11-B

25%

71%

Chain ml

0ETA
6CTA

L11a
9TTX

PITI

TI1Q

8073
L01a
9071

TOTN

225

TLIA

L9TA

6GTL

SGTL

YaTL

€4TY

CSTH

SPIA

(A1)

LETYH

ZEIN

60S ribosomal protein L13-A

e Molecule 49

12%

52%

[+ - o 0 DO
%] <& < & 0 10
~ B ox [T

34%

Chain M3

3
i

69A
891

L

vou
€9A
2oL

3

8GA
LSGA
96d

¢sa

LEN
9y
SeY

€EA
(48
TEX

[
N
<

8zh
Lza
9T4

oz
610
8TM
LTH

STYd
AT

8ETA

SETV

62TN
8TTH

9TTd

€e11

6TTA

LTTH
9111
STTY
7I10

cTIN

80TI

90Th
SOTN
%0714

1074
00TYd

E€6TV
{435

98TYH

08TYd

LLTH

YLTH

R LDWIDE

TLTT

0LT1
69TL
89TH
L9T4

S9T1S

€9T1D
CTOTN
197d

6GTA
8GTV

el acy
vaTA
€481d

18TV

67T

9%1d
SPTd
PPIL
EVTV

0%1S

O

PROTEIN DATA BANK

W



4U53

wwPDB X-ray Structure Validation Summary Report

Page 117

e Molecule 49: 60S ribosomal protein L13-A

21%

76%

Chain m3:

-

<7

—

—

=

o

3,

+~

=)

P}

(o}

—

£

2

mm: &
#8178 =2
1 =
087y N
1 o
mmﬂu ©o
S

ﬂmﬂz e
89TY i)
1 =
#9178 3]
g D
S—E &)
€51a HMM
i3 SR )

12%

55%

31%

Chain M4:

69L

LETH

YETY

TETA
0E€TL

8ZTY
1T
9zTh

fzax
124 %)

TCTH
0ZTA
6110

AR S
9113
STT4
¥110Q

CT11
80TYH
L0T3
90TYH

€0TI

00TV

e Molecule 50: 60S ribosomal protein L14-A

18%

82%

Chain m4:

b

(41}

0TS

e Molecule 51: 60S ribosomal protein L15-A

83

€L
zs

14%

55%

32%

Chain Mb:

oA
€94

79I
09A

86D

© ~
0 10
X o

vau

- ™
10 el
=] B

©
d‘
<

©
Sy
(=}

<
<
~

it

8€Y
LEH

SEA

6CTR
8TTH
LTTR
9TTL
STIS
¥21a

ZTIN

0TTH

811S

€111

01TV

80TY¥

90TA

%012

2otV
TOTL

664

L6S
964

163

68A

180

S8L

€831

6.V

LY
9.d

vld
€LY

TLY
OLN
69D

L9¥
99A

6671
86TS
L6T1T

7610

981D
S8TV

€8TL

6LTY

SLTN
PLTI
€LTD
TL1Y
TLIS
0LTYH
69T
891D

SOTL
Y911

[421%"S

0913

LSTH

9GTH

¥91d
€910

1871
0STM

PAAYS

S¥1a

1541

0%TY
6ETH

LETd

CETA

TeTH
0E€Td

voTy
£0CH

T02Y

e Molecule 51: 60S ribosomal protein L15-A

20%

80%

Chain mb:

D E

gPDB

O
PROTEIN DATA BANK

W



4U53

wwPDB X-ray Structure Validation Summary Report

Page 118

0874

OLTH
SLIN

0LTY

S9TL

6GTYH

SGTA

€410a

441

8ETh

STIs

607Y

90TA

vo1a
€013

163
06N

98L

8%

voTH

861S

60S ribosomal protein L.16-A

96TL

61h

06TL

e Molecule 52

88TYH
L8TYH

81y
€8TL

13%

48%

)
<
-

38%

Chain M6

8GT
L84

578

674

9va

@ o
o &
(S )

s
™
<

©
™
=

€€1

1€l

LTT

aTy

814
L1D

ST1

<
=
=5}

o
-
x

o
© -
= a

™ 0o
> moa>

8ETT

9ETL

T€Td
0ETH
6211

9TTA
STTH
¥TT1

0ZTTA
6TTA
8TTA

9TTH
STTH
PITY
€11d
CITA

164

8619
L6T1
96TV
S6TV

€610
T6TH

06TA
681d
88T1S

98TV
981V
Y811

T8N
18TV
0818

8LTIA

OLTH

60S ribosomal protein L16-A

ZAXS

TLTY

[47439

e Molecule 52

20%

78%

Chain m6

6911

2STA

EYIL

(07458

8TTH

6TTA

L1TH

9072

0072

€10
(458

va
€A

L6T1T
06TA
98TV
Z8TN
0818
LLTH
TLTH
9913

€918

60S ribosomal protein L17-A

e Molecule 53

13%

47%

40%

Chain M7

d'-h-
> 2]

TSA
0sb

i)

32

©
™
S

10
™
<

0gYd

8TN
LTH

STS

(44
(44
1129

61D
8T

918

(434

OTN

[UA%S
6ETA

1

€ETH
CETY

STTh

€21d
cTIV

9TTH

PITA

0TTL

801a
L0771

SOTH

€073

TOTN
00TV

L6N

S61

0LL

60S ribosomal protein L17-A

e Molecule 53

15%

15%

70%

Chain m7

ele] 5c|

€4TH

0STA

[472%]
1545

8ETH
LETN
9ETI

LTTd
9TTH

6TTA
8TTh

(439}

L0711

8TN

O

R LDWIDE
PROTEIN DATA BANK

W



4U53

wwPDB X-ray Structure Validation Summary Report

Page 119

60S ribosomal protein L18-A

e Molecule 54

8%

57%

35%

D ON 0RO N Mmoo~
0 0 0 O D QDD DD
S E>BAQAQ o oH | A

Chain M8

694
89V

99
S98

€98
(41

09d

8GN

0 ©
0 10
72~

o o
0
A

~
&
=

o ¢ ©
& & <
- =
©
s}
i
F,

o
<
<

o
<+
B

64
8€Y

S€d

TeT
ey

o
™
=

8TT

STk

€N
(44
1143
0zH
61d

9T

(4

< 10 ~ =
am ©n

8ETT
LETL
9ETN

PETD
EETH

0ETY
62TA

9z Th

¥TT1
€TTL
(4439
1142
0ztd
811D
STTA
ETTH
LOTL

w011
0TV

£8A

181

6.3

LY

<+
~
m

TLY

oLy

0711

L18-A

11

60S ribosomal protei

e Molecule 54

19%

79%

Chain mg&

0L7Y¥
697D

9971
9971

T9TY
8€ETT
LETL
9ETN
SETh

6CTA

TV

%011

66.L
8631

€61

16V

88L

P8A

6.4

YEL

98T

8LTYH

e Molecule 55

9LTH

60S ribosomal protein LL19-A

12%

53%

35%

Chain M9

09%

961
SGA

[4:0'8

6L

1€3

TETA

0ETN

8TTA

GTTA
14429
€211

TCTH
(493

L1TY
911da
Q171

(4331

0T7¥
607X

3

GOT1

20711
TOTA
007Y

864

961
S6M

€64
260
165
06d

L}

884
L8Y
984
984
8L

‘D-OF
~ ©
0 o

2

0LY
695
890

1

811
€81V

7814

6.12
8L1V
LLTA
9LTH

€L7H

TL1d

89TV
L974

L19-A

99Ty
$9T1
€974
[421%S

0972
6GTV

c81d
TSTY

8%1a

60S ribosomal prote

11

e Molecule 55

16%

84%

Chain m9

€8TV

LLTA

€LTH

99TN

w911

€8TH
4] %5

8¥%1a

15499

8ETT

8TTH

oTTd

6111

SOT1T
¥0TY

661

884

oLY

€9L

9GL

6L
8%

428

6EN

9EN

6CL

(144

LTA

01T

8)
L0

60S ribosomal protein L.20-A

e Molecule 56

12%

53%

33%

Chain NO

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



4U53

wwPDB X-ray Structure Validation Summary Report

Page 120

L9V

S9N
P9I

191

6GA
8GI

§6s

[4:0'8

083

9%h

[S]
+ <
= >

6€S

©
™
H

[re)
™
=

[43
1234
0€d

8zY

ocH
Scd

[4x:

0%TA

GETA
veTa

6271

9CTA
STTA

€21l

6174
81714

€T7Y
(434

801D
LOTA

S0TL
v013
€0TA

TOTY

664

60S ribosomal protein L20-A

0LTL

891d

99T
S9TA
918
€974
29TL
TOTH

9GTA

€41d
[4h %)
T91d
0814
671y
8¥11
L¥1a
i,
SHIL

LA

e Molecule 56

13258

22%

78%

Chain n0

8711

SYTL

LETH
9ETH

EETV

0€Td

STTH
¥C11

0T1S

L1TH

E€TTd

SOTL

00TA

68N

CTLIR

CTOTL

09TL

LSTD

e Molecule 57

S6TY

60S ribosomal protein L21-A

14%

52%

33%

)
—
[

Chain N1
Ia'; 2 aIEI

694
89L

7oA

299

850
LSX

™ ©
0 10 el
aim =

-
)
S

6%h

©
d‘
-

©
<
©

441
4200

T%a

6€1
8€d

9EA
feiohs

T€T

[e)
@
III- -

<0
N
)

ZCH

L14

0 ©
-
(Ser=4

™
-
>

EETV

T€T0
0ETH

9TIA
STTV

(4411}

0ZTY

8114

9TTH
STIA

TV
01T
60TA

9071
S0T4d

[4axs
TOTD

66S

L1631
961

76T

*

984
S81
8L

28N

08A

9.1

0
~
-

o
~
>

TLS

<
~
©n

89TL
L9723
99T
S9Td

1811
0STL

+

60S ribosomal protein LL21-A

9FIN
S¥1H

£YTL
(4745

e Molecule 57

20%

77%

Chain nl

6ETY

TETD

8211

9CTA

8.4

i)}

6€I

9EA
geN

1€1

LTT

STA

CcH

L14
91h

(4

0Ty

097I

P9TA

0STL

9FIN

60S ribosomal protein L22-A

e Molecule 58

17%

10%

46%

28%

Chain N2

€90

TOL

893

9GA

081
67N
8%
LYA

S%D

(9’8

80TX

R LDWIDE

90TV
SO0T1
¥0Td

cotd

I~ ® o
Y2k
©n B

< 10
o O
[

N
o)
=

T6a
06y
681
88h

€8
{4258

08L
6.1

9.1

258

N~ o
it i
(2] £

S9A

O

PROTEIN DATA BANK

W



4U53

wwPDB X-ray Structure Validation Summary Report

Page 121

e Molecule 58: 60S ribosomal protein L22-A
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e Molecule 63: 60S ribosomal protein L27-A
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e Molecule 64: 60S ribosomal protein L28
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e Molecule 65: 60S ribosomal protein L29
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e Molecule 66: 60S ribosomal protein L30
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e Molecule 79: 60S ribosomal protein L43-A
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e Molecule 79: 60S ribosomal protein L43-A
Chain g3: 79% 20% .
Im-wla-a-a-a-3-3-.5'-%'3'&';-%-2 e ﬁ-g-l

£ - =] = 2] ~ (2] [ 2] - =] 1= ©n 3 B >0 ~
e Molecule 80: 40S ribosomal protein S30-A
Chain e0: 71% 27% B
I¢-2-aa-a a-alm-s-lesls-m-ssl

= ES = m Ed ES ES - 5 = = -1 ~ o A v

e Molecule 81: Unknown Protein m2
Chain m?2: 93% . 6%

=)
I3l
b

e Molecule 82: 60S acidic ribosomal protein PO

Chain p0: 38% 8% 54%

o o <
SN SN
A A |

e Molecule 83: Unknown Protein pl

568
L76
T89
K97
5102
R104

O O I © 00 M O N 0O [ - O
< 10 © - 3] 2] ™ & & <+ & 0 0
H 2 pE| | = = > @ S @ = e

L185
|

N193
|

P198

Chain pl: 100%
There are no outlier residues recorded for this chain.
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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 will therefore be incomplete.

Property Value Source
Space group P1211 Depositor
Cell constants 435.84A 286.77TA  303.77A .
Depositor
a, b, ¢, a, B, v 90.00° 99.03° 90.00°
Resolution (A) 49.70 - 3.30 Depositor
/0 Data completencss 99.4 (49.70-3.30) Depositor
(in resolution range)
Rinerge 0.31 Depositor
Raym (Not available) Depositor
<I/o(l)>"1 1.34 (at 3.33A) Xtriage
Refinement program PHENIX (phenix.refine: dev_1702) | Depositor
R, Ryree 0.202 , 0.255 Depositor
Wilson B-factor (A?) 90.1 Xtriage
Anisotropy 0.099 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L| > =046, < L? > = 0.28 Xtriage
Outliers 0 of 1095529 reflections Xtriage
Total number of atoms 411183 wwPDB-VP
Average B, all atoms (A?) 79.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.47% 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, 0.375 respectively for untwinned datasets,
and 0.333, 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: 3J6,

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 | p, /o7 #\% >5 RMSZ #ygzy >5
1 2 0.74 | 6/41698 (0.0%) | 1.29 | 289/64972 (0.4%)
1 6 0.88 | 18/42765 (0.0%) | 1.38 | 47766634 (0.7%)
2 SO 0.46 0/1617 0.66 0/2215
2 sO 0.48 0/1623 0.69 0/2222
3 ST | 0.39 0/1735 0.65 1/2335 (0.0%)
3 s1 0.50 0/1748 0.70 1/2352 (0.0%)
4 S2 0.50 0/1665 0.66 0/2263
4 s2 0.58 0/1665 0.72 0/2263
3 S3 0.50 0/1759 0.66 0/2368
d s3 0.42 0/1759 0.60 0/2368
6 S4 | 047 0/2109 0.70 1/2839 (0.0%)
6 s4 0.53 0/2109 0.73 0/2839
7 SH 0.40 0/1629 0.59 0/2202
7 sd 0.46 0/1629 0.69 0/2202
8 S6 0.44 0/1823 0.64 0/2439
8 s6 0.55 0/1779 0.70 0/2379
9 S7 0.43 0/1506 0.65 0/2028
9 s7 0.44 0/1516 0.65 0/2043
10 | S8 | 054 0/1514 0.71 272021 (0.1%)
10 s8 0.60 0/1514 0.74 0/2021
11 S9 0.47 0/1519 0.65 0/2035
11 59 0.56 0/1519 0.78 172035 (0.0%)
12 | Co | 042 0/790 0.64 1/1069 (0.1%)
12 | <0 | 037 0/777 0.66 371049 (0.3%)
13 C1 0.58 0/1240 0.70 0/1675
13 cl 0.63 0/1194 0.76 0/1610
14 | C2 | 038 0/900 0.64 1/1224 (0.1%)
14 | 2 0.29 0,/900 0.57 0/1224
15 C3 0.47 0/1215 0.68 2/1638 (0.1%)
15 c3 0.54 0/1215 0.71 0/1638
16 C4 0.40 0/901 0.68 0/1217
16 | c4 | 052 0/960 0.74 1/1290 (0.1%)
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. Bond lengths Bond angles

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

17 Ch 0.46 0/998 0.65 0/1341

17 cb 0.48 0/1060 0.70 1/1426 (0.1%)
18 C6 0.45 0/1125 0.68 1/1510 (0.1%)
18 c6 0.51 0/1131 0.70 0/1518

19 c7 0.44 0/935 0.63 0/1254

19 c7 0.47 0/914 0.69 0/1224

20 C8 0.42 0/1211 0.64 0/1628

20 c8 0.50 0/1211 0.71 1/1628 (0.1%)
21 C9 0.45 0/1130 0.65 1/1517 (0.1%)
21 c9 0.50 0/1130 0.67 1/1517 (0.1%)
22 DO 0.46 0/865 0.65 0/1169

22 do 0.48 0/892 0.68 0/1205

23 D1 0.46 0/693 0.65 0/935

23 d1 0.52 0/693 0.68 0/935

24 D2 0.50 0/1038 0.75 2/1395 (0.1%)
24 d2 0.61 0/1038 0.76 1/1395 (0.1%)
25 D3 0.61 0/1139 0.75 0/1518

25 d3 0.75 0/1139 0.86 2/1518 (0.1%)
26 D4 0.45 0/1087 0.61 0/1449

26 d4 0.51 0/1087 0.71 0/1449

27 D5 0.40 0/571 0.72 0/768

27 db 0.46 0/566 0.71 0/761

28 D6 0.48 0/782 0.71 0/1047

28 d6 0.65 0/782 0.79 1/1047 (0.1%)
29 D7 0.43 0/620 0.67 0/838

29 d7 0.49 0/620 0.64 0/838

30 D8 0.36 0/499 0.56 0/670

30 d8 0.46 0/499 0.63 0/670

31 D9 0.54 0/452 0.70 1/600 (0.2%)
31 d9 0.48 0/452 0.65 0/600

32 EO 0.48 0/483 0.61 0/643

33 E1 0.43 0/577 0.77 0/770

33 el 0.39 0/619 0.69 1/822 (0.1%)
34 SR 0.37 0/2494 0.58 0/3393

34 sR 0.42 0/2495 0.59 0/3395

35 SM 0.53 0/1113 0.80 4/1502 (0.3%)
35 sM 0.50 0/683 0.73 1/923 (0.1%)
36 1 1.15 144/75394 (0.2%) 1.64 | 1754/117545 (1.5%)
36 5 1.19 180/75414 (0.2%) 1.67 | 1900/117575 (1.6%)
37 3 0.94 1/2883 (0.0%) 1.44 31/4491 (0.7%)
37 7 1.14 3/2883 (0.1%) 1.67 68/4491 (1.5%)
38 4 1.06 2/3746 (0.1%) 1.55 59/5832 (1.0%)
38 8 0.98 1/3746 (0.0%) 1.42 27/5832 (0.5%)

grDe
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. Bond lengths Bond angles

Mol | Chain | /a7 #|Z| >5 RMSZ #4Z| =5
39 L2 0.70 0/1948 0.85 4/2617 (0.2%)
39 12 0.67 0/1946 0.84 0/2614

40 L3 0.73 0/3146 0.82 1/4228 (0.0%)
40 13 0.83 2/3146 (0.1%) 0.90 2/4228 (0.0%)
41 L4 0.81 2/2800 (0.1%) 0.91 3/3790 (0.1%)
41 14 0.72 1,/2800 (0.0%) 0.87 0/3790

42 L5 0.57 0/2425 0.71 0/3271

42 15 0.70 0/2408 0.82 4/3248 (0.1%)
43 L6 0.74 0/1260 0.79 0/1694

43 16 0.75 0/1269 0.82 1/1705 (0.1%)
44 L7 0.76 0/1821 0.88 2/2451 (0.1%)
44 17 0.84 0/1828 0.88 4/2461 (0.2%)
45 L8 0.56 0/1836 0.69 0/2481

45 18 0.51 0/1795 0.64 0/2429

46 L9 0.64 0/1539 0.77 0/2073

46 19 0.80 0/1539 0.84 0/2073

47 MO 0.77 1/1741 (0.1%) 0.83 1/2335 (0.0%)
47 m0 0.77 1/1758 (0.1%) 0.83 0/2358

48 M1 0.51 0/1374 0.70 0/1842

48 ml 0.67 0/1374 0.85 2/1842 (0.1%)
49 M3 0.75 0/1568 0.84 1/2106 (0.0%)
49 m3 0.68 0/1573 0.80 0/2113

50 M4 0.73 0/1068 0.76 0/1438

50 m4 0.82 0/1074 0.82 1/1446 (0.1%)
51 M5 0.72 0/1757 0.84 0/2354

51 mb 0.66 0/1757 0.80 2/2354 (0.1%)
52 M6 0.82 0/1585 0.85 1/2128 (0.0%)
52 m6 0.98 2/1585 (0.1%) 0.96 2/2128 (0.1%)
53 M7 0.80 1/1443 (0.1%) 0.84 2/1944 (0.1%)
53 m7 0.84 0/1250 0.84 0/1683

54 M8 0.78 0/1465 0.91 1/1965 (0.1%)
54 m8 0.71 0/1465 0.94 5/1965 (0.3%)
55 M9 0.56 0/1538 0.66 0/2050

55 m9 0.62 0/1538 0.72 0/2050

56 NO 0.74 0/1481 0.84 3/1990 (0.2%)
56 n0 0.89 0/1481 0.89 0/1990

57 N1 0.76 0/1300 0.78 0/1743

57 nl 0.83 2/1300 (0.2%) 0.82 1/1743 (0.1%)
58 N2 0.46 0/812 0.63 0/1099

58 n2 0.50 0/794 0.67 0/1076

59 N3 0.69 0/1018 0.83 1/1369 (0.1%)
59 n3 0.81 0/1018 0.87 0/1369

60 N4 0.55 0/712 0.66 0/958
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. Bond lengths Bond angles

Mol | Chain | p\ o7 #Z) >5 RMSZ #1Z) >5
60 n4 0.67 0/1052 0.79 0/1398

61 N5 0.63 0/979 0.77 1/1321 (0.1%)
61 nb 0.67 0/974 0.79 0/1314

62 N6 0.74 0/1004 0.87 1/1341 (0.1%)
62 n6 0.63 0/1004 0.79 0/1341

63 N7 0.54 0/1118 0.70 0/1497

63 n7 0.49 0/1118 0.65 0/1497

64 N8 0.75 0/1204 0.90 0/1612

64 n8 0.77 0/1204 0.87 0/1612

65 N9 0.65 0/473 0.77 1/629 (0.2%)
65 n9 0.79 0/473 0.97 1/629 (0.2%)
66 00 0.50 0/751 0.66 0/1008

66 o0 0.52 0/775 0.69 0/1040

67 01 0.63 0/890 0.72 0/1196

67 ol 0.72 0/897 0.84 0/1205

68 02 0.84 0/1041 0.90 1/1394 (0.1%)
68 02 0.81 0/1041 0.90 2/1394 (0.1%)
69 03 0.89 0/868 0.87 1/1168 (0.1%)
69 03 0.90 0/868 0.90 0/1168

70 04 0.59 0/890 0.79 1/1189 (0.1%)
70 o4 0.56 0/890 0.76 0/1189

71 05 0.71 0/978 0.78 0/1301

71 05 0.56 0/974 0.68 0/1297

72 06 0.66 0/778 0.76 0/1034

72 06 0.55 0/777 0.73 0/1033

73 o7 0.75 0/696 0.99 3/923 (0.3%)
73 o7 0.70 0/696 0.86 1/923 (0.1%)
74 08 0.52 0/618 0.68 0/826

74 08 0.50 0/614 0.68 0/822

75 09 0.74 0/443 0.88 0/588

75 09 0.66 0/443 0.79 0/588

76 QO 0.69 0/423 0.82 0/562

76 q0 0.94 1/423 (0.2%) 0.92 0/562

7 Q1 0.61 0/234 0.78 0/300

7 ql 0.78 0/234 1.00 0/300

78 Q2 0.88 1/860 (0.1%) 0.90 0/1136

78 q2 0.79 1/860 (0.1%) 0.77 1/1136 (0.1%)
79 Q3 0.71 0/701 0.81 1/934 (0.1%)
79 q3 0.71 0/701 0.80 0/934

80 e0 0.58 0/499 0.74 0/665

82 p0 0.46 0/1092 0.61 0/1474
All All 0.90 | 370/430074 (0.1%) | 1.30 | 4696,/631364 (0.7%)
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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
6 S4 0 1
7 sH 0 1
9 S7 0 2
9 s7 0 1
10 s8 0 1
11 s9 0 1
16 C4 0 2
18 c6 0 1
19 C7 0 1
25 D3 0 1
27 D5 0 1
28 D6 0 1
33 E1l 0 1
39 L2 0 1
39 12 0 1
40 L3 0 1
43 L6 0 1
43 16 0 1
44 17 0 1
45 L8 0 1
46 L9 0 1
48 M1 0 1
52 M6 0 1
52 m6 0 1
54 m8 0 1
56 NO 0 1
56 n0 0 1
59 n3 0 1
64 n8 0 1
65 N9 0 2
67 01 0 1
72 06 0 1
81 m2 0 1
All All 0 36

The worst 5 of 370 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
78 Q2 17 CYS | CB-SG | 12.26 2.03 1.82

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
36 D 1152 G N9-C4 | -11.12 1.29 1.38
36 3 2726 C N3-C4 | -9.57 1.27 1.33
78 q2 17 CYS | CB-SG | 9.14 1.97 1.82
36 1 3181 C N3-C4 | -8.78 1.27 1.33

The worst 5 of 4696 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
36 > 1116 G 05-P-OP1 | -18.97 87.94 110.70
36 D 1152 G C2-N3-C4 | -18.00 102.90 111.90
36 d 1152 G N3-C4-C5 | 17.23 137.22 128.60
36 3 1152 G N3-C4-N9 | -15.73 116.56 126.00
36 1 1495 U CH-C6-N1 | -15.66 114.87 122.70

There are no chirality outliers.

5 of 36 planarity outliers are listed below:

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

6 S4 167 | GLY | Peptide
9 S7 131 | PHE | Peptide
9 S7 30 SER | Peptide

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 2 37283 0 18757 1102 0
1 6 38238 0 19240 1042 0
2 SO 1577 0 1567 189 0
2 sO 1583 0 1578 0 0
3 S1 1709 0 1784 187 0
3 sl 1722 0 1793 0 0
4 S2 1635 0 1723 148 0
4 s2 1635 0 1723 0 0
d S3 1734 0 1817 151 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
d s3 1734 0 1817 0 0
6 S4 2068 0 2154 214 0
6 s4 2068 0 2154 0 0
7 SH 1609 0 1675 187 0
7 sH 1609 0 1675 0 0
8 S6 1799 0 1879 135 0
8 s6 1755 0 1846 0 0
9 S7 1481 0 1572 133 0
9 s7 1491 0 1578 0 0
10 S8 1489 0 1525 154 0
10 s8 1489 0 1525 0 0
11 S9 1494 0 1573 154 0
11 s9 1494 0 1573 0 0
12 Co 773 0 729 84 0
12 c0 762 0 699 0 0
13 C1 1214 0 1259 107 0
13 cl 1168 0 1231 0 0
14 C2 892 0 891 71 0
14 c2 892 0 891 0 0
15 C3 1192 0 1254 111 0
15 c3 1192 0 1255 0 0
16 C4 891 0 883 98 0
16 c4 949 0 985 0 0
17 Ch 977 0 1002 112 0
17 () 1039 0 1050 0 0
18 C6 1105 0 1166 137 0
18 cb 1111 0 1171 0 0
19 c7 926 0 930 96 0
19 c’ 906 0 909 0 0
20 C8 1192 0 1222 137 0
20 c8 1192 0 1222 0 0
21 C9 1112 0 1124 113 0
21 c9 1112 0 1124 0 0
22 DO 855 0 917 95 0
22 do 882 0 939 0 0
23 D1 684 0 672 81 0
23 dl 684 0 672 0 0
24 D2 1021 0 1060 105 0
24 d2 1021 0 1060 0 0
25 D3 1121 0 1196 104 0
25 d3 1121 0 1196 0 0
26 D4 1073 0 1132 101 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
26 d4 1073 0 1132 0 0
27 D5 563 0 603 74 0
27 db 558 0 098 0 0
28 D6 769 0 814 119 0
28 dé 769 0 814 0 0
29 D7 610 0 631 49 0
29 d7 610 0 633 0 0
30 D8 497 0 935 o8 0
30 d8 497 0 535 0 0
31 D9 442 0 428 48 0
31 d9 442 0 429 0 0
32 EO 475 0 025 38 0
33 E1 066 0 602 73 0
33 el 608 0 657 0 0
34 SR 2441 0 2397 163 0
34 sR 2442 0 2392 0 0
35 SM 1104 0 996 82 0
35 sM 680 0 607 0 0
36 1 67355 0 33845 1582 1
36 d 67376 0 33858 1542 0
37 3 2579 0 1304 62 0
37 7 2579 0 1304 63 0
38 4 3353 0 1695 82 0
38 8 3353 0 1695 95 0
39 L2 1914 0 1981 220 0
39 12 1912 0 1976 0 0
40 L3 3075 0 3142 272 0
40 13 3075 0 3142 0 0
41 L4 2748 0 2859 247 0
41 14 2748 0 2859 0 0
42 L5 2375 0 2325 231 0
42 15 2359 0 2311 0 0
43 L6 1239 0 1326 97 0
43 16 1248 0 1339 0 0
44 L7 1784 0 1862 165 0
44 17 1791 0 1869 0 0
45 L8 1804 0 1877 140 0
45 18 1763 0 1819 0 0
46 L9 1518 0 1587 160 0
46 19 1518 0 1587 0 0
47 MO 1705 0 1735 170 0
47 m0 1722 0 1755 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
48 M1 1353 0 1383 117 0
48 ml 1353 0 1383 0 0
49 M3 1543 0 1608 158 0
49 m3 1548 0 1613 0 0
20 M4 1053 0 1149 104 0
20 m4 1059 0 1154 0 0
51 M5 1720 0 1779 184 0
51 mo 1720 0 1779 0 0
52 M6 1555 0 1659 150 0
52 m6 1555 0 1659 0 0
53 M7 1420 0 1437 114 0
53 m7 1227 0 1236 0 0
o4 M8 1441 0 1543 132 0
o4 m8 1441 0 1543 0 0
95 M9 1521 0 1617 123 0
95 m9 1521 0 1617 0 0
o6 NO 1445 0 1487 135 0
o6 n0 1445 0 1487 0 0
a7 N1 1276 0 1323 123 0
a7 nl 1276 0 1323 0 0
o8 N2 796 0 812 o8 0
o8 n2 778 0 791 0 0
29 N3 1003 0 1048 86 0
29 n3 1003 0 1048 0 0
60 N4 699 0 640 36 0
60 n4 1038 0 1071 0 0
61 N5 964 0 1025 75 0
61 nd 959 0 1023 0 0
62 N6 993 0 1081 94 0
62 n6 993 0 1081 0 0
63 N7 1092 0 1155 120 0
63 n7 1092 0 1155 0 0
64 N8 1173 0 1214 111 0
64 n8 1173 0 1215 0 0
65 N9 462 0 491 44 0
65 n9 462 0 491 0 0
66 00 743 0 797 72 0
66 o0 767 0 816 0 0
67 01 876 0 912 72 0
67 ol 883 0 918 0 0
68 02 1020 0 1090 87 0
68 02 1020 0 1090 0 0

Continued on next page...



Page 140

wwPDB X-ray Structure Validation Summary Report

4U53

Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
69 03 850 0 880 o8 0
69 03 850 0 880 0 0
70 04 880 0 945 97 0
70 o4 880 0 945 0 0
71 05 969 0 1078 107 0
71 09 965 0 1067 0 0
72 06 771 0 849 73 0
72 06 770 0 846 0 0
73 o7 681 0 683 52 0
73 o7 681 0 682 0 0
74 08 612 0 682 64 0
74 08 608 0 671 0 0
75 09 436 0 475 44 0
75 09 436 0 475 0 0
76 QO 417 0 455 32 0
76 q0 417 0 456 0 0
7 Q1L 233 0 284 21 0
7 ql 233 0 284 0 0
78 Q2 847 0 916 o8 0
78 q2 847 0 917 0 0
79 Q3 694 0 734 61 0
79 q3 694 0 734 0 0
80 el 491 0 542 0 0
81 m2 750 0 175 0 0
82 p0 1077 0 1041 0 0
83 pl 235 0 20 0 0
84 p2 230 0 o1 0 0
85 1 471 0 0 0 0
85 2 123 0 0 0 0
85 3 14 0 0 0 0
85 4 20 0 0 0 0
85 D 496 0 0 0 0
85 6 147 0 0 0 0
85 7 18 0 0 0 0
85 8 15 0 0 0 0
85 C3 1 0 0 0 0
85 DO 1 0 0 0 0
85 D3 1 0 0 0 0
85 L2 3 0 0 0 0
85 L3 3 0 0 0 0
85 L4 2 0 0 0 0
85 L5 1 0 0 0 0

Continued on next page...
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Symm-Clashes

H(added) | Clashes

Chain | Non-H | H(model)
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
86 13 14 0 0 0 0
86 14 14 0 0 0 0
86 15 28 0 0 0 0
86 19 7 0 0 0 0
86 m0 14 0 0 0 0
86 ml 7 0 0 0 0
86 m4 7 0 0 0 0
86 mo 7 0 0 0 0
86 m6 7 0 0 0 0
86 m7 7 0 0 0 0
86 m8 7 0 0 0 0
86 n3 14 0 0 0 0
86 n6 7 0 0 0 0
86 n9 7 0 0 0 0
86 02 7 0 0 0 0
86 03 7 0 0 0 0
86 o7 14 0 0 0 0
86 q2 7 0 0 0 0
86 sl 14 0 0 0 0
86 s8 7 0 0 0 0
86 sR 7 0 0 0 0
87 D6 1 0 0 0 0
87 D7 1 0 0 0 0
87 D9 1 0 0 0 0
87 E1 1 0 0 0 0
87 o7 1 0 0 0 0
87 QO 1 0 0 0 0
87 Q2 1 0 0 0 0
87 Q3 1 0 0 0 0
87 d6 1 0 0 0 0
87 d7 1 0 0 0 0
87 d9 1 0 0 0 0
87 el 1 0 0 0 0
87 o7 1 0 0 0 0
87 q0 1 0 0 0 0
87 q2 1 0 0 0 0
87 q3 1 0 0 0 0
88 1 21 0 20 3 0
88 D 21 0 20 7 0
All All 411183 0 297329 12131 1

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 18.
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The worst 5 of 12131 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
78:Q2:17:CYS:SG 78:Q2:17:CYS:CB 2.03 1.47
78:Q2:17:CYS:SG | 78:Q2:77:CYS:HB3 2.03 1.07
36:5:3274:A:H3’ 36:5:3275:U:Hb5” 1.36 1.07
78:Q2:17:CYS:SG | 78:Q2:77:CYS:CB 2.70 1.05
36:1:3182:G:OP1 | 52:M6:160:ARG:NH2 1.90 1.03

All (1) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
36:1:531:G:OP1 | 86:56:301:OHX:N1[2 545] 2.16 0.04

5.3 Torsion angles (i)

5.3.1

Protein backbone (1)

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%) 139 (68%) 40 (20%) 25 (12%) 0ff2 |
2 s0 204/251 (81%) 148 (72%) 37 (18%) 19 (9%) 1116
3 S1 212/254 (84%) 147 (69%) 38 (18%) 27 (13%) 0ff2
3 sl 214/254 (84%) 164 (77%) 34 (16%) 16 (8%) 14110
4 S2 215/253 (85%) 177 (82%) 26 (12%) 12 (6%) 2] 16 B
4 s2 215/253 (85%) 171 (80%) 27 (13%) 17 (8%) 1018
5 S3 221/239 (92%) 176 (80%) 32 (14%) 13 (6%) 21 15
5 s3 221/239 (92%) 172 (78%) 30 (14%) 19 (9%) 1417
6 S4 258/260 (99%) 205 (80%) 39 (15%) 14 (5%) 2017
6 s4 258/260 (99%) 206 (80%) 34 (13%) 18 (7%) 1011
7 SH 204/224 (91%) 149 (73%) 38 (19%) 17 (8%) 1018

Continued on next page...
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
7 Sh) 204/224 (91%) 145 (71%) 44 (22%) 15 (7%)
8 S6 224/236 (95%) 194 (87%) 20 (9%) 10 (4%)
8 s6 216/236 (92%) 184 (85%) 20 (9%) 12 (6%)
9 ST 182/189 (96%) 132 (72%) 33 (18%) 17 (9%)
9 s7 184/189 (97%) 142 (77%) 23 (12%) 19 (10%)
10 S8 184/200 (92%) 150 (82%) 23 (12%) 11 (6%)
10 s8 184/200 (92%) 155 (84%) 21 (11%) 8 (4%)
11 S9 183/196 (93%) 146 (80%) 24 (13%) 13 (7%)
11 s9 183/196 (93%) 144 (79%) 25 (14%) 14 (8%)
12 Co 94/105 (90%) 68 (72%) 17 (18%) 9 (10%)
12 c0 92/105 (88%) 60 (65%) 16 (17%) 16 (17%)
13 C1 153/155 (99%) 118 (77%) 22 (14%) 13 (8%)
13 cl 144 /155 (93%) 112 (78%) 25 (17%) 7 (5%)
14 C2 122/142 (86%) 70 (57%) 28 (23%) 24 (20%)
14 c2 122/142 (86%) 68 (56%) 36 (30%) 18 (15%)
15 C3 148/150 (99%) 120 (81%) 16 (11%) 12 (8%)
15 c3 148/150 (99%) 112 (76%) 23 (16%) 13 (9%)
16 C4 125/136 (92%) 92 (74%) 22 (18%) 11 (9%)
16 c4 126/136 (93%) 94 (75%) 22 (18%) 10 (8%)
17 Ch 122/141 (86%) 89 (73%) 24 (20%) 9 (7%)
17 cb 133/141 (94%) 87 (65%) 28 (21%) 18 (14%)
18 C6 139/142 (98%) 108 (78%) 18 (13%) 13 (9%)
18 c6 140/142 (99%) 111 (79%) 19 (14%) 10 (7%)
19 c7 116/136 (85%) 86 (74%) 19 (16%) 11 (10%)
19 c7 113/136 (83%) 84 (74%) 21 (19%) 8 (7%)
20 C8 143/145 (99%) 110 (77%) 22 (15%) 11 (8%)
20 c8 143/145 (99%) 112 (78%) 21 (15%) 10 (7%)
21 C9 141/143 (99%) 114 (81%) 20 (14%) 7 (5%)
21 c9 141/143 (99%) 109 (77%) 27 (19%) 5 (4%)
22 DO 105/120 (88%) 87 (83%) 13 (12%) 5 (5%)
22 do 108/120 (90%) 83 (77%) 13 (12%) 12 (11%)

AAAAAAAAAAAAAAA
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
23 D1 85/87 (98%) 54 (64%) 21 (25%) 10 (12%) |
23 dl 85/87 (98%) 66 (78%) 12 (14%) 7 (8%)
24 D2 127/129 (98%) 103 (81%) 20 (16%) 4 (3%)
24 d2 127/129 (98%) 111 (87%) 14 (11%) 2 (2%)
25 D3 142/144 (99%) 107 (75%) 22 (16%) 13 (9%)
25 d3 142/144 (99%) 120 (84%) 16 (11%) 6 (4%)
26 D4 132/134 (98%) 107 (81%) 20 (15%) 5 (4%)
26 d4 132/134 (98%) 101 (76%) 22 (17%) 9 (7%)
27 D5 68/107 (64%) 39 (57%) 18 (26%) 11 (16%)
27 db 67/107 (63%) 51 (76%) 13 (19%) 3 (4%)
28 D6 95/97 (98%) 55 (58%) 21 (22%) 19 (20%)
28 d6 95/97 (98%) 72 (76%) 14 (15%) 9 (10%)
29 D7 79/81 (98%) 58 (73%) 16 (20%) 5 (6%)
29 d7 79/81 (98%) 64 (81%) 10 (13%) 5 (6%)
30 D8 61/66 (92%) 45 (74%) 11 (18%) 5 (8%)
30 d8 61/66 (92%) 40 (66%) 15 (25%) 6 (10%)
31 D9 51/55 (93%) 43 (84%) 6 (12%) 2 (4%)
31 d9 51/55 (93%) 41 (80%) 4 (8%) 6 (12%)
32 EO 58/60 (97%) 48 (83%) 7 (12%) 3 (5%)
33 E1 69/76 (91%) 31 (45%) 22 (32%) 16 (23%)
33 el 74/76 (97%) 35 (47%) 18 (24%) 21 (28%)
34 SR 316/318 (99%) 263 (83%) 41 (13%) 12 (4%)
34 sR 316/318 (99%) 269 (85%) 37 (12%) 10 (3%)
35 SM 155/273 (57%) 101 (65%) 33 (21%) 21 (14%)
35 sM 98/273 (36%) 56 (57%) 29 (30%) 13 (13%)
39 L2 250/253 (99%) 208 (83%) 30 (12%) 12 (5%)
39 12 250/253 (99%) 206 (82%) 26 (10%) 18 (7%)
40 L3 384/386 (100%) 319 (83%) 46 (12%) 19 (5%)
40 13 384/386 (100%) 331 (86%) 40 (10%) 13 (3%)
41 L4 359/361 (99%) 289 (80%) 42 (12%) 28 (8%)
41 14 359/361 (99%) 290 (81%) 44 (12%) 25 (7%)

Continued on next page...
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
42 L5 294/296 (99%) 235 (80%) | 42 (14%) | 17 (6%) 15
42 15 292/296 (99%) 244 (84%) | 36 (12%) | 12 (4%) 24
43 L6 152/175 (87%) 126 (83%) | 21 (14%) 5 (3%) 30
43 16 153/175 (87%) 129 (84%) | 21 (14%) 3 (2%) 9] 43
44 L7 220/243 (90%) 175 (80%) | 35 (16%) | 10 (4%) 21
44 17 221/243 (91%) 179 (81%) | 34 (15%) 8 (4%) 28
45 L8 231/255 (91%) 176 (76%) | 42 (18%) | 13 (6%) 16
45 18 229/255 (90%) 179 (78%) | 32 (14%) | 18 (8%) 8
46 L9 189/191 (99%) 159 (84%) | 23 (12%) 7 (4%) 27
46 19 189/191 (99%) 159 (84%) | 24 (13%) 6 (3%) 31
47 | MO 207/220 (94%) 165 (80%) | 27 (13%) | 15 (7%) |
47 | mo 209/220 (95%) 155 (74%) | 39 (19%) | 15 (7%) |
48 | M1 167/173 (96%) 120 (72%) | 27 (16%) | 20 (12%) ml
48 ml 167/173 (96%) 134 (80%) | 22 (13%) | 11 (7%) |
49 M3 191/198 (96%) 151 (79%) | 29 (15%) | 11 (6%)

49 m3 192/198 (97%) 159 (83%) 17 (9%) 16 (8%)

50 M4 134/137 (98%) 108 (81%) | 17 (13%) 9 (7%) |

50 m4 135/137 (98%) 113 (84%) | 18 (13%) 4 (3%) 33
51 M5 201/203 (99%) 176 (88%) | 20 (10%) 5 (2%) 37
51 mb 201/203 (99%) 167 (83%) | 26 (13%) 8 (4%) 24
52 M6 195/198 (98%) 172 (88%) 18 (9%) 5 (3%) 36
52 mé6 195/198 (98%) 164 (84%) | 22 (11%) 9 (5%) 21
53 M7 181/183 (99%) 139 (77%) | 32 (18%) | 10 (6%) 16
53 m7 153/183 (84%) 134 (88%) | 17 (11%) 2 (1%) 15 52
54 M8 183/185 (99%) 154 (84%) | 24 (13%) 5 (3%) 6] 35
54 ms 183/185 (99%) 151 (82%) | 27 (15%) 5 (3%) 6] 35
55 M9 186,188 (99%) 157 (84%) | 25 (13%) 4 (2%) 3] 41
55 m9 186,188 (99%) 154 (83%) | 28 (15%) 4 (2%) 8] 41
56 NO 170/172 (99%) 151 (89%) 13 (8%) 6 (4%) 29
56 n0 170/172 (99%) 157 (92%) 11 (6%) 2 (1%) 16| 54
57 N1 157/159 (99%) 134 (85%) | 16 (10%) 7 (4%) 21
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
57 nl 157/159 (99%) 128 (82%) 23 (15%) 6 (4%)
58 N2 98/120 (82%) 74 (76%) 16 (16%) 8 (8%)
58 n2 96,/120 (80%) 79 (82%) 11 (12%) 6 (6%)
59 N3 134/136 (98%) 119 (89%) 12 (9%) 3 (2%)
59 n3 134/136 (98%) 124 (92%) 9 (7%) 1 (1%)
60 N4 96/155 (62%) 69 (72%) 19 (20%) 8 (8%)
60 n4 133/155 (86%) 108 (81%) 14 (10%) 11 (8%)
61 N5 119/141 (84%) 107 (90%) 11 (9%) 1 (1%)
61 nd 118/141 (84%) 92 (78%) 17 (14%) 9 (8%) 1119
62 N6 124/126 (98%) 107 (86%) 13 (10%) 4 (3%) 51 31
62 n6 124/126 (98%) 109 (88%) 11 (9%) 4 (3%) 51 31
63 N7 133/135 (98%) 105 (79%) 20 (15%) 8 (6%) 21115
63 | n7 133/135 (98%) 09 (74%) | 24 (18%) | 10 (8%) 1]]10] |
64 N8 146/148 (99%) 112 (77%) 25 (17%) 9 (6%) 21 14 B
64 n8 146/148 (99%) 114 (78%) 24 (16%) 8 (6%) 21 16
65 N9 56/58 (97%) 48 (86%) 7 (12%) 1 (2%) 11] 46
65 n9 56/58 (97%) 36 (64%) 14 (25%) 6 (11%) 04
66 00 95/104 (91%) 81 (85%) 12 (13%) 2 (2%) 9] 42
66 o0 98/104 (94%) 90 (92%) 7 (%) 1 (1%)
67 01 107/112 (96%) 92 (86%) 8 (8%) 7 (6%)
67 ol 107/112 (96%) 83 (78%) 12 (11%) 12 (11%)
68 02 125/129 (97%) 109 (87%) 12 (10%) 4 (3%)
68 02 125/129 (97%) 101 (81%) 17 (14%) 7 (6%)
69 03 104/106 (98%) 88 (85%) 14 (14%) 2 (2%)
69 03 104/106 (98%) 90 (86%) 10 (10%) 4 (4%)
70 04 110/119 (92%) 87 (79%) 19 (17%) 4 (4%)
70 o4 110/119 (92%) 93 (84%) 13 (12%) 4 (4%)
71 05 117/119 (98%) 97 (83%) 16 (14%) 4 (3%)
71 05 117/119 (98%) 93 (80%) 20 (17%) 4 (3%)
72 06 97/99 (98%) 80 (82%) 9 (9%) 8 (8%)
72 06 97/99 (98%) 77 (79%) 12 (12%) 8 (8%)
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
73 o7 85/87 (98%) 69 (81%) 15 (18%) 1 (1%) 16| 54
73 o7 85/87 (98%) 67 (79%) 15 (18%) 3 (4%) 29
74 08 7577 (97%) 60 (80%) 12 (16%) 3 (4%) 24
74 08 7577 (97%) 62 (83%) 9 (12%) 4 (5%) 17
75 09 48/50 (96%) 38 (79%) 8 (17%) 2 (4%) 23
75 09 48/50 (96%) 40 (83%) 8 (17%) 0 100
76 Q0 50/52 (96%) 45 (90%) 3 (6%) 2 (4%)

76 q0 50/52 (96%) 43 (86%) 5 (10%) 2 (4%)
7 Q1 23/25 (92%) 21 (91%) 2 (9%) 0 00
77 ql 23/25 (92%) 19 (83%) 2 (9%) 2 (9%)
78 Q2 103/105 (98%) 72 (70%) 23 (22%) 8 (8%)
78 q2 103/105 (98%) 93 (90%) 8 (8%) 2 (2%)
79 Q3 89/91 (98%) 76 (85%) 8 (9%) 5 (6%) 16
79 q3 89/91 (98%) 75 (84%) 10 (11%) 4 (4%) 21
80 e0 60/62 (97%) 44 (73%) 12 (20%) 4 (7%) 12
82 p0 139/311 (45%) 119 (86%) 14 (10%) 6 (4%) 23
All All 22333/24141 (92%) | 17773 (80%) | 3160 (14%) | 1400 (6%) 13

5 of 1400 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 SO 4 PRO
2 SO 39 ASN
2 S0 66 ALA
2 SO 102 PHE
2 S0 103 THR

5.3.2 Protein sidechains (1)

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

The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 S0 164/209 (78%) 135 (82%)
2 s0 165/209 (79%) 131 (79%)
3 S1 191/223 (86%) 149 (78%)
3 sl 192/223 (86%) 156 (81%)
4 S2 176/204 (86%) 134 (76%)
4 s2 176/204 (86%) 128 (73%)
5t S3 182/194 (94%) 141 (78%)
5 s3 182/194 (94%) 144 (79%)
6 S4 221/221 (100%) 177 (80%)
6 s4 221/221 (100%) 183 (83%)
7 SH 173/190 (91%) 143 (83%)
7 oh) 173/190 (91%) 144 (83%)
8 S6 188/201 (94%) 154 (82%)
8 s6 187/201 (93%) 153 (82%)
9 S7 165/169 (98%) 135 (82%)
9 s7 165/169 (98%) 130 (79%)
10 S8 150/161 (93%) 117 (78%)
10 s8 150/161 (93%) 124 (83%)
11 S9 158/165 (96%) 120 (76%)
11 s9 158/165 (96%) 120 (76%)
12 Co 77/98 (79%) 66 (86%)
12 c0 73/98 (74%) 63 (86%)
13 Cl1 129/136 (95%) 109 (84%)
13 cl 129/136 (95%) 104 (81%)
14 C2 88/118 (75%) 67 (76%)
14 c2 88/118 (75%) 71 (81%)
15 C3 127/127 (100%) 104 (82%)
15 c3 127/127 (100%) 93 (73%)
16 C4 81/104 (78%) 61 (75%)
16 cd 97/104 (93%) 69 (71%)
17 Ch 101/117 (86%) 83 (82%)
17 cb 103/117 (88%) 90 (87%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
18 C6 117/118 (99%) 92 (79%) 25 (21%) 1115 |
18 c6 118/118 (100%) 91 (77%) 27 (23%) 184
19 c7 94/124 (76%) 70 (74%) 24 (26%) 1112
19 e’ 92/124 (74%) 74 (80%) 18 (20%) 117
20 C8 128/128 (100%) 102 (80%) 26 (20%) 1116
20 c8 128/128 (100%) 99 (77%) 29 (23%) 184
21 C9 115/115 (100%) 93 (81%) 22 (19%) 2118
21 c9 115/115 (100%) 91 (79%) 24 (21%) 1116
22 DO 100/113 (88%) 81 (81%) 19 (19%) 2118
22 do 103/113 (91%) 76 (74%) 27 (26%) 0ff2
23 D1 74/74 (100%) 56 (76%) 18 (24%) 1113
23 d1 74/74 (100%) 53 (72%) 21 (28%) 0ff2
24 D2 110/110 (100%) 92 (84%) 18 (16%) 30114
24 d2 110/110 (100%) 96 (87%) 14 (13%) 5] 24
25 D3 119/119 (100%) 100 (84%) 19 (16%) 30114
25 d3 119/119 (100%) 94 (79%) 25 (21%) 1116
26 D4 112/112 (100%) 92 (82%) 20 (18%) 21110
26 d4 112/112 (100%) 91 (81%) 21 (19%) 2118
27 D5 61/88 (69%) 42 (69%) 19 (31%) 0ff!
27 db 61/88 (69%) 53 (87%) 8 (13%) 50 22
28 D6 83/83 (100%) 60 (72%) 23 (28%) 0ff2
28 d6 83/83 (100%) 62 (75%) 21 (25%) 1112
29 D7 70/70 (100%) 58 (83%) 12 (17%) 29012
29 d7 70/70 (100%) 62 (89%) 8 (11%) 71 29 ]
30 D8 56/59 (95%) 44 (79%) 12 (21%) 1115
30 d8 56,/59 (95%) 46 (82%) 10 (18%) 21110
31 D9 47/48 (98%) 41 (87%) 6 (13%) 51 23
31 d9 47/48 (98%) 35 (74%) 12 (26%) 1112
32 EO 51/51 (100%) 42 (82%) 9 (18%) 21110
33 E1 62/66 (94%) 41 (66%) 21 (34%) 0fl1
33 el 66/66 (100%) 50 (76%) 16 (24%) 1113
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
34 SR 260/261 (100%) 227 (87%) 33 (13%)
34 sR 260/261 (100%) 221 (85%) 39 (15%)
35 SM 97/228 (42%) 75 (77%) 22 (23%)
35 sM 54/228 (24%) 42 (78%) 12 (22%)
39 L2 193/195 (99%) 155 (80%) 38 (20%)
39 12 192/195 (98%) 150 (78%) 42 (22%)
40 L3 321/322 (100%) 250 (78%) 71 (22%)
40 13 320/322 (99%) 250 (78%) 70 (22%)
41 L4 288/288 (100%) 224 (78%) 64 (22%)
41 14 288/288 (100%) 222 (77%) 66 (23%)
42 L5 244/244 (100%) 199 (82%) 45 (18%)
42 15 243/244 (100%) 190 (78%) 53 (22%)
43 L6 134/152 (88%) 115 (86%) 19 (14%)
43 16 135/152 (89%) 114 (84%) 21 (16%)
44 L7 186/204 (91%) 162 (87%) 24 (13%)
44 17 187/204 (92%) 158 (84%) 29 (16%)
45 L8 187/207 (90%) 145 (78%) 42 (22%)
45 18 177/207 (86%) 143 (81%) 34 (19%)
46 L9 171/171 (100%) 136 (80%) 35 (20%)
46 19 171/171 (100%) 127 (74%) 44 (26%)
47 MO 177/186 (95%) 143 (81%) 34 (19%)
47 m0 179/186 (96%) 146 (82%) 33 (18%)
48 M1 147/150 (98%) 116 (79%) 31 (21%)
48 ml 147/150 (98%) 110 (75%) 37 (25%)
49 M3 154/158 (98%) 130 (84%) 24 (16%)
49 m3 154/158 (98%) 123 (80%) 31 (20%)
50 M4 107/108 (99%) 88 (82%) 19 (18%)
50 m4 108/108 (100%) 89 (82%) 19 (18%)
51 M5 175/175 (100%) 142 (81%) 33 (19%)
51 mb 175/175 (100%) 142 (81%) 33 (19%)
52 M6 160/161 (99%) 133 (83%) 27 (17%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
52 m6 160/161 (99%) 126 (79%) 34 (21%) |
53 M7 140/145 (97%) 110 (79%) 30 (21%)
53 m7 125/145 (86%) 100 (80%) 25 (20%)
54 M8 150/150 (100%) 132 (88%) 18 (12%)
o4 m§ 150/150 (100%) 120 (80%) 30 (20%)
55 M9 153/153 (100%) 125 (82%) 28 (18%)
5%5) m9 153/153 (100%) 126 (82%) 27 (18%)
56 NO 156/156 (100%) 125 (80%) 31 (20%)
56 n0 156/156 (100%) 120 (77%) 36 (23%)
o7 N1 136/136 (100%) 109 (80%) 27 (20%)
57 nl 136/136 (100%) 104 (76%) 32 (24%)
58 N2 87/106 (82%) 77 (88%) 10 (12%)
58 n2 85/106 (80%) 69 (81%) 16 (19%)
59 N3 104/104 (100%) 84 (81%) 20 (19%)
59 n3 104/104 (100%) 90 (86%) 14 (14%)
60 N4 57/129 (44%) 51 (90%) 6 (10%)
60 n4 100/129 (78%) 83 (83%) 17 (17%)
61 N5 104/117 (89%) 81 (78%) 23 (22%)
61 nb 104/117 (89%) 82 (79%) 22 (21%)
62 N6 109/109 (100%) 83 (76%) 26 (24%)
62 n6 109/109 (100%) 85 (78%) 24 (22%)
63 N7 115/115 (100%) 89 (77%) 26 (23%)
63 n7 115/115 (100%) 90 (78%) 25 (22%)
64 N8& 118/118 (100%) 96 (81%) 22 (19%)
64 n8 118/118 (100%) 94 (80%) 24 (20%)
65 N9 46/46 (100%) 37 (80%) 9 (20%)
65 n9 46/46 (100%) 35 (76%) 11 (24%)
66 00 81/87 (93%) 61 (75%) 20 (25%)
66 o0 84/87 (97%) 67 (80%) 17 (20%)
67 01 92/96 (96%) 73 (79%) 19 (21%)
67 ol 94/96 (98%) 70 (74%) 24 (26%)
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Mol | Chain Analysed Rotameric | Outliers
68 02 109/110 (99%) 86 (79%) 23 (21%)
68 02 109/110 (99%) 85 (78%) 24 (22%)
69 03 90/90 (100%) 74 (82%) 16 (18%)
69 03 90/90 (100%) 70 (78%) 20 (22%)
70 04 95/101 (94%) 74 (78%) 21 (22%)
70 o4 95/101 (94%) 73 (77%) 22 (23%)
71 05 104/104 (100%) 84 (81%) 20 (19%)
71 05 103/104 (99%) 80 (78%) 23 (22%)
72 06 81/81 (100%) 64 (79%) 17 (21%)
72 06 80/81 (99%) 58 (72%) 22 (28%)
73 o7 70/70 (100%) 55 (79%) 15 (21%)
73 o7 70/70 (100%) 57 (81%) 13 (19%)
74 08 68/68 (100%) 50 (74%) 18 (26%)
74 08 67/68 (98%) 51 (76%) 16 (24%)
75 09 45/45 (100%) 38 (84%) 7 (16%)
75 09 45/45 (100%) 37 (82%) 8 (18%)
76 QO 47/47 (100%) 40 (85%) 7 (15%)
76 q0 47/47 (100%) 33 (70%) 14 (30%)
7 Q1 23/23 (100%) 16 (70%) 7 (30%)
7 ql 23/23 (100%) 15 (65%) 8 (35%)
78 Q2 90/90 (100%) 68 (76%) 22 (24%)
78 q2 90/90 (100%) 73 (81%) 17 (19%)
79 Q3 71/71 (100%) 58 (82%) 13 (18%)
79 q3 71/71 (100%) 55 (78%) 16 (22%)
80 e0 53/53 (100%) 38 (72%) 15 (28%)
82 p0 105/253 (42%) 84 (80%) 21 (20%)
All All 18729/20239 (92%) | 14954 (80%) | 3775 (20%)

5 of 3775 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
71 05 21 LEU
9 s7 129 LEU

Continued on next page...
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Mol | Chain | Res | Type
64 n8 65 GLN
74 08 3 ARG

4 s2 90 THR

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 79 such

sidechains are listed below:

Mol | Chain | Res | Type
61 N5 111 ASN
11 s9 124 HIS
57 nl 122 GLN
65 N9 48 HIS
79 Q3 33 GLN

5.3.3 RNA (D)

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 2 1747/1800 (97%) 511 (29%) 56 (3%)
1 6 1793/1800 (99%) 498 (27%) 50 (2%)
36 1 3145/3396 (92%) 747 (23%) 83 (2%)
36 5 3145/3396 (92%) 744 (23%) 85 (2%)
37 3 120/121 (99%) 19 (15%) 3 (2%)
37 7 120/121 (99%) 23 (19%) 3 (2%)
38 4 157/158 (99%) 45 (28%) 4 (2%)
38 8 157/158 (99%) 41 (26%) 2 (1%)
All All 10384,/10950 (94%) 2628 (25%) 286 (2%)

5 of 2628 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 2 2 A
1 2 4 C
1 2 20 G
1 2 21 U
1 2 25 C

5 of 286 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
36 1 3218 A
1 6 542 A

Continued on next page...
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Mol | Chain | Res | Type
36 5 2887 A
36 1 3319 U
38 4 125 U

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 2554 ligands modelled in this entry, 1422 are monoatomic - leaving 1132 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 1 3866 - 0,6,6 0.00 - 0,15,15 0.00 -
86 | OHX 1 3867 - 0,6,6 0.00 - 0,15,15 0.00 -
86 | OHX 1 3868 - 0,6,6 0.00 - 0,15,15 0.00 -
86 | OHX 1 3869 - 0,6,6 0.00 - 0,15,15 0.00 -
86 | OHX 1 3870 - 0,6,6 0.00 - 0,15,15 0.00 -
8 | OHX 1 3871 - 0,6,6 0.00 - 0,15,15 0.00 -
8 | OHX 1 3872 - 0,6,6 0.00 - 0,15,15 0.00 -
86 | OHX 1 3873 - 0,6,6 0.00 - 0,15,15 0.00 -
86 | OHX 1 3874 - 0,6,6 0.00 - 0,15,15 0.00 -
86 | OHX 1 3875 - 0,6,6 0.00 - 0,15,15 0.00 -
86 | OHX 1 3876 - 0,6,6 0.00 - 0,15,15 0.00 -
8 | OHX 1 3877 - 0,6,6 0.00 - 0,15,15 0.00 -
8 | OHX 1 3878 - 0,6,6 0.00 - 0,15,15 0.00 -
8 | OHX 1 3879 - 0,6,6 0.00 - 0,15,15 0.00 -
86 | OHX 1 3880 - 0,6,6 0.00 - 0,15,15 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 3881 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3882 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3883 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3884 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3885 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3886 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3887 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3888 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3889 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3890 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3891 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3892 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3893 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3894 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3895 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3896 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3897 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3898 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3899 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3900 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3901 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3902 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3903 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3904 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3905 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3906 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3907 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3908 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3909 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3910 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3911 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3912 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3913 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3914 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3915 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3916 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3917 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3918 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3919 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3920 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3921 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3922 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3923 - 0,6,6 0.00 - 0,15,15 | 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 3924 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3925 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3926 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3927 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3928 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3929 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3930 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3931 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3932 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3933 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3934 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3935 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3936 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3937 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3938 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3939 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3940 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3941 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3942 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3943 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3944 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3945 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3946 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3947 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3948 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3949 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3950 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3951 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3952 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3953 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3954 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3955 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3956 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3957 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3958 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3959 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3960 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3961 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3962 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3963 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3964 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3965 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3966 - 0,6,6 0.00 - 0,15,15 | 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 3967 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3968 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3969 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3970 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3971 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3972 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3973 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3974 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3975 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3976 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3977 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3978 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3979 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3980 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3981 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3982 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3983 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3984 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3985 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3986 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3987 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3988 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3989 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3990 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3991 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3992 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3993 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3994 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3995 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3996 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3997 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3998 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 3999 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4000 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4001 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4002 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4003 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4004 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4005 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4006 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4007 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4008 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4009 - 0,6,6 0.00 - 0,15,15 | 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 4010 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4011 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4012 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4013 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4014 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4015 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4016 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4017 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4018 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4019 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4020 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4021 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4022 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4023 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4024 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4025 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4026 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4027 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4028 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4029 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4030 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4031 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4032 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4033 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4034 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4035 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4036 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4037 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4038 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4039 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4040 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4041 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4042 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4043 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4044 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4045 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4046 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4047 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4048 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4049 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4050 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4051 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4052 - 0,6,6 0.00 - 0,15,15 | 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 4053 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4054 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4055 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4056 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4057 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4058 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4059 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4060 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4061 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4062 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4063 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4064 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4065 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4066 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4067 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4068 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4069 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4070 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4071 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4072 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4073 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4074 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4075 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4076 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4077 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4078 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4079 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4080 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4081 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4082 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4083 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4084 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4085 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4086 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4087 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4088 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4089 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4090 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4091 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4092 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4093 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4094 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4095 - 0,6,6 0.00 - 0,15,15 | 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 4096 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4097 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4098 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4099 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4100 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4101 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4102 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4103 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4104 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4105 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4106 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4107 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4108 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4109 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4110 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4111 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4112 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4113 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4114 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4115 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4116 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4117 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4118 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4119 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4120 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4121 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4122 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4123 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4124 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4125 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4126 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4127 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4128 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4129 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4130 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4131 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4132 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4133 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4134 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4135 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4136 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4137 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4138 - 0,6,6 0.00 - 0,15,15 | 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 4139 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4140 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4141 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4142 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4143 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4144 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4145 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4146 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4147 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4148 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4149 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4150 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4151 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4152 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4153 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4154 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4155 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4156 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4157 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4158 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4159 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4160 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4161 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4162 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4163 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4164 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4165 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4166 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4167 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4168 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4169 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4170 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4171 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4172 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4173 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4174 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4175 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4176 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4177 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4178 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4179 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4180 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4181 - 0,6,6 0.00 - 0,15,15 | 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 4182 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4183 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4184 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4185 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4186 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4187 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4188 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4189 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4190 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4191 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4192 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4193 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4194 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4195 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4196 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4197 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4198 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4199 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4200 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4201 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4202 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4203 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4204 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4205 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4206 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4207 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4208 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4209 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4210 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4211 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4212 - 0,6,6 0.00 - 0,15,15 | 0.00 -
88 3J6 1 4213 | 85 | 20,2424 | 1.50 2 (10%) | 23,42,42 | 2.08 8 (34%)
86 | OHX 2 2023 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2024 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2025 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2026 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2027 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2028 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2029 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2030 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2031 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2032 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2033 - 0,6,6 0.00 - 0,15,15 | 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 2034 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2035 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2036 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2037 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2038 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2039 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2040 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2041 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2042 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2043 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2044 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2045 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2046 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2047 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2048 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2049 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2050 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2051 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2052 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2053 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2054 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2055 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2056 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2057 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2058 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2059 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2060 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2061 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2062 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2063 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2064 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2065 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2066 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2067 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2068 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2069 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2070 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2071 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2072 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2073 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2074 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2075 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2076 - 0,6,6 0.00 - 0,15,15 | 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 2077 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2078 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2079 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2080 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2081 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2082 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2083 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2084 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2085 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2086 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2087 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2088 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2089 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2090 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2091 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2092 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2093 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2094 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2095 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2096 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2097 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2098 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2099 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2100 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2101 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2102 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2103 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2104 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2105 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2106 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2107 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2108 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2109 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2110 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2111 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2112 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2113 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2114 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2115 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2116 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2117 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2118 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2119 - 0,6,6 0.00 - 0,15,15 | 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 2120 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2121 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2122 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2123 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2124 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2125 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2126 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2127 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2128 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2129 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2130 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2131 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2132 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2133 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2134 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2135 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2136 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2137 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2138 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2139 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2140 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2141 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2142 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2143 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2144 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2145 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2146 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2147 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2148 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2149 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2150 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2151 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2152 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2153 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2154 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2155 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2156 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2157 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2158 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2159 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2160 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2161 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2162 - 0,6,6 0.00 - 0,15,15 | 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 2163 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2164 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2165 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2166 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2167 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2168 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2169 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2170 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2171 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2172 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2173 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2174 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2175 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2176 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2177 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2178 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2179 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 3 215 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 3 216 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 3 217 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 3 218 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 3 219 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 3 220 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 3 221 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 3 222 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 3 223 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 3 224 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 3 225 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 3 226 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 4 221 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 4 222 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 4 223 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 4 224 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 4 225 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 4 226 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 4 227 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 4 228 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 4 229 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 4 230 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 4 231 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 4 232 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 4 233 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 4 234 - 0,6,6 0.00 - 0,15,15 | 0.00 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 4 235 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 4 236 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3893 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3894 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3895 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3896 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3897 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3898 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3899 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3900 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3901 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3902 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3903 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3904 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3905 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3906 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3907 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3908 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3909 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3910 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3911 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3912 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3913 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3914 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3915 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3916 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3917 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3918 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3919 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3920 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3921 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3922 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3923 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3924 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3925 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3926 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3927 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3928 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3929 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3930 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3931 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3932 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3933 - 0,6,6 0.00 - 0,15,15 | 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 3934 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3935 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3936 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3937 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3938 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3939 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3940 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3941 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3942 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3943 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3944 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3945 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3946 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3947 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3948 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3949 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3950 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3951 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3952 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3953 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3954 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3955 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3956 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3957 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3958 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3959 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3960 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3961 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3962 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3963 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3964 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3965 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3966 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3967 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3968 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3969 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3970 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3971 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3972 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3973 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3974 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3975 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3976 - 0,6,6 0.00 - 0,15,15 | 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 3977 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3978 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3979 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3980 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3981 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3982 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3983 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3984 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3985 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3986 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3987 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3988 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3989 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3990 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3991 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3992 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3993 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3994 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3995 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3996 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3997 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3998 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 3999 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4000 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4001 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4002 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4003 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4004 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4005 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4006 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4007 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4008 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4009 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4010 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4011 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4012 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4013 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4014 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4015 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4016 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4017 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4018 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4019 - 0,6,6 0.00 - 0,15,15 | 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 4020 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4021 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4022 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4023 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4024 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4025 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4026 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4027 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4028 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4029 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4030 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4031 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4032 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4033 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4034 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4035 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4036 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4037 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4038 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4039 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4040 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4041 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4042 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4043 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4044 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4045 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4046 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4047 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4048 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4049 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4050 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4051 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4052 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4053 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4054 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4055 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4056 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4057 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4058 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4059 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4060 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4061 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4062 - 0,6,6 0.00 - 0,15,15 | 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 4063 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4064 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4065 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4066 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4067 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4068 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4069 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4070 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4071 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4072 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4073 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4074 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4075 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4076 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4077 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4078 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4079 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4080 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4081 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4082 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4083 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4084 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4085 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4086 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4087 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4088 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4089 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4090 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4091 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4092 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4093 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4094 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4095 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4096 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4097 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4098 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4099 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4100 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4101 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4102 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4103 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4104 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4105 - 0,6,6 0.00 - 0,15,15 | 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 4106 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4107 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4108 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4109 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4110 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4111 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4112 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4113 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4114 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4115 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4116 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4117 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4118 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4119 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4120 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4121 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4122 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4123 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4124 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4125 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4126 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4127 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4128 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4129 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4130 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4131 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4132 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4133 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4134 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4135 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4136 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4137 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4138 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4139 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4140 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4141 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4142 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4143 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4144 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4145 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4146 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4147 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4148 - 0,6,6 0.00 - 0,15,15 | 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 4149 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4150 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4151 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4152 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4153 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4154 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4155 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4156 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4157 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4158 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4159 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4160 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4161 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4162 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4163 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4164 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4165 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4166 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4167 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4168 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4169 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4170 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4171 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4172 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4173 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4174 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4175 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4176 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4177 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4178 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4179 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4180 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4181 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4182 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4183 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4184 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4185 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4186 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4187 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4188 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4189 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4190 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4191 - 0,6,6 0.00 - 0,15,15 | 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 4192 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4193 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4194 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4195 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4196 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4197 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4198 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4199 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4200 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4201 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4202 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4203 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4204 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4205 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4206 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4207 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4208 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4209 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4210 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4211 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4212 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4213 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4214 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4215 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4216 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4217 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4218 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4219 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4220 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4221 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4222 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4223 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4224 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4225 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4226 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4227 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4228 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4229 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4230 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4231 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4232 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4233 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4234 - 0,6,6 0.00 - 0,15,15 | 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 4235 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4236 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4237 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4238 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4239 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4240 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4241 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4242 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4243 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4244 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4245 - 0,6,6 0.00 - 0,15,15 | 0.00 -
88 3J6 5 4246 | 85 | 20,2424 | 0.96 0 23,4242 | 1.32 2 (8%)
86 | OHX 6 2045 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2046 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2047 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2048 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2049 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2050 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2051 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2052 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2053 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2054 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2055 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2056 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2057 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2058 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2059 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2060 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2061 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2062 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2063 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2064 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2065 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2066 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2067 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2068 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2069 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2070 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2071 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2072 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2073 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2074 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2075 - 0,6,6 0.00 - 0,15,15 | 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 2076 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2077 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2078 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2079 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2080 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2081 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2082 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2083 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2084 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2085 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2086 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2087 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2088 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2089 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2090 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2091 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2092 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2093 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2094 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2095 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2096 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2097 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2098 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2099 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2100 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2101 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2102 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2103 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2104 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2105 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2106 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2107 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2108 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2109 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2110 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2111 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2112 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2113 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2114 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2115 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2116 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2117 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2118 - 0,6,6 0.00 - 0,15,15 | 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 2119 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2120 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2121 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2122 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2123 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2124 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2125 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2126 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2127 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2128 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2129 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2130 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2131 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2132 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2133 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2134 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2135 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2136 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2137 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2138 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2139 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2140 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2141 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2142 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2143 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2144 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2145 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2146 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2147 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2148 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2149 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2150 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2151 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2152 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2153 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2154 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2155 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2156 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2157 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2158 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2159 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2160 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2161 - 0,6,6 0.00 - 0,15,15 | 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 2162 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2163 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2164 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2165 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2166 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2167 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2168 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2169 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2170 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2171 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2172 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2173 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2174 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2175 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2176 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2177 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2178 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2179 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2180 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2181 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2182 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2183 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2184 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2185 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2186 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2187 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2188 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2189 1 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2190 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2191 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2192 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2193 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2194 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2195 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2196 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2197 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2198 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2199 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2200 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2201 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2202 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2203 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 6 2204 - 0,6,6 0.00 - 0,15,15 | 0.00 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 7 218 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 7 219 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 7 220 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 7 221 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 7 222 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 7 223 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 7 224 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 7 225 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 7 226 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 7 227 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 8 216 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 8 217 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 8 218 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 8 219 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 8 220 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 8 221 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 8 222 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 8 223 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 8 224 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 8 225 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 8 226 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 8 227 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 8 228 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 8 229 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 8 230 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 8 231 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX C3 202 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX Ch 201 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX C8 201 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX D3 202 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX D9 102 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX L3 404 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX L3 405 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX L4 403 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX MO 304 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX M5 303 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX M7 205 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX M7 206 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX M9 203 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX N9 101 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 01 201 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 03 202 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 04 201 - 0,6,6 0.00 - 0,15,15 | 0.00 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 06 201 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX o7 103 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 09 101 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX Q2 502 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX S6 301 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX S8 302 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX SR 401 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX c3 201 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX ch 201 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX c8 203 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX d4 201 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX d9 102 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 13 404 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 13 405 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 14 402 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 14 403 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 15 304 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 15 305 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 15 306 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 15 307 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 19 202 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX m0 302 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX m0 303 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX ml 202 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX m4 201 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX md 303 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX m6 203 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX m7 206 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX m8 201 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX n3 203 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX n3 204 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX n6 203 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX n9 102 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 02 201 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 03 203 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX o7 502 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX o7 503 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX q2 502 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX sl 302 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX sl 303 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX s8 303 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX sR 401 - 0,6,6 0.00 - 0,15,15 | 0.00 -
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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
86 | OHX 1 3866 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3867 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3868 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3869 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3870 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3871 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3872 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3873 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3874 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3875 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3876 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3877 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3878 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3879 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3880 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3881 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3882 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3883 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3884 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3885 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3886 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3887 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3888 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3889 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3890 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3891 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3892 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3893 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3894 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3895 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3896 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3897 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3898 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3899 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3900 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3901 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3902 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3903 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3904 - - 0/0/0/0 | 0/0/0/0

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 1 3905 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3906 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3907 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3908 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3909 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3910 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3911 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3912 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3913 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3914 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3915 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3916 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3917 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3918 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3919 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3920 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3921 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3922 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3923 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3924 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3925 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3926 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3927 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3928 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3929 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3930 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3931 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3932 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3933 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3934 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3935 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3936 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3937 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3938 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3939 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3940 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3941 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3942 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3943 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3944 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3945 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3946 - - 0/0/0/0 |0/0/0/0

Continued on next page...



Page 185

wwPDB X-ray Structure Validation Summary Report

4U53

Continued from previous page...

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 1 3947 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3948 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3949 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3950 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3951 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3952 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3953 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3954 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3955 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3956 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3957 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3958 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3959 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3960 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3961 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3962 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3963 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3964 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3965 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3966 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3967 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3968 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3969 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3970 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3971 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3972 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3973 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3974 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3975 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3976 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3977 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3978 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3979 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3980 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3981 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3982 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3983 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3984 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3985 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3986 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3987 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3988 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 1 3989 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3990 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3991 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3992 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3993 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3994 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3995 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3996 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3997 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3998 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 3999 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4000 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4001 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4002 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4003 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4004 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4005 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4006 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4007 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4008 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4009 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4010 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4011 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4012 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4013 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4014 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4015 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4016 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4017 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4018 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4019 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4020 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4021 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4022 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4023 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4024 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4025 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4026 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4027 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4028 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4029 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4030 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 1 4031 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4032 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4033 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4034 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4035 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4036 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4037 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4038 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4039 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4040 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4041 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4042 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4043 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4044 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4045 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4046 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4047 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4048 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4049 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4050 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4051 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4052 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4053 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4054 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4055 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4056 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4057 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4058 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4059 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4060 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4061 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4062 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4063 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4064 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4065 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4066 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4067 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4068 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4069 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4070 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4071 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4072 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 1 4073 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4074 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4075 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4076 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4077 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4078 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4079 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4080 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4081 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4082 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4083 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4084 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4085 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4086 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4087 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4088 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4089 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4090 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4091 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4092 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4093 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4094 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4095 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4096 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4097 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4098 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4099 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4100 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4101 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4102 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4103 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4104 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4105 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4106 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4107 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4108 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4109 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4110 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4111 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4112 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4113 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4114 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 1 4115 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4116 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4117 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4118 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4119 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4120 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4121 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4122 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4123 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4124 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4125 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4126 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4127 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4128 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4129 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4130 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4131 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4132 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4133 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4134 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4135 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4136 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4137 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4138 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4139 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4140 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4141 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4142 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4143 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4144 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4145 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4146 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4147 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4148 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4149 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4150 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4151 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4152 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4153 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4154 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4155 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4156 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 1 4157 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4158 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4159 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4160 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4161 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4162 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4163 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4164 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4165 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4166 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4167 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4168 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4169 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4170 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4171 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4172 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4173 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4174 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4175 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4176 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4177 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4178 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4179 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4180 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4181 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4182 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4183 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4184 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4185 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4186 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4187 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4188 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4189 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4190 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4191 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4192 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4193 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4194 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4195 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4196 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4197 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4198 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 1 4199 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4200 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4201 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4202 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4203 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4204 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4205 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4206 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4207 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4208 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4209 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4210 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4211 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4212 - - 0/0/0/0 | 0/0/0/0
88 3J6 1 4213 | 85 - 0/3/68/68 | 0/1/4/4
86 | OHX 2 2023 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2024 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2025 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2026 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2027 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2028 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2029 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2030 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2031 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2032 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2033 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2034 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2035 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2036 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2037 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2038 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2039 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2040 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2041 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2042 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2043 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2044 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2045 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2046 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2047 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2048 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2049 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 2 2050 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2051 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2052 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2053 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2054 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2055 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2056 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2057 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2058 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2059 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2060 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2061 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2062 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2063 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2064 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2065 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2066 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2067 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2068 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2069 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2070 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2071 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2072 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2073 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2074 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2075 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2076 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2077 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2078 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2079 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2080 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2081 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2082 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2083 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2084 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2085 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2086 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2087 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2088 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2089 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2090 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2091 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 2 2092 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2093 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2094 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2095 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2096 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2097 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2098 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2099 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2100 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2101 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2102 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2103 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2104 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2105 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2106 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2107 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2108 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2109 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2110 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2111 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2112 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2113 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2114 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2115 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2116 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2117 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2118 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2119 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2120 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2121 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2122 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2123 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2124 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2125 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2126 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2127 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2128 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2129 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2130 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2131 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2132 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2133 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 2 2134 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2135 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2136 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2137 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2138 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2139 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2140 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2141 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2142 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2143 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2144 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2145 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2146 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2147 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2148 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2149 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2150 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2151 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2152 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2153 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2154 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2155 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2156 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2157 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2158 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2159 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2160 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2161 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2162 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2163 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2164 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2165 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2166 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2167 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2168 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2169 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2170 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2171 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2172 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2173 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2174 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2175 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 2 2176 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2177 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2178 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2179 - - 0/0/0/0 | 0/0/0/0
86 | OHX 3 215 - - 0/0/0/0 | 0/0/0/0
86 | OHX 3 216 - - 0/0/0/0 | 0/0/0/0
86 | OHX 3 217 - - 0/0/0/0 | 0/0/0/0
86 | OHX 3 218 - - 0/0/0/0 | 0/0/0/0
86 | OHX 3 219 - - 0/0/0/0 | 0/0/0/0
86 | OHX 3 220 - - 0/0/0/0 | 0/0/0/0
86 | OHX 3 221 - - 0/0/0/0 | 0/0/0/0
86 | OHX 3 222 - - 0/0/0/0 | 0/0/0/0
86 | OHX 3 223 - - 0/0/0/0 | 0/0/0/0
86 | OHX 3 224 - - 0/0/0/0 | 0/0/0/0
86 | OHX 3 225 - - 0/0/0/0 | 0/0/0/0
86 | OHX 3 226 - - 0/0/0/0 | 0/0/0/0
86 | OHX 4 221 - - 0/0/0/0 | 0/0/0/0
86 | OHX 4 222 - - 0/0/0/0 | 0/0/0/0
86 | OHX 4 223 - - 0/0/0/0 | 0/0/0/0
86 | OHX 4 224 - - 0/0/0/0 | 0/0/0/0
86 | OHX 4 225 - - 0/0/0/0 | 0/0/0/0
86 | OHX 4 226 - - 0/0/0/0 | 0/0/0/0
86 | OHX 4 227 - - 0/0/0/0 | 0/0/0/0
86 | OHX 4 228 - - 0/0/0/0 | 0/0/0/0
86 | OHX 4 229 - - 0/0/0/0 | 0/0/0/0
86 | OHX 4 230 - - 0/0/0/0 | 0/0/0/0
86 | OHX 4 231 - - 0/0/0/0 | 0/0/0/0
86 | OHX 4 232 - - 0/0/0/0 | 0/0/0/0
86 | OHX 4 233 - - 0/0/0/0 | 0/0/0/0
86 | OHX 4 234 - - 0/0/0/0 | 0/0/0/0
86 | OHX 4 235 - - 0/0/0/0 | 0/0/0/0
86 | OHX 4 236 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3893 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3894 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3895 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3896 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3897 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3898 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3899 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3900 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3901 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3902 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 5 3903 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3904 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3905 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3906 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3907 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3908 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3909 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3910 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3911 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3912 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3913 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3914 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3915 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3916 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3917 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3918 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3919 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3920 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3921 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3922 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3923 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3924 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3925 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3926 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3927 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3928 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3929 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3930 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3931 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3932 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3933 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3934 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3935 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3936 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3937 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3938 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3939 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3940 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3941 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3942 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3943 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3944 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 5 3945 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3946 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3947 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3948 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3949 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3950 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3951 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3952 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3953 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3954 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3955 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3956 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3957 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3958 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3959 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3960 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3961 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3962 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3963 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3964 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3965 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3966 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3967 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3968 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3969 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3970 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3971 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3972 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3973 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3974 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3975 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3976 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3977 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3978 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3979 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3980 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3981 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3982 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3983 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3984 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3985 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3986 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 5 3987 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3988 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3989 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3990 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3991 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3992 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3993 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3994 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3995 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3996 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3997 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3998 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3999 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4000 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4001 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4002 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4003 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4004 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4005 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4006 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4007 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4008 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4009 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4010 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4011 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4012 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4013 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4014 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4015 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4016 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4017 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4018 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4019 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4020 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4021 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4022 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4023 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4024 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4025 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4026 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4027 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4028 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 5 4029 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4030 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4031 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4032 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4033 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4034 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4035 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4036 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4037 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4038 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4039 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4040 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4041 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4042 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4043 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4044 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4045 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4046 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4047 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4048 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4049 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4050 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4051 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4052 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4053 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4054 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4055 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4056 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4057 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4058 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4059 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4060 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4061 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4062 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4063 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4064 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4065 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4066 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4067 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4068 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4069 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4070 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 5 4071 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4072 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4073 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4074 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4075 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4076 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4077 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4078 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4079 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4080 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4081 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4082 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4083 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4084 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4085 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4086 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4087 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4088 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4089 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4090 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4091 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4092 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4093 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4094 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4095 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4096 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4097 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4098 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4099 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4100 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4101 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4102 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4103 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4104 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4105 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4106 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4107 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4108 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4109 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4110 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4111 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4112 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 5 4113 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4114 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4115 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4116 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4117 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4118 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4119 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4120 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4121 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4122 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4123 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4124 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4125 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4126 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4127 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4128 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4129 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4130 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4131 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4132 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4133 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4134 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4135 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4136 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4137 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4138 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4139 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4140 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4141 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4142 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4143 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4144 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4145 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4146 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4147 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4148 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4149 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4150 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4151 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4152 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4153 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4154 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 5 4155 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4156 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4157 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4158 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4159 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4160 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4161 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4162 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4163 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4164 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4165 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4166 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4167 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4168 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4169 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4170 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4171 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4172 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4173 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4174 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4175 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4176 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4177 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4178 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4179 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4180 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4181 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4182 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4183 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4184 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4185 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4186 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4187 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4188 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4189 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4190 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4191 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4192 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4193 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4194 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4195 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4196 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 5 4197 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4198 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4199 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4200 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4201 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4202 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4203 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4204 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4205 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4206 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4207 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4208 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4209 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4210 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4211 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4212 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4213 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4214 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4215 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4216 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4217 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4218 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4219 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4220 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4221 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4222 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4223 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4224 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4225 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4226 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4227 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4228 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4229 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4230 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4231 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4232 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4233 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4234 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4235 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4236 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4237 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4238 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 5 4239 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4240 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4241 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4242 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4243 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4244 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4245 - - 0/0/0/0 | 0/0/0/0
88 3J6 5 4246 | 85 - 0/3/68/68 | 0/1/4/4
86 | OHX 6 2045 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2046 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2047 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2048 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2049 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2050 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2051 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2052 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2053 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2054 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2055 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2056 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2057 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2058 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2059 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2060 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2061 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2062 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2063 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2064 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2065 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2066 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2067 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2068 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2069 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2070 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2071 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2072 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2073 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2074 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2075 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2076 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2077 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2078 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 6 2079 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2080 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2081 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2082 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2083 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2084 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2085 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2086 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2087 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2088 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2089 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2090 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2091 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2092 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2093 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2094 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2095 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2096 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2097 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2098 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2099 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2100 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2101 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2102 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2103 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2104 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2105 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2106 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2107 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2108 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2109 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2110 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2111 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2112 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2113 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2114 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2115 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2116 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2117 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2118 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2119 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2120 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 6 2121 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2122 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2123 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2124 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2125 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2126 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2127 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2128 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2129 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2130 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2131 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2132 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2133 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2134 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2135 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2136 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2137 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2138 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2139 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2140 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2141 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2142 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2143 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2144 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2145 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2146 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2147 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2148 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2149 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2150 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2151 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2152 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2153 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2154 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2155 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2156 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2157 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2158 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2159 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2160 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2161 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2162 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 6 2163 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2164 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2165 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2166 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2167 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2168 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2169 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2170 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2171 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2172 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2173 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2174 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2175 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2176 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2177 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2178 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2179 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2180 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2181 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2182 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2183 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2184 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2185 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2186 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2187 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2188 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2189 1 - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2190 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2191 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2192 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2193 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2194 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2195 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2196 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2197 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2198 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2199 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2200 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2201 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2202 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2203 - - 0/0/0/0 | 0/0/0/0
86 | OHX 6 2204 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 7 218 - - 0/0/0/0 | 0/0/0/0
86 | OHX 7 219 - - 0/0/0/0 | 0/0/0/0
86 | OHX 7 220 - - 0/0/0/0 | 0/0/0/0
86 | OHX 7 221 - - 0/0/0/0 | 0/0/0/0
86 | OHX 7 222 - - 0/0/0/0 | 0/0/0/0
86 | OHX 7 223 - - 0/0/0/0 | 0/0/0/0
86 | OHX 7 224 - - 0/0/0/0 | 0/0/0/0
86 | OHX 7 225 - - 0/0/0/0 | 0/0/0/0
86 | OHX 7 226 - - 0/0/0/0 | 0/0/0/0
86 | OHX 7 227 - - 0/0/0/0 | 0/0/0/0
86 | OHX 8 216 - - 0/0/0/0 | 0/0/0/0
86 | OHX 8 217 - - 0/0/0/0 | 0/0/0/0
86 | OHX 8 218 - - 0/0/0/0 | 0/0/0/0
86 | OHX 8 219 - - 0/0/0/0 | 0/0/0/0
86 | OHX 8 220 - - 0/0/0/0 | 0/0/0/0
86 | OHX 8 221 - - 0/0/0/0 | 0/0/0/0
86 | OHX 8 222 - - 0/0/0/0 | 0/0/0/0
86 | OHX 8 223 - - 0/0/0/0 | 0/0/0/0
86 | OHX 8 224 - - 0/0/0/0 | 0/0/0/0
86 | OHX 8 225 - - 0/0/0/0 | 0/0/0/0
86 | OHX 8 226 - - 0/0/0/0 | 0/0/0/0
86 | OHX 8 227 - - 0/0/0/0 | 0/0/0/0
86 | OHX 8 228 - - 0/0/0/0 | 0/0/0/0
86 | OHX 8 229 - - 0/0/0/0 | 0/0/0/0
86 | OHX 8 230 - - 0/0/0/0 | 0/0/0/0
86 | OHX 8 231 - - 0/0/0/0 | 0/0/0/0
86 | OHX C3 202 - - 0/0/0/0 | 0/0/0/0
86 | OHX Ch 201 - - 0/0/0/0 | 0/0/0/0
86 | OHX C8 201 - - 0/0/0/0 | 0/0/0/0
86 | OHX D3 202 - - 0/0/0/0 | 0/0/0/0
86 | OHX D9 102 - - 0/0/0/0 | 0/0/0/0
86 | OHX L3 404 - - 0/0/0/0 | 0/0/0/0
86 | OHX L3 405 - - 0/0/0/0 | 0/0/0/0
86 | OHX L4 403 - - 0/0/0/0 | 0/0/0/0
86 | OHX MO 304 - - 0/0/0/0 | 0/0/0/0
86 | OHX M5 303 - - 0/0/0/0 | 0/0/0/0
86 | OHX M7 205 - - 0/0/0/0 | 0/0/0/0
86 | OHX M7 206 - - 0/0/0/0 | 0/0/0/0
86 | OHX M9 203 - - 0/0/0/0 | 0/0/0/0
86 | OHX N9 101 - - 0/0/0/0 | 0/0/0/0
86 | OHX 01 201 - - 0/0/0/0 | 0/0/0/0
86 | OHX 03 202 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
86 | OHX 04 201 - - 0/0/0/0 | 0/0/0/0
86 | OHX 06 201 - - 0/0/0/0 | 0/0/0/0
86 | OHX o7 103 - - 0/0/0/0 | 0/0/0/0
86 | OHX 09 101 - - 0/0/0/0 | 0/0/0/0
86 | OHX Q2 502 - - 0/0/0/0 | 0/0/0/0
86 | OHX S6 301 - - 0/0/0/0 | 0/0/0/0
86 | OHX S8 302 - - 0/0/0/0 | 0/0/0/0
86 | OHX SR 401 - - 0/0/0/0 | 0/0/0/0
86 | OHX c3 201 - - 0/0/0/0 | 0/0/0/0
86 | OHX ch 201 - - 0/0/0/0 | 0/0/0/0
86 | OHX c8 203 - - 0/0/0/0 | 0/0/0/0
86 | OHX d4 201 - - 0/0/0/0 | 0/0/0/0
86 | OHX d9 102 - - 0/0/0/0 | 0/0/0/0
86 | OHX 13 404 - - 0/0/0/0 | 0/0/0/0
86 | OHX 13 405 - - 0/0/0/0 | 0/0/0/0
86 | OHX 14 402 - - 0/0/0/0 | 0/0/0/0
86 | OHX 14 403 - - 0/0/0/0 | 0/0/0/0
86 | OHX 15 304 - - 0/0/0/0 | 0/0/0/0
86 | OHX 15 305 - - 0/0/0/0 | 0/0/0/0
86 | OHX 15 306 - - 0/0/0/0 | 0/0/0/0
86 | OHX 15 307 - - 0/0/0/0 | 0/0/0/0
86 | OHX 19 202 - - 0/0/0/0 | 0/0/0/0
86 | OHX m0 302 - - 0/0/0/0 | 0/0/0/0
86 | OHX m0 303 - - 0/0/0/0 | 0/0/0/0
86 | OHX ml 202 - - 0/0/0/0 | 0/0/0/0
86 | OHX m4 201 - - 0/0/0/0 | 0/0/0/0
86 | OHX md 303 - - 0/0/0/0 | 0/0/0/0
86 | OHX m6 203 - - 0/0/0/0 | 0/0/0/0
86 | OHX m7 206 - - 0/0/0/0 | 0/0/0/0
86 | OHX m8 201 - - 0/0/0/0 | 0/0/0/0
86 | OHX n3 203 - - 0/0/0/0 | 0/0/0/0
86 | OHX n3 204 - - 0/0/0/0 | 0/0/0/0
86 | OHX n6 203 - - 0/0/0/0 | 0/0/0/0
86 | OHX n9 102 - - 0/0/0/0 | 0/0/0/0
86 | OHX 02 201 - - 0/0/0/0 | 0/0/0/0
86 | OHX 03 203 - - 0/0/0/0 | 0/0/0/0
86 | OHX o7 502 - - 0/0/0/0 | 0/0/0/0
86 | OHX o7 503 - - 0/0/0/0 | 0/0/0/0
86 | OHX q2 502 - - 0/0/0/0 | 0/0/0/0
86 | OHX sl 302 - - 0/0/0/0 | 0/0/0/0
86 | OHX sl 303 - - 0/0/0/0 | 0/0/0/0
86 | OHX s8 303 - - 0/0/0/0 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings

86 | OHX sR 401 - - 0/0/0/0 | 0/0/0/0
All (2) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
88 1 4213 | 3J6 | C11-C7 | -2.55 1.49 1.56
88 1 4213 | 3J6 | O2-C11 | 5.69 1.55 1.44

The worst 5 of 10 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
88 1 4213 | 3J6 C11-C7-C4 | -4.58 103.63 106.64
88 5 4246 | 3J6 01-C5-C6 | -3.63 101.39 109.33
88 1 4213 | 3J6 | O2-C11-C7 | -3.00 113.91 118.08
88 1 4213 | 3J6 | C12-02-C11 | -2.55 57.23 61.04
88 1 4213 | 3J6 01-C5-C6 | -2.54 103.77 109.33

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

504 monomers are involved in 781 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 1 3867 | OHX 1 0
86 1 3869 | OHX 1 0
86 1 3870 | OHX 2 0
86 1 3871 | OHX 1 0
86 1 3873 | OHX 1 0
86 1 3876 | OHX 1 0
86 1 3878 | OHX 1 0
86 1 3880 | OHX 1 0
86 1 3882 | OHX 1 0
86 1 3885 | OHX 1 0
86 1 3886 | OHX 2 0
86 1 3887 | OHX 1 0
86 1 3888 | OHX 2 0
86 1 3891 | OHX 1 0
86 1 3892 | OHX 1 0
86 1 3894 | OHX 1 0
86 1 3895 | OHX 1 0
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 1 3896 | OHX 1 0
86 1 3898 | OHX 1 0
86 1 3901 | OHX 2 0
86 1 3903 | OHX 1 0
86 1 3907 | OHX 1 0
86 1 3908 | OHX 1 0
86 1 3910 | OHX 1 0
86 1 3913 | OHX 2 0
86 1 3915 | OHX 1 0
86 1 3921 | OHX 1 0
86 1 3925 | OHX 1 0
86 1 3926 | OHX 1 0
86 1 3927 | OHX 2 0
86 1 3928 | OHX 2 0
86 1 3932 | OHX 2 0
86 1 3934 | OHX 3 0
86 1 3935 | OHX 2 0
86 1 3940 | OHX 1 0
86 1 3941 | OHX 2 0
86 1 3942 | OHX 1 0
86 1 3943 | OHX 1 0
86 1 3944 | OHX 1 0
86 1 3946 | OHX 1 0
86 1 3948 | OHX 1 0
86 1 3955 | OHX 1 0
86 1 3958 | OHX 1 0
86 1 3959 | OHX 5 0
86 1 3961 | OHX 4 0
86 1 3964 | OHX 2 0
86 1 3965 | OHX 1 0
86 1 3966 | OHX 1 0
86 1 3967 | OHX 1 0
86 1 3968 | OHX 1 0
86 1 3971 | OHX 1 0
86 1 3972 | OHX 7 0
86 1 3973 | OHX 1 0
86 1 3975 | OHX 1 0
86 1 3977 | OHX 1 0
86 1 3981 | OHX 1 0
86 1 3982 | OHX 1 0
86 1 3983 | OHX 1 0
86 1 3984 | OHX 1 0
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 1 3986 | OHX 1 0
86 1 3987 | OHX 1 0
86 1 3989 | OHX 1 0
86 1 3993 | OHX 1 0
86 1 3998 | OHX 2 0
86 1 4000 | OHX 1 0
86 1 4002 | OHX 1 0
86 1 4004 | OHX 6 0
86 1 4007 | OHX 1 0
86 1 4009 | OHX 1 0
86 1 4011 | OHX 1 0
86 1 4014 | OHX 2 0
86 1 4018 | OHX 1 0
86 1 4022 | OHX 1 0
86 1 4028 | OHX 2 0
86 1 4030 | OHX 1 0
86 1 4032 | OHX 6 0
86 1 4033 | OHX 1 0
86 1 4034 | OHX 1 0
86 1 4038 | OHX 1 0
86 1 4039 | OHX 2 0
86 1 4040 | OHX 1 0
86 1 4043 | OHX 1 0
86 1 4044 | OHX 3 0
86 1 4045 | OHX 6 0
86 1 4046 | OHX 1 0
86 1 4048 | OHX 2 0
86 1 4049 | OHX 1 0
86 1 4056 | OHX 5 0
86 1 4057 | OHX 4 0
86 1 4058 | OHX 2 0
86 1 4059 | OHX 1 0
86 1 4063 | OHX 1 0
86 1 4064 | OHX 1 0
86 1 4066 | OHX 1 0
86 1 4067 | OHX 1 0
86 1 4075 | OHX 1 0
86 1 4076 | OHX 1 0
86 1 4077 | OHX 1 0
86 1 4082 | OHX 1 0
86 1 4085 | OHX 1 0
86 1 4087 | OHX 1 0
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 1 4088 | OHX 1 0
86 1 4095 | OHX 1 0
86 1 4096 | OHX 1 0
86 1 4098 | OHX 2 0
86 1 4099 | OHX 1 0
86 1 4107 | OHX 1 0
86 1 4109 | OHX 1 0
86 1 4118 | OHX 1 0
86 1 4122 | OHX 2 0
86 1 4125 | OHX 1 0
86 1 4128 | OHX 2 0
86 1 4132 | OHX 4 0
86 1 4133 | OHX 1 0
86 1 4135 | OHX 1 0
86 1 4139 | OHX 3 0
86 1 4140 | OHX 4 0
86 1 4141 | OHX 1 0
86 1 4142 | OHX 1 0
86 1 4143 | OHX 2 0
86 1 4144 | OHX 1 0
86 1 4146 | OHX 1 0
86 1 4147 | OHX 1 0
86 1 4150 | OHX 2 0
86 1 4152 | OHX 1 0
86 1 4156 | OHX 7 0
86 1 4158 | OHX 1 0
86 1 4159 | OHX 1 0
86 1 4160 | OHX 1 0
86 1 4163 | OHX 4 0
86 1 4164 | OHX 2 0
86 1 4165 | OHX 1 0
86 1 4167 | OHX 1 0
86 1 4168 | OHX 3 0
86 1 4169 | OHX 1 0
86 1 4172 | OHX 7 0
86 1 4177 | OHX 1 0
86 1 4179 | OHX 1 0
86 1 4180 | OHX 5 0
86 1 4182 | OHX 1 0
86 1 4188 | OHX 1 0
86 1 4192 | OHX 1 0
86 1 4193 | OHX 1 0
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 1 4194 | OHX 1 0
86 1 4195 | OHX 1 0
86 1 4197 | OHX 8 0
86 1 4198 | OHX 1 0
86 1 4202 | OHX 2 0
86 1 4203 | OHX 1 0
86 1 4205 | OHX 1 0
86 1 4207 | OHX 1 0
88 1 4213 | 3J6 3 0
86 2 2023 | OHX 1 0
86 2 2026 | OHX 3 0
86 2 2029 | OHX 2 0
86 2 2031 | OHX 8 0
86 2 2032 | OHX 2 0
86 2 2034 | OHX 1 0
86 2 2035 | OHX 1 0
86 2 2036 | OHX 3 0
86 2 2038 | OHX 1 0
86 2 2039 | OHX 2 0
86 2 2041 | OHX 1 0
86 2 2042 | OHX 1 0
86 2 2044 | OHX 6 0
86 2 2045 | OHX 1 0
86 2 2047 | OHX 2 0
86 2 2048 | OHX 1 0
86 2 2049 | OHX 1 0
86 2 2051 | OHX 1 0
86 2 2054 | OHX 1 0
86 2 2055 | OHX 1 0
86 2 2058 | OHX 1 0
86 2 2064 | OHX 1 0
86 2 2067 | OHX 1 0
86 2 2070 | OHX 3 0
86 2 2071 | OHX 2 0
86 2 2072 | OHX 2 0
86 2 2074 | OHX 1 0
86 2 2076 | OHX 2 0
86 2 2077 | OHX 2 0
86 2 2078 | OHX 2 0
86 2 2082 | OHX 1 0
86 2 2083 | OHX 1 0
86 2 2085 | OHX 1 0
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 2 2086 | OHX 1 0
86 2 2089 | OHX 1 0
86 2 2090 | OHX 4 0
86 2 2092 | OHX 1 0
86 2 2093 | OHX 1 0
86 2 2095 | OHX 1 0
86 2 2097 | OHX 1 0
86 2 2099 | OHX 7 0
86 2 2101 | OHX 1 0
86 2 2104 | OHX 1 0
86 2 2105 | OHX 1 0
86 2 2106 | OHX 1 0
86 2 2108 | OHX 1 0
86 2 2110 | OHX 2 0
86 2 2111 | OHX 3 0
86 2 2113 | OHX 1 0
86 2 2117 | OHX 1 0
86 2 2121 | OHX 2 0
86 2 2123 | OHX 1 0
86 2 2127 | OHX 1 0
86 2 2130 | OHX 1 0
86 2 2131 | OHX 6 0
86 2 2132 | OHX 1 0
86 2 2136 | OHX 1 0
86 2 2138 | OHX 1 0
86 2 2140 | OHX 1 0
86 2 2143 | OHX 2 0
86 2 2144 | OHX 2 0
86 2 2145 | OHX 1 0
86 2 2146 | OHX 6 0
86 2 2147 | OHX 1 0
86 2 2148 | OHX 2 0
86 2 2154 | OHX 3 0
86 2 2155 | OHX 1 0
86 2 2156 | OHX 1 0
86 2 2157 | OHX 3 0
86 2 2159 | OHX 1 0
86 2 2160 | OHX 1 0
86 2 2165 | OHX 1 0
86 2 2166 | OHX 1 0
86 2 2168 | OHX 1 0
86 2 2169 | OHX 1 0
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 3 218 | OHX 2 0
86 3 221 | OHX 2 0
86 3 226 | OHX 1 0
86 4 223 | OHX 1 0
86 4 225 | OHX 1 0
86 4 226 | OHX 1 0
86 4 228 | OHX 2 0
86 4 229 | OHX 1 0
86 4 230 | OHX 1 0
86 4 232 | OHX 2 0
86 4 234 | OHX 1 0
86 5 3893 | OHX 2 0
86 5 3896 | OHX 1 0
86 5 3898 | OHX 1 0
86 5 3900 | OHX 2 0
86 5 3902 | OHX 2 0
86 5 3904 | OHX 1 0
86 5 3906 | OHX 2 0
86 5 3909 | OHX 1 0
86 5 3910 | OHX 3 0
86 5 3911 | OHX 1 0
86 5 3913 | OHX 2 0
86 5 3914 | OHX 1 0
86 5 3915 | OHX 1 0
86 5 3916 | OHX 1 0
86 5 3918 | OHX 1 0
86 5 3924 | OHX 1 0
86 5 3926 | OHX 1 0
86 5 3927 | OHX 1 0
86 5 3928 | OHX 1 0
86 5 3931 | OHX 1 0
86 5 3933 | OHX 2 0
86 5 3935 | OHX 1 0
86 5 3936 | OHX 7 0
86 5 3939 | OHX 2 0
86 5 3942 | OHX 1 0
86 5 3947 | OHX 1 0
86 5 3949 | OHX 2 0
86 5 3950 | OHX 3 0
86 5 3951 | OHX 1 0
86 5 3952 | OHX 2 0
86 5 3953 | OHX 1 0

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

Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 5 3955 | OHX 5 0
86 5 3958 | OHX 1 0
86 5 3959 | OHX 1 0
86 5 3966 | OHX 5 0
86 5t 3967 | OHX 1 0
86 5 3969 | OHX 2 0
86 5 3971 | OHX 8 0
86 5 3975 | OHX 1 0
86 5 3976 | OHX 2 0
86 5 3979 | OHX 1 0
86 5 3980 | OHX 1 0
86 5 3984 | OHX 3 0
86 5 3988 | OHX 1 0
86 5 3989 | OHX 1 0
86 5 3993 | OHX 1 0
86 5 3995 | OHX 4 0
86 5 3996 | OHX 6 0
86 5 3997 | OHX 1 0
86 5 4000 | OHX 1 0
86 5 4001 | OHX 1 0
86 5 4003 | OHX 1 0
86 5 4005 | OHX 6 0
86 5 4007 | OHX 2 0
86 5 4008 | OHX 1 0
86 5 4009 | OHX 1 0
86 5 4010 | OHX 1 0
86 5 4012 | OHX 1 0
86 5 4013 | OHX 1 0
86 5 4015 | OHX 7 0
86 5 4018 | OHX 2 0
86 5 4019 | OHX 2 0
86 5 4021 | OHX 1 0
86 5 4022 | OHX 1 0
86 5 4023 | OHX 1 0
86 5 4026 | OHX 1 0
86 5 4030 | OHX 1 0
86 5 4033 | OHX 1 0
86 5 4034 | OHX 1 0
86 5 4040 | OHX 1 0
86 5 4041 | OHX 1 0
86 5 4044 | OHX 1 0
86 5 4045 | OHX 1 0

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK



Page 218

wwPDB X-ray Structure Validation Summary Report

4U53
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 5 4046 | OHX 1 0
86 5 4047 | OHX 1 0
86 5 4049 | OHX 1 0
86 5 4060 | OHX 8 0
86 5t 4066 | OHX 1 0
86 5 4068 | OHX 1 0
86 5 4069 | OHX 1 0
86 5 4073 | OHX 1 0
86 5 4082 | OHX 2 0
86 5 4083 | OHX 1 0
86 5 4084 | OHX 5 0
86 5 4085 | OHX 2 0
86 5 4087 | OHX 2 0
86 5 4090 | OHX 1 0
86 5 4091 | OHX 1 0
86 5 4093 | OHX 1 0
86 5 4096 | OHX 4 0
86 5 4099 | OHX 2 0
86 5 4101 | OHX 2 0
86 5 4103 | OHX 1 0
86 5 4104 | OHX 1 0
86 5 4105 | OHX 2 0
86 5 4108 | OHX 1 0
86 5 4113 | OHX 1 0
86 5 4114 | OHX 2 0
86 5 4115 | OHX 1 0
86 5 4123 | OHX 1 0
86 5 4124 | OHX 1 0
86 5 4125 | OHX 1 0
86 5 4127 | OHX 1 0
86 5 4128 | OHX 1 0
86 5 4131 | OHX 1 0
86 5 4132 | OHX 1 0
86 5 4134 | OHX 1 0
86 5 4136 | OHX 1 0
86 5 4137 | OHX 6 0
86 5 4138 | OHX 2 0
86 5 4140 | OHX 1 0
86 5 4141 | OHX 1 0
86 5 4147 | OHX 1 0
86 5 4148 | OHX 1 0
86 5 4151 | OHX 1 0
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 5 4153 | OHX 2 0
86 5 4154 | OHX 1 0
86 5 4155 | OHX 1 0
86 5 4156 | OHX 1 0
86 5t 4162 | OHX 1 0
86 5 4167 | OHX 1 0
86 5 4168 | OHX 1 0
86 5 4171 | OHX 1 0
86 5 4172 | OHX 1 0
86 5 4173 | OHX 1 0
86 5 4175 | OHX 1 0
86 5 4176 | OHX 1 0
86 5 4177 | OHX 1 0
86 5 4179 | OHX 1 0
86 5 4180 | OHX 2 0
86 5 4184 | OHX 3 0
86 5 4185 | OHX 1 0
86 5 4186 | OHX 3 0
86 5 4187 | OHX 2 0
86 5 4188 | OHX 2 0
86 5 4190 | OHX 1 0
86 5 4192 | OHX 3 0
86 5 4193 | OHX 11 0
86 5 4194 | OHX 2 0
86 5 4195 | OHX 7 0
86 5 4196 | OHX 1 0
86 5 4205 | OHX 1 0
86 5 4208 | OHX 2 0
86 5 4211 | OHX 7 0
86 5 4213 | OHX 1 0
86 5 4215 | OHX 1 0
86 5 4218 | OHX 3 0
86 5 4220 | OHX 1 0
86 5 4222 | OHX 1 0
86 5 4228 | OHX 7 0
86 5 4231 | OHX 1 0
86 5 4233 | OHX 1 0
86 5 4236 | OHX 5 0
86 5 4237 | OHX 1 0
86 5 4242 | OHX 2 0
86 5 4244 | OHX 1 0
88 5 4246 | 3J6 7 0
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 6 2048 | OHX 1 0
86 6 2050 | OHX 2 0
86 6 2053 | OHX 1 0
86 6 2054 | OHX 1 0
86 6 2057 | OHX 1 0
86 6 2058 | OHX 6 0
86 6 2060 | OHX 2 0
86 6 2061 | OHX 1 0
86 6 2064 | OHX 1 0
86 6 2067 | OHX 1 0
86 6 2068 | OHX 1 0
86 6 2069 | OHX 1 0
86 6 2070 | OHX 2 0
86 6 2073 | OHX 1 0
86 6 2074 | OHX 1 0
86 6 2076 | OHX 1 0
86 6 2078 | OHX 1 0
86 6 2081 | OHX 1 0
86 6 2082 | OHX 1 0
86 6 2091 | OHX 1 0
86 6 2092 | OHX 1 0
86 6 2094 | OHX 1 0
86 6 2095 | OHX 2 0
86 6 2096 | OHX 1 0
86 6 2097 | OHX 1 0
86 6 2099 | OHX 3 0
86 6 2101 | OHX 1 0
86 6 2102 | OHX 1 0
86 6 2103 | OHX 2 0
86 6 2104 | OHX 1 0
86 6 2106 | OHX 2 0
86 6 2108 | OHX 1 0
86 6 2110 | OHX 1 0
86 6 2111 | OHX 1 0
86 6 2113 | OHX 2 0
86 6 2117 | OHX 1 0
86 6 2118 | OHX 8 0
86 6 2119 | OHX 1 0
86 6 2120 | OHX 1 0
86 6 2121 | OHX 2 0
86 6 2124 | OHX 5 0
86 6 2128 | OHX 3 0

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK



Page 221

wwPDB X-ray Structure Validation Summary Report

4U53
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 6 2132 | OHX 1 0
86 6 2134 | OHX 1 0
86 6 2135 | OHX 1 0
86 6 2136 | OHX 1 0
86 6 2138 | OHX 1 0
86 6 2141 | OHX 2 0
86 6 2142 | OHX 1 0
86 6 2144 | OHX 1 0
86 6 2145 | OHX 7 0
86 6 2147 | OHX 1 0
86 6 2148 | OHX 2 0
86 6 2149 | OHX 1 0
86 6 2152 | OHX 2 0
86 6 2153 | OHX 1 0
86 6 2157 | OHX 2 0
86 6 2158 | OHX 1 0
86 6 2160 | OHX 2 0
86 6 2166 | OHX 1 0
86 6 2170 | OHX 7 0
86 6 2174 | OHX 1 0
86 6 2175 | OHX 2 0
86 6 2177 | OHX 2 0
86 6 2178 | OHX 1 0
86 6 2179 | OHX 1 0
86 6 2180 | OHX 1 0
86 6 2182 | OHX 4 0
86 6 2183 | OHX 1 0
86 6 2184 | OHX 2 0
86 6 2186 | OHX 2 0
86 6 2187 | OHX 1 0
86 6 2188 | OHX 2 0
86 6 2189 | OHX 4 0
86 6 2190 | OHX 3 0
86 6 2191 | OHX 1 0
86 6 2192 | OHX 1 0
86 6 2194 | OHX 1 0
86 6 2198 | OHX 1 0
86 6 2202 | OHX 1 0
86 6 2204 | OHX 1 0
86 7 220 | OHX 1 0
86 7 221 | OHX 1 0
86 7 226 | OHX 2 0
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 7 227 | OHX 1 0
86 8 216 | OHX 1 0
86 8 217 | OHX 2 0
86 8 218 | OHX 7 0
86 8 219 | OHX 1 0
86 8 221 | OHX 1 0
86 8 224 | OHX 1 0
86 8 225 | OHX 1 0
86 8 226 | OHX 6 0
86 8 227 | OHX 1 0
86 8 230 | OHX 1 0
86 Ch 201 | OHX 2 0
86 D3 202 | OHX 1 0
86 L3 404 | OHX 3 0
86 L4 403 | OHX 1 0
86 M7 206 | OHX 1 0
86 M9 203 | OHX 1 0
86 01 201 | OHX 8 0
86 03 202 | OHX 1 0
86 06 201 | OHX 1 0
86 o7 103 | OHX 3 0
86 09 101 | OHX 1 0
86 Q2 502 | OHX 5 0
86 S6 301 | OHX 1 1
86 S8 302 | OHX 1 0

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.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/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 will therefore be empty.

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

EDS failed to run properly - this section will therefore be empty.

6.3 Carbohydrates (i)

EDS failed to run properly - this section will therefore be empty.

6.4 Ligands (i)

EDS failed to run properly - this section will therefore be empty.

6.5 Other polymers (i)

EDS failed to run properly - this section will therefore be empty.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_model_data
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_protein_na_chains
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
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