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This is a wwPDB X-ray Structure Validation Summary Report for a publicly released PDB entry.
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A wuser guide is available at
http://wwpdb.org/validation /2016 /Xray ValidationReportHelp
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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 3.10 A.

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

Metric Percentile Ranks Value
Clashscore IR I I 16
Ramachandran outliers 0 I 5.9%
Sidechain outliers N 19.8%
RNA backbone IS I N 0.44
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 1222 (3.14-3.06)
Ramachandran outliers 100387 1174 (3.14-3.06)
Sidechain outliers 100360 1174 (3.14-3.06)
RNA backbone 2183 1010 (3.52-2.68)

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 32% 41% 20% -
1 6 1800 35% 42% 20% -
2 S0 251 21% 44% 7 — 18%
2 sO 251 63% 17% . 18%
3 S1 254 22% 43% 7% e 16%
3 sl 254 67% 17% . 15%

Continued on next page...
W O RLDWIDE

sie

PROTEIN DATA BANK


http://wwpdb.org/validation/2016/XrayValidationReportHelp#overall_quality

Page 3 wwPDB X-ray Structure Validation Summary Report 4UAN

Continued from previous page...

Mol | Chain | Length Quality of chain
4 S2 253 31% 42% 1% + 14%
4 s2 253 66% 18% e
5 S3 239 34% 44% 8% - 7%
5 s3 239 71% 19% %
6 S4 260 31% 52% 15%
6 s4 260 77% 21%
7 S5 224 25% 52% 18% + 8%
7 sD 224 68% 22% %
8 S6 236 39% 44% 11%
8 s6 236 72% 19% AT
9 S7 189 25% 52% 17%
9 s7 189 76% 21% T
10 S8 200 35% 50% o 6%
10 s8 200 78% 15% - 6%
11 S9 196 36% 41% 16% - 6%
11 s9 196 76% 17% 6%
12 Co 105 27% 52% Tz 9%
12 c0 105 72% 16% . 9%
13 C1 155 37% 49% B VT
13 cl 155 72% 22% 6%
14 C2 142 32% 38% 14% . 13%
14 c2 142 60% 25% 13%
15 C3 150 38% 47% 13%
15 c3 150 81% 17% .
16 C4 136 32% 46% 1% 5% 7%

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

Mol | Chain | Length Quality of chain
16 c4 136 73% 20% 6%
17 Ch 141 31% 46% 9% . 12%
17 ) 141 70% 22%
18 C6 142 25% 60% 12%
18 c6 142 77% 23%
19 c7 136 30% 44% 1% 12%
19 c’ 136 68% 15% 14%
20 C8 145 29% 53% 16%
20 c8 145 80% 17%
21 C9 143 34% 54% 12%
21 c9 143 81% 17%
22 DO 120 22% 49% 18% 1%
22 do 120 63% 26% T
23 D1 87 29% 54% 14%
23 dl 87 7% 21% .
24 D2 129 38% 47% 14%
24 d2 129 88% 12%
25 D3 144 29% 57% 13%
25 d3 144 79% 21%
26 D4 134 43% 42% 13%
26 d4 134 75% 24% .
27 D5 107 15% 31% 17% 35%
27 d5 107 51% 13% 36%
28 D6 97 23% 48% 21% 8%
28 d6 97 74% 26%

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

Mol | Chain | Length Quality of chain
29 D7 81 49% 43% “6% -
29 d7 81 75% 25%
30 D8 66 T 55% 18% 5%
30 d8 66 68% 26% %
31 D9 55 42% 36% 18%
31 d9 55 69% 27% -
32 EO 60 42% 40% T 7
33 E1l 76 - 37% 33% 7%
33 el 76 58% 38% o
34 SR 318 37% 56% 7%
34 sR 318 90% 10%
35 SM 273 26% 25% 6% 42%
35 sM 273 28% 8% - 62%
36 1 3396 29% 38% 21% 7%
36 5) 3396 29% 20% 7%
37 3 121 40% 42% 17%
37 7 121 29% 49% 19%
38 4 158 31% 40% 24% 5%
38 8 158 33% 47% 18%
39 L2 253 34% 53% T -
39 12 253 7% 21% .
40 L3 386 35% 49% BT -
40 13 386 81% 6% .
41 L4 361 35% 52% BT 7.
41 14 361 78% 19% B

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

Mol | Chain | Length Quality of chain
42 L5 296 37% 47% BT 7 a—
42 15 296 82% 17% ..
43 L6 175 38% 41% 1% 1%
43 16 175 71% 7% . 10%
44 L7 243 36% 47% 6% - 9%
44 17 243 77% 1% . 8%
45 L8 255 34% 45% 12% - 9%
45 18 255 71% 18% BT
46 L9 191 26% 59% e S
46 19 191 79% 21% .
47 MO 220 33% 50% BT
47 m0 220 78% 16% ..
48 M1 173 28% 50% BV A
48 ml 173 71% 25% .
49 M3 198 38% 48% BT
49 m3 198 74% 23% o
50 M4 137 37% 50% R TT
50 m4 137 83% 15% .
51 M5 203 38% 45% e
51 mb 203 83% 15% .
52 M6 198 41% 48% o
52 m6 198 78% 20% e
53 M7 183 39% 51% % -
53 m7 183 65% 20% 15%
54 M8 185 43% 45% T

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

Mol | Chain | Length Quality of chain
o4 m8 185 82% 18% .
55 M9 188 40% 49% EEETCA
55 m9 188 80% 19% .
56 NO 172 42% 44% T S—
56 n0 172 78% 22% .
57 N1 159 42% 45% B TT A
57 nl 159 82% 17% .
58 N2 120 30% 45% 8% 17%
58 n2 120 64% T
59 N3 136 43% 45% 12%
59 n3 136 91% 7% .
60 N4 155 34% 25% 5% 37%
60 n4 155 70% 6% .
61 N5 141 33% 40% 12% 14%
61 nb 141 70% 18% . 15%
62 N6 126 27% 60% 13%
62 n6 126 78% 21% B
63 N7 135 26% 55% R T
63 n7 135 73% 24% o
64 N8 148 34% 50% e e
64 n8 148 78% 20% B
65 N9 58 33% 53% T
65 n9 58 69% 29% B
66 00 104 31% 46% 16% 7%
66 o0 104 7% 19% -

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

Mol | Chain | Length Quality of chain
67 o1 112 35% 49% o e
67 ol 112 7% 20% o
68 02 129 43% 44% 2% .
68 02 129 76% 21% Y
69 03 106 42% 49% T
69 03 106 84% 16%
70 04 119 35% 45% 2% e 6%
70 o4 119 71% 22% 6%
71 05 119 29% 54% BT -
71 05 119 76% 22% B
72 06 99 35% 43% BT S ——
72 06 99 75% 23% B
73 o7 87 33% 53% BT 7
73 o7 87 78% 20% .
74 08 7 32% 49% T
74 08 7 79% 21%
75 09 50 44% 46% 10%
75 09 50 78% 22%
76 QO 52 44% 38% BT —
76 q0 52 79% 21%
7 Q1 25 24% 44% 32%
7 ql 25 76% 24%
78 Q2 105 39% 47% BT -
78 q2 105 79% 21%
79 Q3 91 37% 52% 1%

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

Mol | Chain | Length Quality of chain
79 q3 91 82% 16%
80 e0 62 68% 29%
81 m?2 160 94% 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 3940 - - X -
86 | OHX 1 3960 - - X -
86 | OHX 1 3962 - - X -
86 | OHX 1 3973 - - X -
86 | OHX 1 4005 - - X -
86 | OHX 1 4021 - - X -
86 | OHX 1 4034 - - X -
86 | OHX 1 4047 - - X -
86 | OHX 1 4057 - - X -
86 | OHX 1 4059 - - X -
86 | OHX 1 4063 - - X -
86 | OHX 1 4086 - - X -
86 | OHX 1 4142 - - X -
86 | OHX 1 4157 - - X -
86 | OHX 1 4159 - - X -
86 | OHX 1 4166 - - X -
86 | OHX 1 4175 - - X -
86 | OHX 1 4201 - - X -
86 | OHX 2 2030 - - X -
86 | OHX 2 2043 - - X -
86 | OHX 2 2074 - - X -
86 | OHX 2 2082 - - X -
86 | OHX 2 2084 - - X -
86 | OHX 2 2088 - - X -
86 | OHX 2 2089 - - X -
86 | OHX 2 2098 - - X -
86 | OHX 2 2131 - - X -

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
86 | OHX 2 2145 - - X -
86 | OHX 2 2161 - - X -
86 | OHX 5 3944 - - X -
86 | OHX 5 3964 - - X -
86 | OHX 5 3975 - - X -
86 | OHX 5 3980 - - X -
86 | OHX 5 4003 - - X -
86 | OHX 5 4004 - - X -
86 | OHX 5 4013 - - X -
86 | OHX 5 4022 - - X -
86 | OHX 5 4057 - - X -
86 | OHX 5 4068 - - X -
86 | OHX 5 4091 - - X -
86 | OHX 5 4144 - - X -
86 | OHX 5 4200 - - X -
86 | OHX 5 4201 - - X -
86 | OHX 5 4202 - - X -
86 | OHX 5 4218 - - X -
86 | OHX 5 4235 - - X -
86 | OHX 5 4237 - - X -
86 | OHX 5 4245 - - X -
86 | OHX 6 2058 - - X -
86 | OHX 6 2118 - - X -
86 | OHX 6 2123 - - X -
86 | OHX 6 2144 - - X -
86 | OHX 6 2147 - - X -
86 | OHX 6 2168 - - X -
86 | OHX 7 218 - - X -
86 | OHX 7 226 - - X -
86 | OHX 8 216 - - X -
86 | OHX 8 224 - - X -
86 | OHX Ch 201 - - X -
86 | OHX o7 103 - - X -
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2  Entry composition (i)

There are 88 unique types of molecules in this entry. The entry contains 411258 atoms, of which
0 are hydrogens and 0 are deuteriums.

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

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
24 b2 129 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
Total C N O S
2 M5 203 1720 1077 361 281 1 0 0 0
Total C N O S
o1 m9 203 1720 1077 361 281 1 0 0 0
e Molecule 52 is a protein called 60S ribosomal protein L16-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
b2 M6 197 1555 1003 289 262 1 0 0 0
Total C N O S
52 | mb 197 1555 1003 289 262 1 0 0 0
e Molecule 53 is a protein called 60S ribosomal protein L17-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
b3 M7 183 1420 882 281 257 0 0 0
Total C N O
53 | m7 155 1227 764 238 225 0 0 0
e Molecule 54 is a protein called 60S ribosomal protein L18-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o4 M8 185 1441 908 290 241 2 0 0 0
Total C N O S
o4 | md 185 1441 908 290 241 2 0 0 0
e Molecule 55 is a protein called 60S ribosomal protein L19-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
05 M9 188 1521 935 326 260 0 0 0
Total C N O
55 | m3d 188 1521 935 326 260 0 0 0

e Molecule 56 is a protein called 60S ribosomal protein L20-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
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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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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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
Total Mg

85 L7 4 PR 0 0

85 mé 1 Total - Mg 0 0
1 1
Total Mg

85 n8 4 PR 0 0

85 ol 1 Total - Mg 0 0
1 1

85 N5 9 Total -~ Mg 0 0
9 9
Total Mg

85 6 146 e 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 9 ) ) 0 0

85 | M1 1 Total = Mg 0 0
1 1

85 d6 1 Total = Mg 0 0
1 1
Total Mg

85 9 122 oy 199 0 0
Total Mg

85 n0 9 ) ) 0 0

85 14 9 Total - Mg 0 0
9 9
Total Mg

85 17 9 ) ) 0 0

85 | M5 1 Toltal l\qg 0 0

Continued on next page...
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4U4N

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

85 14 1 Total - Mg 0 0
1 1

85 00 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 c8 1 Total - Mg 0 0
1 1

35 a0 1 Total Mg 0 0
1 1

8 | SM 1 Toltal l\gg 0 0

85 | Mo 9 Total - Mg 0 0
9 9

85 cl 1 Total - Mg 0 0
1 1

85 n6 1 Total - Mg 0 0
1 1
Total Mg

85 5 508 R 0 0

85 L5 1 Total - Mg 0 0
1 1

85 07 1 Total - Mg 0 0
1 1

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

85 n9 9 ) ) 0 0
Total Mg

85 1 AT5 PR 0 0

85 DO 1 Total - Mg 0 0
1 1

85 S8 1 Total - Mg 0 0
1 1

85 m1 1 Total - Mg 0 0
1 1

85 d3 9 Total - Mg 0 0
9 9

85 q3 1 Toltal l\qg 0 0
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4U4N

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

85 03 1 Total - Mg 0 0
1 1

8 | M3 3 Total - Mg 0 0
3 3

85 N3 9 Total - Mg 0 0
9 9
Total Mg

85 4 23 05 93 0 0

85 D4 1 Total - Mg 0 0
1 1

85 4 1 Total - Mg 0 0
1 1

85 L2 1 Total - Mg 0 0
1 1
Total Mg

85 15 9 ) ) 0 0

85 m7 5 Total -~ Mg 0 0
5 5
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

85 01 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 15 P 0 0
Total Mg

85 n3 9 ) ) 0 0

g5 ql 1 Total Mg 0 0
1 1

85 L3 9 Total - Mg 0 0
9 9

85 d4 1 Toltal l\qg 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total Mg

) 12 2 5 9 0 0
Total Mg

85 8 13 13 13 0 0

85 | M6 1 Tofal l\ﬁg 0 0

85 | NO 1 Total - Mg 0 0

1 1

Total Mg

85 3 14 14 14 0 0

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

OHX

N2 N3
H.N - NH;

NHLN-— Os — NH)4
/08

H,N NH,

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

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 2 1 To;al g ?S 0 0
86 2 1 To;al g ?S 0 0
86 2 1 To;al %I ?S 0 0
86 2 1 To;al 1(\3] ?S 0 0
86 2 1 To;al g ?S 0 0
86 2 1 To;al E ?S 0 0
86 2 1 TO;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 To;al 12 ?S 0 0
86 2 1 TO;al 12 ?S 0 0
86 2 1 TO;al 12 Cis 0 0
86 2 1 TO;al 12 ?S 0 0
86 2 1 TO;al g ?S 0 0
86 2 1 TO;al g ?S 0 0
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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 | S8 1 To;al E ?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 | D9 1 To;al 12 ?S 0 0
8 | SR 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al g ?S 0 0
86 1 1 TO;al g ?S 0 0
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Continued from previous page...

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

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

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

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

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

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

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 1 1 To;al g ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al %I ?S 0 0
86 1 1 To;al 1(\3] ?S 0 0
86 1 1 To;al g ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 To;al 12 ?S 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al 12 Cis 0 0
86 1 1 TO;al 12 ?S 0 0
86 1 1 TO;al g ?S 0 0
86 1 1 TO;al g ?S 0 0
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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 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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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 4 1 To;al 12 ?S 0 0
86 | L3 1 To;al 12 ?S 0 0
8 | 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 Cis 0 0
86 | M7 1 TO;al 12 ?S 0 0
86 | M8 1 TO;al g ?S 0 0
86 | M9 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 | N1 1 To;al g ?S 0 0
8 | N9 1 To;al g ?S 0 0
8 | O3 1 To;al %I ?S 0 0
8 | O7 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 s1 1 To;al 12 ?S 0 0
86 s1 1 TO;al 12 ?S 0 0
86 s4 1 TO;al 12 Cis 0 0
86 s8 1 TO;al 12 ?S 0 0
86 s9 1 TO;al g ?S 0 0
86 c3 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 c5 1 To;al g ?S 0 0
86 c8 1 To;al g ?S 0 0
8 | d4 1 To;al g ?S 0 0
8 | d9 1 To;al 1(\3] ?S 0 0
8 | sR 1 To;al g ?S 0 0
86 5 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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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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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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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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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 7 1 To;al g ?S 0 0
86 7 1 To;al %I ?S 0 0
86 7 1 To;al 1(\3] ?S 0 0
86 7 1 To;al g ?S 0 0
86 7 1 To;al 12 ?S 0 0
86 7 1 TO;al 12 ?S 0 0
86 7 1 To;al 12 ?S 0 0
86 7 1 To;al 12 ?S 0 0
86 7 1 TO;al 12 ?S 0 0
86 7 1 To;al 12 ?S 0 0
86 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 Cis 0 0
86 8 1 TO;al 12 ?S 0 0
86 8 1 TO;al g ?S 0 0
86 8 1 TO;al g ?S 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 8 1 To;al g ?S 0 0
86 8 1 To;al g ?S 0 0
86 8 1 To;al %I ?S 0 0
86 8 1 To;al 1(\3] ?S 0 0
86 8 1 To;al g ?S 0 0
86 8 1 To;al E ?S 0 0
86 8 1 TO;al 12 ?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 13 1 To;al 12 ?S 0 0
86 14 1 To;al 12 ?S 0 0
86 14 1 To;al 12 ?S 0 0
86 15 1 To;al 12 ?S 0 0
86 15 1 To;al 12 ?S 0 0
86 15 1 To;al 12 ?S 0 0
86 19 1 TO;al 12 ?S 0 0
86 | mo 1 TO;al 12 Cis 0 0
86 | mo 1 TO;al 12 ?S 0 0
8 | mi 1 TO;al g ?S 0 0
86 | md4 1 TO;al g ?S 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 | mb 1 To;al g ?S 0 0
86 | m6 1 To;al g ?S 0 0
86 | m7 1 To;al %I ?S 0 0
8 | nl 1 To;al 1(\3] ?S 0 0
8 | n3 1 To;al g ?S 0 0
8 | n3 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 EDEINE B (three-letter code: EDE) (formula: Cs4Hsz9N1101p).

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

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

38 a0 1 Total Zn 0 0
11

88 D6 1 Total ~ Zn 0 0
11

38 Q2 1 Total Zn 0 0
11

88 el 1 Total ~ Zn 0 0
11

38 Q3 1 Total Zn 0 0
11

88 D9 1 Total - Zn 0 0
11

88 El 1 Total ~ Zn 0 0
11

38 Q0 1 Total Zn 0 0
11

88 a7 1 Total  Zn 0 0
1 1

28 @ 1 Total Zn 0 0
1 1

88 d9 1 Total = Zn 0 0
1 1

$s | D7 1 Total ~ Zn 0 0
1 1

88 d6 1 Total ~ Zn 0 0
1 1

88 o7 1 Total ~ Zn 0 0
1 1

88 07 1 Total ~ Zn 0 0
1 1

33 2 1 Toltal Zln 0 0
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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
outlier: green = 0, yellow = 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
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)
e Molecule 1: 18S ribosomal RNA

Note EDS failed to run properly.
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e Molecule 33: Ubiquitin-40S ribosomal protein S31
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e Molecule 34: Guanine nucleotide-binding protein subunit beta-like protein
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e Molecule 34: Guanine nucleotide-binding protein subunit beta-like protein

18t¢d
98¢H

10%

90%

Chain sR:

6TEN
8TEV

L6ca

98cd

SlcH

CTETR

8z

6611

9814

OLTH

89TL

S91a

€910

0913
6STN

6%1d

SY11

863

e Molecule 35: Suppressor protein STM1

96L
9.a
99H
S98
Y9H

694
8GA

£9)
[4:11}

42%

6%

25%

26%

Chain SM:

D E

L DWI

SPDB

PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

Page 103

o
=~
==

LEA

663
86D
L6L

S6S

€64

988

£8)

+

6.5

LLL

S.a
L

€L1d
TLIA

e Molecule 35: Suppressor protein STM1

62%

8%

28%

Chain sM

w8y

8.a
LLL

S.a
L

TLN

894
199

- ® ¢ 10 ©
© © © © ©
=1 Aaxe <

~ —
<+ 0
<< <

10
<
©n

(4414
154

0EL

8Ts

£TH

[4q %S
T2TH

25S ribosomal RNA

e Molecule 36

7%

21%

38%

29%

Chain 1

TLD
TLY

69D
89D

9V
09Y

8G9

969

%90
£€89D

o
0
=

8y
L%D

-
<+
S

~
™
=1

© - &
N @ ™
(3] (3] <

9Ty

j£4)

(44
129

819

9TY
STD

eIV

€n

6ETD
8ETN

9ETH
SETD

TETD

6210
8TTH

210
ven
ety
TTIV

0ZTd
6710
8110

91TV

YTV

(4371}

80TV
LOTY
90TV

86D
Lén
96D

£80

80
08D

I

SLD

€LD

vL10

6910
8910

991D

2919

0919

€410

08TV
6710
871D

orIn

3

(4745

1

8.Tn
LLTD
9.Tn

TLTH

{4141

Al

[444]

0gzn
62TH
8z

Hi-

92eTd
{4 4]

1441

912d

£5€D

YPeEY

[444
TvED
0%€D

8EEY
LEED

TEED
0€EED

L
i

Scey
ey
44
zcen
TTED

81EY
LIEY
91N

e1ey
21e0

S0en

€0€D

1620

L8TH

S8TY
78TV

9THY

€T%0
(4574

607V

S0%N

£0%0

T0%N

66EV

96V
S6ev
v6€D

T6EY

88€D

98eY
v8EY

z8€eN
T8€N

eLEY

69€Y

LOEY
99eY

v9€d
£9€D

09€d
69en

LGEY
9G€0
agey

SEYD

O

R LDWIDE
PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

Page 104

€980

Sv8N

0¥%an

€eSY
TESY

625V
8z8n

128y

619V
819D

918V
49180

74k

i
+

009D

8689V

889D
890

%890

2890

089)

8.L9)

£.90

.90

999V
S99V

€990
2990

699D

LG9V

9690
%390

9vov
Shov
%90

6€9D

£€90

0E9V
6290

929N

6%.L0
8v.LN

YhLY

TvLD
vL0

9ELY
SELY

0€LD

8TLH

STLD

1TLD

LTLD

YTLD

TTLY

60LY

L0L0

SOLY

ToLd
TOLD
0040

8690
L69Y

S690

£69V

6890

6€80
8€8D
LEBY

S€8D
vesn

8T8V

Szen

L

128N
0z8v
6780
8180

7180

c18)
1180

608D

§S08D
%080

S6.LD
6.0

T6LD

68.LY

L1819

08LY
6LLD

S060

8681

768D
€680

+

188D
9880
S$880
£88Y

0889

cLen
T80
0.89
698D

1,989
998V

1989
9489
§480

€48

1680
0480

TLED
0L6Y

L96Y

96D
£96D

L

G960
960

zcen

6160
8160

P16V

016D

S%0T0

€%010
Zv01n
%010

LEOTD

SEOTD
vEOTN
€E0TN

0E0TY

STOTY

L

120D
0c0Td
610TD

ST0T0

|

0107D

L0010
9007V
S007D
%0010

666D

966V

686V
88610

786D
€86V
2860

086V

8L6D
LL6D

SL6D
.69

STTTD

TOTTD
00710

6607V
8607V

€80TD

T80T0

8L0TN

SL0TY

€L0T0

04070

L

990TD

€90TD
2901V

09010
6G0TD
850TN

950TN

TS0TN

0S0TN

8%0TY

6LTTV

ELTT0

SOTTV
¢wmﬂu
1971
097170

8STTV
LSTTD
98110

YeTITY

[4:13%)

0STTV
m¢mﬁu
9110
SYITH

EVITY
[4742%)

LETTD

YETTD
EETTY
CETTD

STTI0

7T1In

[443%1)

0ZTTV

8TTTD

PAZ4 1)

4z4aal

[474%)

0vCTV

CETTO
1€TTY

0ETTH
62CTH
8CCTD

9TTTH

i

114494}

81210

91210

I

[4%43)
13142
01ZIN
6021H

90TTH
S0TTV
v0TTY

10210

Y6T1D

7IETD

T1€1D

SO0ETN

96CTD
S6CTH

£62T0
T6TTO

9,210

TLTTY
0LTTV

89TTH
L9210

99210
¥921D

63TV
8GTIN

SSCTTO

€621

1STTV

6%CTH

LLETD
9LETD

bLETD
ELETY
CTLETD

LOETH
99E€TY

¥9€1D
E9ETY

T9E1N
09€TD
6SETD

LSETH

8YETN
LYETN
9YETH
SYETH

EYETY
TYETD
TPeETN

6EETD

0EETY

|

3
H

12ETD

6TETD

SEVTV

1€91D

8THIV

9T%10
SThIN

3
i
H

11445

8TVIV
LT%TD
9T%TD
STPI0

€T%TD
[4s2%)]
11910

80%1H
LOPTY

S0%1N

€0%TD
(oA
1071V

LBETD
96€TD
S6ETH
Y6ETY

16€10
06ETY

S8ETD

€8ETH

08ETH
6LETD

(45411

0TSTH

T0S1N

66%10
8671V

96%10

£6%TD

T671V
0671V
6871V

€8%1D

6.%10
8.L%10

SLPTY
VLYV

69%10
99%1H
SOPTY
Y9%1D

13441
09%TV

F

41

[4:i441

6771V
8v¥IN
LY%TD

€YPID
[4440

LLSTD

vL8T0
€L8TD

TLSTY
0L910
69910

9981D

T9STD
T9S1D

€8970

8%91D

eiein g
SPaTV
¥Pa1D
£%31D

TPS1D

9ESTH

TESTD
T€STD
0€STN

L2810
928N

€c91n
2eseIn
TCs1d
0ZSTH

LTISTD

STSTV

O

R LDWIDE
PROTEIN DATA BANK

W



4U4N

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

Page 105

99919

TS9TH
TS910
0S91D

62910

€291D

L191D

€191V
19TV
T1919

€097V

66STD
86STD
L6STD
968910
S69T0

€691V

F

681D

068TD

8891V

0ELTD
6CTLTY
8TLID

€TLIY
ZTLINn
L0

TILID

S0LTN

2010
TOLTD

9691V

Y6910

T691N
16910

68910
8891N

98970

78910
€891V
28910
8910
0891D

LL9TD
9.9TV
S.91D
v.L91D

8991H

L9991V

€9970
2991D

099710
65910

LS9TD

608TY

L08TD

S08TD
08TV
€08TD
208TD

66.LTY

96.LTD

Y6LTD

88LTD

0G.LTY

6%LTY
8%LTD
LYLTD

S¥LTO
YPLID

ThLI0

[ 743

TELIN
TELTV

L.810
94810

TL8T0

69810

L98TY

G981V

L

LS8TD

GS8TN

TS8TH
0G8TY

L%8TY

Y%81D

TH8TY

0%81N
6E8TY

LESTN

mmmﬂa
ommﬂu
LT8TD
981D
49c8Td
i£4:191
€8TV
[44:))

818110

75619

06610

LY61D

SY6TV
P61

[4710)
%610
07671D
6E6TD

LEBTN
YE6TD
E€E6TV
TEBTY
LT6TH

ST6TN
vc61n

81610

91610
ST6TV

EI6TV

606TV
806TV

70610

1061V

668TD
mmmﬂu
S68TV
ﬂmmﬂq
88810
L88TV
988TV

€88TV

Twien
07120

Se€TTn
YETTH

I

CTETTI

er414
et414
7414
€e1ed
TTITH

0Z1Ty
6T1CY
8T12D

9T1ZH

TT1CH

8072)
LOTCTY
90TCY
S072H
49141

86020
L6020

S60TH
6020

S0TTN

£€0zTn
202Td
1022

9612D
S672D

6120
06120

881CY

S81CH

4314
18120
0812D

8L1CY

9,120

vL12d

TLITH

991CY
S912H

€9120
29120

0972D

8GTCY
LGTTH

i) 4]

8vicn
LY1TY

TLTTV

wwmﬂb
vocen
€9220
[4144 )
192CH

6GcTy
8Gzczn
PAt4 4]
96zTy

v&can

(45144

082TH

8%2TO

S%2TO

9€TTH
9€TTO

£ETTY

TETTO

gceen
44441

(4444
11444:)

612CY

9128TH
STTTY

1Ty
[4544]

9EETN
SEETD

CTEETY
TEETD

ozeTY

TTETD

81€2N

91€TH
STETD

60€TY
80€TD

90€TD
S0€TH
v0€TD
£0€eTy
CT0ETH

00€ZH

L6220
962TY

£622D

622V

88¢TH

98czNn
498¢Td

8.TTH

9.3TH
S.TTy
j2x441)

66ETY
86ETY

96€TH

16€TD
06€TY

98ETY

78ETY

18€TD

8LETD

TLETD

99€TD

+

8GETY

Y3€TO

cgecy
19€2Nn

6vE€TN
8veTy

oveTn

8EETD

eeven

62%2H

4374
(4374
12574

60%CH

£€49TH

L

{14t4 )
824TH
L28TH

vesey

618CY

T1sey

£092H

209TH

0092)

1692V

%8SCD

T8ST)

9L8TH
SLSTH

0.8z2N
69GTY

L982)

[42141)

09820
69920
849gen

995TH

€99en
[4ta)
19920

eiacia)
¥bgen
£v38en
[474°141)

0%STy
6€S9TD
8€49TN

9€8TY
SeaTy

6992H

99920
S9920

£992H

19929

63992H

L8992V

§489zNn
%3920

ﬂmmuu
8%9TH
L99TY
99920
SY9TH

£voTy
[42341

0%9cY
6€92H
8€920

SE9TY
veozn
£€92Nn
TE9TH

0€92)
62920n
829TY
L2920

S29TH

{4414

029zH
6192H

ST9TH
%1929

21920

0192H

O

R LDWIDE
PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

Page 106

EELTY

TeLen
0E€LTD

LTLTY
9TLTD
sgLzn
velan

celan

L1lzn

3

€120

TTLTD

60420
80420
L04TD
9042D
S0LTY

€0.LTY

00.42D
6692D
8692D

69Ty

£892N

18920

9.9TY

S.9T0
v.L9TY

TL9TH
TL9CV

08Ty
7082V

66.LTY
86.T0
L6.LTD

g6.L2n
v6.LTH
£€6.2D

T6.2H
06.LTY
68.20

18129

+
i

08.LTY
6.L.LTY

9L.TD

TLlen
0L.L2H
69.TY

L9.lzn
99.zn

9420

vG.LTH
€G6.TH
cglzn

8v.LTY

obLey
SPLTD

6ELTY

9ELTY

L98TD

S982N

£98TH
29820

LG8TD
9G8¢H

382N

246820

67820

9%82n
Sv8TY

il
i

6€8TD

vE8TH

TE8TH

6282Nn
828TH
Lg8TNn
9g8TN
ST8TH

[44:141}
12820
0c8cy

91829

7182V

S082H

T062H
0062V

8682H
L68TY

496829
%6820

68TV

882D

882N

0882N

1,829

8982N

L662D

26620

68620

2862V

6.620

L

S.620

0.620
6962V
896TH
L9962V

¥9629

19629

639620
8962V
LS62D

96620

£6620
[4:(i14)

086D

8%6C0

96TV

£76TH

962V

8E6TH
LE6TH

ge6cn

i

990¢€N

¥90en

£30€D

190€N

670EV

L70E0

cv0oen

+

YEOED
EE0EY

TE0ED

820€D
LTOEY
920€H

YTOEY

0Z0€N
610€N
810€D

9T0EY
ST0€D
Y100

L

CTIO0EY

070€0

800€Y
L00€N

S00EY

EETED

TeTEN
0ETEY

LTTEY

CTIEY
1CTEN
0Z1€0

8TT1ED

9T1€D

0TT€D

o

90TEY

v0TEN
E0TEY

T101€D

L60€0
960€0
S60€0
Y60EY
£60€0

680€0

£80€D
280€0

080€D

%L0€D

TLOEN

90TED
S0TED

T0ZED
00zeD
66TED
86TEN

96TEN

¥6TED
€6T€0
261EN

08TEY

091€N

2GT1EN

8v1eN

849TEN

£82eD

8¥Ted

8€TED

SE€TED

ceeen

TTIEED

ik
HE-

25S ribosomal RNA

cogen

66CEY

¥8TED

z8TeEN

08zeN

veeen
£6gen
zeeen
T6EEY
06€€ED

98EED

v8eEN

Y9€ED

6GEEY
8GEEN

czaegen
TSeen
0GEED

O
[ap)
D
—_—
=
QO
D
—_—
=
[

7%

20%

40%

29%

o I
5] o
< o

Chain 5

m-
=]

TLD

0Ly
69D

99y
SOV

£9Y
(424
19V

[
e
S

b
790
€99

T8V
0sn
67V

+

4zt

150

4

2D
oty
Szn

819

STD

6n
80

LETD

SETD

T110

LOTY

010
v01D

T019D
00TV
66V

L60

S6Y
76D

16D

L}

68Y
88Y

989

8N

08D

LLY

wL0

61TV

912TH

€1y
[454)

oten
60TV
802D
Loz

T0CTY

L
I

L6TD

€670
2610

0610

8.10
LL10

SL10

TLID

6910

LGTY

feich ]

TSTY

6710

*

68TV
88T0

S8TY

08zN
6.20
8.LcN

+

TLTH

89TV

v92H

84¢TH
Lsgn
962TH
eist4 |

13°147]
0gzn
6¥%cn

o%en
gven

£%TH
vTo
1544

8ETY
LETH

€€TO

622D

LTTH

STTO
{44

(444
j144 4
(44]

R LDWIDE

O

PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

i

Page 107

LOEY
99V

8G€D
LGEY
9G6€0

£G6€D

08€e0
6%EV
8YEV

9%€0

i

They
TvED

1

oTeNn

TTED

0zeD

61V

vien

TTED

80V

v0€D

00€D
662D

L6TH

620

8THV
LT%)

LTHY
9THY

457

TIP0

607V

LOVY

1494}

S6EY
v6£D

T6EY

88€D

98EY

Y8EY

T8EN

6.L€0
8LEY

TLEY
TLED

69€Y
89€D

289D
TSV
089y
6730

8N

8€9D
LESY
9€SN

3

vean
£ESY

1€9D

8zT8n
LTsev
9280

vesn

[44°)
j14°1
028N

819D

918V

¥T9D
€19D
2TSn

£%%D v0SY

(0441 108V

8EVV 867V

€90 ¥6%D

26%0

™
)
B
[

6290

€290
TTOV

0Z90

L

8190
L7199

$190

0199

L09V

€09V
o9V
1090

6690
868V
L6399

S69D

169D
069D
688V

9890

789D

7880

LL9D

T80

998D

T990
199D

LG8V

7690
£69V
T69V

£890
2891

6,90

899

99D
SL90

£.90
TLOV

0L90
6990
899D

€990
coon
1999

64999
8499

SG9D

€99V
TS9)

0590

8%90

9vov
SYoV

£%90
cvon
%90

+

6€£9D

LE9D

S€9D

TE9D

0E9Y

69.D
89.LD

09.D
69.0

SGLY

vG.LD

vPLY
€%.L0

cTld
T2LD

STLY
YTLD

TTLD

OTLY
60LY

0.0
90LY

2T0LD
T0LD

669V

L69Y

8T8Y
LT8Y
98D

%280

Tesed
Tzen
0z8y
6180
8180

visn

018Y
608D

L08Y

S08D
%080
€080

T08Y

66.LD
86.D
L6.L0

S6.LD

€640

0640
68LY

L8LD

S98.LD

£8LY

LLLO

iR
i

YLLD

TLL0
TLLY

060

006D

8680

968Y
S68Y

0680
6880
888V
188D
9880
49880

788D
088D

818D
118D

S.8D

cT.L8N

698D

98D
€980
298N

098D
698D

968D

£G68D

6%80

L%8Y

Tv8d
T8V

LEBY

vesn

L96Y
9960

L

€969
296V

9660

[4:(4
TS6V
086D

L%6D
960

£v60

96D

8€60

vE6D
£E6Y
cesn
TE6D
0g6N
626V

LT6D

3

€260

0Z6Y

ST6V

16D

016D
606D

TEO0TD

F

820710

0Z0T1H

CT0Td
TTOTV

6007V
80070

2001y
10019

666D

L66Y
966V
49660
766D

166D
0660
686V

6601V

6010

0601D

L80TH
98010
G801V

080TV
6L0TV
8L010

9L0TD
SLOTY

€L0T0

0L070
69010

99019

2901V

09070

28010

F

08070

LY0TV
9%0TV
S%010

01N
0701V

8€0TD
LEOTD

veoTn
€E0TN

SOTTV
Y9T1D
€9TTY
29110

9GT1D

YaTTY

0GTTY
6%11D
8YT1D

9%110

0%T1D

8ETIN
LETTD

YETTD
EETTY
CETTD

0ETTY

811N

9TT1D

vT1In

ZTTIn

81110

9TT1D
STT1D
vI1In
€1T1D
433114
TT110

60770
80770

SeTIN

i

TeTTIV
0ETTD

LTTTO
92TIH

F

TCTIV

61210
|
€121D
(414944
|

60CTD

901D

€0CTY

10210

L

LBTTY

S6TTY
Y6119

68110
88110
L8110

S8T1D
Y811V

Z8ITY

8LT1D
LLTTD

YLD
€L110

TLTTD

L9710
99T1D

90€TD
S0ETN

00€TD
66210
86CTD

S962TD

T6TTO

L8TTY

S8TTD

L
-

08TTD

LLTTO
9,210

bLTTY
€LTTY
TLTTD
TLTTY

0LTTY

9GTTH

(4]
€921
[4t48
19TV
08TTH
6%CTD

3

ei244

9LETD

SLETD

ELETY

TLETD

69€TY

TGETN

6%ETD

1

SPETD

TPETN

SEETD

€TETD
TTETN

STETN

TIETD

LY%TD

6C%1D
8THIV

1144%)
0710

8TI¥IV

9T%10

2544
€I%1D

L6ETD

S6ETH
Y6ETY
E6ETV

R LDWIDE

O

PROTEIN DATA BANK

W



4U4N

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

Page 108

LTSTD

86%TV
L6%TO
96710

v6%I0

€8%1D
145431

89%TY

99%1D

TSPIY
1S%10

67%1Y

8891V
L8STY

675710
8%5T0

L

0€9TN

etde ]

gTsIn

0ZSTH
618TD

L

PEoTY
€G9TD

TS910
089TD

SPoTN

0%91D

8E9TY
LEQTY

€E9TD
CTEQTY
TESTD
0€9TN
62910
829TD
Lg9tn

819TD

91910

EI9TY
CIoTY
TI91D

609TD

L0910

S09TY

|

€097V

10910

669TD
869TD
LBSTO
96STD

S6STN

€69TY

0ELTD
6TLTY
8TLTD

ETLTY

LI
0TI
6TLTD
8TLTD

+

OTLTD
60470

LOLTY
904TD

20.LT0n

|

86910

9691V
S691TN
$691N

2691N
16910
06970
68911

98911

€89TY

28910

78910

LL9TD

vL91D

TLOTD

-

79919

T991H

6359TN

7181V

T181D
0T8TV

808TH
L08TH
90871V
S08T0
v08TY

10810

66LTV

8LLTD

ELLTD
TLLIN

v9.L10

TOLTD

8GLTH

L

[4:7A13

0vL10

YELTD

L88TV
988TV
S8870

1881V
08810

E
L

L8170

S.8TH
vL8TY

0810
69810

SO8TV

£98TH

19819

3
L

L8810
948710

£8810
T481d
19819
0881V

SY8TH

£%810

vESTN

TEBTD
€810

i£4:29)
£T8TV
TTBTD
12810
02810

€967H

6%61D
8Y61H

SY6TV
w610

[410

0767D
6E6TD

LEGTN

SE6TH

1E€610

626TD
8T6TH
LT6TH

616TD
81610

91670
ST6TV
71610
ET6TV
c1610
TT6TV

L06TD
90671H
S067H

£0670
momﬂu
868T1H
L68TD

S68TV
76810
€681V
T68TH

06810

SyITy

(474141

6ETTY

9ETTD
gegTTn
YETTD

Lgien
Elq14)

L

i1 4)]
€2TTH
2T1TH

(454

811CD
L1T2Y
9172H
S172D
Y1120

112D
01129

8072D

L

votey
€072n

00tTeY

602D
£60CY

£aeey

S1eTy
45441

L0gTy

£0czn

661CD

612D
6120
06720
68120
8812V

812N

18120

6,120

9.12n
si12n
vL12D

3

8912V

997CY

vo1CY
€972D
z912n

09729

LS1TD

ps1en

6%1CY

9%12D

v6cTn
£62T0
c6een
162TY
06220
68220

¥8¢Td

£822H

¥scen

182TD
0S22ZH

9€TTH

£ecey

T€TTD

(1444

pX444)

§2TTn

8SETY
LSETY
9SETY

cgeey
19€2N

6v€TN

9%€TO
SYETY

£7E€TO
cveen

0veTn

8EETI

9EETN

veeen
EEETI

T€€TD

Lzeen
9ZETY

TTETO

81€TN

91€TH
ST1€TH
vieen

S0€TH

862N

8Tven
LTven
oTven
STHTH

0Z%2D

91%eN
S1%CO

60%CH

68€TO

98ETY

v8eTy

4444

SEVTH
veven

62%CH

19920

PAZI4 )
9%920

i

[42:141)
vgcn
0%GTy

1€92¢0

0€STH
629TY
8TSTH

92STH

jz4°14

Tcgen
0Z8Ty

81820

9192n
STSTV

¥0g2n
£082H

O

R LDWIDE
PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

Page 109

99TV

¥T9TH

2T9TH
T292H
0Z92H
6192D
8192H
L1920
9192D

192D

21920

3

0192H
609CV
809TH

9092D

T09CV
0092D
66920
86S9TD

S69CY

0682V
6892D

L8szn

99820

I

T98eV

L

LSSTY
9GS82D
§942H

S69TY

£69TD

689CY

892D
989¢Y

18920

LL9TD

vL9TV

1,992V

S992n
%9920
£€992D
992D

0992D
645929

LG9TY

8%92H

S%92H
9920
£99cy

LEJTY

qe9Ty
ve9TN

TE9TH

0€92D

£9.20

65.20
8G.LTY

c§8lzn

08.20n

LyLTy
ovLey

8ELTY

9ELTY
SgLTn
YELTY

CTELTD

6c.Lzn

LglLTy

g€glan

TTLTY

8T.TN
PAYXA
91.20

PTLTD
€rlen
crlzn
TTL20
01.2D

L0L2D

20LTY

66929

TE€8TH

9g8TN
S2T8TH

12820

0c8Ty

£18TY

7182V

|

S082D

g6.2n

€6.4TD
T6LTY

06.LTY

L8.LTD

z8.L2n
T8.lc0

8.L.TH

9..2D
gllzn
vL.L2D
€L.20

04429
69.TY
89.2Nn
L9.2n
99.2n
S9.2D
%9420

T68TY
16820

S$8820

£8820

8.8TH
LL8TH

7,820

0.820
69820
89820
L9820
99820
59820

£982H
c98zN
19820

848zN
L9820
998TH
96820
79820

1982V
08829
6%820

Ly8cY
9%8zN

£€82TY
2E8TO

i
3

TS62TH

67620

962V

15541
0v6TY
6€£62H
8€6TH
LE6TH

veE6TY
£E6TY
ceeen
TE€6ZD

62620

1c62n
0zézn

C162H
1162V

0620
70620

0062V

%6820
£6820

LTOEY

ST0ED
vT0EN
£T0€0
TTOEY
800€Y

SO00EY
%00€D

T00€D

L

L66TD

Y662V

26620

68620

1862V

08620

LL6TH
9.L6TY
S.620

€L6TH

6962V

9962H
9620
%9629

962N

880€D
L80EY

S80€D

28080

13

SL0€D
¥L0ED

TLOED

890€N

990€N
S90€D

¥90€Nn

880€N

[4:{]4]
T1S0€N

SY0€D

2hoen

0%0eY
6€0€D

9€0€D
SEOEY
¥E0ED

TE0ED

LTOEY

TSTEN

0STEY
6%1€D

vh1Ed

TVIEY
0%1€D

L

9ETED
SETEN

CTETED

0ETEY

8T1ED
LTTEY
9T1ED

ve1ed
E€TTEY

TT1EN
0TT€D

80T€D

90TEY
S0TEN
v0TEN

860€D

£60€0

TE60EY
060€N

T12€D
0TZEY

S0TED

€0cen

E€8TEY
28TED

CTLIEY

€9TEY

T8CEN

LLTEN

TLTED
TLTED
0Lzen
69zeNn
89CTEY
L9TEY
992€D

v9TED
£92€D

092€D
646TeN
84azTeNn
LSTED
9GTED
Ggzen

[ wseen |
€46TED
[4t4°0]
TSTEN
0gzen

0%TeD
6€TED
8ETED
LETEN

9TTEY

veTeEd
£TTEY

gSeEEN

.

oveen
SHEED

0%EED
6EEEY

LEEED
OEEEY
GEEEY

CEEEN
Teeen

8TEED
LTEED
9TEED

ozeey
6T€EN

L1EEN

vIEEY
£1een
cieen
TIEED

60£€D

LOEEY

SoeeY

€0€ED
zogen
TOoEEN

66CEY
86CED

G6TEY

£6cen

z8zTen

96£EN

veeen
£6€en
c6eEN

i

88EED

98€ED
4ageen
veeen
£8€ED

6.LEED
8LEED

1

vleen

i

5S ribosomal RNA

89€eN

g9gen
Y9€ED
£9€en

|

6SEEY

e Molecule 37

Lsgen

€G€ED

17%

42%

40%

Chain 3

LD

89D

wov
£9Y
zon
199

630

i)

[4:0}

8vn

il

Bt
3

4414

3

8€N

9€D

£en

1en
0€9D

82D
LTV

L

£TY

o
@
<

12D

81D
LTV

i21)
€TV

01D

Ssd

€n

15

2m

€110

LOTD
9010
S0TD

1

© I~
(o)
D=

[l =]
© © O
© B D

LY

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UAN

Page 110

5S ribosomal RNA

e Molecule 37

19%

49%

29%

Chain 7

€L0

o
©
(&

890

3

vov

o M
© ©
=)

[}
©
[z

©
It
©

© — o <+
& 10 0 )
=] - =]

©
+
<

444

820

[
IS5
1441

- oM 0 © ~
- -
< D« oD -

+
Do

6710

¥TI0
€110

1110

607D

L0OTD
9070

Y01V

001D
669
860

5.8S ribosomal RNA

960
S6v
760

060
68D
88D
189
980
4989
8y

289
8n
089

LLD
LY

e Molecule 38

5%
S|

24%

40%

N~ © =)
® M <+
II.‘ ° II.‘

31%

Chain 4

~ ®
© ©
Do

[}
©
<

S
©
=]

86D

199

L
<
<

L%

S%0
441
evY

Y

S€0

o
™ ®
IIII =F

0€D

820

STH
44

<
©
©

zen
12D

L1V

< ©
- -
(3] ©

o
<

SETH

E€ETH

TETY

jZz4%)]

0Z10

8110

STTD

LOTH

€60

060

88Y

980

ﬁEEIEE
[=l=) - ©
e Molecule 38

TLY

690

891N

~
0
=
=]

SGTY

€9TN

67TV

5.8S ribosomal RNA

LY10

SyI0
440
€710

910

8ETV

LETD
9ETH

18%

47%

33%

Chain 8

€90
29D

vav
£aY
(444
TS99
08D
67D

97D

1541

8€N

S€D
ven

L

82D
Len
9zn
STd

3

0zn
61D
81N
LTV

S19

<+
-
©

—
-
©

0Ty

v

€ETD

LT10

SgIn

TN

9T1d
ST1D

(4311}

801D

901D

€0T1D

0010

L6Y

0 oo = A
R -]
<< DO

©
©
=1

180

6.LY
8LD
LLY
vLl0

0Ld

SGTY
7910

e Molecule 39

TSTH

Ly10
910
SPIn

L2-A

n

60S ribosomal prote

11%

53%

34%

Chain L2

63V

L8d

At

Tsa

0GH
6%A

i

€D

6€D

LeY
9ed

£Ea

o
@
~

14

STI

P
[} ~ =) —
L] = ~ 0

9ETI
SETI

€ETR
CTEIN

621V
8CTH
LTTY
9TT1

£CTY

1219

6114
8112

9TTA

€TTA
CI1I
TTIL

6073
807d
LOTA

Y011
€07d

TOTA

L6N

S6S

£6%

76D
06Y

184
98b

8L
€8H
Z8A

902d

T0ZD
002H
66TL

3

7814
€810
[4:34

0871

TS1d
0671

8YTA
PAAYS
9YIL
SPIA

6ETH

0szh
6%CS

PAZ4:S

SYTT

e£veTL
{474
1574

6€TY
8€TI

9€TH
SETV

£€2h

0ETA

9TTs

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UAN

Page 111

60S ribosomal protein 1.2-A

e Molecule 39

21%

77%

Chain 12

3

8¥IA
AR S

cvia

LETI

EETR

0ETS

8Ty
LTIV

6114

9TTA

7118

LOTA

7011

T0TA

961

Z8A

6LN

vla

TLT
0L

(4]
98y
8%I
o
SYA
42"

[4°9¢

74|
34

LTL

STI

€7D

PAZ4S
9%C1

£%TL

(%44

0€TA

Lged

STTN

€12D
[454)]

80ca
L0TA
902d

60S ribosomal prote

voTH

P6IN
€674

88TY

1811

e Molecule 40

(VA%

6971

S9TA

8STIL

GSTH

i L3

15%

49%

35%

Chain L3

SLY
258
€LA
TLA

6934
89H

994

oY
190

84y
LGA

[
It}
=

.
E
I‘I

671

ovd

€91

TvA

8€ES

©
2
(=}

-
2!
<

~ ©
-
PEN-Y

<+
-
e}

-
© I~ =
L )

[ ]
(]

191D

LETR

SETV
€18
€ETA
CETA

0€Td
62TV

LgTH
9TTH

¥
E€TTR
CTTH

0TTY
6TTR

LTTH

€114
(4314
1118
0111

90TH
S0TA
¥0TL
E£0TL

1018

G8A

[V
0
%

T8L

8LA
LLL

80CTA

S0TA
v0TY

20TL

86TH

96TYH

Y6TMH

1611
0672

9819
8819
$8IN
€871
[4:341]
1811

SLTY

TLT1
0L1d

L9TH
9911

+

PoTL
€9TH
ZOTA

09TA
6GTYH

9818

2198
€4TY
(4158
1871
08Ty
67TV

PAAS

+

€LCH
TLTR

692h

992
S9CTV

£9TS

T9TH

6GCH
8Gzy
L8zd
9GCH
eictd}
vaTy

182D
0sey

A4S

3
i

€%CH
chTL
15(2))

6€cd

EETH

622CA

oved
6e€d
8EET

9EEN

veed

TEEN

3

LTED
9TED
STEN

ETEN

1eed

1

LIEI

STED

€T€H

L0€d
90€L

€0€e%
[40>s

66ca
864

S6CV

g6cl
44
16cH
06ca
682d

182y
982H

v8cy
€8CTR
28Tl
182y
08CH

LLTS
9.TL
S.24d

€8€T
C8EL

08EW

9LEN
S.e3d

CTLEL
TLED

09€d
6S€EI
8GEM
LGEN
9G€T
§gEes
vaEN

18€7T
0SEV

87Ed

9%EL

THET

mn L3

60S ribosomal protei

e Molecule 40

16%

81%

Chain 13

88TI

69TL

L9TH

09TA

LSTA

STV

€4TY

0GTYH

8%11

ovTH
Sv1E

(4441
191D
ov1a
6€TD

9TTH

¥ITA

€0TL
[ %)

98A

69%

1,94

98I

083

€91

veR

(44}

[
5]
B

LTT

0Ty

69€I

9vEL

0veN

8€ET

YeEU

CEEY

8CEI

wTen

LTEI

80EW

voeL

96CL

L8

9.TL

LTS

99zH

[4:tas
1STD

6%CA

8€TT

62CTA

80TA

S0TA

ToTL
T02%

L673

CT6TA

08EW

e Molecule 41

8LEV

L9gY%

€9€S
44 4

60S ribosomal protein L4-A

12%

52%

35%

Chain L4

02T

STV
¥1a
€19
CTL

018

8A

9A

R LDWIDE

O

PROTEIN DATA BANK

W



4U4N

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

Page 112

4745
£v13

13248

SETA

LTV

9TTI

1S

ZTIL
119314

6174
81Ty

60TH
807X

90TH

€0TL

0074
661
864

S6Y
%60

68Y

180

48s

crea
TIcE
(%4 )
60Tk

9021
S02d
%02H
[4u4’s

00TL

86TYH

T6TH

067D

88TH

¥81S
€8TY
[4:1%)

0814
6.1
8L11

9L1S
SLTH
VLIV

TLIV

*

913

C9TL
TOTH

6GTI
8GTS
L8713
9811

€418

0871
6¥%1d
811

1

elote |
vSTy

[4:t4cs
1SCL

Lycd

el 4]
h4 %)

4741

8€TT
LgTh
9€TT
S€TT
YeETN

1€V

62T

LTl
9ged
STTh

even
chen
1524
0%€D

Legd

i

cTeEN

ToeY
T0€d
00€Yd
6621

1628
962h
9621

£6CS

06CI
68CI
88CH
L8TL
98TA
982a

T9ea
T9€H

6G€T
8GEL
LGg3d

-

e Molecule 41

e8ev

67EL

60S ribosomal protein L4-A

19%

78%

Chain 14

6.71

LL1a

CTLIA

0LTY

8GT1S

96711

0671

8Y11

9%1d

eI

8TTY

(4358

€60

169

+

€L4

TLA

(4}

© O
- 5]
= =

9TL

TTER

6T€Y
8T€T

9TEN

€1€1T

TIE€H
OTEL

L0€b
90€L

COEY

00gY

T6Ts

8¢S

SLTL

TLTA

992L
S9zd

86T

oy

€€TT

0ETA

o4

ZTTA

(44"S

L1TH

9021

£0cH

T02h
002ZL

L6TH

L8717
98T

2811

69€T

9GEL

LYEL

60S ribosomal protein L5

Sved

EEEA

0€ER
62ed
8TEN
LTeT

e Molecule 42

15%

47%

37%

Chain L5

691
¥9I
€90

79I
09I
690

9SL
984

<
0
5

o
0
=

[
<+
=

Lvd

SPN

£vY
(4414

0%H

8EL

9€T

£€Y

1€X

8TL
pxa

44

STY

— O mm
-
<t >

? II
@0

©
I3

©
a

oTta
STTA
4%
€g1d
TTIA

0Z1d
6TTA

911d

€111

1170
0TT1

80T

90TV

+

c01d

+

L6Y

S6M

€61
T6'T

06H
68L
881

98L&
S84

€8T

6LK

T2

80CH
LOTA
90zh
S02s
voTA
€0CH
20eTd

86TA
LB61S
96TY
96711

06TI
6812
8872

G814
81a
£8THM

T81d
0814
6.74

LL13
€LTA
TLIX
TLIT

99TV

P91y

+

0974
63TA

981D

147D
09711

98Ty

(434S

08¢H
6.2Y
8.TS

TLTK
TLoH
0Ley
69¢S
89cH

99Ty
S9TA
920

T9CL
0924

9GTL

4[4}

1

8¥%cH
LTI

el acs

-

9€T1
SETS

6cca
8cTy
LgeT
9TTA

144

61¢d
8TCH

91¢H

v1ea

962h
8629
v62Y
€621
(434

e Molecule 42

682

98TA

in L5

60S ribosomal protei

(<
N
~
-

82%

Chain 15

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UAN

Page 113

L8TL
9873
S8T4d
8LIN
89TYH
SGTL

8YT11

9%11

YPIA

[A%S

SETA

€eTd
CETL

STTA
0ZTA
6TTA
8TTL

€111
CTIN

(2%
60TL

€6L

68L

SLT

0LL

89L

849

191

veA

€18

0TS

[t
0

L62b

€621

28z

Ll

SLTL

£L2H

89¢H

29TY

60S ribosomal protein L.6-A

0924

6GTH

vaTH

zeea

Lee1

8T

121

611

0671

e Molecule 43

11%

11%

41%

38%

Chain L6

o <
< o

8V

8.4

9LT

TLN
TLA

[
©
=

1,99

2oL
ToN
09a
693
891

99)

i2°08
€GA

T5Y
0831

8%Y4

oY

€91

1521
071

Bt

623
8ch

€l
[44:

L

811
LTY

€18

15428
0%TA
6ETH

LeTa
9eTd
SETA
YETY

TETA
0ETI

6013

LOTV

SOTX
7072

COoTN
T0Td
00TH

96A

€64
268

68L

98Y
98I

84

oLTd
SLTH
2%
ELTW
CTLIH
TL1d
0LTYH
6910a

9914
S9T1
%918

19TV
0918

L8Th

CGTL

6911
8v1d

60S ribosomal protein L6-A

e Molecule 43

10%

17%

71%

Chain 16

9%1I

3

8TTH

6073

ZOoTN

® -II-
P
II:>

=
o
B

68L

6LA
8.4

991
791

TSA
TSy

m.-II-o
I3l s
II=‘ =

2L

STA
710

e Molecule 44

Z1S

(429

8

SLTH

60S ribosomal protein L7-A

ELTH

99T

2918

091S

9971

C¢STL
ST

9%

6%

= < 10
0 0 10
> (=]

47%

36%

Chain L7

€91
(423

09y
699

964

9ETA

PETA

CETd
Terd
0ETI

9¢T1
gcta
Tl

TTTA
0zTL

9114

1]

GOTT

€071
20TA
TOTH

863

96d
S61

T6I
16D
063
681

L8A

w8A
€81
[4:3'8

™
N~
w

TLY
0L

89a

SOy

£0TM
2021

661N
86TV
L6TD

Y6TH

261D
T6TA

8811

98TH
49811

£810a
281a

08718
6.11

9LTX
SLTH

€LT1
TLIN

8971

99TN

%918

TOTA

651D

$G1D

2a81d
TSTY
081X

L1911
9%1h
SyIY

vis
15429
0%18
6€Td

LETD

4448

T¥es
T9TH

LETN
9€eI

£€TH

Teen
0€TH
62Td
8TTs
LTTH

j{4a)
€ced
CTTCH
TTTH

60S ribosomal protein L7-A

61Ty
81cH
Lied
9TTA

1414,

80TSs
L0T'1

e Molecule 44

G024
votd

8%

13%

w—
77%

Chain 17

89T

0ETI

L2117

1171

861

w63

LLA

(429

09

994

R LDWIDE
PROTEIN DATA BANK

w_ 0



4U4N

wwPDB X-ray Structure Validation Summary Report

Page 114

1

6€T1

TETH

9TTH

612H

3

60S ribosomal prote

261D
T6TA

¥8T11

6.7
8LTI

9LTR
SLTH

e Molecule 45

€L11

L8-A

111

9%

12%

45%

34%

Chain L8

790

89A
LSY

Kt

o
0
=

=
e
=

< 10 ~ )
< & <+ <+
~mo= ©w -

2 o
® <
- [N

0 © I~
M mm
B H B

™
™
=

[o =] o
N ® ®
©n B

O0ETX
621d

9T1S
STTV
¥T1a
€T
{443}

0ZTH

(A%
TTITA

80T

v01H

66d
864
L6A

€61

164

o
=3
=

©
©
<

[ ©
© Q ©
Qe 13

8.4
LLh
9Ly
SLI

€.d
TLd

0Ly
697
894
191
998

coca
10TL

66TV

L6TA
96TV
S6TS

06TA

*

98T1

€8TH

08TA

LLTR

ELTW

6911

L91d
9911
S9Td

€9TA
(4191
1913
09TI
6GTd

SGTN

€GTI

TSTA

6%TH
8YTIV

vv1a
557499

0%TA
6ETA
8ETH

PETX
EETH

¥9ca

0T

8€TT
LegI
9€2H
SETH
7eTH
EETM

T€TH
ogeyH
622A

Sged

Ll

60S ribosomal prote

L1l
91¢s
S1CA
¥121
e1eyd

80cH

902H

e Molecule 45

vocH

L8-A

1n

9%

18%

71%

Chain 18

LITV

6071

TOTL

S6N

683

6L
bLL
oL)
69T
894
S91
ks
0SA

991

154))

6EY

ved

i

STd

8Ty
Sveu
15748
oz
6€TH
LeTI
0€TH
L1TL
¥121
802d
€0TA
0021
96TV
T6IN
S8TYH
TLIA
69711
w9TA
09TI

0871
6%TY

OFTH
9€T1T
EETH
oTIs
€TI0
(4458

1218
0ZTH

60S ribosomal protein 1.9-A

e Molecule 46

14%

59%

26%

Chain L9

€81

15
08N
520

L9

Svd
Pl
155708
(449

8TA

STA

£TY

8TA

9TA

v1a
€1d

80
L3

I
128

TH

9CTA

ocia
611D
8111
L1174
9TIN

227
€113
CTTL

011X
60TV
801D
L01a
90TY
S0Td

€071

TOTA

86d

TLA

694

LY

S9A

L8TI
9814

781y

2818
T8TA
087X
6LT1

LL1a
9LT1

3

TLII
TL1Q
0LTY

8974

S91D

€910

L9-A

091a
68TV

11

181N
9GTh

€910
¢ST1d

08718
6%IN

60S ribosomal prote

L%1S

PPIL
£v13
cv1a
TP

8ETL
LETS
9€Td
SETH

e Molecule 46

€ETL
CETA

6274

21%

79%

Chain 19

LOTA
99TH

€910
[434]
1971
LSTN

TSTA

8ETL

E€ETL

6CTd

TTIH
1145

8TT11
Lota

90T
sota

1671

6LT1

LL1a

€LTH

0LTH

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UAN

Page 115

60S ribosomal protein 1.10

e Molecule 47

13%

) < 10 ~
& 10 10 5=
o v = |

50%

-
<+
<

33%

Chain M0

091

~
*
a

0
&
]

61
8EN

9€1
SE€Q

[448

6TY
81d

91d

- o
oo
oK =

[
B4

< ©
[ <t

T0TX

864
L61

764
£6d
CT6H
161

© o
Q ©
[

984
w8v
€80
[4:1
18D
08s

694

L81V

781y

08713

9LT1
SLTIN
PLIL
€L14

TLTM
0LTH

8918

9911

79Ty

T9Th

6GTd
86T

96Ty
SST1V

TS11

0s1d
6%TA
8YIA
LYTA

0zeh

81cy
Licd
9TCA

v1ed
€1ed

01T
60CN
80CN

e Molecule 47

9021
S02s
v02d

L10

n

60S ribosomal prote

16%

78%

Chain m0

69T

9911

€9TH
29Th

PPN

0%TL
6ETYH

11454

1

60S ribosomal protein LL11-B

L1cd
Ti2d
Loza
9021
§0Ts
0021

LBTA

98713

T8T1

LL1a

SLTN

e Molecule 48

5%

14%

50%

28%

Chain M1

691

9EA

vES
EeY
[41

624

121

611
8TA
LTT

STd

0T7I
60TH
8072

€019

TOTN

964

z6Y
1671
06D
684
883

98A

781

184

1
3

60S ribosomal prote

SLA

- o ¢
~ N~
= © a

~ ©
© ©
= m

e Molecule 48

99y

PN

€911

0GTIN

9%1H

€914

Tv1Y

6ETL

LETYH

veTd

L11-B

111

25%

71%

Chain m1l

0ETA
6CTA

STTH
PITI

8073

90TI

TO0TN

S6N
764

6

08T

8.3

11d

PLTY
LOTR
09TA
6STL
84Td

€4TH
CSTH

LYTL

{47438

07Td

LETH

L13-A

1n

60S ribosomal protei

e Molecule 49

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UAN

Page 116

1%

n © o
0 10 © ©
~ oA < A

48%

38%

Chain M3

L9¥

0
©
-

M
© ©
o

zaa
791

674

8¥%d

e

t44:
TPL

6€Y4

9€Y

4

zen
€1

+

LETD
9ETH
SETV

CTETV

62T
8TTYH

9TTd

€e11

6TTX

9111
STTY
PIT0
E€TTA

6074
80TI

90Th
SOTN

€0TN
2oTh
10TY
007Y
66H
860

~
o
==

® <
@ O
H o

b=
[
~

681

L8Y

841
08A
6.3

3

S.d
LD

TLD

T°6Td

6813

98TH

08TH

LLTH

60S ribosomal protein L13-A

SLIS
iZA%')

LT

e Molecule 49

23%

74%

Chain m3

(A%

SETV
vera

TETH

6CTN
8CTH

243
€211
(4451
8113
231

L0712

TOoTY

612

6812

813

oL1d

TLTY

9918
v91d

e Molecule 50

29IN

LSTH

6710

13244

60S ribosomal protein L14-A

1%

50%

37%

[
I
=

Chain M4

oA

z9b
199
0971
65N
891

950

6%d
8%

0 ~
< <
= (=}

428

6€1
8€1

Te1

62y

~
o
o

< 10
a
II ol II

=
NN
L

LTA
914

711

(42

0TS

LETH

veETY
€ETH
CTETH
TETA

6CTA

LTTH

STTH
iZ4%)

TCTH
0TTA

L1Td
9113
STTd
¥11a

LY
SLD
iZX}
€.d

e Molecule 50

0L4
69L

60S ribosomal protein LL14-A

15%

83%

Chain m4

9ETY

*

0E€TL

60TY
80TY
L0138
90TY
S0Th

c6d

288

08L

LLY

2

LT

YoM

c9b

it

€GA

154))

L3b

ocA
614

60S ribosomal protein L15-A

e Molecule 51

16%

45%

38%

Chain M5

£7TY

(07498

9€Ta

+

6TTA
8TTH
LTTR

ST1S
¥21a

TTIN

0TTH

Ll

OTTV

S0TH
vo1a

T0TL
00TV
664
86'1

S60

£63%

T62

I~ .o
© <)
o =

<
e
a

= ™
© ©
> &

SLA
vid
€LY

TLY
OLN

102d

6611

L6T1
96TL

98TH

O

R LDWIDE
PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

Page 117

60S ribosomal protein L15-A

e Molecule 51

15%

+

83%

Chain mb

610

06TL

88TH
L1814

781y

TL1S

SOTL
¥911

€410

0Ty

TocH

8618

L16-A

11

60S ribosomal protei

e Molecule 52

10%

48%

41%

Chain M6

TLd

9EA
SEA
YEA
€EI
(4%}

821
L2

STA

0 © 0 o
o O @ O
B M < 4

Ll

€TA
(44N

814

ST11
YTH

(45
T19
ot1a

8A

9A

va
€A

9ETL

1€1d
0ETH

LTT1
9TTA
STTH
¥T11

(4411}
121d
0ZTA

STTA
i
€110
CTTR

60Td
80TI

9073
S0T4d

€0TY
20T1
1014

06H
68S
88A
L8W

£8Y
8y
8L
084

LLS

€L4
CTLH

861D

€6TH
z6TH
16TV

6810
881S

98TV
S8TV
¥8TL

28N
18TV

TLIA

1911

+

9811

671X
8YTH

3

EYTL

e Molecule 52

1549

8€ETT

60S ribosomal protein L.16-A

20%

78%

Chain m6

TSTA

vis

PETN

0ETH

6211
8CTH

9CTA

¥C11

L1174

STTY

T11d

69D

L9L
994

093

89T

71

YEA

Eta's

[44 ¥

9TA

€10
(4

L6711

¥81L

€81V

281N

SLTL

TLIH

9913

0974

L17-A

111

60S ribosomal protei

e Molecule 53

8%

51%

39%

Chain M7

<S9S
PoN
€94
294

094

~ 2]
0 0
- =

feisly]

€50
TqT
TSA
050

8%1
LYk
324
Eidi]
A

ThL

EEY

=
™
~

N~ ©
a
M=

0
N
©

T1
TCA

61D
814

918

498

OTN
6L

LL

29

9TTH

YTTA

(4391
TIEX
0TTL

80Ta
LOTT

SOTH

[4:299
18TY
08T

8LTV

TLTD

69TL

+

POy

9TV
09TV
6STH

9GTV

va13
€4TH
catd

67TA
8%T11
L9138

e Molecule 53

SYTH
444
€¥1d

60S ribosomal protein L17-A

15%

20%

65%

Chain m7

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



wwPDB X-ray Structure Validation Summary Report 4UAN

Page 118

4]

Tvis

9€TI

LTTH
oTTH

0ZIN
61TA

9TTH

YITA

(429
LOT1
€072

761

6834
88A

083
6.LL
8LA
k|

191
998

954
281
TGA
0sb
w1
9€I
CTEL
74
918

6L

LL

oV

S9Td

e Molecule 54

€91

60S ribosomal protein L18-A

9%

45%

43%

o
™
=

Chain M8

m-w-
H 3]

6.4

o ¢
IIh L
o m

TL1

694
89V

©
©
5

10
©
0

o
©
a

< 10 -]
0 0 0 0
= ) H =

{4y
T8V
0S8y
691

Yrd

(441

0%l
6€Y4

ggd

TeN

£TN

B
L

61d

LTL
9TH

T

i

0711

LETL
9ETN

YETD
EETH
CETd

0ETY

9zTh
§TTa

€TTL
[4433

0Z1d

811D

STTA

ETTH

1338

LOTL
9074

0TV

964
S6d
v64

06a
680

L8A
98L

€8A

o
©
=

08L

L18-A

1n

60S ribosomal protei

e Molecule 54

18%

82%

Chain mg&

8LTH
0LT¥
L91S
9911
9971
T9TH

PAAYS

8€TT
LETL

GeTh

L2111

(4341

L

08TYH

60S ribosomal protein LL19-A

e Molecule 55

11%

49%

40%

Chain M9

0L
695

99H

794

(4L

6GS

€83
[4:5'8

08I

LYN
k2

13729
[}

8€Y

SEY

{439

8CH
LTN

£TH

G071

TOTA
0074

L

961
S6M

€64
T6h
16S
06d
681
884

983
S84
¥8L

[4:3'8

0831

9LS

€LD

TLY

8810a

G811
7811
€81V

0L7¥

89TV
L9TH

91V

8473

60S ribosomal prote

9GTIN
elch )
vaTv
TS

8%1a

i)

e Molecule 55

421
€PII

L19-A

11

19%

80%

Chain m9

7911

89Td

9GTN
9911

€9
281

8ET1

8TTH

LT18

9gTa

661

165

884

LLD

2

TLY
0Ld

€9L
°od

SGA

{4l

6L

LYN

£v

Ted

6CL

€8TV
€LTH

L9TH

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UAN

Page 119

e Molecule 56: 60S ribosomal protein L20-A

12%

44%

42%

Chain NO:

YITH

(4344

80TD

9071

voTH

TOTY

664

L6A
96a

£6d

16X
061

1

§8S
78Y

280

0LTL
6918
891d

09TL

LSTD

e Molecule 56: 60S ribosomal protein L20-A

¥STH

22%

78%

Chain n0:

TOTL
TOTY
09TL
L970
6STY

6%TY
8¥T11

6ETA

LETYH
9ETH

EETV

0€TH

STTY

SOTL
¥o1a

00TA

L6A

L8L

08y

€L
TLA

0LL

€90

09s

[4ch's
TSA

SP1
e
2zd
jx4cs
LT3

€TY

™

CTLIR

691S

L9TH

e Molecule 57: 60S ribosomal protein L21-A

1%

-
~
©n

45%

42%

Chain N1:

T8N

6L

9LI

LGSR
994

¥SH
€49d

15D

690
8v1
L%S
4al
%0
8ea
VER

E€EA
[458

3

9CH
gqcA

CCH
1194

614

LTY4

STd
PN
€TR

+

65

LR

8%1d

9%IN

44X

Zv1s

3

8ETS

9e1d
ETD
£ETY
ze1d
1T
0ETY
62TY

310
9CTA

€210
(441}

0TTA

8114

9T1d

60TA

3

097I
6914
89TL

671D

e Molecule 57: 60S ribosomal protein L21-A

17%

82%

Chain nl:

0971
¥3TA
18T1
0STL
6710
8%1d
EVTIL
6ETH

9ETH
SE€Td

9TTA

(441}

2oty

e Molecule 58: 60S ribosomal protein L22-A

17%

8%

45%

3

30%

Chain N2:

67N

L7A
oY
S¥D
vva

[4728
1529

LET
9EX
SEN

o (]
@ ©
a B

@
N
B

©
[N
©

vca
€TL

1143
0zs
6TA
81a
LTA

I
0Ty

D E

SPDB

0O
PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

Page 120

PLI L87
€LA 1
oLy
T 18d
- W -
. 891 9.
& [man 2 | ®
o - 9931 ™~ 693 ™
> ~—
) |
- I I 998
£9) | owoL .
| zon GETA 2 £91
. 9L 1 5 1
1 821y 183 R
8aA 1 95y EN
00TL 181 zz10 LLES -
< [esm . 1218 %91 GeTS
~ 861 0TTH €SA PETD
- [ | 6779 (4 €ETL
16a o £gs | sTIA | otem 435}
064 & | oeev L77d 08V [ |
] ~ TSY Lot o 1 12T
mﬁ STTL I L94 mmﬂu
f L opTIT 9%d
£9A LN STTV |ogen L0748
| I 7o) | eota
9qL £vY mmz_
S0 i (474}
< < | oewh 807d < <X o << 00TA
1 | | 1 X 1
o~ f o evs Bl o N < S L I
N 69N o 2% 9013 a > [N} 8es o]
— m-s — 0wy Peoran — | — 164
70T 6EA P0IN agy 961
£0TX g ) g | sev £0TY = g [ | = 968
| v CowE @ 161 I L L oy L ® |
- - - = e 3
00TL o R €A o 1 o o 624 I e 681
= EN = $ET 0079 = = | oser = [ |
@F © oF 667 @F 1 oF L2y oF LY
— — 86N — — 9zs — 9LA
© < © STIL © sza © G|
g g © 0€d g | g | vy g L
@) o & 1 ®) 88y o g2 ®) e
2! o ~ Lza 6k o2 1 o2 o 2! LS
Lw an 1 €61 .m 88 1% EN kw T8
= '— wTN 264 — [ | — © —
— H €T I — 180 — —
wn wn | wn [ ] [@p) 919 wn
jn ) 81d 680 e 8vY ) . gqtd e 193
© © 111 884 © © m; © 1
.. | ot 184 .. 9T
=% D aTT o8y D o= 1Y o= [ ]
10 0 %18 agh 10 © 019 © 681
783 < . < .. e [Tees . 199 < .. 6s < . [ |
| o8l = ~ = g 45 €83 = o 520 = =t 84 = <t 928
6.1 3) = ) e 114 z8y ) =] 1 ) e L8 3) b |
| < o < o Lo 780 < o €11 2 o 9a < o 6TL
(25 o = o = -2 08 o = | , o -3 163 o = |
e 1 L 967 a1
TLs M -~ M < €9 M < [ | M < [] l M <= []
1.4 ° o ° O sy sud ° O zs ° @ T 88a ° @ T

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W

e Molecule 61: 60S ribosomal protein L25



wwPDB X-ray Structure Validation Summary Report 4UAN

Page 121

. 14%

12%

40%

33%

Chain Nb:

9ETV

€ETT
CETV

0ETX

LTTL
9TT1

¥TTIA

11454
0Ty
6TTL

L}

0TTA

LOTA
901a
SOTA

€0TX
{45}

007X

9631
G961

€64
61

06Y

3

ash
v84

281

o
© ©
= H

8.0

9LA

e Molecule 61: 60S ribosomal protein 125

69S

191

157429

8ETH
LETN

15%

13%

70%

Chain nb:

(47453

LETN

GETI

STTH

STTH

8071

v013

98A

258

€91

LST

954

GSN

LYY

¥Pd

0%1

e Molecule 62: 60S ribosomal protein L26-A

8€1
LEL

STA

13%

[
0
IIIIII = Il..

60%

27%

Chain N6:

L

o)
©
B3

™
©
B3

™ 10
10 10 19
AaA e

0 o
< S
e )

LYY

e Molecule 62: 60S ribosomal protein L26-A

21%

78%

Chain n6:

{45’}

ozth

STTY

TIT1

80T

GOTA

€07y

¥6S

8%

1

9LT

e Molecule 63: 60S ribosomal protein L27-A

YLLK

19%

0
0
B

55%

©
™
B2

26%

Chain NT:

~
©
B3

0
©
~

(47N

LSH

™
0
=

191
06d
678

LYE

S%D

€hA

WY
OYH

9€H

8TA

YIA

¥0Td

1014
00TL

L6S

S6A

3

880
181

a8k
78y

28d

081
6.H
8LN
LLK

LA
€LY

0Ld
6931
891

9ETd
SETY

e Molecule 63: 60S ribosomal protein L27-A

24%

73%

Chain n7:

D E

O

R L DWI
PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

Page 122

CEIS

6CTH

9TTH
STIH

1214

6114

v01d

[40) s

664

6s

11%

50%

34%

e Molecule 64: 60S ribosomal protein 1.28

Chain N&:

-
~
[

694
894

s9b
%90

09&

SG%

€64

18D
08d

8Y4

SPH

0%H

SEY

€€9
[4x

3

8CH
pxa

j£2)

(449
j54)

81D

918

¥TH
€19
[4x

Q
[

~
i

0
~
|

0
[

w6V

T6)
161
06X
680
880

9831

¥8d
£8d
[4:29
6.LM

LLY

BN

20%

78%

e Molecule 64: 60S ribosomal protein L28

Chain nS8:

8%1I

8€TI

€ETT
CTETH

6214
8TTH

0ZIN

L1TH

10%

53%

33%

e Molecule 65: 60S ribosomal protein 1.29

Chain N9:

883

Sqv
%91

[4:0'8
18V

67D

LT
oY

420
EYH

0Py

9€a
SEA

een

<+
N
[

0Zd
6TN

e Molecule 65: 60S ribosomal protein L29

9TV

29%

69%

o
I}
B

Chain n9:

69%
84)

¥4

0GL

[48

6ed
8€N

£E€N

1€S

9TL
Eta's
¥2d

[4a
121

S

el

7%

~
o
=]

16%

46%

31%

e Molecule 66: 60S ribosomal protein L30

Chain OO:

€95

TON

69K

feietcy
vas
€91

19T

LYN

©
<
<

O 0
< o <
- <

8eYN

TeA
TEA

62S
82

9TH

€TL
TH

611
811
LTA

STV
711

[41]

0TI
65

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4U4N

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

Page 123

168

88D

98y

T8A
08Y

e Molecule 66: 60S ribosomal protein L30

19%

77%

Chain 00:

7071

00TI
660

96D

L8A
984

%81

18A

89K

7ou

TN

eikcs

91

[45'8

8T

611

11

0TI

e Molecule 67: 60S ribosomal protein L31-A

©
(5]

L0

10%

49%

-
<
P

35%

Chain O1:

(41

09H
6SI
89y
LSb

(2] 0
] 0
a |

-
10
]

oL

® ¥ 10
& & &
o= o

6ed

9€I
Sed

E€EA
[4:34

62V
8T

9Ty

€TA

02T
614

80TA
LOTA
90TL
S0Th

(40 %’s

161
96A
S6d

£6A

168

88d

S8V

184
08N

L4
9LS

24

e Molecule 67: 60S ribosomal protein L31-A

Ly

0L4
691

20%

—
77%

Chain ol:

orta

90TL

7071

CTOTH

66V

064
681

9831

€83
[4:x

0L¥

7oA

PALY

+ 0
& &
=

<
™
i

—
™
5

©
5]
&

©
-
pE|

™
-
=

e Molecule 68: 60S ribosomal protein 132

12%

$ 10 © N~ EmN M
© © © © N~
X oA wn MO

44%

43%

Chain O2:

©
~
=

vld

+

ovd

e Molecule 68: 60S ribosomal protein L32

21%

76%

Chain 02:

9TT1
STTH
44 %]
6071

S0TYH

TEN

jz4|

= QO mm
o
MM

me-
oo

e Molecule 69: 60S ribosomal protein L33-A

9%

49%

42%

Chain O3:

615

O

R LDWIDE
PROTEIN DATA BANK

W



4U4N

wwPDB X-ray Structure Validation Summary Report

Page 124

90N

0071
664
86A

96V

969

(438

06d
681

(S ] 10 © ©
© © 0 @ ©
oo [T =

e Molecule 69: 60S ribosomal protein L33-A

16%

84%

Chain 03:

LOTI

664
86A

88N

8L

181

YLL

CTLL

e Molecule 70: 60S ribosomal protein L34-A

0Ld

8GH

6%

12%

45%

35%

Chain O4:

9LK
SLY

€LS
CTLA

0LY
69H

L9%

z9k
19

63d

LGT
9GL
9GS
P8I

zsh

8%

4

STL

€TA
[44%

0TY

Ld

o
@
~

SA
i4S

(44

80Th
1013

SOTA

€011

0071
664

163
963

61
€64

061
681
884

4q8A
780
€8N
(434

8.9

e Molecule 70: 60S ribosomal protein L34-A

—
. 6%

22%

71%

Chain o4:

w0TA

00TI

©
X
=

© ©
0 Q
3 o~

oo
© © ©
< =0

Ll

-
~
B

©
©
=

e Molecule 71: 60S ribosomal protein L35-A
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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 434.77A  287.66A 303.84A .
Depositor
a, b, c a8, 90.00°  98.99°  90.00°
Resolution (A) 73.94 - 3.10 Depositor
/0 Data completencss 100.0 (73.94-3.10) Depositor
(in resolution range)
Rinerge 0.41 Depositor
Raym (Not available) Depositor
<I)o(l)>" 1.25 (at 3.13A) Xtriage
Refinement program PHENIX (phenix.refine: dev_1702) | Depositor
R, Ryree 0.203 , 0.252 Depositor
Wilson B-factor (A?) 4.7 Xtriage
Anisotropy 0.164 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L| > =047, < L? > = 0.30 Xtriage
Outliers 1 of 1329525 reflections (0.000%) Xtriage
Total number of atoms 411258 wwPDB-VP
Average B, all atoms (A?) 71.0 wwPDB-VP

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

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.375 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: ZN,
OHX, MG, EDE

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z] > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

. Bond lengths Bond angles

Mol | Chain | p, /o7 #\% >5 RMSZ #ygzy >5

1 2 0.78 | 3/41698 (0.0%) | 1.36 | 372/64972 (0.6%)
1 6 0.89 | 23/42765 (0.1%) | LA | 502/66634 (0.8%)
2 S0 | 0.49 0/1617 0.70 0/2215

) s0 | 0.49 0/1623 0.72 0/2222

3 ST | 0.42 0/1735 0.67 272335 (0.1%)
3 s1 0.52 0/1748 0.68 1/2352 (0.0%)
1 S2 | 054 0/1665 0.69 0/2263

1 s2 | 061 0/1665 0.77 1/2263 (0.0%)
5 S3 | 0.52 0/1759 0.67 1/2368 (0.0%)
5 s3 | 045 0/1759 0.64 272368 (0.1%)
6 S4 | 050 0/2109 0.73 0,/2839

6 st | 0.56 0/2109 0.79 272839 (0.1%)
7 S5 | 0.40 0/1629 0.61 0/2202

7 s5 | 0.8 0/1629 0.69 1/2202 (0.0%)
8 S6 | 0.51 0/1823 0.69 0,/2439

8 s6 | 0.58 0/1779 0.74 0/2379

9 ST | 0.46 0/1506 0.66 0/2028

9 sT | 0.49 0/1516 0.72 0/2043

10 | S8 | 057 0/1514 0.75 172021 (0.0%)
10 | s8 | 0.66 0/1514 0.77 1/2021 (0.0%)
11 | S9 | 052 0/1519 0.72 0/2035

11 | s9 | 0.60 0/1519 0.79 1/2035 (0.0%)
12 | Co | o044 0/790 0.68 1/1069 (0.1%)
12 | <0 | 038 0/777 0.65 371049 (0.3%)
13 | CL | 062 0,/1240 0.69 0/1675

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

14 | C2 | 038 0/900 0.63 0/1224

14 | ¢ | 030 0/900 0.57 0/1224

15 | 03 | 054 0/1215 0.71 271638 (0.1%)
15 | 3 | 059 0/1215 0.73 0/1638

16 | 04 | 043 0/901 0.72 0/1217

16 | c4 | 053 0/960 0.75 0/1290
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. Bond lengths Bond angles

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

17 Ch 0.48 0/998 0.68 0/1341

17 cb 0.49 0/1060 0.69 0/1426

18 C6 0.46 0/1125 0.72 2/1510 (0.1%)
18 c6 0.49 0/1131 0.71 0/1518

19 c7 0.49 0/935 0.69 0/1254

19 c7 0.48 0/914 0.73 0/1224

20 C8 0.46 0/1211 0.65 0/1628

20 c8 0.53 0/1211 0.74 2/1628 (0.1%)
21 C9 0.45 0/1130 0.69 0/1517

21 c9 0.50 0/1130 0.67 0/1517

22 DO 0.48 0/865 0.67 0/1169

22 do 0.50 0/892 0.67 0/1205

23 D1 0.50 0/693 0.67 0/935

23 d1 0.53 0/693 0.76 1/935 (0.1%)
24 D2 0.55 0/1038 0.76 1/1395 (0.1%)
24 d2 0.65 0/1038 0.79 1/1395 (0.1%)
25 D3 0.65 0/1139 0.81 1/1518 (0.1%)
25 d3 0.72 0/1139 0.80 2/1518 (0.1%)
26 D4 0.48 0/1087 0.64 0/1449

26 d4 0.56 0/1087 0.78 0/1449

27 D5 0.44 0/571 0.72 1/768 (0.1%)
27 db 0.44 0/566 0.68 0/761

28 D6 0.48 0/782 0.70 0/1047

28 d6 0.53 0/782 0.73 0/1047

29 D7 0.50 0/620 0.70 0/838

29 d7 0.50 0/620 0.69 0/838

30 D8 0.40 0/499 0.59 0/670

30 d8 0.44 0/499 0.65 0/670

31 D9 0.55 0/452 0.82 1/600 (0.2%)
31 d9 0.55 0/452 0.69 0/600

32 EO 0.50 0/483 0.65 0/643

33 E1 0.48 0/577 0.77 0/770

33 el 0.41 0/619 0.73 1/822 (0.1%)
34 SR 0.40 0/2494 0.59 0/3393

34 sR 0.41 0/2495 0.58 0/3395

35 SM 0.56 0/1113 0.78 3/1502 (0.2%)
35 sM 0.51 0/683 0.68 1/923 (0.1%)
36 1 1.22 216/75394 (0.3%) 1.71 | 2044/117545 (1.7%)
36 5 1.22 222/75414 (0.3%) 1.69 | 1963/117575 (1.7%)
37 3 0.99 2/2883 (0.1%) 1.42 30/4491 (0.7%)
37 7 1.19 6,/2883 (0.2%) 1.73 81/4491 (1.8%)
38 4 1.16 5/3746 (0.1%) 1.70 103/5832 (1.8%)
38 8 0.99 1/3746 (0.0%) 1.51 47/5832 (0.8%)
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. Bond lengths Bond angles

Mol | Chain | /a7 #|Z| >5 RMSZ #4Z| =5
39 L2 0.75 0/1948 0.86 0/2617

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

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

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

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

50 M4 0.78 0/1068 0.86 1/1438 (0.1%)
50 m4 0.83 0/1074 0.90 2/1446 (0.1%)
51 M5 0.78 0/1757 0.86 0/2354

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

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

55 m9 0.66 0/1538 0.72 0/2050

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

58 N2 0.47 0/812 0.62 0/1099

58 n2 0.55 0/794 0.68 0/1076

59 N3 0.74 0/1018 0.84 1/1369 (0.1%)
59 n3 0.89 0/1018 0.92 1/1369 (0.1%)
60 N4 0.56 0/712 0.69 0/958
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. Bond lengths Bond angles

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

60 n4 0.73 0/1052 0.77 0/1398

61 N5 0.64 0/979 0.83 1/1321 (0.1%)

61 nb 0.65 0/974 0.77 0/1314

62 N6 0.72 0/1004 0.88 1/1341 (0.1%)

62 n6 0.65 0/1004 0.84 1/1341 (0.1%)

63 N7 0.56 0/1118 0.71 0/1497

63 n7 0.52 0/1118 0.65 0/1497

64 N8 0.82 0/1204 0.98 4/1612 (0.2%)

64 n8 0.78 0/1204 0.85 1/1612 (0.1%)

65 N9 0.72 0/473 0.82 0/629

65 n9 0.81 0/473 0.97 0/629

66 00 0.52 0/751 0.72 0/1008

66 o0 0.51 0/775 0.69 0/1040

67 01 0.65 0/890 0.73 0/1196

67 ol 0.79 0/897 0.88 0/1205

68 02 0.89 0/1041 0.92 0/1394

68 02 0.85 0/1041 0.93 3/1394 (0.2%)

69 03 0.91 0/868 0.87 1/1168 (0.1%)

69 03 0.92 0/868 0.94 1/1168 (0.1%)

70 04 0.62 0/890 0.82 2/1189 (0.2%)

70 o4 0.59 0/890 0.78 0/1189

71 05 0.76 0/978 0.82 1/1301 (0.1%)

71 05 0.61 0/974 0.73 0/1297

72 06 0.69 0/778 0.82 0/1034

72 06 0.57 0/777 0.69 0/1033

73 o7 0.79 0/696 1.00 3/923 (0.3%)

73 o7 0.75 0/696 0.88 2/923 (0.2%)

74 08 0.54 0/618 0.68 0/826

74 08 0.48 0/614 0.64 0/822

75 09 0.87 1/443 (0.2%) 0.93 0/588

75 09 0.69 0/443 0.81 0/588

76 QO 0.67 0/423 0.81 0/562

76 q0 0.93 0/423 0.87 0/562

7 Q1 0.63 0/234 0.96 0/300

7 ql 0.77 0/234 0.83 0/300

78 Q2 0.94 1/860 (0.1%) 0.83 0/1136

78 q2 0.84 1/860 (0.1%) 0.79 0/1136

79 Q3 0.78 0/701 0.85 0/934

79 q3 0.74 0/701 0.81 0/934

80 e0 0.59 0/499 0.75 0/665

82 p0 0.48 0/1092 0.62 0/1474

All All 0.94 | 489/430074 (0.1%) | 1.34 | 5269,/631364 (0.8%)
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Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying
if the center is modelled as a planar moiety or with the opposite hand. A planarity outlier is
detected by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms
of a sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
2 s0 0 1
5 s3 0 1
6 S4 0 1
7 oh) 0 2
9 S7 0 1
16 C4 0 3
17 cH 0 2
18 c6 0 1
19 C7 0 2
22 do 0 1
24 D2 0 1
25 d3 0 1
27 D5 0 2
28 D6 0 1
33 E1 0 1
36 1 0 1
39 L2 0 1
39 12 0 1
41 14 0 1
42 L5 0 1
42 15 0 1
43 16 0 2
44 17 0 2
45 L8 0 2
48 M1 0 1
52 M6 0 1
52 m6 0 1
53 M7 0 1
56 n0 0 1
57 N1 0 1
64 n8 0 1
65 N9 0 1
67 01 0 1
67 ol 0 1
72 06 0 1
All All 0 44

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

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

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

There are no chirality outliers.

5 of 44 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
16 C4 123 | SER | Peptide
16 C4 124 | ASP | Peptide
16 C4 38 | THR | Peptide
6 S4 2 ALA | Peptide
9 ST 131 | PHE | 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 987 0
1 6 38238 0 19240 921 0
2 S0 1577 0 1567 169 0
2 sO 1583 0 1578 0 0
3 S1 1709 0 1784 169 0
3 sl 1722 0 1793 0 0
4 S2 1635 0 1723 143 0
4 s2 1635 0 1723 0 0
> S3 1734 0 1817 150 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 167 0
6 s4 2068 0 2154 0 0
7 SH 1609 0 1675 177 0
7 sH 1609 0 1675 0 0
8 S6 1799 0 1878 126 0
8 s6 1755 0 1846 0 0
9 S7 1481 0 1572 135 0
9 s7 1491 0 1578 0 0
10 S8 1489 0 1525 134 0
10 s8 1489 0 1525 0 0
11 S9 1494 0 1573 143 0
11 s9 1494 0 1573 0 0
12 Co 773 0 729 73 0
12 c0 762 0 699 0 0
13 C1 1214 0 1259 99 0
13 cl 1168 0 1231 0 0
14 C2 892 0 891 o8 0
14 c2 892 0 891 0 0
15 C3 1192 0 1255 94 0
15 c3 1192 0 1255 0 0
16 C4 891 0 883 108 0
16 c4 949 0 985 0 0
17 Ch 977 0 1002 91 0
17 () 1039 0 1050 0 0
18 C6 1105 0 1166 130 0
18 cb 1111 0 1171 0 0
19 c7 926 0 930 83 0
19 c’ 906 0 909 0 0
20 C8 1192 0 1222 115 0
20 c8 1192 0 1222 0 0
21 C9 1112 0 1124 101 0
21 c9 1112 0 1124 0 0
22 DO 855 0 917 88 0
22 do 882 0 939 0 0
23 D1 684 0 672 66 0
23 dl 684 0 672 0 0
24 D2 1021 0 1060 84 0
24 d2 1021 0 1060 0 0
25 D3 1121 0 1196 99 0
25 d3 1121 0 1196 0 0
26 D4 1073 0 1132 78 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 75 0
27 db 558 0 098 0 0
28 D6 769 0 814 98 0
28 dé 769 0 814 0 0
29 D7 610 0 632 33 0
29 d7 610 0 632 0 0
30 D8 497 0 935 49 0
30 d8 497 0 535 0 0
31 D9 442 0 428 33 0
31 d9 442 0 428 0 0
32 EO 475 0 025 43 0
33 E1 066 0 602 66 0
33 el 608 0 657 0 0
34 SR 2441 0 2397 150 0
34 sR 2442 0 2392 0 0
35 SM 1104 0 996 91 0
35 sM 680 0 607 0 0
36 1 67355 0 33843 1397 0
36 d 67376 0 33857 1380 0
37 3 2579 0 1304 54 0
37 7 2579 0 1303 o7 0
38 4 3353 0 1695 73 0
38 8 3353 0 1695 75 0
39 L2 1914 0 1981 173 0
39 12 1912 0 1976 0 0
40 L3 3075 0 3142 269 0
40 13 3075 0 3142 0 0
41 L4 2748 0 2859 228 0
41 14 2748 0 2859 0 0
42 L5 2375 0 2325 211 0
42 15 2359 0 2311 0 0
43 L6 1239 0 1326 94 0
43 16 1248 0 1339 0 0
44 L7 1784 0 1862 128 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 144 0
46 19 1518 0 1587 0 0
47 MO 1705 0 1735 148 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 113 0
48 ml 1353 0 1383 0 0
49 M3 1543 0 1608 133 0
49 m3 1548 0 1613 0 0
20 M4 1053 0 1149 76 0
20 m4 1059 0 1154 0 0
51 M5 1720 0 1779 133 0
51 mo 1720 0 1779 0 0
52 M6 1555 0 1659 129 0
52 m6 1555 0 1659 0 0
53 M7 1420 0 1437 110 0
53 m7 1227 0 1236 0 0
o4 M8 1441 0 1543 114 0
o4 m8 1441 0 1543 0 0
95 M9 1521 0 1617 124 0
95 m9 1521 0 1617 0 0
o6 NO 1445 0 1487 103 0
o6 n0 1445 0 1487 0 0
a7 N1 1276 0 1323 95 0
a7 nl 1276 0 1323 0 0
o8 N2 796 0 812 52 0
o8 n2 778 0 791 0 0
29 N3 1003 0 1048 88 0
29 n3 1003 0 1048 0 0
60 N4 699 0 640 32 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 84 0
62 n6 993 0 1081 0 0
63 N7 1092 0 1155 117 0
63 n7 1092 0 1155 0 0
64 N8 1173 0 1215 110 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 60 0
66 o0 767 0 816 0 0
67 01 876 0 912 29 0
67 ol 883 0 918 0 0
68 02 1020 0 1090 75 0
68 02 1020 0 1090 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
69 03 850 0 880 65 0
69 03 850 0 880 0 0
70 04 880 0 945 83 0
70 o4 880 0 945 0 0
71 05 969 0 1078 95 0
71 09 965 0 1067 0 0
72 06 771 0 849 75 0
72 06 770 0 846 0 0
73 o7 681 0 683 65 0
73 o7 681 0 683 0 0
74 08 612 0 682 46 0
74 08 608 0 671 0 0
75 09 436 0 475 43 0
75 09 436 0 475 0 0
76 QO 417 0 455 26 0
76 q0 417 0 455 0 0
7 Q1L 233 0 284 25 0
7 ql 233 0 284 0 0
78 Q2 847 0 918 63 0
78 q2 847 0 918 0 0
79 Q3 694 0 734 60 0
79 q3 694 0 734 0 0
80 el 491 0 542 0 0
81 m2 750 0 173 0 0
82 p0 1077 0 1041 0 0
83 pl 235 0 20 0 0
84 p2 230 0 20 0 0
85 1 475 0 0 0 0
85 2 122 0 0 0 0
85 3 14 0 0 0 0
85 4 23 0 0 0 0
85 D 508 0 0 0 0
85 6 146 0 0 0 0
85 7 15 0 0 0 0
85 8 13 0 0 0 0
85 DO 1 0 0 0 0
85 D3 1 0 0 0 0
85 D4 1 0 0 0 0
85 L2 1 0 0 0 0
85 L3 2 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 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 nl 7 0 0 0 0
86 n3 14 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 s4 7 0 0 0 0
86 s8 7 0 0 0 0
86 s9 7 0 0 0 0
86 sR 7 0 0 0 0
87 2 05 0 26 7 0
87 6 ) 0 o7 3 0
88 D6 1 0 0 0 0
88 D7 1 0 0 0 0
88 D9 1 0 0 0 0
88 E1 1 0 0 0 0
88 o7 1 0 0 0 0
88 QO 1 0 0 0 0
88 Q2 1 0 0 0 0
88 Q3 1 0 0 0 0
88 d6 1 0 0 0 0
88 d7 1 0 0 0 0
88 d9 1 0 0 0 0
88 el 1 0 0 0 0
88 o7 1 0 0 0 0
88 q0 1 0 0 0 0
88 q2 1 0 0 0 0
88 q3 1 0 0 0 0
All All 411258 0 297398 10934 0

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 16.

The worst 5 of 10934 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

78:QQ2:17:CYS:CB 78:QQ2:17:CYS:SG 2.09 1.45
40:L3:41:VAL:HA | 40:13:185:GLY:HA3 1.39 1.07
36:5:3274:A:H3’ 36:5:3275:U:H5” 1.35 1.05
46:1.9:105:GLU:HG3 | 46:L9:109:ALA:H 1.20 1.02
36:5:2273:G:06 86:5:4200:OHX:N5 1.92 1.02

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

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

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

analysed, and the total number of residues.

Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
2 SO 204/251 (81%) 148 (72%) 34 (17%) 22 (11%) |
2 s0 204/251 (81%) 144 (71%) | 37 (18%) | 23 (11%)

3 S1 212/254 (84%) 153 (72%) 30 (14%) 29 (14%)
3 sl 214/254 (84%) 173 (81%) 32 (15%) 9 (4%)

4 S2 215/253 (85%) 187 (87%) 20 (9%) 8 (4%)

4 s2 215/253 (85%) 177 (82%) 24 (11%) 14 (6%)
5 S3 221/239 (92%) 182 (82%) 27 (12%) 12 (5%)
5 s3 221/239 (92%) 173 (78%) 27 (12%) 21 (10%)
6 S4 258/260 (99%) 200 (78%) 45 (17%) 13 (5%)
6 s4 258/260 (99%) 215 (83%) 26 (10%) 17 (7%)
7 S5 204/224 (91%) 161 (79%) 25 (12%) 18 (9%)
7 Sh) 204/224 (91%) 158 (78%) 30 (15%) 16 (8%)
8 S6 224/236 (95%) 188 (84%) 27 (12%) 9 (4%)

8 s6 216/236 (92%) 189 (88%) 16 (7%) 11 (5%)
9 S7 182/189 (96%) 135 (74%) 27 (15%) 20 (11%)
9 s7 184/189 (97%) 145 (79%) 26 (14%) 13 (7%)

Continued on next page...
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
10 S8 184/200 (92%) 150 (82%) 24 (13%) 10 (5%)
10 s8 184/200 (92%) 159 (86%) 19 (10%) 6 (3%)
11 S9 183/196 (93%) 144 (79%) 27 (15%) 12 (7%)
11 s9 183/196 (93%) 144 (79%) 33 (18%) 6 (3%)
12 Co 94/105 (90%) 66 (70%) 19 (20%) 9 (10%)
12 c0 92/105 (88%) 66 (72%) 13 (14%) 13 (14%)
13 C1 153/155 (99%) 127 (83%) 14 (9%) 12 (8%)
13 cl 144 /155 (93%) 123 (85%) 14 (10%) 7 (5%)
14 C2 122/142 (86%) 73 (60%) 25 (20%) 24 (20%)
14 c2 122/142 (86%) 71 (58%) 28 (23%) 23 (19%)
15 C3 148/150 (99%) 127 (86%) 14 (10%) 7 (5%)
15 c3 148/150 (99%) 117 (79%) 20 (14%) 11 (7%)
16 C4 125/136 (92%) 88 (70%) 22 (18%) 15 (12%)
16 cd 126/136 (93%) 103 (82%) 13 (10%) 10 (8%)
17 Cbh 122/141 (86%) 87 (71%) 24 (20%) 11 (9%)
17 cb 133/141 (94%) 92 (69%) 22 (16%) 19 (14%)
18 C6 139/142 (98%) 116 (84%) 11 (8%) 12 (9%)
18 c6 140/142 (99%) 115 (82%) 18 (13%) 7 (5%)
19 c7 116/136 (85%) 87 (75%) 19 (16%) 10 (9%)
19 c7 113/136 (83%) 84 (74%) 19 (17%) 10 (9%)
20 C8 143/145 (99%) 112 (78%) 20 (14%) 11 (8%)
20 c8 143/145 (99%) 116 (81%) 18 (13%) 9 (6%)
21 C9 141/143 (99%) 119 (84%) 16 (11%) 6 (4%)
21 c9 141/143 (99%) 118 (84%) 18 (13%) 5 (4%)
22 DO 105/120 (88%) 85 (81%) 15 (14%) 5 (5%)
22 do 108/120 (90%) 82 (76%) 16 (15%) 10 (9%)
23 D1 85/87 (98%) 67 (79%) 9 (11%) 9 (11%)
23 dl 85/87 (98%) 67 (79%) 14 (16%) 4 (5%)
24 D2 127/129 (98%) 104 (82%) 20 (16%) 3 (2%)
24 d2 127/129 (98%) 116 (91%) 11 (9%) 0
25 D3 142/144 (99%) 111 (78%) 18 (13%) 13 (9%)

Continued on next page...
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
25 d3 142/144 (99%) 121 (85%) 17 (12%) 4 (3%)
26 D4 132/134 (98%) 108 (82%) 13 (10%) 11 (8%)
26 d4 132/134 (98%) 101 (76%) 16 (12%) 15 (11%)
27 D5 68/107 (64%) 46 (68%) 12 (18%) 10 (15%)
27 db 67/107 (63%) 54 (81%) 8 (12%) 5 (8%)
28 D6 95/97 (98%) 56 (59%) 20 (21%) 19 (20%)
28 d6 95/97 (98%) 71 (75%) 15 (16%) 9 (10%)
29 D7 79/81 (98%) 67 (85%) 8 (10%) 4 (5%)
29 d7 79/81 (98%) 60 (76%) 13 (16%) 6 (8%)
30 D8 61/66 (92%) 51 (84%) 7 (12%) 3 (5%)
30 d8 61/66 (92%) 41 (67%) 16 (26%) 4 (7%)
31 D9 51/55 (93%) 43 (84%) 5 (10%) 3 (6%)
31 d9 51/55 (93%) 39 (76%) 7 (14%) 5 (10%)
32 EO 58/60 (97%) 45 (78%) 10 (17%) 3 (5%)
33 E1 69/76 (91%) 33 (48%) 14 (20%) 22 (32%)
33 el 74/76 (97%) 36 (49%) 16 (22%) 22 (30%)
34 SR 316/318 (99%) 270 (85%) 32 (10%) 14 (4%)
34 sR 316/318 (99%) 271 (86%) 38 (12%) 7 (2%)
35 SM 155/273 (57%) 107 (69%) 28 (18%) 20 (13%)
35 sM 98/273 (36%) 65 (66%) 17 (17%) 16 (16%)
39 L2 250/253 (99%) 223 (89%) 18 (7%) 9 (4%)
39 12 250/253 (99%) 200 (80%) 35 (14%) 15 (6%)
40 L3 384/386 (100%) 332 (86%) 38 (10%) 14 (4%)
40 13 384 /386 (100%) 337 (88%) 35 (9%) 12 (3%)
41 L4 359/361 (99%) 292 (81%) 45 (12%) 22 (6%)
41 14 359/361 (99%) 298 (83%) 42 (12%) 19 (5%)
42 L5 294/296 (99%) 233 (79%) 39 (13%) 22 (8%)
42 15 292/296 (99%) 251 (86%) 34 (12%) 7 (2%)
43 L6 152/175 (87%) 127 (84%) 21 (14%) 4 (3%)
43 16 153/175 (87%) 121 (79%) 28 (18%) 4 (3%)
44 L7 220/243 (90%) 193 (88%) 18 (8%) 9 (4%)
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
44 17 221/243 (91%) 189 (86%) | 23 (10%) 9 (4%)

145 L8 231/255 (91%) 189 (82%) | 31 (13%) | 11 (5%)

45 18 229/255 (90%) 176 (77%) | 33 (14%) | 20 (9%)

16 L9 189/191 (99%) 164 (87%) | 19 (10%) 6 (3%)

46 19 189/191 (99%) 162 (86%) | 24 (13%) | 3 (2%)

A7 | MO 207/220 (94%) 171 (83%) | 29 (14%) | 7 (3%)

47 | mo 209/220 (95%) 168 (80%) | 31 (15%) | 10 (5%)

48 | M1 167/173 (96%) 123 (74%) | 25 (15%) | 19 (11%)

48 | ml 167/173 (96%) 138 (83%) | 17 (10%) | 12 (7%)

19 | M3 191/198 (96%) 159 (83%) | 21 (11%) | 11 (6%)

49 | m3 192/198 (97%) 156 (81%) | 23 (12%) | 13 (7%)

50 | M4 134/137 (98%) 118 (88%) 8 (6%) 8 (6%)

50 | m4 135/137 (98%) 120 (89%) 12 (9%) 3 (2%) B

51 | M5 201/203 (99%) 182 (90%) 14 (7%) 5 (2%)

51 | mb 201,203 (99%) 182 (90%) | 12 (6%) 7 (4%)

52 | M6 195/198 (98%) 179 (92%) 11 (6%) 5 (3%)

52 | m6 195/198 (98%) 178 (91%) | 10 (5%) 7 (4%)

53 | M7 181/183 (99%) 152 (84%) | 19 (10%) | 10 (6%)

53 | m7 153/183 (84%) 135 (88%) 13 (8%) 5 (3%)

54 | M8 183/185 (99%) 158 (86%) | 20 (11%) | 5 (3%) 6|

54 | m8 183/185 (99%) 152 (83%) | 27 (15%) 4 (2%) 8

55 | M9 186,/188 (99%) 167 (90%) | 16 (9%) 3 (2%)

55 | m9 186/188 (99%) 163 (88%) 17 (9%) 6 (3%) 26
56 | NO 170/172 (99%) 147 (86%) | 18 (11%) | 5 (3%) 6] 29
56 n0 170/172 (99%) 155 (91%) | 13 (8%) 2 (1%) 16 52
57 | N1 157/159 (99%) 136 (87%) | 16 (10%) | 5 (3%) 26
57 nl 157/159 (99%) 142 (90%) | 12 (8%) 3 (2%) 40
58 | N2 98/120 (82%) 70 (T1%) | 19 (19%) | 9 (9%) 1[4
58 n2 96,120 (80%) 78 (81%) 12 (12%) 6 (6%) |
59 | N3 134/136 (98%) 124 (92%) 7 (5%) 3 (2%) 36
59 n3 134/136 (98%) 123 (92%) 9 (7%) 2 (2%) 13| 46
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
60 N4 96/155 (62%) 70 (73%) 16 (17%) 10 (10%) |
60 n4 133/155 (86%) 108 (81%) 13 (10%) 12 (9%)
61 N5 119/141 (84%) 107 (90%) 10 (8%) 2 (2%)
61 nb 118/141 (84%) 99 (84%) 11 (9%) 8 (7%)
62 N6 124/126 (98%) 108 (87%) 11 (9%) 5 (4%)
62 n6 124/126 (98%) 112 (90%) 8 (6%) 4 (3%)
63 N7 133/135 (98%) 111 (84%) 12 (9%) 10 (8%)
63 n7 133/135 (98%) 97 (73%) 26 (20%) 10 (8%)
64 N8§ 146/148 (99%) 119 (82%) 19 (13%) 8 (6%)
64 n8 146/148 (99%) 117 (80%) 19 (13%) 10 (7%)
65 N9 56/58 (97%) 47 (84%) 6 (11%) 3 (5%)
65 n9 56/58 (97%) 42 (75%) 7 (12%) 7 (12%)
66 00 95/104 (91%) 83 (87%) 9 (10%) 3 (3%)
66 o0 98/104 (94%) 86 (88%) 9 (9%) 3 (3%)
67 01 107/112 (96%) 92 (86%) 9 (8%) 6 (6%)
67 ol 107/112 (96%) 87 (81%) 10 (9%) 10 (9%)
68 02 125/129 (97%) 112 (90%) 9 (7%) 4 (3%)
68 02 125/129 (97%) 101 (81%) 17 (14%) 7 (6%)
69 03 104/106 (98%) 96 (92%) 8 (8%) 0
69 03 104/106 (98%) 94 (90%) 7 (7%) 3 (3%)
70 04 110/119 (92%) 93 (84%) 16 (14%) 1 (1%)
70 o4 110/119 (92%) 92 (84%) 14 (13%) 4 (4%)
71 05 117/119 (98%) 97 (83%) 18 (15%) 2 (2%)
71 05 117/119 (98%) 96 (82%) 15 (13%) 6 (5%)
72 06 97/99 (98%) 72 (74%) 16 (16%) 9 (9%)
72 06 97/99 (98%) 78 (80%) 13 (13%) 6 (6%)
73 o7 85/87 (98%) 74 (87%) 7 (8%) 4 (5%)
73 o7 85/87 (98%) 76 (89%) 5 (6%) 4 (5%)
74 08 7577 (97%) 62 (83%) 10 (13%) 3 (4%)
74 08 7577 (97%) 60 (80%) 11 (15%) 4 (5%)
75 09 48 /50 (96%) 44 (92%) 4 (8%) 0
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
75 09 48/50 (96%) 44 (92%) 2 (4%) 2 (4%) 19
76 QO 50/52 (96%) 46 (92%) 2 (4%) 2 (4%) 21
76 q0 50/52 (96%) 47 (94%) 2 (4%) 1 (2%) 9 38
7| @ 23/25 (92%) 20 (87%) | 3 (13%) 0 [100] [200]
77 ql 23/25 (92%) 18 (78%) 5 (22%) 0 |
78 Q2 103/105 (98%) 86 (84%) 2 (12%) 5 (5%)

78 q2 103/105 (98%) 94 (91%) 9 (9%) 0

79 Q3 89/91 (98%) 72 (81%) 3 (15%) 4 (4%)
79 q3 89/91 (98%) 77 (86%) 9 (10%) 3 (3%)
80 e0 60/62 (97%) 45 (75%) 8 (13%) 7 (12%)
82 p0 139/311 (45%) 120 (86%) 13 (9%) 6 (4%)
All All 22333/24141 (92%) | 18313 (82%) | 2695 (12%) | 1325 (6%)

5 of 1325 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
SO 4 PRO
SO 30 GLN
SO 39 ASN
S0 66 ALA
S0 158 VAL

DO DN DN DN DN

5.3.2 Protein sidechains (1)

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 SO 164/209 (78%) 126 (77%) 38 (23%) |
2 s0 165/209 (79%) 137 (83%) 28 (17%)

3 S1 191/223 (86%) 150 (78%) 41 (22%)
3 sl 192/223 (86%) 153 (80%) 39 (20%)
4 S2 176/204 (86%) 138 (78%) 38 (22%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
4 s2 176/204 (86%) 133 (76%) 43 (24%) |
3 S3 182/194 (94%) 141 (78%) 41 (22%)
S s3 182/194 (94%) 144 (79%) 38 (21%)
6 5S4 221/221 (100%) 166 (75%) 55 (25%)
6 sd 221/221 (100%) 177 (80%) 44 (20%)
7 SH 173/190 (91%) 144 (83%) 29 (17%)
7 S5 173/190 (91%) 134 (78%) 39 (22%)
8 S6 188/201 (94%) 154 (82%) 34 (18%)
8 s6 187/201 (93%) 148 (79%) 39 (21%)
9 S7 165/169 (98%) 136 (82%) 29 (18%)
9 s7 165/169 (98%) 131 (79%) 34 (21%)
10 S8 150/161 (93%) 130 (87%) 20 (13%)
10 s8 150/161 (93%) 123 (82%) 27 (18%)
11 S9 158/165 (96%) 121 (77%) 37 (23%)
11 s9 158/165 (96%) 127 (80%) 31 (20%)
12 Co 77/98 (79%) 65 (84%) 12 (16%)
12 c0 73/98 (74%) 66 (90%) 7 (10%)
13 C1 129/136 (95%) 108 (84%) 21 (16%)
13 cl 129/136 (95%) 101 (78%) 28 (22%)
14 C2 88/118 (75%) 63 (72%) 25 (28%)
14 c2 88/118 (75%) 68 (77%) 20 (23%)
15 C3 127/127 (100%) 99 (78%) 28 (22%)
15 c3 127/127 (100%) 108 (85%) 19 (15%)
16 C4 81/104 (78%) 61 (75%) 20 (25%)
16 cd 97/104 (93%) 76 (78%) 21 (22%)
17 Ch 101/117 (86%) 87 (86%) 14 (14%)
17 cd 103/117 (88%) 83 (81%) 20 (19%)
18 C6 117/118 (99%) 99 (85%) 18 (15%)
18 c6 118/118 (100%) 92 (78%) 26 (22%)
19 c7 94/124 (76%) 75 (80%) 19 (20%)
19 e’ 92/124 (74%) 74 (80%) 18 (20%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
20 C8 128/128 (100%) 103 (80%) 25 (20%) |
20 c8 128/128 (100%) 106 (83%) 22 (17%)
21 C9 115/115 (100%) 91 (79%) 24 (21%)
21 c9 115/115 (100%) 91 (79%) 24 (21%)
22 DO 100/113 (88%) 77 (77%) 23 (23%)
22 do 103/113 (91%) 77 (75%) 26 (25%)
23 D1 74/74 (100%) 57 (77%) 17 (23%)
23 d1 74/74 (100%) 57 (77%) 17 (23%)
24 D2 110/110 (100%) 89 (81%) 21 (19%)
24 d2 110/110 (100%) 94 (86%) 16 (14%)
25 D3 119/119 (100%) 103 (87%) 16 (13%)
25 d3 119/119 (100%) 96 (81%) 23 (19%)
26 D4 112/112 (100%) 88 (79%) 24 (21%)
26 d4 112/112 (100%) 91 (81%) 21 (19%)
27 D5 61/88 (69%) 45 (74%) 16 (26%)
27 d5 61/88 (69%) 52 (85%) 9 (15%)
28 D6 83/83 (100%) 62 (75%) 21 (25%)
28 dé 83/83 (100%) 67 (81%) 16 (19%)
29 D7 70/70 (100%) 60 (86%) 10 (14%)
29 d7 70/70 (100%) 56 (80%) 14 (20%)
30 D8 56,/59 (95%) 42 (75%) 14 (25%)
30 d8 56/59 (95%) 41 (73%) 15 (27%)
31 D9 47/48 (98%) 35 (74%) 12 (26%)
31 d9 47/48 (98%) 37 (79%) 10 (21%)
32 EO 51/51 (100%) 40 (78%) 11 (22%)
33 E1l 62/66 (94%) 47 (76%) 15 (24%)
33 el 66/66 (100%) 53 (80%) 13 (20%)
34 SR 260/261 (100%) 225 (86%) 35 (14%)
34 sR 260/261 (100%) 236 (91%) 24 (9%)
35 SM 97/228 (42%) 78 (80%) 19 (20%)
35 sM 54/228 (24%) 40 (74%) 14 (26%)

AAAAAAAAAAAAAAA
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
39 L2 193/195 (99%) 160 (83%)
39 12 192/195 (98%) 148 (77%)
40 L3 320/322 (99%) 247 (77%)
40 13 321/322 (100%) 258 (80%)
41 L4 288/288 (100%) 236 (82%)
41 14 288/288 (100%) 224 (78%)
42 L5 244 /244 (100%) 197 (81%)
42 15 243/244 (100%) 196 (81%)
43 L6 134/152 (88%) 114 (85%)
43 16 135/152 (89%) 108 (80%)
44 L7 186/204 (91%) 161 (87%)
44 17 187/204 (92%) 159 (85%)
45 L8 187/207 (90%) 152 (81%)
45 18 177/207 (86%) 145 (82%)
46 L9 171/171 (100%) 133 (78%)
46 19 171/171 (100%) 133 (78%)
47 MO 177/186 (95%) 143 (81%)
47 m0 179/186 (96%) 142 (79%)
48 M1 147/150 (98%) 115 (78%)
48 ml 147/150 (98%) 113 (77%)
49 M3 154/158 (98%) 127 (82%)
49 m3 154/158 (98%) 119 (77%)
50 M4 107/108 (99%) 86 (80%)
50 m4 108/108 (100%) 88 (82%)
51 M5 175/175 (100%) 142 (81%)
51 mb 175/175 (100%) 144 (82%)
52 M6 160/161 (99%) 138 (86%)
52 m6 160/161 (99%) 129 (81%)
53 M7 140/145 (97%) 112 (80%)
53 m7 125/145 (86%) 94 (75%)
54 M8 150/150 (100%) 119 (79%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
54 m§ 150/150 (100%) 120 (80%) |
55 M9 153/153 (100%) 129 (84%)
55 m9 153/153 (100%) 121 (79%)
56 NO 156/156 (100%) 126 (81%)
56 n0 156/156 (100%) 121 (78%)
57 N1 136/136 (100%) 104 (76%)
o7 nl 136/136 (100%) 111 (82%)
58 N2 87/106 (82%) 74 (85%)
58 n2 85/106 (80%) 69 (81%)
59 N3 104/104 (100%) 85 (82%)
59 n3 104/104 (100%) 93 (89%)
60 N4 57/129 (44%) 50 (88%)
60 n4 100/129 (78%) 83 (83%)
61 N5 104/117 (89%) 79 (76%)
61 nb 104/117 (89%) 89 (86%)
62 N6 109/109 (100%) 84 (77%)
62 n6 109/109 (100%) 84 (77%)
63 N7 115/115 (100%) 91 (79%)
63 n7 115/115 (100%) 84 (73%)
64 N8 118/118 (100%) 92 (78%)
64 n8 118/118 (100%) 94 (80%)
65 N9 46/46 (100%) 36 (78%)
65 n9 46/46 (100%) 34 (74%)
66 00 81/87 (93%) 64 (79%)
66 o0 84/87 (97%) 67 (80%)
67 01 92/96 (96%) 69 (75%)
67 ol 94/96 (98%) 81 (86%)
68 02 109/110 (99%) 90 (83%)
68 02 109/110 (99%) 88 (81%)
69 03 90/90 (100%) 77 (86%)
69 03 90/90 (100%) 77 (86%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
70 04 95/101 (94%) 78 (82%) 17 (18%)
70 o4 95/101 (94%) 71 (75%) 24 (25%)
71 05 104/104 (100%) 80 (77%) 24 (23%)
71 05 103/104 (99%) 79 (77%) 24 (23%)
72 06 81/81 (100%) 60 (74%) 21 (26%)
72 06 80/81 (99%) 59 (74%) 21 (26%)
73 o7 70/70 (100%) 57 (81%) 13 (19%)
73 o7 70/70 (100%) 55 (79%) 15 (21%)
74 08 68/68 (100%) 52 (76%) 16 (24%)
74 08 67/68 (98%) 55 (82%) 12 (18%)
75 09 45/45 (100%) 39 (87%) 6 (13%)
75 09 45/45 (100%) 36 (80%) 9 (20%)
76 QO 47/47 (100%) 38 (81%) 9 (19%)
76 q0 47/47 (100%) 37 (79%) 10 (21%)
7 Q1 23/23 (100%) 14 (61%) 9 (39%)
7 ql 23/23 (100%) 17 (74%) 6 (26%)
78 Q2 90/90 (100%) 70 (78%) 20 (22%)
78 q2 90/90 (100%) 69 (77%) 21 (23%)
79 Q3 71/71 (100%) 58 (82%) 13 (18%)
79 q3 71/71 (100%) 57 (80%) 14 (20%)
80 e0 53/53 (100%) 38 (72%) 15 (28%)
82 p0 105/253 (42%) 84 (80%) 21 (20%)
All All 18729/20239 (92%) | 15025 (80%) | 3704 (20%)

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

Mol | Chain | Res | Type
69 03 80 VAL
8 s6 109 LEU
63 n7 127 ASN
72 06 26 ILE
3 sl 173 THR

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

sidechains are listed below:
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Mol | Chain | Res | Type
59 N3 98 ASN
6 s4 157 ASN
62 n6 81 GLN
63 N7 57 HIS
8 s6 197 ASN
5.3.3 RNA (D)
Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 2 1747/1800 (97% 490 (28%) 72 (4%)
1 6 1793/1800 (99% 473 (26%) 59 (3%)
36 1 3145/3396 (92% 702 (22%) 91 (2%)
36 5 3145/3396 (92% 686 (21%) 84 (2%)
37 3 120/121 (99%) 25 (20%) 2 (1%)
37 7 120/121 (99%) 23 (19%) 1 (0%)
38 4 157/158 (99%) 39 (24%) 5 (3%)
38 8 157/158 (99%) 40 (25%) 2 (1%)
All All 10384/10950 (94%) 2478 (23%) 316 (3%)

5 of 2478 RNA backbone outliers are listed below:

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

5 of 316 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
36 1 2728 G
1 6 139 C
36 5 2572 C
36 1 3056 U
36 1 3351 U

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

There are no non-standard protein/DNA/RNA residues in this entry.
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5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 2555 ligands modelled in this entry, 1422 are monoatomic - leaving 1133 for Mogul analysis.

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

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link Counts RMSZg #|Z| > 2 | Counts RMSZg #|Z| > 2
8 | OOX | 1 | 3867 - 0,66 | 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 | OOX | 1 | 3871 - 0,66 | 0.00 . 0,15,15 | 0.00 .
8 | OOX | 1 | 3872 - 0,66 | 0.00 . 0,15,15 | 0.00 .
8 | OOX | 1 | 3873| - 0,66 | 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 -
86 | OHX 1 3877 - 0,6,6 0.00 - 0,15,15 0.00 -
8 | OOX | 1 | 3878 - 0,66 | 0.00 . 0,15,15 | 0.00 .
8 | OOX | 1 | 3879 - 0,66 | 0.00 . 0,15,15 | 0.00 .
8 | OOX | 1 | 3880 - 0,66 | 0.00 . 0,15,15 | 0.00 .
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 -
8 | OHX | 1 | 3884 - 0,66 | 0.00 . 0,15,15 | 0.00 .
8 | OOX | 1 | 3885 - 0,66 | 0.00 . 0,15,15 | 0.00 .
8 | OOX | 1 | 3886 - 0,66 | 0.00 . 0,15,15 | 0.00 .
8 | OOX | 1 | 3887 - 0,66 | 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 -
8 | OHX | 1 | 3891 - 0,66 | 0.00 . 0,15,15 | 0.00 .
8 | OOX | 1 | 3892 - 0,66 | 0.00 . 0,15,15 | 0.00 .
8 | OOX | 1 | 3893 - 0,66 | 0.00 . 0,15,15 | 0.00 .



http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands

Page 156 wwPDB X-ray Structure Validation Summary Report 4UAN
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
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 -
gPDB
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
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 -
gPDB
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
86 | OHX 1 4213 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4214 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4215 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 1 4216 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 2 2022 - 0,6,6 0.00 - 0,15,15 | 0.00 -
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 -
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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
87 | EDE 2 2180 - 49,55,55 | 0.84 2 (4%) | 53,70,70 | 1.17 5 (9%)
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 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 -
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 4 237 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 4 238 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 4 239 - 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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
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 -
gPDB




Page 170 wwPDB X-ray Structure Validation Summary Report 4UAN
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
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 -
86 | OHX 5 4246 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4247 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4248 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4249 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4250 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4251 - 0,6,6 0.00 - 0,15,15 | 0.00 -
gPDB




Page 176 wwPDB X-ray Structure Validation Summary Report 4UAN
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 5 4252 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4253 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 5 4254 - 0,6,6 0.00 - 0,15,15 | 0.00 -
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 -
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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 -
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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
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 - 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 -
87 | EDE 6 2202 - 49,5555 | 0.63 1 (2%) | 53,70,70 | 1.13 3 (5%)
86 | OHX 7 216 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 7 217 - 0,6,6 0.00 - 0,15,15 | 0.00 -
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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 7 227 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 8 214 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX 8 215 - 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 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 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 L3 403 - 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 303 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX M5 302 - 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 M8 201 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX M9 201 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX N1 201 - 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 03 201 - 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 Q2 503 - 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 202 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX d4 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 -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
86 | OHX 13 403 - 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 15 303 - 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 19 202 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX m0 301 - 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 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 202 - 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 nl 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 n9 103 - 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 03 202 - 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 s4 301 - 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 s9 201 - 0,6,6 0.00 - 0,15,15 | 0.00 -
86 | OHX sR 401 - 0,6,6 0.00 - 0,15,15 | 0.00 -

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical
component dictionary. Similar counts are reported in the Torsion and Rings columns.

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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

Continued on next page...

D WIDE

(2)
v
E
&

’

means




Page 182

wwPDB X-ray Structure Validation Summary Report

4U4N

Continued from previous page...

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
86 | OHX 1 4213 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4214 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4215 - - 0/0/0/0 | 0/0/0/0
86 | OHX 1 4216 - - 0/0/0/0 | 0/0/0/0
86 | OHX 2 2022 - - 0/0/0/0 | 0/0/0/0
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
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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
87 | EDE 2 2180 - - 0/60/66/66 | 0/1/1/1
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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 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 4 237 - - 0/0/0/0 | 0/0/0/0
86 | OHX 4 238 - - 0/0/0/0 | 0/0/0/0
86 | OHX 4 239 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 3902 - - 0/0/0/0 | 0/0/0/0
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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

Continued on next page...



Page 197

wwPDB X-ray Structure Validation Summary Report

4U4N

Continued from previous page...

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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
86 | OHX 5 4246 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4247 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4248 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4249 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4250 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4251 - - 0/0/0/0 | 0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
86 | OHX 5 4252 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4253 - - 0/0/0/0 | 0/0/0/0
86 | OHX 5 4254 - - 0/0/0/0 | 0/0/0/0
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
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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 - - 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
87 | EDE 6 2202 - - 0/60/66/66 | 0/1/1/1
86 | OHX 7 216 - - 0/0/0/0 | 0/0/0/0
86 | OHX 7 217 - - 0/0/0/0 | 0/0/0/0
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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
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 8 214 - - 0/0/0/0 | 0/0/0/0
86 | OHX 8 215 - - 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 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 201 - - 0/0/0/0 | 0/0/0/0
86 | OHX D9 102 - - 0/0/0/0 | 0/0/0/0
86 | OHX L3 403 - - 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 303 - - 0/0/0/0 | 0/0/0/0
86 | OHX M5 302 - - 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 M8 201 - - 0/0/0/0 | 0/0/0/0
86 | OHX M9 201 - - 0/0/0/0 | 0/0/0/0
86 | OHX N1 201 - - 0/0/0/0 | 0/0/0/0
86 | OHX N9 101 - - 0/0/0/0 | 0/0/0/0
86 | OHX 03 201 - - 0/0/0/0 | 0/0/0/0
86 | OHX o7 103 - - 0/0/0/0 | 0/0/0/0
86 | OHX Q2 503 - - 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
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
86 | OOX | o3 | 201 | - - 0/0/0/0 | 0/0/0/0
8 | OHX | e | 201 | - - 0/0/0/0 | 0/0/0/0
8 | OHX | 8 | 202 | - - 0/0/0/0 | 0/0/0/0
8 | OHX | a4 | 202 | - - 0/0/0/0 | 0/0/0/0
86 | OHX d9 102 - - 0/0/0/0 | 0/0/0/0
8 | OIX | 13 | 403 | - - 0/0/0/0 | 0/0/0/0
8 | OIX | 13 | 404 | - - 0/0/0/0 | 0/0/0/0
86 | OOX | 13 | 405 | - - 0/0/0/0 | 0/0/0/0
8 | OOX | 14 | 402 | - - 0/0/0/0 | 0/0/0/0
8 | OHX | 1 | 403 | - - 0/0/0/0 | 0/0/0/0
8 | OHX | b | 303 | - - 0/0/0/0 | 0/0/0/0
8 | OX | 15 | 304 | - - 0/0/0/0 | 0/0/0/0
8 | OX | 1 | 305 | - - 0/0/0/0 | 0/0/0/0
8 | OX | 10 | 202 | - - 0/0/0/0 | 0/0/0/0
86 | OOX | m0 | 301 | - - 0/0/0/0 | 0/0/0/0
8 | OHX | mo0 | 302 | - - 0/0/0/0 | 0/0/0/0
8 | OHX | ml | 202 | - - 0/0/0/0 | 0/0/0/0
86 | OHX | md | 201 | - - 0/0/0/0 | 0/0/0/0
8 | OIX | m5 | 303 | - - 0/0/0/0 | 0/0/0/0
8 | OIX | m6 | 202 | - - 0/0/0/0 | 0/0/0/0
8 | OOX | m7 | 206 | - - 0/0/0/0 | 0/0/0/0
8 | OOX | ol | 201 | - - 0/0/0/0 | 0/0/0/0
8 | OHX | u3 | 203 | - - 0/0/0/0 | 0/0/0/0
86 | OHX | u3 | 204 | - - 0/0/0/0 | 0/0/0/0
86 | OHX | u9 | 103 | - - 0/0/0/0 | 0/0/0/0
8 | OIX | o2 | 201 | - - 0/0/0/0 | 0/0/0/0
8 | OIX | o3 | 202 | - - 0/0/0/0 | 0/0/0/0
86 | OX | o7 | 502 | - - 0/0/0/0 | 0/0/0/0
8 | OHX | o7 | 503 | - - 0/0/0/0 | 0/0/0/0
8 | OHX | «2 | 502 | - - 0/0/0/0 | 0/0/0/0
86 | OHX | sI | 302 | - - 0/0/0/0 | 0/0/0/0
8 | OOX | st | 303 | - - 0/0/0/0 | 0/0/0/0
8 | OIX | s4 | 301 | - - 0/0/0/0 | 0/0/0/0
86 | OHX | s8 | 303 | - - 0/0/0/0 | 0/0/0/0
86 | OOX | 9 | 201 | - - 0/0/0/0 | 0/0/0/0
8 | OHX | sk | 401 | - - 0/0/0/0 | 0/0/0/0

All (3) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
87 2 2180 | EDE | C29-N55 | -3.35 1.27 1.33
87 6 2202 | EDE | C29-N55 | -3.15 1.27 1.33
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Mol

Chain

Res

Type

Atoms Z

Observed(A)

Ideal(A)

87

2

2180

EDE

C34-C32 | -2.03

1.49

1.51

The worst 5 of 8 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
87 6 2202 | EDE C2-N1-C30 | -4.21 112.11 122.68
87 2 2180 | EDE | C11-C10-C9 | -3.64 102.64 113.87
87 2 2180 | EDE C9-N8-C7 -3.41 118.12 123.43
87 2 2180 | EDE | C28-C29-N55 | -2.53 114.34 117.64
87 6 2202 | EDE | C35-C36-C37 | -2.17 117.36 119.87

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

497 monomers are involved in 796 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 1 3867 | OHX 1 0
86 1 3870 | OHX 1 0
86 1 3872 | OHX 1 0
86 1 3876 | OHX 1 0
86 1 3879 | OHX 1 0
86 1 3880 | OHX 1 0
86 1 3881 | OHX 1 0
86 1 3883 | OHX 1 0
86 1 3885 | OHX 2 0
86 1 3886 | OHX 2 0
86 1 3888 | OHX 1 0
86 1 3892 | OHX 1 0
86 1 3893 | OHX 1 0
86 1 3894 | OHX 1 0
86 1 3897 | OHX 1 0
86 1 3901 | OHX 1 0
86 1 3902 | OHX 1 0
86 1 3907 | OHX 1 0
86 1 3909 | OHX 1 0
86 1 3913 | OHX 2 0
86 1 3926 | OHX 1 0
86 1 3927 | OHX 1 0
86 1 3928 | OHX 2 0
86 1 3932 | OHX 2 0
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 1 3934 | OHX 3 0
86 1 3935 | OHX 1 0
86 1 3940 | OHX 7 0
86 1 3941 | OHX 1 0
86 1 3942 | OHX 1 0
86 1 3949 | OHX 1 0
86 1 3956 | OHX 1 0
86 1 3959 | OHX 1 0
86 1 3960 | OHX 4 0
86 1 3962 | OHX 4 0
86 1 3964 | OHX 1 0
86 1 3965 | OHX 2 0
86 1 3966 | OHX 2 0
86 1 3968 | OHX 1 0
86 1 3969 | OHX 1 0
86 1 3973 | OHX 7 0
86 1 3974 | OHX 1 0
86 1 3976 | OHX 1 0
86 1 3977 | OHX 3 0
86 1 3978 | OHX 1 0
86 1 3979 | OHX 1 0
86 1 3980 | OHX 1 0
86 1 3982 | OHX 1 0
86 1 3983 | OHX 1 0
86 1 3984 | OHX 2 0
86 1 3985 | OHX 1 0
86 1 3987 | OHX 2 0
86 1 3995 | OHX 1 0
86 1 3998 | OHX 1 0
86 1 3999 | OHX 2 0
86 1 4003 | OHX 1 0
86 1 4004 | OHX 2 0
86 1 4005 | OHX 8 0
86 1 4007 | OHX 1 0
86 1 4008 | OHX 2 0
86 1 4009 | OHX 1 0
86 1 4010 | OHX 1 0
86 1 4012 | OHX 1 0
86 1 4019 | OHX 1 0
86 1 4021 | OHX 5 0
86 1 4025 | OHX 1 0
86 1 4026 | OHX 1 0
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 1 4029 | OHX 1 0
86 1 4030 | OHX 1 0
86 1 4032 | OHX 1 0
86 1 4034 | OHX 6 0
86 1 4040 | OHX 2 0
86 1 4041 | OHX 2 0
86 1 4042 | OHX 1 0
86 1 4043 | OHX 3 0
86 1 4045 | OHX 3 0
86 1 4046 | OHX 3 0
86 1 4047 | OHX 6 0
86 1 4049 | OHX 2 0
86 1 4054 | OHX 1 0
86 1 4057 | OHX 6 0
86 1 4058 | OHX 3 0
86 1 4059 | OHX 6 0
86 1 4062 | OHX 1 0
86 1 4063 | OHX 4 0
86 1 4064 | OHX 1 0
86 1 4065 | OHX 1 0
86 1 4068 | OHX 1 0
86 1 4072 | OHX 1 0
86 1 4074 | OHX 1 0
86 1 4075 | OHX 2 0
86 1 4077 | OHX 1 0
86 1 4081 | OHX 1 0
86 1 4082 | OHX 3 0
86 1 4084 | OHX 1 0
86 1 4086 | OHX 7 0
86 1 4087 | OHX 3 0
86 1 4089 | OHX 1 0
86 1 4090 | OHX 1 0
86 1 4092 | OHX 2 0
86 1 4096 | OHX 1 0
86 1 4097 | OHX 1 0
86 1 4098 | OHX 1 0
86 1 4100 | OHX 2 0
86 1 4101 | OHX 1 0
86 1 4109 | OHX 1 0
86 1 4111 | OHX 1 0
86 1 4120 | OHX 1 0
86 1 4122 | OHX 1 0
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 1 4124 | OHX 2 0
86 1 4127 | OHX 1 0
86 1 4130 | OHX 1 0
86 1 4134 | OHX 3 0
86 1 4135 | OHX 1 0
86 1 4137 | OHX 1 0
86 1 4140 | OHX 1 0
86 1 4141 | OHX 3 0
86 1 4142 | OHX 4 0
86 1 4143 | OHX 1 0
86 1 4144 | OHX 1 0
86 1 4146 | OHX 2 0
86 1 4147 | OHX 1 0
86 1 4149 | OHX 2 0
86 1 4150 | OHX 1 0
86 1 4153 | OHX 2 0
86 1 4157 | OHX 5 0
86 1 4158 | OHX 3 0
86 1 4159 | OHX 6 0
86 1 4163 | OHX 1 0
86 1 4166 | OHX 6 0
86 1 4167 | OHX 3 0
86 1 4168 | OHX 1 0
86 1 4170 | OHX 1 0
86 1 4171 | OHX 2 0
86 1 4174 | OHX 1 0
86 1 4175 | OHX 10 0
86 1 4177 | OHX 3 0
86 1 4183 | OHX 1 0
86 1 4184 | OHX 3 0
86 1 4186 | OHX 1 0
86 1 4187 | OHX 1 0
86 1 4191 | OHX 1 0
86 1 4192 | OHX 1 0
86 1 4196 | OHX 1 0
86 1 4197 | OHX 1 0
86 1 4198 | OHX 1 0
86 1 4199 | OHX 1 0
86 1 4200 | OHX 1 0
86 1 4201 | OHX 6 0
86 1 4202 | OHX 1 0
86 1 4204 | OHX 1 0
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 1 4207 | OHX 2 0
86 1 4210 | OHX 1 0
86 1 4211 | OHX 1 0
86 1 4212 | OHX 1 0
86 2 2022 | OHX 1 0
86 2 2023 | OHX 1 0
86 2 2025 | OHX 2 0
86 2 2026 | OHX 1 0
86 2 2030 | OHX 8 0
86 2 2033 | OHX 1 0
86 2 2034 | OHX 1 0
86 2 2035 | OHX 3 0
86 2 2037 | OHX 1 0
86 2 2038 | OHX 3 0
86 2 2040 | OHX 1 0
86 2 2041 | OHX 1 0
86 2 2043 | OHX 6 0
86 2 2044 | OHX 1 0
86 2 2046 | OHX 2 0
86 2 2047 | OHX 1 0
86 2 2050 | OHX 1 0
86 2 2052 | OHX 1 0
86 2 2053 | OHX 1 0
86 2 2057 | OHX 1 0
86 2 2061 | OHX 1 0
86 2 2063 | OHX 1 0
86 2 2064 | OHX 1 0
86 2 2065 | OHX 1 0
86 2 2066 | OHX 1 0
86 2 2069 | OHX 3 0
86 2 2070 | OHX 1 0
86 2 2071 | OHX 1 0
86 2 2072 | OHX 2 0
86 2 2073 | OHX 2 0
86 2 2074 | OHX 6 0
86 2 2075 | OHX 1 0
86 2 2077 | OHX 2 0
86 2 2081 | OHX 2 0
86 2 2082 | OHX 4 0
86 2 2083 | OHX 2 0
86 2 2084 | OHX 4 0
86 2 2085 | OHX 1 0
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 2 2088 | OHX 4 0
86 2 2089 | OHX 6 0
86 2 2090 | OHX 1 0
86 2 2091 | OHX 1 0
86 2 2092 | OHX 1 0
86 2 2095 | OHX 1 0
86 2 2098 | OHX 6 0
86 2 2099 | OHX 1 0
86 2 2103 | OHX 1 0
86 2 2107 | OHX 1 0
86 2 2109 | OHX 1 0
86 2 2110 | OHX 2 0
86 2 2114 | OHX 3 0
86 2 2115 | OHX 2 0
86 2 2116 | OHX 1 0
86 2 2118 | OHX 1 0
86 2 2120 | OHX 2 0
86 2 2122 | OHX 1 0
86 2 2125 | OHX 2 0
86 2 2126 | OHX 1 0
86 2 2127 | OHX 1 0
86 2 2129 | OHX 1 0
86 2 2130 | OHX 1 0
86 2 2131 | OHX 8 0
86 2 2132 | OHX 1 0
86 2 2134 | OHX 1 0
86 2 2136 | OHX 1 0
86 2 2138 | OHX 1 0
86 2 2144 | OHX 1 0
86 2 2145 | OHX 7 0
86 2 2147 | OHX 1 0
86 2 2148 | OHX 1 0
86 2 2151 | OHX 1 0
86 2 2153 | OHX 1 0
86 2 2154 | OHX 1 0
86 2 2155 | OHX 1 0
86 2 2156 | OHX 2 0
86 2 2158 | OHX 1 0
86 2 2161 | OHX 6 0
86 2 2164 | OHX 1 0
86 2 2168 | OHX 1 0
86 2 2172 | OHX 1 0
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
87 2 2180 | EDE 7 0
86 3 216 | OHX 1 0
86 3 220 | OHX 1 0
86 3 225 | OHX 1 0
86 4 226 | OHX 1 0
86 4 227 | OHX 1 0
86 4 228 | OHX 1 0
86 4 229 | OHX 1 0
86 4 231 | OHX 1 0
86 4 232 | OHX 1 0
86 4 234 | OHX 1 0
86 4 236 | OHX 3 0
86 5 3902 | OHX 2 0
86 5 3904 | OHX 3 0
86 5 3908 | OHX 1 0
86 5 3909 | OHX 3 0
86 5 3911 | OHX 1 0
86 5 3912 | OHX 1 0
86 5 3913 | OHX 1 0
86 5 3914 | OHX 1 0
86 5 3917 | OHX 1 0
86 5 3918 | OHX 2 0
86 5 3919 | OHX 2 0
86 5 3920 | OHX 1 0
86 5 3921 | OHX 2 0
86 5 3924 | OHX 2 0
86 5 3925 | OHX 1 0
86 5 3926 | OHX 3 0
86 5 3934 | OHX 1 0
86 5 3941 | OHX 1 0
86 5 3944 | OHX 7 0
86 5 3947 | OHX 1 0
86 5 3950 | OHX 1 0
86 5 3951 | OHX 1 0
86 5 3955 | OHX 1 0
86 5 3956 | OHX 1 0
86 5 3958 | OHX 1 0
86 5 3959 | OHX 2 0
86 5 3960 | OHX 1 0
86 5 3961 | OHX 1 0
86 5 3962 | OHX 2 0
86 5 3964 | OHX 4 0
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 5 3968 | OHX 1 0
86 5 3971 | OHX 1 0
86 5 3972 | OHX 1 0
86 5 3974 | OHX 2 0
86 5t 3975 | OHX 5t 0
86 5 3978 | OHX 1 0
86 5 3980 | OHX 9 0
86 5 3983 | OHX 1 0
86 5 3984 | OHX 1 0
86 5 3988 | OHX 1 0
86 5 3989 | OHX 1 0
86 5 3993 | OHX 3 0
86 5 3997 | OHX 1 0
86 5 3999 | OHX 1 0
86 5 4001 | OHX 1 0
86 5 4002 | OHX 1 0
86 5 4003 | OHX 6 0
86 5 4004 | OHX 5 0
86 5 4005 | OHX 1 0
86 5 4009 | OHX 2 0
86 5 4013 | OHX 6 0
86 5 4015 | OHX 2 0
86 5 4016 | OHX 1 0
86 5 4017 | OHX 1 0
86 5 4019 | OHX 1 0
86 5 4021 | OHX 1 0
86 5 4022 | OHX 6 0
86 5 4025 | OHX 3 0
86 5 4026 | OHX 2 0
86 5 4029 | OHX 1 0
86 5 4031 | OHX 1 0
86 5 4032 | OHX 1 0
86 5 4033 | OHX 1 0
86 5 4035 | OHX 1 0
86 5 4036 | OHX 1 0
86 5 4039 | OHX 1 0
86 5 4051 | OHX 1 0
86 5 4053 | OHX 1 0
86 5 4054 | OHX 1 0
86 5 4057 | OHX 6 0
86 5 4061 | OHX 1 0
86 5 4064 | OHX 1 0

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

Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 5 4068 | OHX 7 0
86 5 4070 | OHX 3 0
86 5 4074 | OHX 1 0
86 5 4076 | OHX 1 0
86 5t 4077 | OHX 1 0
86 5 4078 | OHX 1 0
86 5 4080 | OHX 1 0
86 5 4081 | OHX 1 0
86 5 4082 | OHX 1 0
86 5 4083 | OHX 1 0
86 5 4086 | OHX 1 0
86 5 4089 | OHX 1 0
86 5 4090 | OHX 1 0
86 5 4091 | OHX 5 0
86 5 4092 | OHX 2 0
86 5 4093 | OHX 1 0
86 5 4095 | OHX 2 0
86 5 4096 | OHX 3 0
86 5 4098 | OHX 1 0
86 5 4099 | OHX 1 0
86 5 4101 | OHX 1 0
86 5 4104 | OHX 2 0
86 5 4107 | OHX 2 0
86 5 4111 | OHX 1 0
86 5 4112 | OHX 1 0
86 5 4115 | OHX 1 0
86 5 4117 | OHX 1 0
86 5 4118 | OHX 1 0
86 5 4120 | OHX 1 0
86 5 4127 | OHX 1 0
86 5 4132 | OHX 2 0
86 5 4134 | OHX 1 0
86 5 4135 | OHX 1 0
86 5 4138 | OHX 3 0
86 5 4139 | OHX 2 0
86 5 4144 | OHX 6 0
86 5 4145 | OHX 1 0
86 5 4148 | OHX 1 0
86 5 4154 | OHX 1 0
86 5 4157 | OHX 1 0
86 5 4161 | OHX 1 0
86 5 4163 | OHX 1 0

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

Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 5 4169 | OHX 1 0
86 5 4174 | OHX 1 0
86 5 4182 | OHX 1 0
86 5 4183 | OHX 1 0
86 5t 4184 | OHX 1 0
86 5 4186 | OHX 1 0
86 5 4187 | OHX 1 0
86 5 4191 | OHX 2 0
86 5 4192 | OHX 1 0
86 5 4193 | OHX 2 0
86 5 4194 | OHX 2 0
86 5 4195 | OHX 1 0
86 5 4196 | OHX 1 0
86 5 4197 | OHX 2 0
86 5 4199 | OHX 1 0
86 5 4200 | OHX 11 0
86 5 4201 | OHX 7 0
86 5 4202 | OHX 7 0
86 5 4203 | OHX 2 0
86 5 4204 | OHX 1 0
86 5 4205 | OHX 1 0
86 5 4206 | OHX 1 0
86 5 4209 | OHX 1 0
86 5 4215 | OHX 1 0
86 5 4218 | OHX 8 0
86 5 4220 | OHX 1 0
86 5 4225 | OHX 2 0
86 5 4227 | OHX 1 0
86 5 4229 | OHX 1 0
86 5 4230 | OHX 2 0
86 5 4233 | OHX 1 0
86 5 4235 | OHX 6 0
86 5 4237 | OHX 4 0
86 5 4241 | OHX 1 0
86 5 4245 | OHX 7 0
86 5 4251 | OHX 2 0
86 6 2045 | OHX 1 0
86 6 2048 | OHX 2 0
86 6 2052 | OHX 1 0
86 6 2053 | OHX 1 0
86 6 2055 | OHX 1 0
86 6 2058 | OHX 6 0

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

Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 6 2060 | OHX 2 0
86 6 2061 | OHX 1 0
86 6 2064 | OHX 1 0
86 6 2065 | OHX 1 0
86 6 2067 | OHX 1 0
86 6 2069 | OHX 1 0
86 6 2072 | OHX 3 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 2082 | OHX 1 0
86 6 2085 | OHX 1 0
86 6 2087 | 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 1 0
86 6 2096 | OHX 2 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 2106 | OHX 2 0
86 6 2107 | OHX 1 0
86 6 2108 | OHX 1 0
86 6 2110 | OHX 1 0
86 6 2111 | OHX 1 0
86 6 2113 | OHX 1 0
86 6 2117 | OHX 1 0
86 6 2118 | OHX 8 0
86 6 2119 | OHX 1 0
86 6 2121 | OHX 2 0
86 6 2122 | OHX 1 0
86 6 2123 | OHX 5 0
86 6 2124 | OHX 3 0
86 6 2126 | OHX 1 0
86 6 2128 | OHX 2 0
86 6 2134 | OHX 1 0
86 6 2135 | OHX 2 0
86 6 2136 | OHX 1 0
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Continued from previous page...

Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 6 2143 | OHX 1 0
86 6 2144 | OHX 8 0
86 6 2146 | OHX 1 0
86 6 2147 | OHX 4 0
86 6 2148 | OHX 1 0
86 6 2151 | OHX 2 0
86 6 2156 | OHX 2 0
86 6 2159 | OHX 1 0
86 6 2160 | OHX 1 0
86 6 2165 | OHX 1 0
86 6 2168 | OHX 8 0
86 6 2172 | OHX 1 0
86 6 2175 | OHX 1 0
86 6 2176 | OHX 1 0
86 6 2177 | OHX 1 0
86 6 2179 | OHX 1 0
86 6 2180 | OHX 1 0
86 6 2183 | OHX 1 0
86 6 2185 | OHX 2 0
86 6 2186 | OHX 2 0
86 6 2187 | OHX 3 0
86 6 2189 | OHX 2 0
86 6 2196 | OHX 1 0
86 6 2199 | OHX 1 0
86 6 2201 | OHX 1 0
87 6 2202 | EDE 3 0
86 7 217 | OHX 1 0
86 7 218 | OHX 7 0
86 7 219 | OHX 2 0
86 7 221 | OHX 1 0
86 7 224 | OHX 1 0
86 7 226 | OHX 7 0
86 8 214 | OHX 2 0
86 8 215 | OHX 1 0
86 8 216 | OHX 7 0
86 8 219 | OHX 1 0
86 8 220 | OHX 1 0
86 8 221 | OHX 1 0
86 8 222 | OHX 1 0
86 8 224 | OHX 7 0
86 8 225 | OHX 1 0
86 8 226 | OHX 1 0
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Continued from previous page...

Mol | Chain | Res | Type | Clashes | Symm-Clashes
86 C3 201 | OHX
86 Ch 201 | OHX
86 L3 403 | OHX
86 L3 404 | OHX
86 L4 403 | OHX
86 M7 205 | OHX
86 M9 201 | OHX
86 N1 201 | OHX
86 03 201 | OHX
86 o7 103 | OHX
86 Q2 503 | OHX

—_
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5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


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

	Overall quality at a glance i
	Entry composition i
	Residue-property plots i
	Data and refinement statistics i
	Model quality i
	Standard geometry i
	Too-close contacts i
	Torsion angles i
	Protein backbone i
	Protein sidechains i
	RNA i

	Non-standard residues in protein, DNA, RNA chains i
	Carbohydrates i
	Ligand geometry i
	Other polymers i
	Polymer linkage issues i

	Fit of model and data i 
	Protein, DNA and RNA chains i 
	Non-standard residues in protein, DNA, RNA chains i 
	Carbohydrates i 
	Ligands i 
	Other polymers i 


