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Statistical analysis information for the model

The following conditions were used to calculate the field 3D-QSAR model. The leave-one-out
method was used for the validation of the QSAR model. The maximum number of components to
extract from the PLS regression was set to 20. The number of Y scrambles to use was set to 50, this
means that in each scramble the activity values are randomly assigned to molecules and the model
building process is repeated. More scramble sets provide stronger confirmation of statistical
significance. The sample point minimum distance threshold was set to 1 A. This option checks the
sphere exclusion algorithm used to reduce the initial number of field sample positions down to a
smaller set. Decrease the value sample point minimum distance increases the number of sample
points, which may improve the model at the expense of increasing the probability of over-fitting. A
value of 1 A means that sample points must be at least 1 A aside from each other. The predictive
ability of the generated model was confirmed by different statistical tests. The leave-one-out method
was used during the validation of the QSAR model which means that the model is built again but a
single molecule left out of the process, this is then repeated leaving out each training set molecule in
turn. The predicted activity for each molecule is the value obtained when it was left out of the model
building process. The cross-validation regression coefficient (q?) was calculated based on the
prediction error sum of squares (PRESS) and the sum of squares of deviation of the experimental
values from their mean (SSY):

PRESS _ L T ,(Yexp — Ypred)?
~ SSY B I ,(Yexp — Ymean)?
where Yexp is the experimental activity of training set compound, Ypred is the predicted activity of

Z-1

q

training set compound, and Ymean is the mean values of the activity of training set compound.

The performance of the model was also validated through the determination of the coefficient
in prediction, rZes, using the following equation:
* (Ypredtest — Ytest)?
2 (Ytest — Ymean)?
where Ypredtest is the predicted activity of test set compound by QSAR equation, Ytest is the
experimental activity of test set compound, and Ymean is the mean values of the activity of training

ritest =1 —

set compound.
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Fig. S1. Forge’s parameters used for the conformation hunt.
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Fig. S2. Forge’s parameters used for the alignment.
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Fig. S4. Forge’s parameters used for the build of the model.
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Fig. S5. Model statistics for CB1 model.
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Fig. S6. Model statistics for CB2 model.
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Fig. S7. Spark’s parameters used for the bioisosteric replacement.
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Table S1. SMILES, experimental and predicted pKi values of the molecules in the training set for CB1

receptor.
pKi

N° | SMILES Exp | Pred
1 0O=C(clc2cccee2n(CCCCCC)c1C)c3ccccdeccecd3 732 |71
2 O=C(clc2cccee2n(c1C)CCC)c3ccecdcccccd3d 647 | 6.8
3 O=C(clen(CCCCC)c2cccec21)c3ceccdeccecd3 805 |79
4 O=C(clc(n(c2cccec21)C)C)c3ccecdeccccd3d 5 5.1
5 0O=C(clc2cccee2n(CCCC)c1C)c3ceccdecc(cc43)C 723 |72
6 O=C(clc2cccec2n(CCCCC)c1C)c3ccecdccc(ccd3)C 797 |77
7 0O=C(clc2cccec2n(CCCCCC)c1C)c3ccccdece(ccd3)C 726 |72
8 O=C(clen(c2ccecc21)CC)c3ccecdeccccd3d 5.87 | 5.9
9 O=C(clen(CCCC)c2ccecc21)c3ccecdeccccd3d 805 |77
10 | O=C(clc2cccec2n(CCC)cl)c3ccccdece(cc34)C 6.67 | 7.1
11 | O=C(clen(c2ccecc21)CC)e3ccc(OC)c4cececd3 6.09 | 6.2
12 | O=C(clen(CCCCC)c2cccec21)c3cec(OC)c4cccccd3d 892 | 9.1
13 | O=C(clc2cccec2n(c1CCCC)CCC)c3ecc(OC)c4cccecd3 739 |73
14 | O=C(clc2cccec2n(c1C)CCC)c3cec(OC)cdceccecd3 632 | 64
15 | O=C(clc2cccec2n(c1CCCCC)CCCC)e3ccc(OC)c4cccecd3d 6.85 | 6.8
16 | O=C(clc2cccec2n(c1CCCCCC)CCCCC)c3cec(OC)c4ceccecd3 634 | 64
17 | O=C(clc2cccec2n(CCCCCC)c1C)c3ccc(OC)c4cccecd3 745 |74
18 | O=C(clc2cccec2n(c1CC)CCCCC)c3ccecdcccccd3d 728 |72
19 | O=C(clen(CCCCC)c2cccec21)c3cec(cdeccccd3)C 9.16 |9
20 | O=C(clc2cccec2n(CCCCC)c1C)c3cec(c4cccccd3)C 8.3 8.2
21 | O=C(clc2cccec2n(CCCCC)cl)c3ccecdcec(OC)cc43 8.18 | 8.1
22 | O=C(clc2cccec2n(CCCCC)cl)c3ccecdcec(OC)cec34 736 |7
23 | O=C(clen(c2cccec21)CCC)c3cce(cdeccccd3)CCC 759 |73
24 | O=C(clc2cccec2n(c1C)CCC)c3cec(cdeccce34)CCC 728 |63
25 | O=C(clen(CC[N+]2CCOCC2)c3ccece3d1)cdcec(OC)c5eccech4 8 8.2
26 | O=C(clen(CC[N+]2CCOCC2)c3ccece31)cdccccbeccecs54 738 |76
27 | O=C(clc2cccec2n(c1C)CCC)c3ccc(c4ccccc34)CC 715 | 6.8
28 | O=C(clen(c2ceccec21)CCC)ce3cce(cdceccec34)CC 748 | 7.6
29 | O=C(clc2cccec2n(CCCCC)c1C)cB3cec(cdcecccc34)CC 8.82 | 82
30 | O=C(clc2cccec2n(CCCCC)cl)c3ccecdcec(CC)ec34 8.08 |79
31 | O=C(clc2cccec2n(CCC)cl)c3ccecdccc(CC)ec34 647 | 6.6
32 | O=C(clc2ccccc2n(CCC)c1C)c3ccccdece(CC)cc43 5.87 | 6.3
33 | O=C(clc2cceec2n(c1C)CCC)c3cec(CCCC)cdccccc34 6.83 | 6.9
34 | O=C(clen(CCCCC)c2ccccc21)c3cec(OCC)c4cccccd3 834 | 85
35 | O=C(clc2cceec2n(CCCCC)c1C)c3ccccdece(CC)ecd3 755 |73
36 | Brcleec(C(=0)c2c3cccec3n(c2C)CCC)c4ceccccl4 643 | 6.3
37 | Clecleec(C(=0)c2c3cccec3n(c2C)CCC)c4ceccecl4 6.73 | 6.7
38 | Clclece(c2eccec12)C(=0)c3en(cdcccecd3)CCC 703 |73
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39 | Fcleee(c2ceecc12)C(=0)c3en(CCCCC)cdeccecd3 8.14 | 8.1
40 | Fclecee(c2ccecc12)C(=0)c3en(cdcccccd3)CCC 6.62 | 6.9
41 | Fclcee(C(=0)c2c3cecce3n(c2C)CCC)cdceccccl4 6.28 | 6.2
42 | FCCCCCnlec(c2cecec21)C(=0)c3cec(cdcccccd3)C 8.8 8.9
43 | F[Ce@H](CCCnlcc(c2cccec21)C(=0)c3cec(cdcccccd3)C)C 849 | 8.8
44 | FCCCCCnlcc(c2cccec21)C(=0)c3cec(cdcecccc34)CC 942 |93
45 | FCCCCCnlc2cceec2e(nl)C(=0O)c3ccecdcceccd3 8.87 | 85
46 | FCCCCCnlcc(c2cceecc21)C(Oc3ccecdccencd3)=0 9.33 | 9.2
47 | Fclcececl-n2c3ccccc3c(n2)C(OcdceccSeccec5c4)=0 5 49
48 | FCCCCCnlc2ccecc2e(n1)C(Oc3ceccdeccec34)=0 859 | 87
49 | FCCCCCnlec(c2cecec21)C(=0)NC34CC5CC(C3)CC(C4)C5 8.6 8.2
50 | O=C(NCclcceecl)c2c3cecee3n(CCCCC)c2 728 | 7.1
51 | FCCCCCnlcc(c2ceccc21)C(=0O)NCc3cccec3 714 | 7.1
52 | O=C(Nclcceeel)c2en(CCCCC)c3cccec32 6.79 |73
53 | O=C(Nclcccc2eecec21)c3en(CCCCC)cdeccecd3 874 | 8.6
54 | FCCCCCnlec(c2cecec21)C(=0O)Nc3ccccdcceccd3 843 | 8.6
55 | CICCCCCnlce(c2cecec21)C(=0)Nc3ccecdcececd3 843 | 8.6
56 | Fcleee(Cn2c3cceec3c(n2)C(=0)NC45CC6CC(C4)CC(C5)Coh)ccl 897 |9
57 | O=C(Nclcccc2eecec21)c3c4cccccdn(n3)CCCCC 841 | 8
58 | O=C(clc2cccec2n(CCCCC)cl)c3ececcc30C 758 | 8.1
59 | O=C(clc2cccce2n([C@H](CCCCC)C)c1C)c3ceccdeccecd3 732 |77
60 | Brclecec2ceec(c12)C(=0)c3en(CCCCC)cdccccc43 768 | 7.6
61 | FCCCCCnlcc(c2cec([N+]([O-])=0)cc21)C(=O)c3ccccdcccccd3 8.82 | 8.7
62 | O=C(clen(CCCCC#N)c2ccecc21)c3ccecdcceccd3 9.55 | 9.6
63 | O=C(clccc(OCCCCC)c2cceccl2)c3ccecdcccecd3 782 |79
64 | FCCCCCnlcc(c2cecec21)C(=O)NC(c3ccecc3)(C)C 7.3 7.5
65 | O=C(N)[Ce@H](NC(=0)clc2cccec2n(nl)CCCCC)C(C)C 854 | 84
66 | Fclcee(Cn2c3cccec3c(n2)C(=0)N[Ce@@H](C(C)C)C(=0O)N)ccl 9.05 |9
67 | O=C(N)[Ce@e@H](NC(=O)clc2cccec2n(nl)CC3CCCCC3)C(C)(O)C 954 |93
68 | O=C(OC)[C@@H](NC(=O)clc2cccec2n(nl)CC3CCCCC3)C(C)(C)C 10.03 | 9.9
69 | Fclcee(Cn2c3cccec3e(n2)C(=0)N[Ce@H](C(C)(C)C)C(OC)=0)ccl 894 |87
70 | O=C(C1C(C1(C)C)(C)C)c2c3cceece3n(CC4CCOCCH)c2 7.6 7.8
71 | O=C(C12CC3CC(C1)CC(C2)C3)c4c5eccechn(CCCCC)c4 748 |74
72 | O=C(C1C(CL(C)C)(C)C)c2c3cccec3n(CCCCC)c2 725 |74
73 | FCCCCCnlc(c(C(=0)C2C(C2(C)C)(C)C)cBccece31)C 771 |75
74 | FCCCCCnlc2ccecc2c(nl)C(=0)C3C(C3(C)C)(C)C 776 |75
75 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ceccc3l 736 |75
76 | O=C(clen(CCCCCCC)c(-c2ccecc2)cl)c3ccecdceccccd3 768 |75
77 | O=C(clen(CCCC)c(-c2ccccc2)cl)c3ccecdcccccd3 722 |75
78 | O=C(c1len(CCCCC)c(-c2ccc(OC)cc2)cl)c3ccccdeccecd3 6.55 | 6.8
79 | O=C(clen(CCCCC)c(-c2cce(cc2)C)cl)c3ceccdeccecd3 6.89 | 7.1
80 | Cleclcec(-c2ce(en2CCCCC)C(=0)c3ccccdcececd3)ecl 6.56 | 6.9
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81 | O=C(clen(CCCCC)c(-c2cceccc20C)cl)c3ccccdeccecd3 754 |76
82 | Fcleccecl-c2cc(cn2CCCCC)C(=0)c3ccccdeccccd3 811 |79
83 | O=C(clcc(n(CCCCC)cl)-c2ccce3ecccc32)cdeccc5ecccch4 739 |74
84 | O=C(clen(CCCCC)c(-c2ccec(c2)C)cl)c3ceccdeccecd3 717 | 6.9
85 | FC(F)(F)clccee(-c2cc(cn2CCCCC)C(=0)c3ccecdcccecd3d)cl 661 |73
86 | Fclecee(-c2cc(cn2CCCCC)C(=0O)c3ccccdceccecd3)cl 7.8 7.9
87 | Cleclcececl-c2cc(en2CCCCC)C(=0)c3ccccdcececd3 8.1 8
88 | O=C(clen(CCCCC)c(-c2cce(CCCC)ec2)cl)c3ccecdeccecd3 738 |72
89 | FC(F)(F)clcccecl-c2ec(cn2CCCCC)C(=0)c3ccccdeccccd3 711 | 69
90 | O=C(clen(c(-c2cceccc2CCCC)cl)CCCCC)c3ccccdeccccd3 722 |76
91 | FC(F)(F)clcececl-c2cc(en2CCCCC)C(=0O)c3ccccdeccecd3 7.11 7.1
92 | O=C(clc2cccec2n(CCCCC)cl)Ce3cccec3 705 |7
93 | O=C(clc2ccccc2n(CCCCC)c1C)Cc3cecec3 691 | 69
94 | Brcleec(CC(=0)c2c3cccee3n(CCCCC)c2)ccl 599 | 6.5
95 | Brcleccec1CC(=0)c2c3cccce3n(CCCCC)c2 8.08 | 85
96 | O=C(Cclcccec10C)c2c3cccce3n(CCCCC)c2 796 | 83
97 | O=C(clen(CCCCC)c2ccccc21)Ce3ecccc3C 754 |74
98 | O=C(clc2ccecc2n(CCCCC)cl)Cc3ecec(OC)c3 777 |8
99 | Clclecec(CC(=0)c2c3ccece3n(CCCCC)c2C)cl 693 |71
100 | Brclccccc1CC(=0)c2c3cccec3n(CCCCC)c2C 782 |78
101 | Fcleee(CC(=0O)c2c3cccec3n(CCCCC)c2)ccl 637 | 64
102 | Fcleee(CC(=0O)c2c3cccec3n(CCCCC)c2C)ccl 554 | 5.7
103 | Oclec(CCCCC)ec2cl-c3ec(cce3C(02)(C)C)C 6.51 |62
104 | FCCCCCclec(O)c2¢(OC([C@@H]3CC=C(C[C@@H]23)C)(C)C)cl 724 |73
105 | O[Cee@H]1CC[C@H]([C@@H](C1)c2ccc(C(CCCCCC)(C)C)cc20)CCCO 923 |94
106 | O[CeH]1CC[Ce@H]([C@H](C1)c2ccc(C(CCCCCC)(C)C)cc20)CCCO 721 |7
107 | O=C(NCCO)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC 705 | 7.1
108 | CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC[N+]1CCOCC1 594 | 5.7
109 | CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC[N+]CCOC 574 | 6
110 | Fclece(Cn2cc(c3ccecc32)C(=0)cdccccdeccec54)ccl 849 | 87
111 | FCCCCCnlce(c2cceec21)C(=0)c3cce(F)cdcececd3d 9.07 | 8.7
112 | Clcleec(c2ececc12)C(=0)c3en(CCCCCF)cdcececc43 911 |9
113 | FCCCCCnlc(nc2cccec21)C(=0)c3ceccdeccecd3 6.53 | 6.8
114 | O=C(OC)[Ce@H](OC(=0)clc2cccec2n(nl)CC3CCCCCI)C(C)(O)C 798 | 82
115 | Fclece(Cn2cc(c3ccecc32)C(=0)Ncdcececbeccecd4)ccl 8.13 | 7.8
116 | FCCCCCnlce(C(=0)N[C@@H](C(C)C)C(=0O)N)c2cccec2l 746 |75
117 | O=C(N)[C@@H](NC(=O)clc2ccccc2n(CC3CCCCC3)c1)C(C)(C)C 891 |9
118 | O=C(OC)[C@@H](NC(=0O)clc2ccccc2n(CC3CCCCC3)c1)C(C)(C)C 939 |95
119 | FCCCCCnlce(c2ccecc21)C(=0)N[C@H](C(C)C)C(OC)=0 782 |82
120 | O=C(NC(clcccecl)(C)C)c2c3cceec3n(n2)CC4CCOCC4 891 | 87
121 | Fcleece(Cn2c3cccec3e(n2)C(=0)N[Ce@@H](C(C)C)C(=O)N)cl 7.9 8.1
122 | Fcleecec1Cn2c3ccecc3c(n2)C(=0)N[Ce@@H](C(C)C)C(=0O)N 816 | 8.2
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123 | FCCCCCnlc2cccec2e(nl)C(=0)N[Ce@H](C(C)C)C(=O)N 8.3 8.4
124 | FCCCCCnlc2cccec2e(nl)C(=0)N[CeH]([C@H](CC)C)C(=O)N 851 | 8.1
125 | O=C(N)[C@@H](NC(=O)clc2cccec2n(nl)CC3CCCCC3)C(C)(O)C 9.48 |95
126 | Fcleee(Cn2c3cecec3c(n2)C(=0)N[C@@H](C(C)(C)C)C(=O)N)ccl 944 |97
127 | O=C(OC)[C@H](NC(=0O)clc2ccecc2n(n1)CC3CCCCC3)C(C)C 947 |92
128 | O=C(N[C@@H](Cclcccecl)C(=0O)N)c2c3cecee3n(n2)CC4CCCCC4 8.01 |8
129 | Iclcecec1C(=0)c2c3cccce3n(CCCCC)c2 787 |77
130 | O=C(N1CC[N+](CC1)C)c2c3cccec3n(CCCCC)c2 558 |57
131 | O=C(OC)[C@@H](NC(=O)clccc2e(c3ccccc3n2CC4CCCCC4)c1)C(C)(O)C 824 | 85
132 | O=C(clccc2c(c3cccce3n2CCCCC)cl)cdeccc5eccecd4 8.14 | 8.1
133 | FCCCCCnlc2cec(cc2c3cccec31)C(=0O)cdcecccbeceecd4 765 |8
134 | O=C(N)[C@@H](NC(=O)clc2cccecc2n(nl)CC3CCCCC3)C(C)(O)C 954 | 9.6
135 | O=C(NC1CC1)[Ce@@H](NC(=0)c2c3cccec3n(n2)CCCCCH#N)C(C)(CO)C 854 |87
136 | Clclecc2¢(c(nn2CC3CCOCC3)C(=0)N[C@@H](C(C)(C)C)C(=O)N)cl 887 |9
137 | O=C(N[Ce@H](CC(C)C)C(=O)N)clc2cccec2n(nl)CC3CCCCC3 8.47 | 8.3
138 | Clclecc2c(c(nn2CC3CCOCC3)C(=0)N[Ce@H](C(C)C)C(=O)N)cl 837 |82
139 | O=C(N)[C@@H](NC(=O)clc2cccec2n(nl)CC3CCOCC3)C(C)C 738 |75
140 | Clclecc2¢(c(nn2CC3CCOCC3)C(=0)N[Ce@@H](C(C)(C)C)C(=O)NC4CC4)cl 758 | 7.6
141 | Clclece2¢(c(nn2CC3CCOCC3)C(=0)N[Ce@@H](C(C)(C)C)C=4[N-]N=NN4)c1 789 |8
142 | Clclecc2¢(c(nn2CC3CCOCC3)C(=0)N[Ce@@H](C(C)(C)C)C(=O)NC[C@@H](O)CO)cl 752 |74
143 | O=C(N)[C@@H](NC(=O)clc2cccec2n(nl)CC3CCOCC3)C(C)(C)C 8.73 | 8.6
144 | O=C(N[Ce@H](CC(C)C)C(=O)N)clc2cccec2n(nl)CC3CCOCC3 734 |72
145 | Fcleec2e(c(nm2CC3CCOCC3)C(=0)N[C@@H](C(C)(C)C)C(=O)NCCO)c1 9.76 | 9.9
146 | O=C(OCC)[Ce@H]1CCCC[C@@H]INC(=0)c2c3ccccc3n(n2)CC4CCOCC4 786 |8
147 | Fcleec2e(c(nm2CC3CCCCC3)C(=0)N[Ce@H](C(C)(C)C)C(=O)NCC(=O)N)cl 984 |97
148 | O=C(N)[C@@H](NC(=O)clc2cccec2n(nl)CCCCCEN)C(C)(C)C 835 |85
149 | O=C(N)[C@@H](NC(=O)clc2ccccc2n(nl)CCCCC#N)C(C)C 796 | 7.6
150 | O=C(N)[C@@H](NC(=O)clc2cccnc2n(nl)CC3CCCCC3)C(C)(C)C 924 | 9.2
151 | Fcleeec2cIn(nc2C(=0)N[C@@H](C(C)(C)C)C(=0O)NC3CC3)CC4CCOCC4 821 |82
152 | Fcleeec2cIn(nc2C(=0)N[C@@H](C(C)(C)C)C(=O)NCCCO)CC3CCOCC3 915 |93
153 | O=C(N)[C@@H](NC(=O)clc2cccecc2n(nl)C[C@@H]3CCCCO3)C(C)(C)C 839 |85
154 | Fcleeec2cIn(nc2C(=0)N[C@@H](C(C)(C)C)C(=O)NCC(=0O)N)CC3CCOCC3 8.76 | 8.7
155 | Fcleec2e(c(nm2CC3CCCCC3)C(=O)N[C@H](C(=O)NCCCO)C(C)(C)C)cl 946 |95
156 | Fcleec2e(c(nm2CC3CCOCC3)C(=0)N[C@@H](C(C)(C)C)C(=O)NCCCO)c1 821 |82
157 | OC[C@@H](NC(=0)clc2cccec2n(nl)CC3CCCCC3)c4cccccd 693 |7
158 | Fcleec2e(c(nm2CC3CCCCC3)C(=0)N[C@H](C(=0O)NC4CC4)C(C)(C)C)cl 8.4 8.6
159 | Fcleec2e(c(nm2CCCCC#N)C(=0)N[Ce@@H](C(C)(C)C)C(=O)N)c1 8.05 |85
160 | O=C(N[C@H]1CCCC[C@@H]10Cc2ccccc?)c3cdcccccdn(n3)CC5CCCCC5 7.05 | 6.8
161 | Fcleec2e(c(nm2CCCCC#N)C(=0)N[Ce@@H](C(C)(C)C)C(=O)NCC(=O)N)c1 822 |81
162 | O=C(NC1CC1)[Ce@@H](NC(=0)c2c3cccec3n(n2)CC4CCCCC4)C(C)C 825 | 84
163 | O=C(NCC([O-])=0)[C@@H](NC(=O)clc2ccccc2n(nl1)CCCC#N)C(C)(C)C 8.69 | 8.8
164 | FC(F)(F)Oclccc2c(c(nn2CC3CCCCC3)C(=0)N[C@@H](C(C)(C)C)C(=0)NCCO)cl 748 |74
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165 | O=C(NCC(=O)N)[C@@H](NC(=O)clc2cccec2n(nl)CC3CCCCC3)C(C)C 7.68 | 7.8
166 | FC(F)(F)Oclccc2c(c(nn2CC3CCCCC3)C(=0)N[C@@H](C(C)(C)C)C(=O)NCC(=O)N)cl | 9.32 | 9.3
167 | O=C(NCCO)[C@@H](NC(=0)clc2cc(OC)ccc2n(nl)CC3CCCCC3)C(C)(C)C 912 |9
168 | O=C(N)[C@@H](NC(=O)clc2cc(OC)ccc2n(nl)CC3CCCCC3)C(C)(C)C 897 | 8.9
169 | O[Ce@H](CNC(=0)[C@@H](NC(=0)clc2cccec2n(nl)CC3CCOCC3)C(C)(C)C)CO 783 |78
170 | FC(F)(F)c1c(CNC(=0)c2c3cccec3n(n2)CC4CCOCC4)cc(01)C 8.76 | 8.8
171 | Fcleeec2cln(nc2C(=0)N[C@@H](C(C)(C)C)C(=O)NCC3CCCCCI)Cr4ccccc4 763 |74
172 | Fcleeec2c(nn(CC3CCCCC3)c12)C(=0)N[C@@H](C(C)(C)C)C(=O)NCCc4cccccd 8.4 8.4
173 | Clclecc2c(c(nn2CCCCCH#N)C(=O)N[Ce@@H](C(C)(C)C)C(=O)N)cl 825 | 84
174 | Clclecc2c(c(nn2CCCCC#N)C(=0O)N[Ce@@H](C(C)(C)C)C(=O)NCCO)cl 779 |75
175 | Clclecc2c(c(nn2CCCCCH#N)C(=0O)N[C@@H](C(C)(C)C)C(OC)=0)cl 836 | 8.1
176 | O=C(N[Ce@@H](C(C)(C)C)C(OC)=0)clc2ccenc2n(nl)CC3CCOCC3 829 |85
177 | Fcleeec2c(nn(CC3CCCCC3)c12)C(=0)N[C@H](C(=0)NCc4ccc(ccd)C(OC)=0)C(C)(C)C | 7.78 | 7.7
178 | O=C(OC)[C@@H](NC(=0O)clc2cceccc2n(nl)CC3CCOCC3)C(C)(C)C 923 |95
179 | Fcleeec2c(nn(CC3CCCCC3)c12)C(=0)N[C@H](C(=O)NCc4ccce(OC)c4)C(C)(C)C 8.44 | 8.6
180 | Fcleeee2e(nn(CC3CCCCC3)c12)C(=0)N[C@H](C(=O)NCc4ccc(OC)cc4)C(C)(C)C 8.61 |85
181 | O=C(NC1CC1)[Ce@@H](NC(=0)c2c3cccec3n(n2)CC4CCCCC4)C(C)(O)C 9.55 |95
182 | O=C(NCO)[C@@H](NC(=0)clc2ccccc2n(nl)CC3CCCCC3)C(C)(C)C 971 |94
183 | O=C(NCCC([O-])=0)[C@@H](NC(=0)clc2ccccc2n(nl1)CCCC#N)C(C)(C)C 772 | 7.6
184 | O=C(N[Ce@H](C(C)(C)C)clnnc(o1)N)c2c3cccec3n(n2) CCCCCEN 9.89 |98
185 | O=C(NCC(=O)N)[C@@H](NC(=O)clc2cccec2n(nl)CC3CCCCC3)C(C)(O)C 894 |9
186 | O=C(NCCO)[C@@H](NC(=O)clc2cccec2n(nl)CC3CCCCC3)C(C)(C)C 973 97
187 | Fcleec2e(nn(CC3CCCCC3)c2c1)C(=0)N[C@H](C(=O)NC4CC4)C(C)(C)C 932 |9
188 | O=C(NC1CC1)[C@@H](NC(=0)c2c3cccec3n(n2)CC4CCOCC4)C(C)(O)C 8.63 | 8.8
189 | O=C(NC1CC1)[Ce@@H](NC(=0)c2c3cccec3n(n2)CCCCCH#C)C(C)(C)C 8.02 |79
190 | O=C(NCC(=O)N)[C@@H](NC(=O)clc2ccccc2n(nl)CC3CCOCC3)C(C)(C)C 791 |78
191 | Fcleec2e(n(nc2C(=0)N[Ce@H](C(C)(C)C)C(=O)NCCCO)CC3CCOCC3)cl 9.04 |9
192 | O=C(NC1CCC1)[C@@H](NC(=0)c2c3ccccc3n(n2)CCCCC#C)C(C)(O)C 784 | 7.7
193 | Fcleec2e(n(nc2C(=0)N[C@@H](C(C)(C)C)C(=O)NCC(=0O)N)CC3CCOCC3)c1 817 | 8.3
194 | Fcleec2e(n(nc2C(=0)N[Ce@H](C(C)(C)C)C(=0O)N)CC3CCOCC3)c1 832 |83
195 | O=C(NCCO)[C@@H](NC(=O)clc2ccccc2n(nl)CCCCH#N)C(C)(C)C 8.02 | 8.1
196 | Fcleec2e(n(nc2C(=0)N[C@@H](C(C)(C)C)C(=O)NCC(=O)N)CCCCC#N)cl 919 |9
197 | Clclcec(CC(=0)c2c3cccce3n(CCCCC)c2C)ccl 5.8 59
198 | O=C(clc2cccec2n(CCC)c1C)c3ccecdccc(ccd3)C 6.46 | 6.2
199 | OC[C@@H]([N+]CCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCQO)C 6.86 | 6.8
200 | O=C(N[C@@H](Cclcccecl)C(=O)N)c2c3cccee3n(n2) CCCCCHEN 561 |55
201 | O=C(clc2cccec2n(c1C)CCC)c3cec(c4cecccd3)C 691 |7
202 | Fcleee(-c2ec(en2CCCCC)C(=0O)c3ccccdceccecd3)cecl 739 |75
203 | O=C(clc2ccccc2n(CCCCC)cl)Cec3ecc(OC)cc3 597 | 6.5
204 | Fclceee(CC(=0)c2c3cccec3n(CCCCC)c2)cl 714 |72
205 | Clclececc1CC(=0)c2c3cccec3n(CCCCC)c2C 789 |79
206 | O=C(N[C@@H]1c2ccccc2CCC1)c3c4ccencdn(n3)CC5CCOCCS 7.67 |77
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207 | O=C(clen(c2cccec21)CCC)c3ccc(OC)cdceccec43 7.2 7.1
208 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccce31)cdccecSeecceh4 841 | 8.1
209 | O=C(clc2cccec2n(CCCCC)cl)Ce3ecc(C)ec3 6.75 | 6.6
210 | Cleclecec(CC(=0)c2c3ccccc3n(CCCCC)c2)cl 742 | 7.1
211 | O=C(Nclc(C)c(nol)C)c2c3ccccc3n(n2)CC4CCOCC4 734 |72
212 | Clclece(C(=0)c2c3cecec3n(CCCCC)c2C)c4ceccecl4 8.05 | 7.9
213 | FCCCCCnlec(C(=0)C2C(C2(C)C)(C)C)c3cceec3l 753 | 7.6
214 | Fclcecec1CC(=0)c2c3ccecc3n(CCCCC)c2 764 |77
215 | O=C(clc2cccec2n(CCCC)c1C)c3ccc(OC)cdcccecd3 747 | 7.7
216 | O=C(clc2cccec2n(CCCCC)c1C)Cc3ceccc30C 7.6 7.8
217 | O=C(Oclcccc2ececcl2)c3cdecceccdn(n3)CCCCC 844 | 84
218 | O=C(clcc(n(CCCCC)cl)-c2cec3ccccc3c2)cdecccbeccecs54 648 | 6.5
219 | Clclececc1CC(=0)c2c3cccec3n(CCCCC)e2 8.1 8.1
220 | O=C(clen(CC[N+]2CCOCC2)c3ccece31)cdccc(cbeceec54)C 822 |83
221 | FCCCCCnlec(c2cecec21)C(=0)Nc3cccdceccecdc3 6.63 | 6.9
222 | O=C(N)[Ce@@H](NC(=0)clc2cccec2n(nl)CCCCC)C(C)(CO)C 923 | 8.6
223 | O=C(clen(CCCCC)c(-c2cccec2)cl)c3ceccdeccecd3 785 |79
224 | O=C(clen(CCCCC)c(-c2ccec(OC)c2)cl)c3ccccdcccccd3 728 | 7.1
225 | O=C(clen(CCCC)c2cccec21)c3cec(OC)c4ceccc43d 825 |8
226 | O=C(clen(CCCCC)c2ccecc21)c3cce(cdeccccd3)CCC 9.19 | 89
227 | O=C(NC(clceccecl)(C)C)c2c3cecee3n(CCCCC)c2 723 |77
228 | O=C(NC(clcccecl)(C)C)c2c3cecee3n(CCCCC)c2 849 | 83
229 | O=C(N)[Ce@@H](NC(=0)clc2cccec2n(nl)CC3CCCCC3)C(C)C 9.11 | 838
230 | O=C(NCCCO)[Ce@H](NC(=0)clc2cceccc2n(nl)C[C@H]3CCC(O3)=0)C(C)(C)C 884 |9
231 | O=C(N[C@@H](C(C)(C)C)C(=O)N)clc2cc(ccc2n(nl1)CCCCCHN)C 824 |79
232 | O=C(clen(CCCCCC)c2cccec21)c3ccccdceccecd3 801 |8
233 | FCCCCCnlcc(c2cecec21)C(=0)c3ceccdeccecd3 9 8.6
234 | O=C(NCCCO)[C@@H](NC(=0)clc2cceccc2n(n1)CC3CCCCC3)C(C)C 782 |8
235 | O=C(NC1CCC1)[C@@H](NC(=O)c2c3cccee3n(n2)CC4CCOCCH)C(C)(C)C 8.18 | 85
236 | O=C(NCCO)[C@@H](NC(=0O)clc2ccccc2n(nl)CC3CCOCCI)C(C)(O)C 8.64 |85
237 | Fcleec2e(n(nc2C(=0)N[C@@H](C(C)(C)C)C(=0)NCCCO)CCCCC#N)cl 8.7 8.8
238 | O=C(NC1CC1)[C@@H](NC(=0)c2c3cc(OC)ccc3n(n2)CC4CCCCC4A)C(C)(C)C 835 |85
239 | Fcleee2e(c(nn2CC3CCCCC3)C(=0)N[Ce@@H](C(C)(C)C)C(=O)N)cl 8.79 | 8.6
240 | Fclecec2eln(nc2C(=0)N[C@@H](C(C)(C)C)C(=O)NC3CC3)CCCCC#C 855 | 87
241 | O=C(NCCC([O-])=0)[C@@H](NC(=0)clc2cccec2n(nl)CCCCCH#N)C(C)(CO)C 913 | 89
242 | Fclecec2e(nn(CC3CCCCC3)c12)C(=0)N[C@H](C(=0O)NCc4ccc(ccd)C#N)C(C)(C)C 783 |79
243 | Brcleec(c2cecec12)C(=0)c3en(CCCCC)cdeccecd3 892 |9
244 | O=C(NCCCO)[Ce@H](NC(=0O)clc2ccccc2n(nl)CC3CCCCC3)C(C)(C)C 927 |91
245 | Clcleec2e(c(nn2CC3CCOCC3)C(=0)N[C@@H](C(C)(C)C)C(=O)NCCO)c1 8.6 8.6
246 | O=C(N)[Ce@@H](NC(=0)clc2cccec2n(nl)CC(=0)C(C)(C)C)C(C)(O)C 798 |83
247 | Clcleec2e(c(nn2CC3CCOCC3)C(=0)N[Ce@@H](C(C)(C)C)C(=O)NCC(=O)N)c1 776 | 7.8
248 | Fcleec2e(c(nn2CC3CCCCC3)C(=0)N[Ca@@H](C(C)(C)C)C(=0O)NCCO)c1 888 |9
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249

Fclece2c(c(nn2CC3CCOCC3)C(=0)N[Ce@H](C(C)(C)C)C(=0)NCACCA)cl

947 | 9.8

250

Fclccec2c(nn(CC3CCCCC3)e12)C(=0)N[C@H](C(=0)NCeécce(ccd)C([O-])=0)C(C)(C)C

839 | 84

Table S2. SMILES, experimental and predicted pKi values of the molecules in the test set for CB1

receptor.
pKi

N° | SMILES Exp Pred
1 0O=C(clc2ccccc2n(CCCCC)c1C)c3ccecdcccccd3d 8.02 7.7
2 0O=C(clc2ccccc2n(CCCC)c1C)c3ccccdeccecd3 7.66 6.9
3 O=C(clc2cccce2n(c1C)CC)c3ccccdcececd3 5.93 5.6
4 O=C(clen(c2cccec21)C)c3ccecdeccccd3 5 55
5 O=C(clc2ccece2n(CCCCC)c1C)c3ccc(OC)c4cccecd3 8.35 7.7
6 O=C(clen(c2cccec21)CCC)c3cec(CCCC)cdeccec34 6.47 7.1
7 0O=C(clc2ccccc2n(CCCCC)c1C)c3cce(CCCC)clceccec34 7.38 7

8 Brelece(c2cccec12)C(=0)c3en(cdcccec43)CCC 6.79 7.2
9 Fclece(C(=0)c2c3ccccc3n(CCCCC)c2C)c4ceccecl4 7.85 8
10 0O=C(clc2cccce2n(n1)CCCCC)c3ccecdececcd3 8.23 7.7
11 Fclece(Cn2cc(c3ccece32)C(Ocdecec5cecced5)=0)cecl 8.92 8.2
12 | O=C(NC12CC3CC(C1)CC(C2)C3)c4c5eccec5n(CCCCC)c4 8.19 8
13 FCCCCCnlc2cccec2c(nl)C(=0)NC34CC5CC(C3)CC(C4)C5 8.71 8.7
14 O=C(c1c2ccc([N+]([O-])=0)cc2n(C[C@H]3CCCC[N+]3C)c1C)cdccec5ceccch4 7.28 7.1
15 O=C(N)[C@@H](NC(=O)clc2cccec2n(CCCCC)c1)C(C)(C)C 8.89 8.5
16 | O=C(N)[C@@H](NC(=O)clc2ccccc2n(nl)CC3CCCCC3)C(C)C 9.11 9.2
17 Felece(Cn2c3ccccc3c(n2)C(=0)N[Ce@@H](C(C)C)C(OC)=0)ccl 8 8.9
18 F[C@@H](Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cceec31)CCC 7.23 6.8
19 O=C(c1en(CCCCCC)c(-c2cccec2)cl)c3ccecdcccccd3d 7.96 8.1
20 Clclecee(-c2cc(en2CCCCC)C(=0)c3ccccdcccecd3)cl 7.15 74
21 FC(F)(F)clece(-c2cc(ecn2CCCCC)C(=0)c3ccecdcccccd3d)ccl 6.66 6.7
22 0O=C(c1en(CCCCC)c(-c2cce(CC)cc2)cl)c3ccecdcccccd3d 7.47 7
23 O=C(clen(c(-c2cccec2CC)cl1)CCCCC)c3ccecdceccccd3 7.77 7.9
24 O=C(clen(c(-c2cccec2C)c1)CCCCC)c3ccecdcccccd3 8.25 7.2
25 Clcleee(CC(=0)c2c3cccec3n(CCCCC)e2)ccl 6.41 6.3
26 O=C(clc2ccccc2n(CCCCC)c1C)Cc3ccc(C)ec3 6.13 6
27 O=C(clc2ccccc2n(CCCCC)c1C)Cc3ecce(OC)c3 7.21 6.5
28 Fcleceec1CC(=0)c2c3cccec3n(CCCCC)c2C 7.41 7.7
29 O=C(OQ)[C@H](NC(=0)clc2cccce2n(CCCCC)c1)C(C)C 7.82 8
30 CICCCCCnlc2ccccc2e(nl)C(=0)N[Ce@@H](C(C)C)C(=O)N 8.39 8.2
31 FCCCCCnlc2cccec2c(nl)C(=0O)N[Ce@H](C(C)(C)C)C(=O)N 8.84 8.9
32 FCCCCCnlc2cccec2c(nl)C(=O)N[C@H](Cc3cccec3)C(=0O)N 6.9 7.1
33 O=C(clc2cccce2n(CC[N+]3CCOCC3)c1C)cdccc(OC)cc4 5.65 54
34 | O=C(OCC)[Ce@H]1CCCC[C@@H]INC(=0)c2c3cccee3n(n2)CC4CCCCC4 8.42 8.5
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35 | O=C(N[C@@H](Cclcccecl)C(=0O)N)c2c3ccece3n(n2)CC4CCOCC4 6.56 6.8
36 | Fclecec2eln(nc2C(=0)N[C@@H](C(C)(C)C)C(=O)NCCCO)CCCCC#N 79 8.3
37 | Fclecec2eln(nc2C(=0)N[Ce@@H](C(C)(C)C)C(=O)N)CCCCC#N 8.59 7.5
38 | OC[Ce@@H](NC(=O)clc2ccecc2n(nl1)CC3CCCCC3)C(C)(C)C 8.51 8.5
39 | FC(F)(F)Oclcec2e(c(mn2CC3CCCCC3)C(=0)N[C@H](C(=O)NCCCO)C(C)(C)C)cl 8.06 8.3
40 | O=C(N[C@@H](C(C)(C)C)C(=O)N)clc2ccenc2n(nl)CCCCC#N 7.34 7.6
41 FC(F)(F)Oclcec2e(c(nn2CC3CCCCC3)C(=0)N[C@H](C(=0O)NC4CC4)C(C)(C)CO)cl 9.44 9
42 | O=C(NCCCO)[C@@H](NC(=0)clc2cc(OC)cec2n(nl)CC3CCCCCI)C(C)(C)C 8.77 8.4
43 | O=C(N[C@@H](C(C)(C)C)C(=O)NC1CC1)c2c3cc(cce3n(n2) CCCCC#N)C 7.6 8.6
44 | Fclecec2e(nn(CC3CCCCC3)c12)C(=0)N[C@H](C(=O)NCCCc4cceccd)C(C)(C)C 8.61 8.7
45 | Fclecec2e(nn(CC3CCCCC3)c12)C(=0)N[C@H](C(=O)NCc4cncec4)C(C)(C)C 7.53 8.2
46 | O=C(OC)[C@@H](NC(=O)clc2cccec2n(nl)CCCCCEN)C(C)(C)C 9.15 9
47 | O=C(OC)[C@@H](NC(=O)clc2cccec2n(nl)CC(OC(C)(C)C)=0)C(C)(C)C 8.99 9.5
48 | Fclecec2e(nn(CC3CCCCC3)c12)C(=0)N[C@H](C(=O)NCc4ccc(OC)ccd)C(C)(C)C 8.1 7.9
49 | O=C(NC(C)C)[C@@H](NC(=0O)clc2cccec2n(nl)CC3CCCCC3)C(C)(C)C 9.34 8.6
50 | Fcleec2e(nn(CC3CCCCC3)c2cl)C(=0)N[Ca@@H](C(C)(C)C)C(=O)NCCO 9.27 9.3
51 O=C(NCCOC)[C@@H](NC(=0O)clc2cceccc2n(nl)CC3CCCCC3)C(C)(C)C 9.21 9.1
52 | Fcleec2e(n(nc2C(=0)N[C@@H](C(C)(C)C)C(=0)NCCO)CC3CCOCC3)cl 7.81 7.4
53 | O=C(NCCO)[C@@H](NC(=O)clc2ccccc2n(nl)CCCCC#C)C(C)(CO)C 8.45 8.1
54 | FC(F)(F)CCCCclec(O)c2c(OC([C@@H]3CC=C(C[C@@H]23)C)(C)C)cl 7.7 6.5
55 O=C(c1en(CCCCC)ccl)c2cccc3cccec32 7.06 7.5
56 O=C(c1en(CCCCC)c(-c2ccec([N+]([O-])=0)c2)cl)c3ccccdcceccd3 7 8
57 | OC[C@@H](NC(=O)clc2ccecc2n(nl)CC3CCCCC3)C(C)C 7.31 8.4
58 | Fclecec2eln(nc2C(=0)N[Ce@@H](C(C)(C)C)C(=0O)N)CC3CCOCC3 7.56 7
59 | O=C(OC)[Ce@@H](NC(=O)clc2cccec2n(nl)CC3CCCCC3)C(C)(O)C 9.87 9.4
60 | Fcleec2e(nn(CC3CCCCC3)c2cl)C(=0)N[Ce@H](C(C)(C)C)C(=O)N 8.32 9.2
61 Fcleec2e(n(nc2C(=0)N[C@@H](C(C)(C)C)C(=0)NC3CC3)CC4CCOCC4)cl 8.15 8
62 O=C(Oclcccc2ccenc21)c3cdeccecdn(CC5CCCCCE)c3 9.66 8.7

Table S3. SMILES, experimental and predicted pKi values of the molecules in the training set for CB2

receptor.
pKi
N° | SMILES Exp Pred
1 O=C(clc2cccec2n(CCCCCC)c1C)c3ccccdeccecd3 8.4 8.2
2 0O=C(c1len(CCCCC)c2cccec21)c3ccccdeccecd3 8.53 8.1
3 O=C(clc(n(c2cccec21)C)C)c3ccecdeccccd3d 5.3 5.3
4 O=C(clc2cccec2n(CCCC)c1C)c3ccccdecc(cc3)C 8.46 8.8
5 O=C(clc2cccec2n(CCCCCC)c1C)c3ccccdece(ccd3)C 7.49 7.8
6 O=C(clen(CCCC)c2ccecc21)c3ccecdcccccd3d 7.42 74
7 O=C(clen(CCCCC)c2cccec21)c3cec(OC)c4cccccd3d 791 8.1
8 0O=C(clc2cccee2n(c1CCCC)CCC)c3cec(OC)c4ccccc43d 7.23 7.3
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9 O=C(clc2cccec2n(c1CCCCCC)CCCCC)c3cec(OC)cdeccecd3 6.92 6.6
10 O=C(clc2cccec2n(CCCCC)cl)c3ccccdecc(OC)cc43 8.16 8.1
11 O=C(clen(c2ccccc21)CCC)c3cec(cdeeccca3)CCC 8.02 8.2
12 0O=C(clc2cccec2n(c1C)CCC)c3cce(cdeccec34)CCC 7.92 7.9
13 O=C(clc2cccec2n(c1C)CCC)c3cce(cdccccc34)CC 7.92 7.6
14 O=C(clen(c2ccccc21)CCC)c3cec(c4eccce34)CC 8 7.7
15 O=C(clc2cccec2n(CCCCC)c1C)c3cec(cdccecc34)CC 9.38 9
16 O=C(clc2cccec2n(CCC)c1C)c3ccecdcec(CC)ecd3 6.62 6.7
17 0O=C(clc2cccec2n(c1C)CCC)cBcec(CCCC)cdeccec34 7.31 7.5
18 O=C(clc2cccec2n(CCCCC)c1C)c3ccccdcec(CC)ecd3 8.25 8.5
19 Clclece(C(=0)c2c3cecec3n(c2C)CCC)cdeccccl4 7.66 7.6
20 Clclece(c2cecccl2)C(=0)c3en(cdcececd3)CCC 7.36 7.3
21 Fclece(c2cccec12)C(=0)c3en(CCCCC)cdcccccd3 8.49 8
22 Fclece(c2eccec12)C(=0)c3cen(cdcccecd3)CCC 7.48 7.3
23 Fclece(C(=0)c2c3cccec3n(c2C)CCC)cdceccecl4 7.42 74
24 FCCCCCnlce(c2cccec21)C(=0)c3cce(cdeccecd3)C 9.24 9.1
25 F[C@e@H](CCCnlcc(c2cccec21)C(=0)c3ccc(cdcccecd3)C)C 9.09 94
26 FCCCCCnlce(c2ccccc21)C(=0)c3cce(cdcccec34)CC 9.43 9.3
27 FCCCCCnlc2cecec2c(nl)C(=0)c3ceccdcccecd3 8.88 8.5
28 FCCCCCnlce(c2cccec21)C(Oc3ccccdecencd3)=0O 9.2 9.4
29 Fclece(Cn2cc(c3cccce32)C(Ocdcececdeecenc54)=0)ccl 9.32 9.2
30 FCCCCCnlc2cecec2c(nl)C(Oc3ccccdeccec34)=0O 8.47 8.6
31 FCCCCCnlcc(c2cccec21)C(=0)NC34CC5CC(C3)CC(C4)C5 9.1 9.2
32 O=C(NCclccceel)c2c3cccec3n(CCCCC)c2 6.73 6.8
33 FCCCCCnlce(c2cccec21)C(=0)NCc3cccec3 6.37 6.5
34 O=C(Nclcccc2ceceec21)c3en(CCCCC)c4ceecce43d 7.66 7.7
35 FCCCCCnlce(c2cccec21)C(=O)Nc3ccecdcecccd3d 7.87 7.6
36 CICCCCCn1lece(c2ccecc21)C(=0)Nc3ceccdeccccd3 7.87 7.6
37 | Fclece(Cn2c3ccecc3e(n2)C(=0)NC45CC6CC(C4)CC(C5)Coh)ccl 9.76 9.3
38 O=C(Nclcccc2ccccc21)c3cdcceccdn(n3)CCCCC 8.46 8
39 O=C(clc2cccec2n([C@H](CCCCC)C)c1C)c3ccccdeccecd3 8.4 8.8
40 Brclecec2ccec(c12)C(=0)c3en(CCCCC)c4cceccd3 8.26 8
41 Fclece(Cn2c3cccec3e(n2)C(=0)N[Ce@@H](C(C)(C)C)C(OC)=0O)ccl 9.92 10.1
42 | O=C(C12CC3CC(C1)CC(C2)C3)c4c5cccecd5n(CCCCC)cd 8.76 8.7
43 | FCCCCCnlc2cceec2c(nl)C(=0)C3C(C3(C)C)(O)C 9.35 9.2
44 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 9.08 9.1
45 O=C(clen(CCCC)c(-c2cccec?)cl)c3ceccdeccecd3 7.82 7.7
46 O=C(c1len(CCCCC)c(-c2cce(cc2)C)cl)c3ccccdeccecd3 7.74 7.7
47 Clclece(-c2ec(ecn2CCCCC)C(=0)c3ccccdeccccd3)ccl 7.6 7.2
48 O=C(c1len(CCCCC)c(-c2cceccc20C)cl)c3ccccdeccecd3 7.7 8
49 Fcleccecl-c2cc(cn2CCCCC)C(=0)c3ccecdeccccd3 8.48 8.3
50 O=C(c1len(CCCCC)c(-c2ccec(c2)C)cl)c3ccccdeccecd3 741 7.3
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51 O=C(clen(CCCCC)c(-c2ccc(CCCC)ec2)cl)c3ccccdeccecd3 7.19 7.5
52 O=C(clen(c(-c2ccccc2CCCC)c1)CCCCC)c3ccecdcccccd3 7.16 7.7
53 FC(F)(F)clcceecl-c2cc(cn2CCCCC)C(=0)c3ccccdcccecd3 7.62 7.8
54 Brclecc(CC(=0)c2c3cccec3n(CCCCC)c2)ccl 6.18 6.2
55 Brcleccec1CC(=0)c2c3cecec3n(CCCCC)c2 7.7 8
56 O=C(clen(CCCCC)c2cccec21)Cc3cccec3C 6.84 6.9
57 Clclecec(CC(=0)c2c3cccec3n(CCCCC)c2C)cl 6.86 6.9
58 Brclececec1CC(=0)c2c3cccec3n(CCCCC)c2C 7.54 7.7
59 Fcleee(CC(=0)c2c3cccec3n(CCCCC)c2)ccl 6.44 6.7
60 | FCCCCCclec(O)c2c(OC([C@@H]3CC=C(C[C@@H]23)C)(C)C)cl 8.06 8.1
61 O[Ce@H]1CC[CeH]([C@@H](C1)c2ccc(C(CCCCCC)(C)C)cc20)CCCO 8.74 8.6
62 | O[CeH]1CC[Ce@H]([C@H](C1)c2ccc(C(CCCCCC)(C)C)cc20)CCCO 7.63 7.5
63 | O=C(NCCO)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC 6.43 6.4
64 | CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC[N+]1CCOCC1 6.27 59
65 Clclece(c2ceccc12)C(=0)c3en(CCCCCF)cdccccc43 8.93 8.7
66 | O=C(OC)[C@@H](OC(=0)clc2cccec2n(nl)CC3CCCCC3)C(C)(CO)C 8.95 9
67 | FCCCCCnlcce(C(=O)N[C@@H](C(C)C)C(=0O)N)c2cccec21 7.05 7
68 | O=C(OC)[C@@H](NC(=O)clc2ccccc2n(CC3CCCCC3)cl)C(C)(C)C 9.46 9.4
69 | FCCCCCnlce(c2ccecc21)C(=0)N[C@H](C(C)C)C(OC)=0 7.7 7.9
70 | O=C(NC(clecceecl)(C)C)c2c3cccec3n(n2)CC4CCOCC4 8.86 9.2
71 Fclecee(Cn2c3cccce3c(n2)C(=0)N[C@@H](C(C)C)C(=O)N)cl 7.28 7.5
72 | FCCCCCnlc2ccecc2e(nl)C(=0)N[Ce@@H](C(C)C)C(=O)N 8.42 8.4
73 | FCCCCCnlc2cceecc2e(nl)C(=0)N[C@H]([C@H](CC)C)C(=O)N 8.37 8.4
74 | O=C(N)[C@e@H](NC(=O)clc2ccccc2n(nl)CC3CCCCC3)C(C)(O)C 9.48 9.5
75 | O=C(OC)[C@H](NC(=O)clc2cccec2n(n1)CC3CCCCC3)C(CO)C 9.52 9.4
76 Iclceecc1C(=0)c2c3cccce3n(CCCCC)c2 7.31 8
77 | O=C(N1CC[N+](CC1)C)c2c3cccec3n(CCCCC)c2 5.73 5.6
78 | O=C(OC)[C@@H](NC(=O)clccc2e(c3cccce3n2CC4CCCCC4)c1)C(C)(O)C 8.18 8.7
79 O=C(clcecc2c(c3cccce3n2CCCCC)cl)cdecccheceech4 8.64 8.6
80 FCCCCCnlc2cec(cc2c3ccccc31)C(=0O)cdecec5ececc54 8.36 8.1
81 O=C(clc2cccec2n(CCC)c1C)c3ccecdecc(ccd3)C 7.79 7.5
82 Fclece(-c2cc(ecn2CCCCC)C(=0)c3ccecdcccccd3)ccl 7.48 7.6
83 O=C(clc2cccec2n(CCCCC)c1)Cc3cec(OC)cc3 6.35 6.5
84 Fclecee(CC(=0)c2c3cccec3n(CCCCC)c2)cl 7.04 6.9
85 O=C(clen(c2ccecc21)CCC)c3cec(OC)c4cccccd3 7.49 7.7
86 O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdecccbeceecdH4 7.13 74
87 O=C(clc2cccec2n(CCCCC)c1)Cc3cee(C)ec3 6.24 6.3
88 | FCCCCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 9.22 9.3
89 O=C(clc2cccec2n(CCCCC)c1C)Cc3cccecc30C 7.09 7.2
90 O=C(Oclccec2cececl2)c3c4cccccdn(n3)CCCCC 8.58 8.4
91 O=C(clcc(n(CCCCC)cl)-c2ccc3ceccc3c2)cdeccc5ececcd4 6.77 7.1
92 Clclececc1CC(=0)c2c3cccec3n(CCCCC)c2 8.15 7.7
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93 O=C(c1en(CCCCC)c(-c2ccec(OC)c2)cl)c3ccecdcccecd3 7.64 7.4
94 O=C(clen(CCCC)c2ccecc21)c3ccc(OC)cdceccecd3 8.66 8.4
95 O=C(NC(clcccecl)(C)C)c2c3cccec3n(CCCCC)c2 7.62 7.7
96 O=C(clen(CCCCCC)c2cccec21)c3ccccdeccecd3 8.26 8.1
97 FCCCCCnlce(c2ccccc21)C(=0O)c3ccecdcccccd3 8.59 8.5
98 Brclece(c2cccec12)C(=0)c3en(CCCCC)c4cceccd3 8.96 8.7
99 O=C(clc2cccec2n(CCCCC)c1C)c3ccccdeccecd3 8.53 8.8
100 | O=C(clc2cccec2n(c1C)CC)c3ccccdeccecd3 6.02 5.7
101 | O=C(clen(c2cccec21)C)c3ccccdeccecd3 5 54
102 | O=C(clc2cccec2n(CCCCC)c1C)c3ccc(OC)cdcccecd3 8.73 8.9
103 | O=C(clc2cccec2n(CCCCC)c1C)c3cec(CCCC)c4cececc34 8.19 8.1
104 | Brclcec(c2ccecc12)C(=0)c3en(c4cccccd3)CCC 7.57 7.2
105 | Fcleee(C(=0)c2c3ccecc3n(CCCCC)c2C)cdeccecl4 8.66 8.4
106 | O=C(clc2cccec2n(n1)CCCCC)c3ceccdeccecd3 8.34 8.5
107 | FCCCCCnlc2cccec2e(nl)C(=0)NC34CC5CC(C3)CC(C4)C5 9.58 9.4
108 | Fclcec(Cn2c3cccec3c(n2)C(=0)N[C@@H](C(C)C)C(OC)=0)ccl 9.1 9.4
109 | F[C@@H](Cnlcc(C(=0)C2C(C2(C)C)(C)C)cBcceec31)CCC 8.74 8.7
110 | O=C(clen(CCCCCC)c(-c2cceec2)cl)c3ccccdeccecd3 8.15 8.4
111 | Clclecec(-c2cc(cn2CCCCC)C(=0)c3ccccdcececd3)cl 7.8 7.7
112 | FC(F)(F)clcce(-c2cc(cn2CCCCC)C(=0)c3ccccdcccecd3d)ccl 7.28 7.5
113 | O=C(clen(CCCCC)c(-c2ccc(CC)cc2)cl)c3ccccdeccecd3 7.54 7.6
114 | O=C(clen(c(-c2cccec2C)cl)CCCCC)c3ccccdeccecd3 8.4 8.6
115 | O=C(clc2cccec2n(CCCCC)c1C)Cc3ecc(C)ec3 5.87 6.4
116 | Fclcceec1CC(=0O)c2c3cccec3n(CCCCC)c2C 7.12 7.3
117 | CICCCCCnlc2ccecc2c(nl)C(=0)N[Ce@H](C(C)C)C(=O)N 7.92 8
118 | FCCCCCnlc2cccec2e(nl)C(=0)N[C@H](Cc3cccec3)C(=0)N 7.76 7.6
119 | O=C(clen(CCCCC)c(-c2ccec([N+]([O-])=0)c2)cl)c3ccecdcecccd3 7.39 7.2
120 | O=C(OC)[C@@H](NC(=0)clc2cccec2n(nl)CC3CCCCC3)C(C)(C)C 9.65 9.3
121 | O=C(Oclccec2ceenc21)c3cdcceccdn(CC5CCCCCE)c3 9.47 9.3
122 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCL4CCOCCH)c2 9.25 9.4
123 | O=C(N)[C@@H](NC(=O)clc2cccec2n(nl)CCCCC)C(C)C 9.06 8.5
124 | FCCCCCnlce(c2ccecc21)C(=0)c3cce(F)cdcecccd3d 8.72 8.7
125 | Clclece(C(=0)c2c3cccce3n(CCCCC)c2C)cdeccecl4 8.64 8.8
126 | O=C(clc2cccec2n(CCCCC)cl)c3cccec30C 8.54 8.7
127 | O=C(clen(c(-c2cccec2CC)c1)CCCCC)c3ccccdcecccdd 8.47 8.1
128 | O=C(clc2cccec2n(CCCCC)cl)c3ccccdcce(CC)ec34 8.42 8.5
129 | O=C(clc2cccec2n(CCCC)c1C)c3ccecdeccccd3 8.37 8.1
130 | Clclececcl-c2ec(cn2CCCCC)C(=0)c3ccccdeccccd3 8.28 8.3
131 | O=C(clen(CCCCC)c(-c2ccecc2)cl)c3ccecdcccccd3 8.19 8
132 | FC(F)(F)clcceecl-c2cc(cn2CCCCC)C(=0)c3ccccdeccecd3 8.09 7.6
133 | O=C(clc2cccec2n(CCCC)c1C)c3ccc(OC)c4ceccc43 7.88 8.1
134 | O=C(OC)[C@H](NC(=0O)clc2ccecc2n(CCCCC)c1)C(C)C 7.85 7.8
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135 | O=C(clc2cccec2n(CCCCCC)c1C)c3ccc(OC)c4cccecd3 7.75 8.4
136 | FCCCCCnlcc(c2cce([N+]([O-])=0)cc21)C(=0)c3ccecdcccccd3 7.69 75
137 | Clclececc1CC(=0)c2c3cccec3n(CCCCC)c2C 7.6 7.6
138 | Brclcec(C(=0)c2c3cccce3n(c2C)CCC)cdcececcl4 7.51 74
139 | O=C(CclccccclOC)c2c3cccec3n(CCCCC)c2 7.48 7.7
140 | O=C(clen(CCCCC)c(-c2ccc(OC)cc2)cl)c3ceccdeccecd3 7.39 74
141 | O=C(clcc(n(CCCCC)cl)-c2ccec3cccce32)cdecccdeccech4 7.31 7.4
142 | O=C(clen(CCCCCCC)c(-c2cccec?)cl)c3ccccdeccecd3 7.21 7.7
143 | FC(F)(F)clccee(-c2ec(cn2CCCCC)C(=0O)c3ccccdeccecd3)cl 7.15 7.3
144 | O=C(clc2cccec2n(CCCCC)c1C)Cc3ecec(OC)c3 7.08 7.1
145 | O=C(clc2cccec2n(c1C)CCC)c3cec(OC)cdcceccd3 7.01 7.3
146 | O=C(clc2cccec2n(CCCCC)c1C)Ce3ccecc3d 6.74 6.5
147 | O=C(clc2cccec2n(c1CCCCC)CCCC)c3cec(OC)cdeccccd3 6.51 6.7
148 | Clcleee(CC(=0)c2c3ccece3n(CCCCC)c2)ccl 6.3 6.5
149 | Fcleee(CC(=0)c2c3cccec3n(CCCCC)c2C)ccl 6.11 6.2
150 | Clcleee(CC(=0)c2c3cccce3n(CCCCC)c2C)ecl 543 52

Table S4. SMILES, experimental and predicted pKi values of the molecules in the test set for CB2

receptor.
pKi

N° | SMILES Exp Pred
1 0O=C(clc2cccee2n(c1C)CCC)c3ccecdcccccd3d 7.86 8

2 O=C(clc2cccec2n(CCCCC)c1C)c3ccecdcec(cc43)C 9.31 7.9
3 O=C(clen(c2ccecc21)CC)c3ccecdeccccd3d 5.53 6.8
4 0O=C(clc2cccee2n(CCC)cl)c3ccccdecc(cc34)C 6.97 7.1
5 O=C(clen(c2ccecc21)CC)c3ccc(OC)c4cececd3 6.2 6.9
6 O=C(clc2cccee2n(CCC)cl)c3ccccdccc(CC)ec34 6.91 7.9
7 Feleccecl-n2c3cccec3c(n2)C(Ocdcec5cecccbed)=0O 6.37 6.6
8 O=C(Nclcccecl)c2en(CCCCC)c3cecec32 6.56 6.3
9 FCCCCCnlce(c2cecec21)C(=0)NC(c3cceec3)(C)C 7.1 8.5
10 O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCCO)c2 8.83 8.3
11 FCCCCCnlc(c(C(=O)C2C(C2(C)C)(C)C)cBecece31)C 8.34 8.1
12 Felecce(-c2ce(en2CCCCC)C(=0)c3ccccdeccecd3)cl 8.04 8.1
13 O=C(clc2cccee2n(CCCCC)c1)Cc3ceccc3 6.8 6.8
14 0O=C(clc2cccec2n(CCCCC)c1)Cc3ceec(OC)c3 7.05 7.1
15 Oclce(CCCCC)ec2c1-c3ce(ccc3C(02)(C)C)C 7.02 74
16 | CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC[N+]CCOC 6.34 5.8
17 Felece(Cn2ec(c3ccece32)C(=0)cdccccbeccee54)ccl 8.87 9.1
18 Felece(Cn2cc(c3ccece32)C(=0)Ncdccccbeccec54)ecl 7.19 7.7
19 Felece(Cn2c3cccec3c(n2)C(=0)N[C@@H](C(C)(C)C)C(=O)N)ccl 9.47 9.1
20 O=C(N[C@@H](Cclcccccl)C(=O)N)c2c3cccec3n(n2)CC4CCCCC4 8.36 8.4
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21 O=C(clc2cccec2n(c1C)CCC)c3ccc(cdcccccd3)C 7.85 7.4
22 Clclecec(CC(=0)c2c3ccccc3n(CCCCC)c2)cl 6.97 6.5
23 Fcleccec1CC(=0)c2c3cecec3n(CCCCC)c2 741 7.5
24 FCCCCCnlce(c2cccec21)C(=0O)Nc3cccdcceccdcd 6.65 7.2
25 O=C(clen(CCCCC)c2cccec21)c3cec(cdeccecd3)CCC 8.96 9.2
26 | O=C(N)[Ce@@H](NC(=0)clc2cccec2n(nl)CC3CCCCCI)C(C)C 9.35 8.5
27 O=C(clen(c2ccecc21)CCC)c3cec(CCCC)cdecccc34 7.28 8
28 Fclece(Cn2cc(c3cccce32)C(Ocdececdeccccd5)=0)ccl 8.61 8.6
29 | FC(F)(F)CCCCclec(O)c2c(OC([Ce@H]3CC=C(C[C@@H]23)C)(C)C)cl 7.52 7.9
30 | O=C(N)[Ce@e@H](NC(=0)clc2cccec2n(nl)CC3CCCCCI)C(C)C 9.35 9.8
31 FCCCCCnlc2cceec2c(nl)C(=0)N[Ce@@H](C(C)(C)C)C(=O)N 9.16 8.7
32 | O=C(NC12CC3CC(C1)CC(C2)C3)c4c5ccece5n(CCCCC)c4 8.91 8.3
33 O=C(clen(CCCCC#N)c2ccecc21)c3ccecdcccccd3 8.83 9.2
34 O=C(clen(CCCCC)c2cccec21)c3cec(OCC)cdeccecd3 7.98 8.4
35 FCCCCCnlc(nc2ccecc21)C(=0)c3ceccdcccecd3 7.63 7.5
36 O=C(NC(clcccecl)(C)C)c2c3cccec3n(CCCCC)c2 6.87 7.5
37 | OC[Ce@@H]([N+]CCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)C 6.4 6.3

Table S5. List, SMILE and predicted pKivalues for Series 1 in CB1 receptor.

N° SMILES Pred pKi
1 O=C(clen(c2ccecc21)CSCC(C)C)c3ccecdeccccd3d 9.3
2 Felece(cc1Cn2ce(c3cccec32)C(=0)cdecec5cecccc54)C(=0)N 9.2
3 OCcleencc1NCn2ce(c3ccecc32)C(=0)cdcecec5ecccch4 9.2
4 S=C(N)[C@@H]1CCC[N+](C1)Cn2cc(c3ccccec32)C(=0)cdccec5ceecce54 9
5 Fcle(F)cecc1Sn2cc(c3ccece32)C(=0)cdccccSeccec54 9
6 OCCCSCnlec(c2ccecc21)C(=0)c3ccecdcccccd3d 9
7 FC(F)(F)CSCn1lcc(c2cecec21)C(=0O)c3ccccdeccecd3 9
8 O=C(c1en(NCCC(C)C)c2ccccc21)c3ccccdeccecd3 8.9
9 O=C(clen(c2cccec21)CSCC3CC3)c4ccccbeccec54 8.9
10 O=C(c1en(C[N+]2CCCC(C2)(C)C)c3ccecc3l)cdcecec5eecceh4 8.9
11 Clclece(Cle(OCn2cc(c3cccce32)C(=0)cdcccc5eccec54)cl 8.9
12 0O=C(c1en(SCCCCC)c2ccecc21)c3ccecdeccccdd 8.9
13 Clclee(Cl)ec([C@@H](O)n2cc(c3cccce32)C(=0)cdcccc5eccec54)cl 8.8
14 O=C(clen([C@H]([N+])c2cc([N+]([O-])=0)ccc2C)c3cccecl3)cdccecheccec54 8.8
15 O=C(clen(C[C@@H]2COCCC2)c3ccccc31)cdcccc5eccecs54 8.8
16 O=C(clen(C[C@H]2Cc3ccccc3C[N+]2C)cdcccccd)c5ececbeececcdd 8.8
17 Clclecec([C@@H]([N+])n2cc(c3cccec32)C(=0)cdecccbeccecs4)cl 8.8
18 O=C(clen(C[N+]2CCC[C@H](CC2)CC)c3cccec31)cdeccchecccch4 8.8
19 Brclese(Cn2cc(c3cecec32)C(=0)cdeccebeccec54)cl 8.7
20 O=C(clen(C[C@H]2CCCC[C@@H]2C)c3ccccc31)cdcecec5ecccc54 8.7
21 O=C(clen(C[N+]2CCC[C@H](C2)CC)c3ccccc3l)cdcecec5ecccc54 8.7
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22 FCCCCCnlcc(c2cccec21)C(=0O)c3ccccdececcd3 8.7
23 FC(F)(F)CCSnlcc(c2cecec21)C(=0O)c3ceccdeccecd3 8.7
24 O=C(c1en(CC[N+]C(C)(C)C)c2ccecec21)c3ccccdcccecd3 8.7
25 Brclcce(s1)Cn2cc(c3ccecc32)C(=0)cdccecSeecce54 8.7
26 O=C(clen(c2ccecc21)C[S@@](=0)CC)c3ccccdcccecd3 8.7
27 Clclec(ceclSn2ce(c3cecec32)C(=0)cdcececSccccc54)CEN 8.7
28 Clclec(F)cec1CSn2cc(c3cccce32)C(=0)cdeccc5eecec54 8.7
29 Clclece(c([C@@H]([N+])n2ce(c3ccccc32)C(=0)cdececSeecec54)cl)C 8.7
30 FC(F)(F)C[N+](C(C)C)Cnlce(c2cccec21)C(=0)c3ccccdcccccd3 8.7
31 O=C(clen(c2ccecc21)Cc3esc(n3)C[N+])cdccec5ecccc54 8.6
32 Fclecc2CCIN+][C@@H](n3cc(c4cceccd3)C(=0)c5ececbeccceb5)c2cl 8.6
33 Fcleec(O)c([Ce@@H]([N+])n2cc(c3ccccc32)C(=0)cdcccc5eccec54)cl 8.6
34 0O=5(=0)(Cn1lcc(c2ccecc21)C(=0)c3ccecdcccecd3)CCHC 8.6
35 O=C(clen(c2ccecc21)C[C@@H](CC(C)C)C#N)c3ccccdceccedd 8.6
36 O=C(clen(c2ccecc21)Ce3ecccdc3ccend)cSecccbeccec6s 8.6
37 O=C(clen(C[C@H]2C[C@@H](CC2)C)c3ccccc31)cdceccdeccec54 8.6
38 O=C(clen(Cc2cc(nn2C)C)c3cccec31)cdecccbececcd4 8.6
39 Clclece([N+]([O-])=0)c(Cn2cc(c3cccec32)C(=0)cdcecc5eccec54)cl 8.6
40 O=C(clen(c2ccecc21)Cc3nee(s3)C)cdeccc5eccccdH4 8.6
41 O=C(clen(c2ccecc21)Cc3ec(c(03)C)C[N+])cdccec5ececcd4 8.6
42 O[Ce@@H](n1cc(c2cecec21)C(=0)c3ceccdeccecd3)cSec(ccc5C)C 8.6
43 Fclece(F)cc1Sn2cec(c3ccecc32)C(=0)cdccec5eccce54 8.6
44 O=C(clen(c2ccecc21)CCHCCCHC)c3ccccdeccecd3 8.6
45 O=C(clen(C[N+]2C[C@@H](C[C@@H](C2)C)C)c3ccccc31)cdccec5ecccc54 8.6
46 O=C(clen(c2ccecc21)Cn3ec(nc3C)C)cdececbececcd4 8.5
47 O=C(c1en(OCCC(C)C)c2ccccc21)c3ccecdcccccd3 8.5
48 Clclece(OC)c([C@@H]([N+])n2cc(c3cecec32)C(=0)cdcecec5ecece54)cl 8.5
49 O=C(clen(c2ccccc21)CSCCCIN+])c3ccccdeccecd3 8.5
50 O=C(c1len(NCCCC)c2ccccc21)c3ccecdeccccdd 8.5
51 Fcleccec1Sn2ce(c3ccecc32)C(=0)cdccecSecccch4 8.5
52 O=C(c1en(CCCCCC#C)c2cccec21)c3ceccdeccecd3 8.5
53 O=C(clen(C[C@H]2CCC=CO2)c3ccccc31)cdccccdeccecs54 8.5
54 Fclec(F)ec(On2ce(c3cccec32)C(=0)cdeccc5ecece54)cl 8.5
55 Fclec(F)ec([C@@H](O)n2cc(c3ccccc32)C(=0)cdccccdeccec54)cl 8.5
56 O=C(clen(c2ccecc21)CCHCCC)c3ccccdeccecd3 8.5
57 Fcleee(c(S(=0)(=0)n2cc(c3ccccc32)C(=0)cdeccc5eceec54)cl)C 8.5
58 O=C(clen(c2ccccc21)Cc3escdncen43)cSceccbeccecb5 8.5
59 O=C(clen([C@H]([N+])c2ccec(c2C)C)c3cecccl3)cdecccSeccec54 8.5
60 O=C(clen(C[N+]2CCC[C@H]([C@H]2C)C)c3ccccc31)cdceccSeccec54 8.5
61 Fcleec(IN+]([O-])=0)c(Cn2cc(c3cecce32)C(=0)cdceccSeccecs54)cl 8.5
62 OCC[N+]CCnlce(c2cccec21)C(=0O)c3ccccdeccccd3 8.5
63 O=C(c1en(CC2([N+])CCCCC2)c3cccec31)cdecccbeccec54 8.5
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64 O=C(clen(Cc2cc(nn2C)CC)c3cccec31)cdeccebeccecs54 8.5
65 Oclc(Cn2cc(c3ccecc32)C(=0)cdccecSeccce54)c(ne(O)nl)C 8.5
66 O=C(clen(c2ccecc21)Cc3cscc3C)cdececdeccech4 8.5
67 O=C(clen([C@H](C[N+])c2cc(sc2C)C)c3ccecc3)cdececSecece54 8.5
68 O=C(clen(Nc2cscc2C)c3ccecc31)cdecec5eccce54 8.5
69 Clclen(nel)Cn2cc(c3cccec32)C(=0)cdceccbecccc54 8.5
70 O[C@@H](n1cc(c2cecec21)C(=0)c3ccccdeccecd3)cSescch 8.5
71 O=C(clen(C[C@H]2CCCC[C@H]2[N+]CC)c3ccccc31)cdceccc5ececcd54 8.5
72 O=C(clen(C[C@@H]2[C@H]([N+]CCS2)C)c3ccccc31)cdccccSeecec54 8.5
73 O=C(clen(SS[C@@H](CC)C)c2ccccc21)c3ccecdcccccd3 8.5
74 O=C(c1en(CCCCSC)c2ccecc21)c3ccecdcccccdd 8.4
75 O=C(clen([C@H]([N+])c2cce(cc2C)C)c3cecccl3)cdecccSeccec54 8.4
76 O=C(clen(C[N+]2CCC[C@@H](CC2)C)c3cccce31)cdccecdeecce54 8.4
77 O=C(clen(c2ccecc21)Ce3ecc[nH+]c3NCC)cdccecdecccc54 8.4
78 Cl/C=C/Cnlcc(c2ccecc21)C(=0)c3ccccdcececd3 8.4
79 Fclece(F)ecl[C@@H]([N+]C)n2cc(c3ccecc32)C(=0)cdccecSeccces4 8.4
80 0O=5(=0)(Cn1lcc(c2ccecc21)C(=0)c3ccccdcccecd3d)CC 8.4
81 Cl/C=C(\ Cl)Cnlce(c2cecec21)C(=0)c3ccecdeccccd3 8.4
82 Clclece(F)e([C@@H]([N+])n2cc(c3ccece32)C(=0)cdcccc5cecec54)cl 8.4
83 O=C(clen(c2cecec21)C/C=C/CC)c3ccccdeccccd3 8.4
84 O=C(clen([C@H]([N+])c2cc(sc2C)C)c3ccece31)cdccecdeecec54 8.4
85 O=C(clen(c2ccecc21)Cn3cenc3C)cdececdeccec54 8.4
86 Fclecee([C@@H]([N+])n2cc(c3cccec32)C(=0)cdcccebececcd4)cl 8.4
87 O=C(clen(Sc2cccec2C[N+]C)c3ccece31)cdccecSeecceh4 8.4
88 Fclecee(F)cl[C@H](n2cc(c3ccecc32)C(=0)cdeccc5ecccc54)C[N+] 8.4
89 Brclcece(o1)Cn2cc(c3ccecc32)C(=0)cdccec5eccech4 8.4
90 Clcleene(Sn2cc(c3cecec32)C(=0)cdccccbecccc54)cl 8.4
91 Clclecec(F)c1C[C@@H]([N+])n2cc(c3cecec32)C(=0O)cdccccbecccc54 8.4
92 O=C(c1en(SCCC#C)c2cccec21)c3ccecdeccecd3 8.4
93 O=C(c1en(CC[N+]CC#C)c2cccec21)c3ceccdeccecd3 8.4
94 Fclee(c2CC[N+][C@@H](n3cc(c4cccecd3)C(=O)c5ceccHeccec65)c2cl)C 8.4
95 O=C(clen(CC2C[C@H]3CC[C@H]([N+]3C)C2)c4ccccc41)cS5ceccbeccecb5 8.4
96 O[Ce@H]1CCCC[C@@H]1Cn2cc(c3ccccc32)C(=0)cdccecSeccee54 8.4
97 O=C(clen(c2ccecc21)C[C@@](O)(CSC)C)c3ccccdeccecd3 8.4
98 Fcleee(c(Cn2cc(c3ccecc32)C(=0)cdccecSeecce54)cl)C[N+] 8.4
99 Clclece(c(Cn2cec(c3cccec32)C(=0)cdccccbeccce54)cl)C[N+] 8.4
100 | O[C@@H](nlcc(c2ccecc21)C(=0)c3ccecdcccecd3)[C@H]SCCCIN+]C5 8.4
101 | O=C(clen(C[C@@H]2COCC[N+]C2)c3ccccc31)cdccec5eccce54 8.4
102 | Clclece(Clyccl[C@@H]([N+])n2cc(c3cccec32)C(=0)cdccecSccccch4 8.4
103 | O=C(clen([C@H](C[N+])c2ccccc2C)c3ccecc31)cdccecSeccce54 8.4
104 | Clclecec(F)cl[C@@H]([N+])n2cc(c3ccecc32)C(=0)cdcccc5eccec54 8.4
105 | O=C(clen(c2cccec21)Ce3c(nc(s3)C)C)cdececdeccceh4 8.4
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106 | O=C(clen([C@H](IN+]C)c2cncen2)c3ceccc31)c4ccccSeccec54 8.4
107 | O=C(clen(c2ccecc21)C/C=C/C(C)C)c3ccccdcececd3 8.4
108 | O=C(clen(Nc2cncec2C[N+])c3cccec31)cdecccbeccec54 8.4
109 | O=C(clen(c2cccec21)CSCC)c3ccccdeccecd3 8.3
110 | Fclcececl[C@@H](O)n2cc(c3cecce32)C(=0)cdceccSeccecs54 8.3
111 | O=5(=0)(CC[N+])Cnlcc(c2cccec21)C(=0O)c3ccccdeccccd3 8.3
112 | Clcleccecl[C@@H](O)n2cc(c3ccece32)C(=0)cdcccc5eecec54 8.3
113 | O=C(clen(c2cccec21)COc3ec(cec3[C@@H]([N+])C)C)cdccccSecccc54 8.3
114 | Fclcee([C@@H](O)n2cc(c3ccccc32)C(=0)cdccccSeccec54)c(cl)C 8.3
115 | Clclec(Cl)eeccl[C@@H](O)n2cc(c3ccecc32)C(=0)cdcecc5eccec54 8.3
116 | O=C(clen(Sc2nc(cs2)C)c3ceccc31)cdecccScececs54 8.3
117 | Fclcee(F)ecl[C@H](n2cc(c3ccccc32)C(=0)cdcccc5eccec54)C[N+] 8.3
118 | O=C(clen([C@H]([N+])c2cc(0c2C)C)c3cccec31)cdecccbeccecd4 8.3
119 | O=C(clen(c2cccec21)Ce3nc(c(s3)C[N+])C)cdccecdeccee54 8.3
120 | Fclceee(F)cl[C@@H]([N+])n2cc(c3ccecc32)C(=0)cdccec5eccced54 8.3
121 | Fclec2CC[N+][C@@H](c2cc1C)Cn3cc(cdcccecd3d)C(=0)cSceccHececc65 8.3
122 | O=C(clen(c2cccec21)Cn+]3cccec3N)cdccccSeccec54 8.3
123 | Brclecce(F)c1Cn2cc(c3ccecc32)C(=0)cdccecSeccces4 8.3
124 | O=C(clen(C[C@@H](CCC)C#N)c2ccccc21)c3ccecdcccced3d 8.3
125 | Fclee(ceclSn2cec(c3ccecc32)C(=0)cdcececSeccce54)CHN 8.3
126 | O=C(clen(CCCCC(N)=[N+])c2cccec21)c3ceccdeccecd3d 8.3
127 | O=C(clen([C@H]([N+]C)c2cccs2)c3cccce31)cdccccdeccec54 8.3
128 | O=C(clen(c2cccec21)Cc3ccccdencecd3)cSecccbececco65 8.3
129 | Fclceee([C@@H](O)n2cc(c3cccec32)C(=0)cdceccebececcd4)cl 8.3
130 | O=C(clen(c2cccec21)CH#HCCCCCC)c3ccccdeccecd3d 8.3
131 | O=C(clen([C@@H]([N+]C)C2CCCCC2)c3cccec31)cdccccbeccec54 8.3
132 | O=C(clen(c2cccec21)CSCCCCIN+])c3ccecdececcd3 8.3
133 | O=C(clen([C@H]([N+])c2¢c(ccs2)C)c3cecccl3)cdecccdeccec54 8.3
134 | Fclc(ceec1Cn2cc(c3cccce32)C(=0)cdccccScecec54)C(F)(F)F 8.3
135 | Clclecc(o1)Cn2cc(c3cecec32)C(=0)cdcccc5ececc54 8.3
136 | Fclcec(ec1Cn2cc(c3ccecc32)C(=0)cdccecSeccec54)C 8.3
137 | O[C@@H](CCnlcc(c2ccecc21)C(=0)c3ccecdcccecd3)CIN+] 8.3
138 | Fclcec(c(Cn2cc(c3cccec32)C(=0)cdecccbecccc54)cl)CEN 8.3
139 | Fclcececl[C@H](n2cc(c3ccccc32)C(=0)cdccccdeecec54)C[N+] 8.3
140 | Clcle(Clceeccl[C@@H]([N+])n2cc(c3cccec32)C(=0)cdccecSccccc54 8.3
141 | Brcleccecl[C@@H]([N+])n2cc(c3ccecc32)C(=0)cdccecdeecech4 8.3
142 | O=C(clen(C[C@H]2CCC[N+]CC2)c3ccece31)cdccecdeccec54 8.3
143 | O=C(clen(c2cccec21)Ce3ccec(C[N+])c3)cdccecSecccc54 8.3
144 | O=C(clen(c2cccec21)Cce3ce(c(03)CIN+])C)cdeeccbeccec54 8.3
145 | O=C(clen(C[C@H]2CCCCC[N+]2)c3ccccc31)cdccecSeccec54 8.3
146 | O=C(clen(C[N+]2CCCC[C@@H]2CC)c3cccec31)cdccccbeccec54 8.3
147 | Fclcee(c(C[N+])c1)Cn2cc(c3cecce32)C(=0)cdceccSeccecs54 8.2
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148 | Fclcececl[C@@H]([N+]C)n2cc(c3ccccc32)C(=0)cdceccdeccec54 8.2
149 | Fclce(F)ce(F)cl[C@@H]([N+])n2cc(c3cccce32)C(=0)cdceccScecec54 8.2
150 | O=5(=0)(nlcc(c2ccccc21)C(=0)c3ccccdcccecd3d)cScecce5CIN+] 8.2
151 | FC(F)(F)C[N+](Cnlcc(c2ccecc21)C(=0)c3ccecdcccccd3)CC 8.2
152 | O=C(clen(SCCC=C)c2cccec21)c3ccccdeccccd3 8.2
153 | O=C(clen(C[C@H]2CCC[C@H]([N+])C2)c3cccce31)cdccecdeccech4 8.2
154 | O=C(clen(c2cccec21)Cc3ccec([N+]([O-])=0)c3C)cdccec5ecccc54 8.2
155 | Fcleee(S(=0)(=0)n2cc(c3cccec32)C(=0)cdcccebececcd4)c(cl)C 8.2
156 | O=C(clen([C@@H](C[N+])c2cscc2)c3ccece31)cdcececdeccec54 8.2
157 | O=C(clen(c2cccec21)Ce3nc(C[N+]C)es3)cdccecdeccecs54 8.2
158 | O=C(clen(Sc2ccccc2C[N+])c3cccce31)cdccccdeecee54 8.2
159 | Clclece([C@@H]([N+])n2cc(c3ccece32)C(=0)cdcecec5eccec54)c(F)cl 8.2
160 | Clclec(Cl)eccl[C@@H]([N+])n2cc(c3ccccc32)C(=0)cdcececSecccc54 8.2
161 | O[C@H]1CCCC[C@@H]1[N+]Cn2cc(c3ccccc32)C(=0)cdccec5eccceh4 8.2
162 | FCCCSnlcc(c2cccec21)C(=0)c3ccccdceccecd3 8.2
163 | O=C(clen(CCCCC[N+])c2cccec21)c3ccecdcccecd3d 8.2
164 | Fclcec(F)ecl[C@@H]([N+])n2cc(c3ccecc32)C(=0)cdcccc5eccccd4 8.2
165 | O=C(clen(C[C@@H]([N+]CC)CC)c2ccccc21)c3ccecdceccccd3d 8.2
166 | O=C(clen(c2cccec21)Cn+]3cc(CC)ecc3C)cdecccbececcdH4 8.2
167 | O=C(clen(C[C@@H]2CCC[C@H](C2)C[N+])c3cccec31)cdecccbeceec54 8.2
168 | O=C(clen(C[C@H]2CCCC[C@@H]2C[N+])c3cccec31)cdeccc5ececc54 8.2
169 | O=C(clen(NC2CCCCCC2)c3ccccc31)cdccecSeccceh4 8.2
170 | Clcleccecl[C@@H]([N+])n2ce(c3cecec32)C(=0)cdcccc5ececc54 8.2
171 | O=C(clen(c2cceec21)C3=CC=CN4C(SC=C34)=0)c5ccccbéececcedHS 8.1
172 | O=C(clen(CC[C@H]2CCCC[N+]2)c3ccccc31)cdccecSeecce54 8.1
173 | Clclec(F)cecl[C@@H]([N+])n2cc(c3ccecc32)C(=0)cdcecc5eccec54 8.1
174 | CIC(Cl)=C(Cl)Cnlcc(c2cecec21)C(=0)c3ceccdeccccd3 8.1
175 | O=C(clen(C[N+]2CC[C@H](C2)CC)c3ccece31)cdccecdeccec54 8.1
176 | O=C(clen(C[N+]2CCCC[C@@H]2C)c3ccccc31)cdccecSeccceh4 8.1
177 | O=C(clc2cccec2n(-[n+]3cscdeccccd3)cl)cSecccbeccec65 8.1
178 | Fclce(F)cecl[C@H](n2cc(c3cccec32)C(=O)cdcccc5eccec54)C[N+] 8.1
179 | O=C(clen(CC[N+]CCC)c2ccccc21)c3ccccdeccecd3 8.1
180 | O=C(clen(C[C@H]2C[N+](CCO2)CC)c3ccecc3)cdccecSeccce54 8.1
181 | FC(SCnlce(c2cccec21)C(=0O)c3ccccdcccecd3)F 8.1
182 | O=C(clen(Cc2enc(n2C)[N+]([O-])=0)c3cccec31)cdcccc5eccccd54 8.1
183 | O=C(clen(CC[N+]2CCCC2)c3ccccc31)cdccccdeccecs54 8.1
184 | Clclece(CIN+]C)e(On2cc(c3cccec32)C(=0)cdcccc5eccec54)cl 8.1
185 | O=C(clen(c2cccec21)-c3cc[n+](c4cccecd3)C)cSecceHecceco5 8.1
186 | Fclce(F)ce(F)cl[C@@H]([N+]C)n2cc(c3cccec32)C(=0O)cdcccc5eccecd4 8.1
187 | FC1(F)C[N+](CC1)CCn2cc(c3cccec32)C(=0O)cdccccbececcd4 8.1
188 | O=C(clen(C[C@H]2CNCC[N+]2C)c3ccecc31)cdccecSeccces4 8.1
189 | Br/C=C/Cnlcc(c2ccecc21)C(=0)c3ccecdeccecd3 8.1
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190 | O=C(nlcc(c2cccec21)C(=0)c3ccccdceccccd3)[C@H]SCCCCIN+]5C 8.1
191 | Sclncen1Cn2cc(c3cecec32)C(=0)cdeccc5eccecd4 8.1
192 | Clcleccec]l[C@H](n2cc(c3ccccc32)C(=0)cdccec5ecccc54)[C@@H]([N+])C 8.1
193 | Clclecec(F)cl[C@H](n2cc(c3cccec32)C(=0)cdcccc5eccec54)C[N+] 8.1
194 | O=C(clen(Nc2cenec2C)c3cecec31)cdecccSeccec54 8.1
195 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccece31)cdccecdeccec54 8.1
196 | O=C(clen(Nc2ccecc2[C@H]([N+])C)c3ccccc31)cdeccc5ecccc54 8.1
197 | O=C(clen(C[C@H]2CCCS2)c3ccccc31)cdccccSeccec54 8.1
198 | Fclce(F)ce(On2cc(c3cecce32)C(=0)cdceccSeccec54)c1C 8.1
199 | O=C(clen(CC[C@H]2CCCC[N+]2C)c3cccec31)cdccccbeccecd4 8.1
200 | Fclencec1Nn2cc(c3cecce32)C(=0)cdceccScccec54 8.1
201 | O=C(clen(Sc2nens2)c3ccccc31)cdeccc5ecccch4 8
202 | O=C(clen(c2cceec21)Cc3ec(oc3C)C[N+]C)cdceccSeecec54 8
203 | O=C(clen(CC[N+](CCNC)C)c2cccec21)c3ccccdceccccd3 8
204 | O=C(clen([C@H]([N+])c2ccecc2C)c3cccccl3)cdeccc5ecccc54 8
205 | Fclece(F)ec1S(=0)(=0O)n2cc(c3ceccc32)C(=0)cdceccbeccec54 8
206 | O=C(clen(C[C@@H](C2CC2)C)c3ccccc3])cdeccc5ececc54 8
207 | O=C(clen(O/N=C(/SC)C)c2ccccc21)c3ccccdcececd3 8
208 | SCCSnlce(c2eceec21)C(=0O)c3ccccdeccccd3 8
209 | Fcleee(Nn2ce(c3ccecc32)C(=0)cdccecSeecceb4)c(C[IN+])cl 8
210 | O=C(clen(C[N+](C2CCC2)C)c3ccecc3l)cdcececSeccceh4 8
211 | O=C(clen(C[C@@H]2C[N+](CC2)C)c3ccccc3)cdeccc5eccccd54 8
212 | O=C(clen(C[N+]2C[C@H]([C@H](C2)C)C)c3ccccc31)cdecec5eccec54 8
213 | O=C(clen(CC[N+]2[C@@H](CC[C@H]2C)C)c3cccce31)cdccecSeecce54 8
214 | O=C(clen(C[N+](CCSC)C)c2ccccc21)c3ccecdcccccd3 8
215 | FC(F)(F)[C@H](Cnlcc(c2cecec21)C(=0)c3ceccdeccecd3)C 8
216 | O=C(clen([C@H](C[N+])c2cceen2)c3ceccc31)cdecccdeccecs54 8
217 | O=C(clen(c2ccecc21)Ce3cenn3CC)cdcececSeccceh4 8
218 | O=C(c1len(SCC(C)=C)c2cccecl2)c3ccccdeccecd3 8
219 | O=C(clen([C@H](C[N+])c2cccs2)c3cccec31)cdccccbeccec54 8
220 | O=C(clen([C@H]([N+])c2cceccc20C)c3cccec31)cdecccbececcH4 8
221 | O=C(clen(C[N+]2CCCCCCC2)c3cccec3)cdecec5ececc54 8
222 | O=C(clen(C[N+](CCOC)C)c2cccec21)c3ceccdeccecd3 8
223 | Clcleec(On2ce(c3cecec32)C(=0)cdcccc5ecece54)c(F)cl 8
224 | O=5(=0)(C(C)C)Cnlcc(c2cecec21)C(=0)c3ccecdcccccd3 8
225 | Clcle(F)cece1Cn2ec(c3ecece32)C(=0)cdcecc5eccec54 8
226 | O[C@]1(C[N+]CCC1)Cn2cc(c3cccec32)C(=0)cdccccbeceecd4 8
227 | FC(F)(F)CSnlce(c2cccec21)C(=0)c3ccecdcccccd3 8
228 | Clcleececl[C@H](n2cc(c3ccccc32)C(=0)cdccce5eccec54)CCIN+] 8
229 | O=C(clen(Sc2ccoc2C)c3ccccc31)cdecec5eccce54 8
230 | O=C(clen(C[N+]2C[C@H](CC2)C)c3ccccc3l)cdccecSeccce54 8
231 | O=C(clen(CC[S+](C)C)c2ceccccl2)c3ccecdeccecd3 8
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232 | O=C(clen([C@H]([N+])c2ccco2)c3cccecl3)cdeccc5eccecd4 8
233 | O=C(clen([C@H]([N+])c2ccccc20CC)c3ccece31)cdccecdeccec54 8
234 | FC(F)C[N+](Cnlcc(c2ceccc21)C(=0)c3ceccdceccecd3)C 8
235 | O=C(clen(CC[C@@H](SC)C)c2ccccc21)c3ceccdeccecd3 8
236 | O=C(clen(CC2([N+])CCCC2)c3ccecc3)cdcececSeccceh4 8
237 | O=C(clen([C@H]([N+])c2cceccc2C#N)c3ccece31)cdccecdeecec54 8
238 | O=C(clen(c2ccecc21)Cc3ecc(03)C)cdececSeecceh4 8
239 | Fcleccecl[C@@H]([N+])n2cc(c3ccece32)C(=0)cdccccdeccecs54 8
240 | FC(F)(F)C[N+](Cnlcc(c2cecec21)C(=0)c3ceccdeccecd3)C 8
241 | Clcleece(Clycl[C@@H]([N+])n2cc(c3ccece32)C(=0)cdcccc5eecec54 8
242 | O=C(clen(C[N+](CC)(CC)C)c2ccecec21)c3ccccdeccecd3 8
243 | FC(F)(F)clc(F)ccccl-n2cc(c3ccece32)C(=0)cdccecdeccec54 8
244 | O=S(=0)(N1CCC[N+]CC1)n2cc(c3ccccc32)C(=0)cdccec5eccced54 8
245 | O=C(clen(Oc2cce(C[N+])cc2)c3cccec31)cdecec5ecccc54 79
246 | O=C(clen(C[C@H]2CCCCC[C@H]2[N+]C)c3ccccc3])cdcccc5ececc54 79
247 | O=C(clen(C[C@@H]2C[C@H]2C)c3cccec31)cdccccbeccec54 79
248 | O=C(c1len(NC2CCCC2)c3ccccc31)cdccccdeccecs54 7.9
249 | O=C(clen(C[C@@H]2CCC[N+](C2)C)c3ccccc31)cdccccScccec54 7.9
250 | Fcle(F)c(F)cecl[C@@H]([N+])n2cc(c3cccec32)C(=0O)cdcccc5eccecd4 7.9
251 | O=C(c1len(SCCC)c2cceccl2)c3ccccdcccccd3 7.9
252 | O=C(nlcc(c2ccccc21)C(=0)c3ccccdceccecd3)[C@H]5CCCCIN+]5CC 7.9
253 | Clcleec(F)c(On2ce(c3cecec32)C(=0)cdecec5ececc54)cl 7.9
254 | Fclec(c2CC[N+][C@@H](c2c1)Cn3cc(cdcccccd3)C(=0)c5ececbeeccc65)C 7.9
255 | O=C(clen(c2ccecc21)COC3CCIN+]CC3)cdccccbececcd54 7.9
256 | Fclec(O)cc2c1CCIN+][C@@H]2Cn3cc(c4cceccd3)C(=0)c5ccccobeeccc65 79
257 | FCCSnlcc(c2cecec21)C(=0O)c3ccccdceccccd3 7.9
258 | Fclecee(On2cce(c3cccec32)C(=0O)cdcecccbeceec54)c1C[N+] 7.9
259 | O=C(clen(NCC2CC2)c3cccccl3)cdecec5eccceh4 7.9
260 | Brclcccccl[C@H](O)n2cc(c3cccce32)C(=0)cdccccSeccec54 7.9
261 | Fcleee(On2cc(c3cecce32)C(=0)cdccccSeccec54)c(cl)CHCCINA] 79
262 | O=C(clc2cccec2n(CCN(C(N)=[N+])C)cl)c3ccccdeccecd3 7.9
263 | O=C(clen(C[C@@H](CC)C#N)c2ccccc21)c3ccecdcceccd3 79
264 | O=C(clen(C[C@@H]2C[N+](CC2)CCC)c3ccece31)cdccecdecccch4 7.9
265 | O=C(clen(CC2CC=CC2)c3ccccc31)cdccccSeccecs54 7.9
266 | O=C(clen(NC[C@@H](CC)C)c2cccccl2)c3ccecdcccccd3 7.9
267 | Fcleee([C@@H]([N+])n2cc(c3ccece32)C(=0)cdceccScecec54)c(cl)C 7.9
268 | O=C(clen(C[N+]2CCCC[C@@H]2C30CCO3)c4cccecd1)cSccccbececcdH5 7.9
269 | O=C(clen(O[C@@H]2CSCC2)c3ccccc3)cdceccc5eccecd4 7.9
270 | O=C(clen(C[C@H]2CCCC[N+]2CC)c3ccccc31)cdccecSeecce54 7.9
271 | O=C(clen(C[N+]2CCC[C@H]2C(C)C)c3cceccc31)cdccecdeecee54 7.9
272 | O=C(clen(C[C@@H](C[N+]C)C)c2ccecc21)c3ccccdceccccd3 79
273 | Fclecee(On2cc(c3cccec32)C(=0)cdccccbeccec54)c1C(N)=[N+] 7.9
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274 | Clcleececl[C@@H](n2cc(c3ccccc32)C(=0)cdccccbecccc54)CIN+H] 7.9
275 | O=C(c1len(N2C=3C(=0)C=CC35C=N2)c4ccccc41)c5ccecoeecceddS 7.9
276 | O=C(clen(C[C@@H]2CCCC[N+]2)c3cccec31)cdeccc5eccccd4 79
277 | F[C@e@H]1C[N+](CC1)Cn2cc(c3ccccc32)C(=0)cdceccSeccecs54 7.9
278 | O=S(=0)(N1CC[N+](C[C@@H]1C)C)n2cc(c3ccccc32)C(=0O)cdcccc5eccccd4 7.9
279 | O=C(clen(c2ccecc21)Cn3cence3[N+]([O-])=O)cdccccbeccec54 79
280 | O=C(clen(C[N+]2CC(CC2)(C)C)c3cccec31)cdecccbeccecs54 7.9
281 | O=C(clen(-n2ncoc-3cscen32)cdceccecdl)cSeeccbeccecb5 7.9
282 | BrC(CSnlcc(c2ccccc21)C(=0)c3ccccdeccecd3)=C 7.9
283 | O=C(clen(C[N+]2CCCCC2)c3cccec31)cdeccc5eccecd4 7.8
284 | O=C(clen(c2cccec21)Cc3ccenc3C[N+])cdccecSecccch4 7.8
285 | O=C(clen(C[C@H]2CCC[N+]2CCC)c3cceccc31)cdccecdecceeh4 7.8
286 | O=C(clen(Cc2c(nc(s2)CC[N+])C)c3ccece31)cdccecdeecce54 7.8
287 | Fclec(F)ec2c1 CCIN+][C@@H]2Cn3cc(c4cccecd3)C(=O)cSceccHecccco65 7.8
288 | O=C(clen(CC(C2CC2)C3CC3)c4cecccdl)cSceccbeccecb5 7.8
289 | O=C(clen(C[C@@H]([N+]CCCC)C)c2ccccc21)c3ccccdcceccd3 7.8
290 | Fclec(F)ce(F)cc1On2cc(c3cccec32)C(=0O)cdecccbeceec54 7.8
291 | O=C(clen([C@@H]([N+]C)C2CCCC2)c3cccec31)cdccccbeccecs54 7.8
292 | Fclec(F)ee(F)c10On2cc(c3cecec32)C(=0O)cdceccc5ececc54 7.8
293 | O=C(clen(C[N+]CCC)c2ccccc21)c3ccecdcccccd3 7.8
294 | O=C(clen(CC[N+]2CCC2)c3cccce31)cdccecdeccee54 7.8
295 | O=S(=0)(nlcc(c2cccec21)C(=0)c3ccccdcccccd3)cbecccc5C 7.8
296 | Fclec(cee1Cn2cc(c3cccec32)C(=0)cdccccbeccec54)CHCC[N] 7.8
297 | O=C(c1len(NC2CC[N+]CC2)c3cccec31)cdccccbeccecs54 7.8
298 | Fcleec(C[N+])ec1Cn2cc(c3ccccc32)C(=0O)cdccccbececc54 7.8
299 | O=C(clen([C@@H]([N+])C2CCCC2)c3cccecl3)cdecec5eccec54 7.8
300 | O=C(clen(c2ccecc21)Cn3cccc3C[N+])cdecec5ececc54 7.8
301 | Fcleeceecl1S(=0)(=0)n2cc(c3ccecc32)C(=0)cdccecSecccc54 7.8
302 | O=C(clen(C[N+]2CC=CCC2)c3ccccc31)cdccccbeccecd4 7.8
303 | O=C(clen(C[C@H]2CCC[N+]2)c3cccec31)cdccccbeccec54 7.8
304 | Fclecee(-n2cc(c3cecce32)C(=0)cdccccSeccec54)c1O0C6C[N+]Co 7.8
305 | Fclec(C[N+])cec1Cn2ce(c3ccccc32)C(=0)cdccccbececc54 7.8
306 | O=C(clen(C[N+]2CCCOCC2)c3cccec31)cdccccbeccecs54 7.8
307 | O=C(clen(C[N+]2CSCC2)c3ccecc31)cdccecSeccec54 7.8
308 | O=C(clen(C[C@H]2CCC[C@H]2[N+]C)c3ccccc31)cdeccc5ecccc54 7.8
309 | O=C(clen(c2ccecc21)Cn3cenc3C[N+])cdceccbeccec54 7.8
310 | O=C(clen(CC[N+]2CC=CCC2)c3cccce31)cdccecdeccee54 7.8
311 | O[Ce@@H](nlcc(c2cccec21)C(=0)c3ccccdeccecd3)C[N+](CC)CC 7.8
312 | O=C(clen(C[N+]2CCCC[C@@H]2C(C)C)c3cccec31)cdccccbeccecs54 7.8
313 | Fcleee(Sn2cc(c3ccecc32)C(=0)cdcccc5eccccd4)c([C@H]([N+])C)cl 7.8
314 | O=C(clen(Oc2cc3c(OCO3)cc2C[N+])cdcccecd1)cSeeccHeccec65 7.7
315 | O=C(clen(c2ccecc21)Cn+]3ccecc3C)cdecec5eccecdH4 7.7
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316 | O[Ce@@H](nlcc(c2cccec21)C(=0)c3ccccdeccecd3)[C@@H]5CCCCIN+]5 7.7
317 | O=C(clen(c2ccecc21)Ce3ecccc3C[N+])cdecec5eceecd54 7.7
318 | F[Ce@H]1C[C@H]([N+]C1)Cn2cc(c3ccccc32)C(=0O)cdcccc5ecccc54 7.7
319 | O=C(clen(CC[N+](C2CC2)C(C)C)c3ccece31)cdccecSeecceh4 7.7
320 | O=C(clen(C[C@@H]2COCC[N+]2)c3ccccc31)cdccecSeecce54 7.7
321 | O=C(clen(CC[N+]2C[C@@H]2C)c3ccccc31)cdceccSeccec54 7.7
322 | O=C(clen(C[C@H]2CCC[C@H]2C[N+])c3ccccc31)cdeccc5ecccc54 7.7
323 | O=C(clen(C[C@@H]2c3ccccc3CCI[N+]2)c4ceccc4l)cSceeccbeecec65 7.7
324 | O=C(clen(C[N+]2CCCC2)c3cccce31)cdccecdeccech4 7.7
325 | O=C(clen(C[C@H]([N+]CC)CCC)c2ccccc21)c3ccecdcccccdd 7.7
326 | O=C(clen(C[C@@H]2CO[C@@H](C[N+]2)C)c3ccccc31)cdccccSeccec54 7.7
327 | O=C(clen(Sc2cec(cc2C)C#N)c3cccec31)cdeccebeccec54 7.7
328 | FC(F)C(F)(F)Cnlcc(c2ccecc21)C(=0)c3ccccdcccecd3 7.7
329 | O=C(clen(c2cccec21)/C=C(\C3CC3)C)c4ccecSeccec54 7.7
330 | O=C(clen(C[C@H]2CCC[N+]2CC=C)c3ccccc31)cdccec5Seecce54 7.7
331 | O=C(clen(Cc2c(nc(s2)C[N+])C)c3cccec31)cdecccbeccecd4 7.7
332 | O=C(clen(CC[N+](C(C)C)C(C)C)c2cccec21)c3ccccdeccecd3 7.7
333 | O=C(clen(CC[N+]C)c2cccec21)c3ceccdeccecd3 7.7
334 | O=C(clen(CC[N+](CC)C)c2cccec21)c3ccccdeccccd3 7.7
335 | O=C(clen(CC[N+]2C[C@@H](CC2)C)c3cccec31)cdccccbeccecs54 7.7
336 | O=C(clen(C[C@H]([N+](C)C)c2ccco2)c3cccec31)cdeccc5eccecd4 7.7
337 | O=C(clen(c2ccecc21)Cc3ccoc3C[N+]CC)cdceccSeccecs54 7.7
338 | O=C(clc2cccec2n([C@@H]([N+])[C@H]3CCCCO3)c1)cdccccbeccecd54 7.7
339 | O=C(clen(c2cceec21)Cc3cc(C[N+])co3)cdccccdecccc54 7.7
340 | O=C(clen(OC[C@H]2CC[N+]2)c3cccecl3)cdccccbeceecd4 7.7
341 | O=C(clen(C[C@H]2CCC[N+]2CC)c3cccec31)cdceccSeccecs54 7.7
342 | Fcleec(On2cc(c3cccce32)C(=0)cdccccScecec54)c(C[N+])cl 7.6
343 | FCCOnlce(c2cccec21)C(=0O)c3ccecdeccccd3 7.6
344 | Fclec(O)cecl[C@@H]([N+])n2cc(c3ccecc32)C(=0)cdecec5eccccd54 7.6
345 | O=C(clen(C[C@@H]2C[N+](CC2)CC)c3cccec31)cdccccbeccecs54 7.6
346 | O=C(clen(C[C@@H](IN+](CC)CC)C)c2ccccc21)c3ccccdcccccd3 7.6
347 | O=C(clen(Cc2c[nH+]c(N(C)C)n2C)c3cccec31)cdeccc5eceec54 7.6
348 | O=C(clen(Oc2cceccc2C[N+])c3ccecc31)cdeccc5eccecd4 7.6
349 | CIC(CSnlec(c2ccecc21)C(=0)c3ceccdcccecd3)=C 7.6
350 | O=C(clen(Sc2c(ncen2)C[N+])c3cccec31)cdecccbeceecs4 7.6
351 | O=C(clen(C[C@H]([N+]2CCCC2)CC)c3cceccc31)cdccccdeccec54 7.6
352 | FC(F)(F)/C(=C\nlcc(c2ccecc21)C(=0)c3ceccdcccecd3)C 7.6
353 | O=C(clen(C[C@H]2C[N+](CCN2)C)c3cccec31)cdccccdeccec54 7.6
354 | O=C(clen(c2ccccc21)CIN+]CC=C)c3ccccdcccccd3 7.6
355 | O=C(clen(C[N+]2CCC[C@@H](C2)C)c3cccec31)cdccccdeccec54 7.6
356 | O=C(clen(C[C@@H]([N+]CCC)C)c2cccec21)c3ceccdcccecd3 7.6
357 | O=C(clen(c2ccccc21)Cc3ccoc3C[N+])cdccecSeecceh4 7.6
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358 | O=C(clen(C[C@@H]2CCC[C@H]2[N+])c3ccccc31)cdcccc5eccecd54 7.6
359 | O=C(clen([C@H]([N+])c2ccoc2C)c3cccecl3)cdccccbeccecs54 7.6
360 | BrC(CCnlcc(c2cccec21)C(=0)c3ccccdeccecd3d)=C 7.6
361 | O=C(clen(C[C@H]([N+](C)C)C2CC2)c3cccecl3)cdccccbeccecs54 7.6
362 | Clcleec2e(cce[n+]2-n3cc(cdcccecd3)C(=0)c5ecccbecccc65)cl 7.6
363 | O=C(clen(C[C@@H]([N+])[C@H](CC)C)c2cccec21)c3ceccdcccecd3 7.5
364 | FC(Snlcc(c2ceccc21)C(=0)c3ccccdeccecd3)(F)C(F)F 7.5
365 | O=C(clen(Oc2ccccc2[C@@H]([N+])C)c3cccec31)cdcccc5eccec54 7.5
366 | O=C(clen(CC[N+]CC)c2ccecc21)c3ccecdcccccd3d 7.5
367 | O=C(clen(N[C@@H]2CSCC2)c3cccec31)cdccccbeccec54 7.5
368 | O=C(clen(CC[N+]([C@H](CC)C)C)c2ccecc21)c3ccecdcccccdd 7.5
369 | O=C(clen(C[N+]2CCC[C@H]2C)c3ccecc31)cdccecSecccch4 75
370 | FC1(F)CC(C1)Cn2cc(c3cccec32)C(=0O)cdccccbeccecd4 7.5
371 | Fclecee(-n2cc(c3ceccc32)C(=0)cdccccbeccecd54)c1CCIN+] 7.5
372 | O=C(clen(CC[N+]CC=C)c2ccccc21)c3ceccdeccecd3 7.5
373 | O=C(clen(CC[N+](C2CCCCC2)C)c3cccec31)cdecccbeccecd4 7.5
374 | O=C(clen(C[N+](C2CC2)CC)c3ccecc3l)cdccecSeccceh4 7.5
375 | SC[C@e@H]([N+])CCnlcc(c2cccec21)C(=0)c3ccccdcececcd3 75
376 | Fclec(OC)cccl[C@@H]([N+])n2cc(c3cccec32)C(=0)cdcccc5eccec54 75
377 | O=C(clen(c2cceec21)-c3cscdesccd3)cSceccbeccec65 7.5
378 | O=C(clen(C[C@@H]2C=CCC2)c3ccccc31)cdccccbeccec54 7.5
379 | O=C(c1len(SSCC[N+])c2ccecc21)c3ccecdcceccd3 75
380 | Clcleececl[C@H]([N+])Cn2cc(c3cecec32)C(=0)cdcccc5ececch4 75
381 | O=C(clen(C[C@@H](IN+]C)C(C)C)c2ccccc21)c3ccccdeccecd3 75
382 | O=C(clen(C[N+]2CCSC[C@@H]2C)c3ccccc31)cdccccSeccec54 74
383 | O=5(=0)(nlcc(c2cccec21)C(=0)c3ccccdceccccd3)cbecscSCIN+H] 74
384 | O=C(clen(C[C@H]([N+](C)C)CC)c2cccec21)c3ccccdeccecd3 74
385 | O=C(clen(C[C@H](CCC)C)c2cccec21)c3ccccdeccecd3 74
386 | O=C(clen(c2ccecc21)CO[C@@H](C[N+])C)c3ccecdccccc43 74
387 | Fcle(OC)cec(F)cl-n2cc(c3cccec32)C(=0)cdccccbececcs54 74
388 | O=C(clen(CC2([N+]C)CCCC2)c3cccec31)cdccccbeccecs54 74
389 | O=C(clen(C[C@H]([N+])CC2CC2)c3ccccc31)cdccecSeecce54 7.4
390 | O=C(clen([C@H](C2CCC2)C[N+])c3ccccc31)cdccecSeecce54 74
391 | O[C@H](nlce(c2cccec21)C(=0)c3ccccdcccccd3)[C@HSCCCIN+]5 7.4
392 | O=C(clen([C@@H]([N+](CC)CC)C)c2cccccl2)c3ccccdeccecd3d 74
393 | O=C(clen(C[C@@H]([N+]CC)COC)c2ccccc21)c3ccecdcccccd3 74
394 | O=C(clen(CC([N+](CC)CC)(C)C)c2cccec21)c3ccccdeccecd3 74
395 | O=C(clen(CC2(CCC2)C)c3cccec31)cdcccebeccecd4 7.3
396 | O=C(clen(c2ccecc21)C[S@](=0)C)c3ccccdeccccd3 7.3
397 | O=C(clen(C[C@H]([N+]C)C2CC2)c3ccccc3l)cdccecSeccces4 7.3
398 | O=C(clc2cccec2n([C@@H]([N+])CC(C)C)cl)c3ccccdcceccd3 7.3
399 | Fcle(OC)c(F)cecl-n2cc(c3cccec32)C(=O)cdccccbececcd4 7.3
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400 | Fcle(-n2cc(c3cccce32)C(=0)cdccccbeccec54)cec(F)c1CIN+] 7.3
401 | Fcle(-n2cc(c3ccece32)C(=0)cdccccSeccee54)cec(F)c1C[N+]C 7.3
402 | O=C(clen(C[C@H]([N+])C(C)C)c2ccecc21)c3ccecdcccccd3 7.3
403 | O=C(clen(C[N+](C2CCCC2)C)c3cccec31)cdecccbeccecs54 7.3
404 | O=C(clen(O[C@@H](C2CC2)C#C)c3cccecl3)cdecccbeccecd4 7.3
405 | CIC(CCnlec(c2ccecc21)C(=0)c3ccccdcececd3)=C 7.3
406 | O=C(clen(CC[N+]2CC2)c3cccec31)cdccccbececcd54 7.3
407 | O=C(clen(c2ccccc21)CSC)c3ceccdeccecd3d 7.3
408 | Fcle(On2cc(c3cecec32)C(=0)cdccccbeccecd4)ceend 7.2
409 | FC(F)(F)C(F)(F)Cnlcc(c2ccecc21)C(=0)c3ccecdcccecd3 7.2
410 | O=C(clen(C[C@H]([N+]C)COC)c2cccec21)c3ccccdcececcd3 7.2
411 | FC(F)CSnlce(c2cccec21)C(=0O)c3ccccdceccccd3 7.2
412 | O=C(clen(CC[N+](CCCC)C)c2cceccc21)c3ccecdcccccdd 7.2
413 | Fclec(cce1On2ce(c3cccec32)C(=0O)cdecccbecccc54)CEN 7.2
414 | O=C(clen(C[C@H]2CS2)c3cccec31)cdccccbeccecd4 7.2
415 | O=C(clen(SCC#C)c2cceec21)c3ccecdceccccd3 7.2
416 | O=C(clen([C@@H]2CNCCC[N+]2CC)c3cccecl3)cdeccc5ecece54 7.2
417 | O=C(clen(C[C@@H]([N+]C)C#N)c2ccccc21)c3ccccdeccecd3 7.2
418 | O=C(clen(c2ccccc21)CIN+](CC=C)C)c3ccccdeccecd3 7.2
419 | OC[C@H]([N+]C)Cnlcc(c2ccecc21)C(=0)c3ccecdcccccd3d 7.2
420 | O=C(clen(c2ccecc21)COCC)c3ccecdeccecd3d 7.2
421 | O=C(clen([C@@H]([N+]2CCCC2)C)c3cccccl3)cdeccc5eccecdH4 7.1
422 | O=C(clen(CC(CC)CC)c2ccccc21)c3ccecdeccecd3 7.1
423 | O=C(clen(c2ccecc21)CC(C)C)c3ccecdcccccd3d 7.1
424 | O=C(clen(CC[N+]2CCCCC2)c3ccccc31)cdccccSeccecsH4 7.1
425 | SCC1(CC1)Cn2cc(c3cccec32)C(=0)cdccccbeccecd4 7.1
426 | O=C(clen(C[C@@H]([N+]C)C)c2ccccc21)c3ccecdccccc43 7.1
427 | O=C(clen(CC[N+](CCC)C)c2cceccc21)c3ccccdeccecd3 7.1
428 | O=C(clen(C[C@@H]2C[N+]CC2)c3ccccc31)cdccccdeccec54 7.1
429 | O=C(clen(CC[N+]2CCC[C@@H]2C)c3ccccc31)cdccccScccec54 7.1
430 | S=CIN=NCN1Cn2cc(c3ccccc32)C(=0)cdccec5ecccch4 7.1
431 | O=C(clen(Cc2cc(0c2C)C[N+])c3ccccc31)cdeccc5eccec54 7.1
432 | O=C(clen([C@@H]([N+]C)C2CCC2)c3cccec3])cdeccc5ececcdH4 7.1
433 | O=C(clen(CC[N+](C2CC2)C)c3ccecc3)cdcececSecccch4 7.1
434 | O=C(clen(CC[C@@H](C[N+]C)C)c2cccec21)c3ceccdeccecd3 7.1
435 | O=C(clen(CC[N+](C)C)c2cceccl2)c3ccecdcccccd3 7.1
436 | O=C(clen(CCC(C)=C)c2ccccc21)c3ceccdeccecd3 7.1
437 | O=C(clen(CC2(C3CC3)CC2)c4cccccd)c5ececbecccedHdS 7.1
438 | O=C(clen([C@@H]([N+])[C@@H](CC)C)c2cccecl2)c3ccccdceccccd3 7
439 | O=C(clen(C[C@@H]([N+](C)C)CN)c2ccecc21)c3ccecdcecced3 7
440 | O=C(clen(C[C@@H]([N+](C)C)C)c2ccccc21)c3ccccdcceccd3 7
441 | O=C(clen(C[C@@H]([N+]CC)C)c2ccccc21)c3ccccdcceccd3 7
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442 | O=C(clen(C[N+](C2CC2)C)c3ccece31)cdccecdeccec54 7
443 | O=C(clen(CC[N+]2CCC[C@H]2CC)c3ccccc31)cdccecSeecce54 7
444 | O=C(clen(C[N+]2CCC2)c3cccec31)cdccccbeccecd4 7
445 | O=C(clen(C[C@H](C(C)C)C)c2cccec21)c3ceccdeccecd3 7
446 | O=C(clen(C[C@@H]([N+])c2cccs2)c3ceccc31)cdccccScecec54 6.9
447 | O=C(clen(CC2(CCC2)C[N+])c3ccecc31)cdccecSeeccch4 6.9
448 | O=C(c1len(C2=CCC[N+](C2)CC)c3cccccl3)cdccccdeccec54 6.9
449 | O=C(c1len(OC2CSC2)c3ccecc3l)cdccecdeccech4 6.9
450 | O=C(clen(c2ccecc21)CIN+][(CC#C)CC#C)c3ccecdeccccd3 6.9
451 | BrC(Br)=Cnlcc(c2ccccc21)C(=O)c3ccccdeccecd3 6.9
452 | O=C(clen(CC2(CC2)CC)c3cccec31)cdccccbeccecdH4 6.9
453 | S=C(Onlcc(c2cccec21)C(=0)c3ccccdceccccd3)N(C)C 6.9
454 | Clclc(F)ce(F)ecl-n2ce(c3cccec32)C(=0)cdecec5eccec54 6.9
455 | O=C(clen(c2ccecc21)C[S+](C)C)c3ccccdcccccd3 6.9
456 | O=C(clen(C[C@H]([C@@H]([N+])C)C)c2ccccc21)c3ccccdcccccd3 6.8
457 | O=C(clen([C@@H]([N+])C2CCC2)c3cccccl3)cdccccdeccecs54 6.8
458 | FC(Snlcc(c2cecec21)C(=0)c3ccccdeccecd3)F 6.8
459 | O=C(clen(C[C@H]2CC[N+]2C)c3cccec31)cdccccbeccec54 6.8
460 | FC(F)CCnlce(c2cccec21)C(=O)c3ccecdeccccd3 6.8
461 | CIC(Cl)=Cnlce(c2cccec21)C(=0)c3ccccdececcd3 6.8
462 | O=C(clen(c2ccccc21)CSCCIN+])c3ccecdcccecd3 6.8
463 | O=C(clen(c2ccecc21)CN(OC)C)c3ccccdeccecd3 6.8
464 | FC(F)Cnlcc(c2ccecc21)C(=0)c3ceccdeccecd3 6.8
465 | O=C(clen([C@@H]([N+])C(CC)CC)c2cccccl2)c3ccccdeccecd3d 6.8
466 | BrC(Cnlcc(c2cccec21)C(=0)c3ccecdcccccd3)=C 6.7
467 | O=C(clen(C[C@H]([N+](CC#C)C)C)c2ccccc21)c3ccecdcccccdd 6.7
468 | FC(Cnlcc(c2cecec21)C(=0)c3ccccdceccccd3)=C 6.7
469 | O=C(clen(CC[N+](CC(C)C)C)c2ccecc21)c3ccecdcccccd3 6.7
470 | SC(=N)CCnlcc(c2ccecc21)C(=0)c3ccccdeccecd3 6.7
471 | O=C(clen(CC2C[N+]C2)c3cccec31)cdccccbeccecd4 6.7
472 | O=C(clen(S[C@H](C[N+]C)C)c2cccec21)c3ccccdeccccd3 6.7
473 | Brcle(F)ccecl-n2cc(c3cecce32)C(=0)cdccccSeccec54 6.7
474 | CIC(Cnlce(c2ccccc21)C(=0)c3ccecdcccecd3)=C 6.7
475 | O=C(clen(C[C@@H](CC)C)c2cccec21)c3ccccdeccecd3 6.7
476 | O=C(clen(C[C@H](OC)C)c2ccccc21)c3ccecdccccedd 6.7
477 | O=C(clen([C@@H]([N+])[C@H]2C[C@H]2C)c3cccecl3)cdccccSeccec54 6.7
478 | O=C(clen(C[N+]2CC2)c3ccecc31)cdccecSeccce54 6.7
479 | O=C(clen(CC[N+](CC2CC2)C)c3cccec31)cdecccbeccecs54 6.6
480 | Fcle(F)ce(F)ccl-n2cc(c3cecce32)C(=0)cdceccScececs54 6.6
481 | O=C(clen(c2ccccc21)CCC#C)c3ccecdcccccd3 6.5
482 | O=C(clen(c2ccccc21)CIN+](C)C)c3ccecdeccecd3 6.4
483 | O[C@H](n1cc(c2cccec21)C(=0)c3ccccdcccccd3)[C@@H]([N+]C)CC 6.4
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484 | O=C(clc2cccec2n(C3=CCC[N+](C3)C)cl)cdccecbeceecd4 6.4
485 | O=C(clen(c2ccecc21)CSCC=C)c3ccccdeccecd3 6.4
486 | O=C(clen(C[C@H](C(N)=[N+])C)c2cccec21)c3ceccdeccecd3 6.4
487 | O=C(clen(C[N+](CC)CC)c2cccec21)c3ccccdeccecd3 6.3
488 | O=C(clen([C@@H]([N+]C)C2CC2)c3ccccc31)cdceccdeccecs54 6.3
489 | O=C(c1len(OC[N+](C)C)c2cceccl2)c3ccecdcccccd3 6.3
490 | O=C(clen(C[N+]C(C)C)c2cceccc21)c3ccecdcccccd3d 6.3
491 | FC(F)(F)CCnlce(c2cccec21)C(=0)c3ccecdcccccd3 6.3
492 | Fclec(F)ee(-n2cc(c3cecec32)C(=0)cdccccbeccec54)c1C 6.3
493 | O=C(clen(C[N+](CC)C)c2ccecc21)c3ccecdcccccd3 6.2
494 | O=C(clen([C@@H]([N+])C(C)C)c2ccecc21)c3ccccdcccccd3 6.2
495 | O=C(clen(c2ccecc21)CIN+][(CC#C)C)c3ccccdeccccd3 6.2
496 | O=C(clen(C[C@@H](C[N+])C)c2ccccc21)c3ccecdcccccd3 6.1
497 | O=C(clen(C[C@@H]([N+]C)CC)c2ccecc21)c3ccccdeccccd3 6.1
498 | O=C(clen(CCCC[N+])c2ccecc21)c3ccecdeccccd3 6
499 | O=C(clen([C@@H]2[C@H](CCC[N+]2)C)c3ccccc3)cdcccc5ecccc54 6
500 | O=C(clen(-[n+]2cscc2C)c3cccecl3)cdccccbecccc54 59

Table Sé6. List, SMILE and predicted pKi values for Series 2 in CB:1 receptor.

Ne° SMILES Pred pKi

1 O=C(clen(n2n1scns2)C[C@H]3CCCC[N+]3C)c4ccccbeccec54 8.8
2 O=C(clcc(C[C@H]2CCCC[N+]2C)ccclS([O-])(=0)=0)c3ccccdcecccd3 8.7
3 O=C(clcc(n2c1ens2)C[C@H]3CCCC[N+]3C)cdccec5ecccch4 8.6
4 O=C(clcc(n(c1C)C)C[C@H]2CCCC[N+]2C)c3ccecdcccccd3 8.6
5 Fcleec(C[C@H]2CCCCIN+]2C)cc1C(=0)c3ccccdcccecd3 8.5
6 O=C(clc2ccc(O)cc2n(nl)C[C@H]3CCCC[N+]3C)c4ccecSeecce54 8.5
7 O=C(clc(sc(C[C@H]2CCCC[N+]2C)c1)C(=O)N)c3ccccdcccecd3 8.5
8 Fcleec(OC[C@H]2CCCCIN+]2C)c(CC(=0)c3ccccdcccccd3)cl 8.5
9 O=C(clc2cenen2¢(C[C@H]3CCCC[N+]3C)cl)c4ccecSeccceh4 8.5
10 O=C(clc2cc[nH]c2c(01)C[C@H]3CCCC[N+]3C)c4ccccSeccec54 8.5
11 O=C(clc(c(c(s1)C[C@H]2CCCC[N+]2C)C)C)c3ccccdeccecd3 8.4
12 O=C(clc(sc(C[C@H]2CCCC[N+]2C)c1)SC)c3ccccdcccecd3 8.4
13 O=C(clc2c(n(n1)C[C@H]3CCCC[N+]3C)cns2)c4ccccSeccec54 8.4
14 O=C(clen(C[C@H]2CCCC[N+]2C)c3C=CSC(=0)c31)cdcccc5eececs4 8.4
15 O=C(clen(C[C@H]2CCCC[N+]2C)c3clcc[nH]3)c4ccec5ecccc54 8.4
16 Fcle(c(ce(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdcccccd3)C=0 8.4
17 O=C(clc2cccec2n(n1)C[C@H]3CCCC[N+]3C)cdccecdeccec54 8.4
18 Clclece(c(OC[C@H]2CCCC[N+]2C)c1)CC(=0)c3ccccdcececd3 8.4
19 O=C(clen(n2n1sncs2)C[C@H]3CCCC[N+]3C)c4ccccbeccec54 8.4
20 O=C(clc(sc(C[C@H]2CCCC[N+]2C)c1)OC)c3ccccdeccecd3 8.4
21 O=C(clen(C[C@H]2CCCC[N+]2C)c3ccncc31)cdccecSeccec54 8.4
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22 O=C(clen(C[C@H]2CCCC[N+]2C)cc3-nlscns3)cdcccc5ececcd4 8.4
23 Fclec(C[C@H]2CCCCIN+]2C)cc(c1C)C(=0)c3ccccdcececd3 8.4
24 Clcle(nn(C[C@H]2CCCC[N+]2C)c1C)C(=0)c3ccccdcecccd3 8.4
25 0O=C(clc2cscc2n(nl)C[C@H]3CCCC[N+]3C)c4ccec5ecccch54 8.4
26 O=C(clen(C[C@H]2CCCC[N+]2C)c3cscc31)cdccccdeccec54 8.3
27 O=C(clen(C[C@H]2CCCC[N+]2C)c3c1SC(=0)N3)cdccecSeccecd4 8.3
28 O=C(clc2-n(sccs2)ce([nH]1)C[C@H]3CCCC[N+]3C)cdccec5ececcd4 8.3
29 O=C(clc2c(cc(cc2n(C[C@H]3CCCC[N+]3C)c1)C)C)cdcccc5eccccd4 8.3
30 O=C(C=1CCCN(C[C@H]2CCCC[N+]2C)C1)c3ccccdcccecd3 8.3
31 O=C(clc(c(c([nH]1)C[C@H]2CCCC[N+]2C)C)CC)c3ccecdcccccd3 8.3
32 S=CIN(N=C(N1C)C[C@H]2CCCC[N+]2C)C(=0)c3ccccdcccecd3 8.3
33 Clcle(ec(s1)C[C@H]2CCCCIN+]2C)C(=0)c3ccecdcececd3 8.3
34 O=C(nlcc(n2[nH]ncsn12)C[C@H]3CCCC[N+]3C)cdccecdeccec54 8.3
35 0O=C(c1c2C(SC=Cc2¢([nH]1)C[C@H]3CCCC[N+]3C)=0)c4cccc5eeccc54 8.3
36 O=C(clc2-n(scco2)cc([nH]1)C[C@H]3CCCC[N+]3C)c4ccccSeeccc54 8.3
37 Brclc(cc(s1)C[C@H]2CCCC[N+]2C)C(=O)c3ccccdeccecd3 8.3
38 O=C(clc2cencc2c(01)C[C@H]3CCCC[N+]3C)cdceccbeccecs54 8.3
39 O=C(clc2c(ocn2)cc(C[C@H]3CCCC[N+]3C)cl)cdceccbeccec54 8.3
40 O=C(clcc(n2cc[nH]c12)C[C@H]3CCCC[N+]3C)cdccec5ecccc54 8.3
41 Fcle(F)ce(C[C@H]2CCCC[N+]2C)cc1C(=0O)c3ccccdcceccd3 8.3
42 0O=C(c1c2CCCCc2n(n1)C[C@H]3CCCC[N+]3C)cdcccc5eccccd4 8.3
43 Clclece(C[C@H]2CCCC[N+]2C)cc1 C(=0)c3ccccdcccecd3 8.3
44 0O=51(=0O)N(c2ccccc2N1C[C@H]3CCCC[N+]3C)C(=0)c4ccec5ecccch4 8.3
45 O=C(clen(CC2CC2)c(C[C@H]3CCCC[N+]3C)cl)cdcccc5eccec54 8.3
46 O=C(clc2cencc2ec(C[C@H]3CCCC[N+]3C)cl)cdccec5eccecd54 8.3
47 Brclec([nH]c1C(=O)c2ccec3ccecc32)C[C@H]4CCCC[N+]4C 8.3
48 FC(F)(F)clee(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdeccccd3 8.3
49 O=C(clen(C[C@H]2CCCC[N+]2C)cc3-nlsccs3)cdccecdeccec54 8.3
50 O=C(cle(c(n(C[C@H]2CCCC[N+]2C)c1)N)C#N)c3ccccdcccccd3 8.3
51 O=C(C1=CC=CN(C[C@H]2CCCC[N+]2C)C1)c3ccccdcccccd3 8.3
52 O=5(=0)(N)clcc(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdeccccd3 8.3
53 O=C(clcc(C[C@H]2CCCC[N+]2C)c3nlcns3)cdccccbececcd4 8.3
54 O=C(clen(C[C@H]2CCCC[N+]2C)c3c1SC(S3)=0)cdccec5eccecs4 8.3
55 O=C(clcc(C[C@H]2CCCC[N+]2C)cc(N(C)C)cl)c3ccecdcccccd3 8.3
56 O=C(clcc(n2cceec12)C[C@H]3CCCC[N+]3C)c4ceccbeccec54 8.3
57 Fcle(cc(C[C@HJ2CCCCIN+]2C)cc1C(F)(F)F)C(=0)c3ccccdeccccd3 8.3
58 Fcleec2c(nn(C[C@H]3CCCC[N+]3C)c2c1)C(=0)cdccecSeccce54 8.3
59 O=C(clcc(C[C@H]2CCCC[N+]2C)c(s1)N)c3ccccdeccecd3 8.3
60 O=C(clcc(n(c1C)CC)C[C@H]2CCCC[N+]2C)c3ccccdeccecd3 8.3
61 O=C(clcc(n2clccs2)C[C@H]3CCCC[N+]3C)c4ceccSeccecs54 8.3
62 Fcle(SC)c(ce(C[C@H]2CCCC[N+]2C)c1)C(=0O)c3ccccdeccccd3 8.3
63 O=C(clc2-n(occo2)cc([nH]1)C[C@H]3CCCC[N+]3C)cdccecdecccc54 8.3
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64 O=C(clcc(C[C@H]2CCCC[N+]2C)cn3ccccl3)cdceccScececs54 8.2
65 Fcle(ce(C[C@H]2CCCC[N+]2C)en1)C(=0)c3ccecdcccccd3 8.2
66 O=C(clc2cncec2n(nl)C[C@H]3CCCC[N+]3C)c4ccecbececcd4 8.2
67 O=C(c1c2cc([N+]([O-])=0)ccc2n(n1)C[C@H]3CCCC[N+]3C)cdccecSeecce54 8.2
68 O=C(clec(S([O-])(=0)=0)cc(C[C@H]2CCCC[N+]2C)cl)c3ccccdcccecd3 8.2
69 O=C(clc(c(n(C[C@H]2CCCC[N+]2C)c1C)C)C)c3ccccdeccecd3 8.2
70 O=C(clc2cccec2c(01)C[C@H]3CCCC[N+]3C)cdccecSeecceb4 8.2
71 Fclec(O)c(C[C@H]2CCCC[N+]2C)cc1C(=0)c3ccccdcccecd3 8.2
72 O=C(c1len(C[C@H]2CCCC[N+]2C)c3ccc(cc31)C#N)cdceccdeccech4 8.2
73 0O=C(c1c2CC(CCc2¢(s1)C[C@H]3CCCC[N+]3C)(C)C)cdccecbeccec54 8.2
74 O=C(clc2cenec2n(nl)C[C@H]3CCCC[N+]3C)c4ccccbeceecd4 8.2
75 O=C(clc-2[nH]ccsn2¢(C[C@H]3CCCC[N+]3C)c[nH]1)c4ccccSeccec54 8.2
76 0O=C(c1c2CCCc2n(n1)C[C@H]3CCCC[N+]3C)c4ccccdeccec54 8.2
77 O=C(clc2cccen2¢c(C[C@H]3CCCC[N+]3C)c1N)c4ccccbeceecd4 8.2
78 Clcle(ec(C[C@H]2CCCC[N+]2C)cc1C(F)(F)F)C(=0)c3ccccdcceccd3 8.2
79 O=C(clc2cc[nH]c2¢([nH]1)C[C@H]3CCCC[N+]3C)c4ccecdeeccch4 8.2
80 O=C(clcc(C[C@H]2CCCC[N+]2C)c3cccc(n13)C)cdccec5ecccc54 8.2
81 0O=C(clcc(n2C=CSC(=0)c12)C[C@H]3CCCC[N+]3C)c4cccc5eecec54 8.2
82 Brclec(ce(C[C@H]2CCCC[N+]2C)c1)C(=0O)c3ccccdcceccd3 8.2
83 O=C(clc2cocc2cc(C[C@H]3CCCC[N+]3C)cl)cdccec5ecccch4 8.2
84 Brcle(F)c(ce(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcecccd3 8.2
85 O=C(clc2cocc2n(nl)C[C@H]3CCCC[N+]3C)c4ccccbeccecd4 8.2
86 O=C(clc2cnsc2c(01)C[C@H]3CCCC[N+]3C)c4ceccdeccec54 8.2
87 Fclecec2cle(nn2C[C@H]3CCCCIN+]3C)C(=0)c4ccecSeecce54 8.2
88 O=C(C=1CC=CN(C[C@H]2CCCC[N+]2C)C1)c3ccccdcccccd3 8.2
89 O=C(clen(C[C@H]2CCCC[N+]2C)c3cnccc31)cdccecSecccc54 8.2
90 O=C(clc(ccn+](C[C@H]2CCCC[N+]2C)c1)C)c3ccecdcececd3 8.2
91 O=C(clen(n2ccccl12)C[C@H]3CCCC[N+]3C)c4ccecbeccecd4 8.2
92 O=C(clen(C[C@H]2CCCC[N+]2C)c3C=COC(=0)c31)c4cccc5eccec54 8.2
93 O=C(clen(c(C[C@H]2CCCC[N+]2C)c1)C)c3ccecdcccccd3d 8.2
94 Brcle(cc(n1C)C[C@H]2CCCC[N+]2C)C(=O)c3ccccdceccecd3 8.2
95 Fcle(OCC)c(cc(C[C@H]2CCCCIN+]2C)c1)C(=O)c3ceccdcccecd3 8.2
96 0O=C(c1c2CCCCc2¢([nH]1)C[C@H]3CCCC[N+]3C)c4ccec5eccecs4 8.2
97 Brclc(OC)c(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdcccccd3 8.2
98 O=C(clc2c[nH]cc2n(n1)C[C@H]3CCCC[N+]3C)c4ccccbeccec54 8.2
99 O=C(clc2c(n[nH]n2)cc(C[C@H]3CCCC[N+]3C)cl)cdccec5ecccc54 8.2
100 | O=C(clc2c(cc(C[C@H]3CCCC[N+]3C)cl)cnen2)c4ccecSecceeh4 8.2
101 | Clele(Clye(nnl1C[C@H]2CCCC[N+]2C)C(=0)c3ccccdcecccd3 8.2
102 | Fclceec2ele(cn2C[C@H]3CCCCIN+]3C)C(=0)c4ccecSeecce54 8.2
103 | Fclc(F)c(O)c(C[C@H]2CCCC[N+]2C)cc1C(=0)c3ccecdcccccd3 8.2
104 | O=C(c1c2C(=O)NC=Cc2¢([nH]1)C[C@H]3CCCC[N+]3C)c4cccc5eccec54 8.2
105 | O=C(clc2c(cc(C[C@H]3CCCC[N+]3C)cl)cco2)cdccccbececcd4 8.2
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106 | O=C(clc2cc(cec2n(nl)C[C@H]3CCCC[N+]3C)C#N)cdcccc5eccecs54 8.2
107 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccec(c31)C(OC)=0)cdceccdeccecs54 8.2
108 | O=C(clc2c(nc(C[C@H]3CCCC[N+]3C)cl)cnen2)cdccccSeccec54 8.2
109 | O=C(clcc(n2CCCc12)C[C@H]3CCCC[N+]3C)c4ceccbeccec54 8.2
110 | O=C(clc2cnsc2n(nl)C[C@H]3CCCC[N+]3C)c4ccecdeccec54 8.2
111 | Clclecec2eIn(nc2C[C@H]3CCCC[N+]3C)C(=0)cdcccchecccc54 8.2
112 | Cleclec(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcccccd3 8.2
113 | O=C(clccc[n+](C[C@H]2CCCC[N+]2C)cl)c3ccccdcccecd3 8.2
114 | O=C(clc(c(c([nH]1)C[C@H]2CCCC[N+]2C)C)C)c3ccccdeccecd3 8.2
115 | Ocle(cc(C[C@H]2CCCC[N+]2C)cen1)C(=0)c3ccecdcecccd3 8.2
116 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccec([N+]([O-])=0)c31)cdccccSeccec54 8.2
117 | Clele(c(ce(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdcececd3)C=0 8.1
118 | O=C(n1c2C(S5C=Cc2c(n1)C[C@H]3CCCC[N+]3C)=0)c4cccc5cccec54 8.1
119 | O=C(c1c2c(n(n1)C[C@H]3CCCC[N+]3C)ccs2)cdceccbeccecd4 8.1
120 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clcns3)cdccccbeccecd54 8.1
121 | Brclee(C[C@H]2CCCC[N+]2C)cc(c1C)C(=0)c3ccecdccccc43 8.1
122 | O=C(c1lc(OC)nc(N)c(C[C@H]2CCCC[N+]2C)cl)c3ccccdcccecd3 8.1
123 | O=C(clcc(C[C@H]2CCCC[N+]2C)c3cccdcccccdnl3)c5ececbeeccedd 8.1
124 | O=C(C1=CN(C[C@H]2CCCC[N+]2C)C3=CSC(=0O)N31)c4cccc5cccec54 8.1
125 | O=C(clc2c(sc(n2)N)cc(C[C@H]3CCCC[N+]3C)cl)cdceccbeccecs54 8.1
126 | O=C(clc2cceen2¢(C[C@H]3CCCC[N+]3C)c1C)cdceccbeccec54 8.1
127 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cocc31)cdcccc5eccecd4 8.1
128 | S=CIN(N=C(N1CC)C[C@H]2CCCC[N+]2C)C(=0)c3ccccdcccccd3 8.1
129 | O=C(clc2cnsc2¢(s1)C[C@H]3CCCC[N+]3C)c4ccccdeccec54 8.1
130 | Ocle(ec(C[C@H]2CCCCIN+]2C)cc1C)C(=0O)c3ceccdcccecd3 8.1
131 | O=C(clc2ccsc2cc(C[C@H]3CCCC[N+]3C)cl)cdccccbeceec54 8.1
132 | O=C(c1lc(OC)ncc(C[C@H]2CCCC[N+]2C)c1)c3ccecdcccccd3d 8.1
133 | O=C(clec2c(c(C[C@H]3CCCC[N+]3C)cl)csn2)c4ceccdeccecs54 8.1
134 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccenc31)cdccccbeccecd54 8.1
135 | O=C(c1c2c(cc(C[C@H]3CCCC[N+]3C)cl)csn2)c4ccccdeccecs54 8.1
136 | O=C(clc2-n(sccs2)c(C[C@H]3CCCC[N+]3C)c[nH]1)c4ccecdeccech4 8.1
137 | Ocle(c2cceccc2n1C[C@H]3CCCCIN+]3C)C(=0)cdccec5eccech4 8.1
138 | O=C(clcc2c(c[nH]c2¢(C[C@H]3CCCC[N+]3C)c1)C)cdccec5ececc54 8.1
139 | Clcle(ce(n1C)C[C@H]2CCCC[N+]2C)C(=0)c3ccecdcccccd3 8.1
140 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cnnce31)cdccccdeccec54 8.1
141 | O=C(c1c2COCCc2n(n1)C[C@H]3CCCC[N+]3C)c4ccecScccec54 8.1
142 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccece31)cdccecdeccec54 8.1
143 | O=C(clc(c(n(n1)C[C@H]2CCCC[N+]2C)C)C)c3ccccdceccccd3 8.1
144 | Clcle(O)c(cc(C[C@H]2CCCC[N+]2C)c10)C(=0)c3ccccdeccccd3 8.1
145 | O=C(nlc2c(c(n1)C[C@H]3CCCC[N+]3C)ccen2)cdceccSeccec54 8.1
146 | O=C(clen(C[C@H]2CCCC[N+]2C)c3C=CNC(=0)c31)cdcccc5eccec54 8.1
147 | O=C(clec(C[C@H]2CCCC[N+]2C)cc3c10CCO3)c4ccecSeecceh4 8.1
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148 | Brclec(ec(C[C@H]2CCCCIN+]2C)c10)C(=0)c3ccecdcccecd3 8.1
149 | O=C(clc2c(nncn2)cc(C[C@H]3CCCC[N+]3C)cl)cdceccbeccecs54 8.1
150 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc3c10CC3)c4ccecdeccec54 8.1
151 | Brclee(e(F)c(C[C@H]2CCCC[N+]2C)c1)C(=O)c3ccccdcccecd3 8.1
152 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cnsc31)cdcccc5eccecd4 8.1
153 | Brcle(c(sc1C[C@H]2CCCC[N+]2C)C(=O)c3ccccdceccccd3)C 8.1
154 | O=C(clcc(n2cenccl2)C[C@H]3CCCCIN+]3C)cdcccc5eccec54 8.1
155 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clen[nH]3)c4ccecSeccec54 8.1
156 | Fclcec2e(n(C[C@H]3CCCC[N+]3C)cc2C(=O)c4ccccbeccec54)cl 8.1
157 | O=C(clc2c(scn2)cc(C[C@H]3CCCC[N+]3C)cl)c4ceccdeccec54 8.1
158 | FC(F)(F)clc(O)c(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcccecd3 8.1
159 | O=C(c12n(c(C[C@H]3CCCC[N+]3C)cl)cco2)cdcccc5ececcd4 8.1
160 | O=C(clc2ensc2¢([nH]1)C[C@H]3CCCC[N+]3C)c4cccc5ccccc54 8.1
161 | O=C(clen(n2ccsn2s1)C[C@H]3CCCC[N+]3C)c4ccccbeccec54 8.1
162 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccec(c31)C)cdecccbeccecd4 8.1
163 | Fclc(N)cec(C[C@H]2CCCC[N+]2C)cc1C(=0)c3ccecdcccecd3 8.1
164 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cINC(S3)=0)cdcccc5eccec54 8.1
165 | Oclc(CC)ec(cc1C[C@H]2CCCCIN+]2C)C(=0)c3ccccdcccccd3 8.1
166 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccec(O)c31)cdccecSecceeh4 8.1
167 | O=C(clc2c(c(s1)C[C@H]3CCCC[N+]3C)ccs2)cdccccbeccecd4 8.1
168 | Brcle(Cl)c(ce(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdeccecd3 8.1
169 | O=C(clen(C[C@H]2CCCC[N+]2C)cc3-nlsncs3)cdceccdeccecs54 8.1
170 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c1C(=0)C=CS3)c4cccc5eccec54 8.1
171 | O=C(clc2ccoc2c([nH]1)C[C@H]3CCCC[N+]3C)c4ccecSeccceh4 8.1
172 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cc[nH]c31)c4cecc5eccec54 8.1
173 | O=C(clc2cce(cc2n(nl)C[C@H]3CCCC[N+]3C)C)cdccccdeccech4 8.1
174 | Clcle(F)ec(C[C@H]2CCCC[N+]2C)cc1C(=0)c3ccccdcccccd3 8.1
175 | Fclee(ce(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcecccd3 8.1
176 | O=C(clc(N#C)ccc(C[C@H]2CCCC[N+]2C)cl)c3ccccdcceccd3 8
177 | Clcle(F)e(ec(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdcececd3 8
178 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cce([N+]([O-])=0)cc31)cdccccSeccec54 8
179 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clceen3)cdccccbececc54 8
180 | O=C(nlcc(C[C@H]2CCCC[N+]2C)c3C=CSC(=0)c31)c4dcccc5eecec54 8
181 | Fclce(c(N)c(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdeccecd3 8
182 | Brclec(c[n+](C[C@H]2CCCC[N+]2C)c1)C(=O)c3ccccdcceccd3 8
183 | O=C(clcc2cc[nH]c2¢(C[C@H]3CCCC[N+]3C)cl)c4ceccdeccec54 8
184 | Fclcec2e(c(nn2C[C@H]3CCCC[N+]3C)C(=0)c4ccecSeccec54)cl 8
185 | O=C(clcc2c(c([nH]c2¢(C[C@H]3CCCC[N+]3C)c1)C)C)cdccecbeccec54 8
186 | Clclecec2elc(ecn2C[C@H]3CCCC[N+]3C)C(=0)c4cccc5eecec54 8
187 | Clcle(O)c(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdeccccd3 8
188 | O=C(clc2c(n(n1)C[C@H]3CCCC[N+]3C)ccen2)c4ceccSeccec54 8
189 | Sclc2c(n(C[C@H]3CCCC[N+]3C)cc2C(=O)c4ccccSeccec54)nenl 8
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190 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cnen31)cdecec5ecccc54 8
191 | O=C(clc2cc(ccc2n(nl)C[C@H]3CCCC[N+]3C)C)cdccccdeccech4 8
192 | Brcle(O)c(cc(C[C@H]2CCCC[N+]2C)c10)C(=0)c3ccecdceccc43 8
193 | O=C(clen(n2[nH]cen2s1)C[C@H]3CCCC[N+]3C)c4ccccdeccec54 8
194 | O=C(clc-2[nH]ncsn2cc([nH]1)C[C@H]3CCCC[N+]3C)c4ccccScccec54 8
195 | Clcle(OC)ce(C[C@H]2CCCC[N+]2C)cc1C(=0)c3ccecdcccecd3 8
196 | O=C(clc(N)c(n2CCCc12)C[C@H]3CCCC[N+]3C)cdccecbeecec54 8
197 | Brclec(O)c(C[C@H]2CCCC[N+]2C)cc1C(=0)c3ccccdcccecd3 8
198 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clncs3)cdccccbeccecd4 8
199 | O=C(clcccc(C[C@H]2CCCC[N+]2C)cl)c3ccecdcccccd3 8
200 | O=C(nlcc2-n([nH]ccs2)c(C[C@H]3CCCC[N+]3C)cl)cdccecdeccce54 8
201 | OCclc(c2ccecc2n1C[C@H]3CCCCIN+]3C)C(=O)cdccec5eccecd4 8
202 | O=C(clen(C[C@H]2CCCC[N+]2C)cc3-nlocno3)cdcccc5eccecs54 8
203 | O=C(clc2cencec2ec(C[C@H]3CCCC[N+]3C)cl)cdeccc5ecccc54 8
204 | O=C(clc2c(n(C[C@H]3CCCC[N+]3C)c1)cc(cn2)C)cdececbeccccdH4 8
205 | O=C(clcc(OC)cc(C[C@H]2CCCC[N+]2C)cl)c3ccccdcceccd3 8
206 | Fcleec2e(c(cn2C[C@H]3CCCCIN+]3C)C(=0)cdccec5eccce54)cl 8
207 | Fcle(O)c(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcccecd3 8
208 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc3cenn31)cdccecSeccceh4 8
209 | O=C(clc2c(c(01)C[C@H]3CCCC[N+]3C)ccs2)cdccecbeceec54 8
210 | O=C(nlcc(C[C@H]2CCCC[N+]2C)c3C=CNC(=0)c31)c4cccc5eccce54 8
211 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clc(O)ncn3)cdceccbeccecs54 8
212 | O=C(clcc(SC)cc(C[C@H]2CCCC[N+]2C)cl)c3ccccdeccecd3 8
213 | O=C(clen(C[C@H]2CCCC[N+]2C)c3csnc31)cdccec5ecccc54 8
214 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccc(OC)c31)cdccec5eccccdH4 8
215 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc3ccen31)cdccccdeccec54 8
216 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clcco3)cdccccdeccech4 8
217 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccsc31)cdccccdeccec54 8
218 | O=C(clcc(C[C@H]2CCCC[N+]2C)c3C=CSC(=0)n31)cdcccc5ececc54 8
219 | O=C(c1c2C(SC=Cc2c(01)C[C@H]3CCCC[N+]3C)=0)c4cccc5cccec54 8
220 | FC(F)(F)Cnlc(c(cc1C[C@H]2CCCC[N+]2C)C(=0)c3ccecdcccccd3)C 8
221 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clcnen3)cdccccbececcd4 8
222 | O=C(clcec(n(C[C@H]2CCCC[N+]2C)c1)C)c3ccecdcccecd3 8
223 | Clcleen2c(c(cc2C[C@H]3CCCC[N+]3C)C(=0)cdccccbecccc54)cl 8
224 | O=C(clcc(NC)cc(C[C@H]2CCCC[N+]2C)cl)c3ccccdeccecd3 8
225 | O=C(clc2cesc2n(nl)C[C@H]3CCCC[N+]3C)c4ccec5ecccc54 8
226 | O=C(c1lc(OCC)ncc(C[C@H]2CCCC[N+]2C)c1)c3ccccdcccccd3 8
227 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clccs3)cdccccdeccec54 8
228 | O=C(clc2n(ncs2)c(C[C@H]3CCCC[N+]3C)cl)cdccec5eccccd4 8
229 | O=C(clcc(n(c1C)CC=C)C[C@H]2CCCC[N+]2C)c3ccccdcceccd3 8
230 | Clcleec2e(c(nn2C[C@H]3CCCC[N+]3C)C(=0)c4cccc5eecec54)cl 8
231 | Clcle2e(n(C[C@H]3CCCC[N+]3C)cc2C(=0)cdcecc5eccec54)nenl 8
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232 | O=C(clc2c(c([nH]1)C[C@H]3CCCC[N+]3C)ccs2)cdeccc5eccccd54 8
233 | O=C(clc2n(c(n1)C[C@H]3CCCC[N+]3C)ccs2)cdccec5eccceh4 8
234 | O=C(clen(C[C@H]2CCCC[N+]2C)cc3-n1snco3)cdcccc5eccccdH4 8
235 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccc(OCC)cc31)cdccecbeccecs54 8
236 | Fcleec(C[C@H]2CCCCIN+]2C)c(O)c1C(=0)c3ccecdcccecd3d 8
237 | O=C(clen(n2[nH]ccsn12)C[C@H]3CCCC[N+]3C)c4ccec5eccccd54 8
238 | O=C(clc(n(C[C@H]2CCCC[N+]2C)c(c1C)C)N)c3ccccdeccecd3 8
239 | O=C(clc2ccen2n(nl)C[C@H]3CCCC[N+]3C)c4ccccSeccec54 8
240 | Clcle(N)c(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdeccccd3 8
241 | Clcle(Cl)ec(C[C@H]2CCCC[N+]2C)cc1C(=0)c3ccecdcccccd3 8
242 | FC(F)clcc(nnl1C[C@H]2CCCC[N+]2C)C(=0)c3ccecdccccc43d 8
243 | Clclc(OCC)e(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcccccd3 8
244 | O=C(clc2cncec2c(s1)C[C@H]3CCCCIN+]3C)c4ccec5ececc54 8
245 | Fcle(OCC)cc(C[C@H]2CCCC[N+]2C)cc1C(=0)c3ccccdcccecd3 8
246 | O=C(clcc(N)c([nH]1)C[C@H]2CCCC[N+]2C)c3ccccdcccecd3 8
247 | O=C(nlc[n+](C[C@H]2CCCC[N+]2C)c3ccccc31)cdccec5eccccdH4 8
248 | Fcleec2e(c(n(C[C@H]3CCCC[N+]3C)c2c1)C)C(=0)cdccecdeccecs54 7.9
249 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc(C(C)(C)C)cl)c3ccccdeccccd3 79
250 | O=C(c1c2C(OC=Cc2¢([nH]1)C[C@H]3CCCC[N+]3C)=0)c4cccc5cccec54 79
251 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cc4c(OCO4)cc31)c5ccecb6eecec65 7.9
252 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccc(cc31)-cdcccod)cSceccoeecccbd 7.9
253 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccc(OC(C)C)cc31)cdccecdeecce54 7.9
254 | Oclc(c2cecec2cc1C[C@H])3CCCCIN+]3C)C(=0)cdccecSeccec54 7.9
255 | Clclee(e(N)c(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdeccccd3 7.9
256 | O=C(clc2c(onn2)cc(C[C@H]3CCCC[N+]3C)cl)c4ccecdeccee54 79
257 | Clclee(C[C@H]2CCCC[N+]2C)cc(c1C)C(=0)c3ccccdeccccd3 7.9
258 | O=C1N(c2cscc2N1C[C@H]3CCCC[N+]3C)C(=0)cdceecc5eccec54 7.9
259 | O=C(clc2c(scn2)c([nH]1)C[C@H]3CCCC[N+]3C)c4ccecdeccec54 7.9
260 | O=C(c1c2c(OCO2)cc(C[C@H]3CCCC[N+]3C)cl)c4ccecSeccceh4 7.9
261 | Fcle(e(ce(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdcccccd3)CHN 7.9
262 | O=C(clen(C[C@H]2CCCC[N+]2C)cc3-nloncs3)cdccccbeccecd4 7.9
263 | Oclcec(cclC[C@H]2CCCCIN+]2C)C(=0)c3ccecdcecccd3 7.9
264 | Fclee(c(O)c(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcccecd3 7.9
265 | Clclee(c(O)e(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcccecd3 7.9
266 | O=C(clen(n2cnccl2)C[C@H]3CCCC[N+]3C)c4ceccdeccec54 79
267 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccc(cc31)CC)cdccec5eccccd54 7.9
268 | Fclc(OC)cc(C[C@H]2CCCC[N+]2C)cc1C(=0)c3ccccdcccccd3 79
269 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cIncen3)cdcccc5ececcd4 79
270 | O=C(c1c2cc3c(OCCO3)cc2n(C[C@H]4CCCC[N+]4C)cl)c5ececbececcdHS 7.9
271 | O=C(clcc(cc(C[C@H]2CCCC[N+]2C)c1N)C)c3ceccdcccecd3 79
272 | O=C(c1cc2CCCNc2¢(C[C@H]3CCCC[N+]3C)c1)cdccec5ecccc54 79
273 | O=C(clc2cencc2¢([nH]1)C[C@H]3CCCC[N+]3C)c4ccccSeccec54 79
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274 | O=C(clc2c(cc(C[C@H]3CCCC[N+]3C)cl)ccc(O)n2)cdccccbeccecd4 7.9
275 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cc(cccl3)C(=0)N)cdccec5ecccch4 79
276 | O=C(clc2c(nnnn2)cc(C[C@H]3CCCC[N+]3C)cl)cdccec5eccecd4 7.9
277 | O=C(N1C(N(C[C@H]2CCCC[N+]2C)c3ccccc31)=N)cdccccdeeccc54 7.9
278 | Clcleec2e(nn(C[C@H]3CCCC[N+]3C)c2c1)C(=0)c4ccec5ccecc54 7.9
279 | O=C(cInn(C[C@H]2CCCC[N+]2C)c3cccnl3)c4ccecSeecce54 7.9
280 | O=C(clcc(cc(C[C@H]2CCCC[N+]2C)c1)CC)c3ccccdeccecd3 79
281 | O=C(clen(n2cnsn2s1)C[C@H]3CCCC[N+]3C)c4cccc5ecccc54 79
282 | Clcleec2e(c(en2C[C@H]3CCCC[N+]3C)C(=0)cdccecbecccc54)cl 79
283 | O=C(c1c2C(SC=Cc2c(s1)C[C@H]3CCCC[N+]3C)=0)c4cccc5eeccc54 7.9
284 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccoc31)c4ccecdeccech4 79
285 | O=C(clcc2c(oen2)c(C[C@H]3CCCC[N+]3C)cl)cdceccbeccecs54 7.9
286 | O=C(clen(C[C@H]2CCCC[N+]2C)cc3-nlonco3)cdcccc5eccec54 7.9
287 | O=C(clc2cccec2c(s1)C[C@H]3CCCC[N+]3C)cdccecdeccech4 7.9
288 | O=C(clc2cnen2n(nl)C[C@H]3CCCC[N+]3C)c4ccec5eccec54 79
289 | Clcle(c2ec(F)cec2n1C[C@H]3CCCC[N+]3C)C(=0)c4cecc5eccec54 7.9
290 | Clcle(ce(C[C@H]2CCCCIN+]2C)cc1CC)C(=0)c3ccccdeccecd3 79
291 | O=C(nlcc(C[C@H]J2CCCC[N+]2C)c3C=COC(=0)c31)cdccec5eccec54 7.9
292 | Clclee(e(c(C[C@H]2CCCC[N+]2C)c1)C)C(=0)c3ceccdcccccd3 7.9
293 | O=C(c1c2C=CCCc2¢(s1)C[C@H]3CCCC[N+]3C)c4cccc5eecec54 7.9
294 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cc(cccl13)C)cdceccdeccecs54 7.9
295 | O=C(clc2c(nc(C[C@H]3CCCC[N+]3C)cl)ccen2)c4ccccSeccec54 7.9
296 | O=C(c1c2¢(OCCO2)c(s1)C[C@H]3CCCC[N+]3C)c4ccecSeccec54 79
297 | Clcle(Cl)e(sc1C[C@H]2CCCC[N+]2C)C(=0)c3ccecdcccccd3 7.9
298 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc3clcc[nH]3)c4ccec5ecccc54 79
299 | O=C(clc2c(c(s1)C[C@H]3CCCC[N+]3C)cc[nH]2)c4ccec5ecccc54 79
300 | O=C(clce(cc(C[C@H]2CCCC[N+]2C)c1)C)c3ccecdcecccd3 7.9
301 | O=C(clcc(c([nH]1)C[C@H]2CCCC[N+]2C)C)c3ccccdcccecd3 79
302 | O=C(clc-2[nH]ccsn2cc([nH]1)C[C@H]3CCCC[N+]3C)cdceccScecec54 7.9
303 | O=C(clcc(n2cce(ccl12)C)C[C@H]3CCCC[N+]3C)c4ceccdeccec54 7.9
304 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc3c(cccc31)C)cdeccc5eccccd54 79
305 | FC(F)Oclcec2e(c(nn2C[C@H]|3CCCC[N+]3C)C(=0)c4ccec5eccccb4)cl 7.9
306 | O=C(clen(C[C@H]2CCCC[N+]2C)c3CCCc13)c4cccc5beceecd4 79
307 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cn[nH]c31)c4cccc5eccec54 7.9
308 | O=C(clcc(C[C@H]2CCCC[N+]2C)c3ccnnn31)cdceccbeccecd4 79
309 | O=C(C=1C2=CSC(=0O)N2C=C(C[C@H]3CCCC[N+]3C)C1)c4cccc5cccce54 7.9
310 | O=C(clen(C[C@H]2CCCC[N+]2C)cc3-nlonno3)c4ccecSeecce54 7.9
311 | Brclec(c(N)c(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdccccc43 7.9
312 | O=C(c1c2C(=0)C=CSc2¢([nH]1)C[C@H]3CCCC[N+]3C)c4cccc5eccce54 7.9
313 | O=C(clcc2c([nH]cn2)c(C[C@H]3CCCC[N+]3C)cl)cdceccdeccec54 7.9
314 | O=5(=0)(clecc(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdeccccd3)C 7.9
315 | O=C(clc2cc(N)cec2n(nl)C[C@H]3CCCC[N+]3C)c4ccccSeccec54 7.9
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316 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccn31)cdccccbeccecd54 7.9
317 | O=C(clc2c(ncnn2)cc(C[C@H]3CCCC[N+]3C)cl)c4ccecdeccec54 7.9
318 | Brcle(en(nl)C[C@H]2CCCC[N+]2C)C(=0O)c3ccccdceccecd3 79
319 | Clcleec2e(n(C[C@H]3CCCC[N+]3C)cc2C(=0)cdccec5ecece54)cl 79
320 | Fcle(N)c(ce(C[C@H]J2CCCC[N+]2C)c1)C(=0)c3ccecdcccccd3 7.9
321 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccc(OC)cc31)cdccec5eccccdH4 7.9
322 | Brcle(Cl)ee(C[C@H]2CCCC[N+]2C)cc1C(=0)c3ccecdcccccd3 7.9
323 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c(O)cccc31)c4ceccdeccecs54 7.9
324 | O=C(clc2cenn2cc(C[C@H]3CCCC[N+]3C)cl)c4ccecSecccc54 79
325 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc3clcen3CC)cdecccbeceech4 7.9
326 | O=C(clcc[n+](C[C@H]2CCCC[N+]2C)c3cc(IN)cccl3)cdccecSeccce54 7.8
327 | Clcle(N)ee(C[C@H]2CCCC[N+]2C)ccl1C(=0)c3ccecdcccccd3 7.8
328 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc3clcc(03)C)cdccccdeccec54 7.8
329 | Clcleecc2cle(nn2C[C@H]3CCCC[N+]3C)C(=0)c4cccc5eecec54 7.8
330 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c(ccc(c31)C)C)cdccec5ecccc54 7.8
331 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cc(O)ccc31)cdceccdeccec54 7.8
332 | O=C(clen(n2clcen2)C[C@H]3CCCC[N+]3C)c4ceccdeccec54 7.8
333 | Clcle(Clye([nH]c1C[C@H]2CCCC[N+]2C)C(=O)c3ccccdcccecd3 7.8
334 | Clcle(Cl)e(O)c(C[C@H]2CCCC[N+]2C)cc1C(=0)c3ccccdececcd3 7.8
335 | Clcleec2e(c(n(C[C@H]3CCCC[N+]3C)c2c1)C)C(=0)cdccec5ececc54 7.8
336 | Clcle(ce(C[C@H]2CCCC[N+]2C)cc1C)C(=0)c3ccccdeccccd3 7.8
337 | O=C(clcc(C[C@H]2CCCC[N+]2C)c(s1)CCC)c3ccccdcccccd3 7.8
338 | Fcle(C(=0)c2ccec3cccce32)cc(F)eclC[C@H]4CCCC[N+]4C 7.8
339 | Brcle(e([nH]c1C[C@HJ2CCCC[N+]2C)C(=0)c3ccccdcccccd3)CH#N 7.8
340 | O=C(clc2n(c(C[C@H]3CCCC[N+]3C)cl)ccs2)cdccecSeccec54 7.8
341 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c[nH]cc13)c4ccecSeccec54 7.8
342 | Clcleec2e(n(C[C@H]3CCCC[N+]3C)cc2C(=0)cdccec5ececc54)c1C 7.8
343 | O=C(clcc[n+](C[C@H]2CCCC[N+]2C)c3cccecl3)cdcccc5eccecd4 7.8
344 | O=C(clc2cscc2ec(C[C@H]3CCCC[N+]3C)cl)c4ccecSeecce54 7.8
345 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clene(n3)C)cdccecSecccc54 7.8
346 | Fcle(cc(C[C@H]2CCCC[N+]2C)cc1C)C(=0)c3ccccdcccecd3d 7.8
347 | Clclc(OC)ec2e(n(C[C@H]3CCCC[N+]3C)cc2C(=0)cdccccbeccec54)cl 7.8
348 | O=C(clcc(n(C[C@H]2CCCC[N+]2C)c1)C[N+]C)c3ccecdcccecd3 7.8
349 | O=C(clcc(c(N)c(C[C@H]2CCCC[N+]2C)c1)C(=0O)N)c3ccccdeccecd3 7.8
350 | O=C(clc2cecec2e([nH]1)C[C@H]3CCCC[N+]3C)c4ccec5eccec54 7.8
351 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc(nl)C)c3ccccdeccecd3 7.8
352 | O=C(clc2c(cc(C[C@H]3CCCC[N+]3C)cl)ces2)cdccecSeccec54 7.8
353 | O=C(clc2¢([C@H]3CC[C@@H]2C3)c([nH]1)C[C@H]4CCCC[N+]4C)c5ccccbeecccd5 7.8
354 | Fcle(F)ce(C[C@H2CCCC[N+]2C)c(O)c1C(=0O)c3ccccdceccecd3 7.8
355 | O=C(clcc(c[n+](C[C@H]2CCCC[N+]2C)c1)C)c3ccccdcccecd3 7.8
356 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc3clcen3C)cdecec5eccech4 7.8
357 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clccc(n3)C)cdeccc5ecccc54 7.8
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358 | O=C(clc(nc(s1)C[C@H]2CCCC[N+]2C)CC(C)C)c3ccccdcccccd3 7.8
359 | O=C(clc(n(C[C@H]2CCCC[N+]2C)c3cceccl13)C=0)cdccec5eccccd4 7.8
360 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cc(c(ccl13)C)C)cdcccc5eccecdH4 7.8
361 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccc(C(C)(C)C)ccl3)cdccecSeecceh4 7.8
362 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc(C(C)C)cl)c3ccccdcecccd3 7.8
363 | O=C1CCCc2clc(sc2C[C@H]3CCCC[N+]3C)C(=O)cdcccc5eccec54 7.8
364 | O=C(clc2C[Ce@H]3C[C@@H]3c2n(nl1)C[C@H]4CCCC[N+]4C)c5cceccbecccc65 7.8
365 | O=C(c1c2C(=0)C=CSc2¢(s1)C[C@H]3CCCC[N+]3C)c4cccc5eecec54 7.8
366 | O=C(clc2c(ncs2)cc(C[C@H]3CCCC[N+]3C)cl)cdccecbececcd54 7.8
367 | O=C(clc2ccoc2ec(C[C@H]3CCCC[N+]3C)cl)cdccec5eccce54 7.8
368 | Clcle(c2ec(OC)ece2n1C[C@H]3CCCC[N+]3C)C(=0)c4ccec5ccccc54 7.8
369 | Oclc(sc(c1C[C@H]2CCCC[N+]2C)C)C(=O)c3ccccdcccecd3 7.8
370 | Oclc(c2ce(cecc2n1C[C@H]3CCCC[N+]3C)C)C(=O)cdccecbeccecd4 7.8
371 | O=C(clen(C[C@H]2CCCC[N+]2C)c(n1)CCC)c3ccccdccccc43d 7.8
372 | O=C(clen(n2-c(s1)cocn2)C[C@H]3CCCC[N+]3C)c4ccecbeceec54 7.7
373 | Clclee(ec(C[C@H]2CCCC[N+]2C)c1CC)C(=0)c3ccecdcccccd3 7.7
374 | Clclee(C[C@H]2CCCC[N+]2C)cc(n1)C(=0)c3ccecdcccccd3 7.7
375 | FC(F)(F)clcec2e(c(cn2C[C@H]3CCCC[N+]3C)C(=0)c4ccccdeccec54)cl 7.7
376 | O[Ce@@H]1CCCc2clc(nn2C[C@H]3CCCC[N+]3C)C(=0)c4ccccSecece54 7.7
377 | O=C(clen(C[C@H]2CCCC[N+]2C)c3nccn31)c4ccccdeccec54 7.7
378 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clc(O)nc(n3)N)cdccccbececc54 7.7
379 | O=C(clc2cccec2ec(C[C@H]3CCCC[N+]3C)cl)c4ceccdeccec54 7.7
380 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clcsn3)cdccec5ecceeh4 7.7
381 | Clcle(c2ece(Cl)ee2n1C[C@H]3CCCC[N+]3C)C(=0)c4ccecSeccec54 7.7
382 | Fcle(ec(C[C@H]2CCCC[N+]2C)cc1CO)C(=0)c3ccecdcccccd3 7.7
383 | O=C(clcec(c(o1)C[C@H]2CCCC[N+]2C)CC#N)c3ccccdeccecd3 7.7
384 | O=C(clc2c(nno2)cc(C[C@H]3CCCC[N+]3C)cl)cdccecSeecec54 7.7
385 | Brclec(en1lC[C@H]2CCCC[N+]2C)C(=0)c3ccccdccccc43 7.7
386 | Clcle(Cl)ec(C[C@H]2CCCC[N+]2C)c(0)c1C(=0)c3ccccdeccccd3 7.7
387 | O=C1C(=C2C(SC=CS2)=C1C[C@H]3CCCC[N+]3C)C(=0)c4cccc5ccccc54 7.7
388 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c1c(OC)nc(n3)N)cdccecSeececs54 7.7
389 | O=C1C(=C2C(OC=CS2)=C1C[C@H]3CCCC[N+]3C)C(=O)c4cccc5eccecs4 7.7
390 | Brcle(N)c(ce(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdccccc43 7.7
391 | Oclc(N)cc(cc1C[C@H]2CCCC[N+]2C)C(=0)c3ccccdeccecd3 7.7
392 | Clele(c2ece(ecc2n1C[C@H]3CCCC[N+]3C)C)C(=0)c4ccec5eccec54 7.7
393 | Clcle(c2ec(c(cc2n1C[C@H]3CCCC[N+]3C)C)C)C(=0)c4ccecSecccch4 7.7
394 | O=C(clc2c(c([nH]1)C[C@H]3CCCC[N+]3C)ccecn2)c4ceccSeccec54 7.7
395 | Clcle(c2e(ec(cc2n1C[C@H]3CCCC[N+]3C)C)C)C(=0)c4ccecSeccech4 7.7
396 | Oclc(C(=O)c2cccc3ceccec32)cc(cclC[C@H4CCCCIN+]4C)C 7.7
397 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc3c[nH]cc31)c4ccec5ececcd54 7.7
398 | Clcle(C(=0)c2cccc3cecec32)ec(Cl)ecl C[C@H]4CCCC[N+]4C 7.7
399 | O=C(clen(n2ncsn2s1)C[C@H]3CCCC[N+]3C)c4ccec5ecccc54 7.7
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400 | O=C(clen(C[C@H]2CCCC[N+]2C)cc3-nlocco3)cdccec5ecccc54 7.7
401 | FC(F)(F)clcec2e(en(C[C@H]3CCCCIN+]3C)c2c1)C(=0O)cdccecbececc54 7.7
402 | Clclee(e(F)e(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcccecd3 7.7
403 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c1c(OC)ncn3)cdcccc5eccce54 7.7
404 | O=C(clc2c(ncen2)ec(C[C@H]3CCCCIN+]3C)cl)cdcccc5eccec54 7.7
405 | O=C(clen(C[C@H]J2CCCC[N+]2C)c3CC[N+]Cc13)cdcccc5eccce54 7.7
406 | O=C(nlcc(C[C@H]2CCCC[N+]2C)c3c1C(=0)C=CS3)c4cccc5ececc54 7.7
407 | Clclc(OC)c(O)c(C[C@H]2CCCC[N+]2C)cc1C(=0)c3ceccdcccccd3 7.7
408 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccc(cc31)C)cdceccdeccec54 7.7
409 | Fcleec2e(c(c(n2C[C@H]3CCCC[N+]3C)C)C(=O)cdcccc5bececcd4)cl 7.7
410 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc3cInc(O)cc3C)cdccecdeccec54 7.6
411 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccc(O)cc31)cdceccdeccec54 7.6
412 | Brclec(C[C@H]J2CCCC[N+]2C)cc(n1)C(=O)c3ccccdeccecd3 7.6
413 | Fclecec2cIn(C[C@H]3CCCCIN+]3C)cc2C(=0O)c4ccecbeccec54 7.6
414 | O=C(clcc(n2cccc2nl)C[C@H]3CCCC[N+]3C)c4ccecdeccech4 7.6
415 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccc(C(C)C)ccl3)cdceccSeccec54 7.6
416 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clscn3)cdccec5ecceeh4 7.6
417 | O=C(clen(C[C@H]2CCCC[N+]2C)cc3-nlocecs3)c4ccecSeccceh4 7.6
418 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc3c10CCC3)c4ccccdeccecs54 7.6
419 | O=C(nlc([n+](C[C@H]2CCCC[N+]2C)c3ccccc31)C)cdccccbeccecd4 7.6
420 | O=C(c1c2c(OC)cccc2n(nl)C[C@H]3CCCC[N+]3C)c4ccccbeccec54 7.6
421 | Clcle(OC)c(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdceccccd3 7.6
422 | O=C(c1c2cc(OC)c(OC)cc2n(C[C@H]3CCCC[N+]3C)cl)cdceccdeccecs54 7.6
423 | O=C(clc(n(C[C@H]2CCCC[N+]2C)c3ccc(ccl13)C)C)cdeccc5eccccd54 7.6
424 | Oclc(ce(C[C@H]2CCCC[N+]2C)cc1CO)C(=O)c3ccccdceccecd3 7.6
425 | O=C(clcc(OCC)cc(C[C@H]2CCCC[N+]2C)cl)c3ccccdeccecd3 7.6
426 | O=C(c1c(OC)c(cc(C[C@H]2CCCC[N+]2C)c1)CC)c3ccecdcccccd3 7.6
427 | O=C(clcc(n(C2CC2)cl)C[C@H]3CCCC[N+]3C)c4ccecSeccec54 7.6
428 | Clcle(c2ececc2n1C[C@H]3CCCC[N+]3C)C(=0)c4ccecSccccch4 7.6
429 | O=C(clc2ccec(O)c2n(C[C@H]3CCCC[N+]3C)c1C)cdccec5eccccd4 7.6
430 | O=C(clcc2c(c(C[C@H]3CCCC[N+]3C)cl)c[nH]n2)cdccccScecec54 7.6
431 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc3cIncec3C)cdceccdeccec54 7.6
432 | O=C(clc2cesc2n(C[C@H]3CCCC[N+]3C)c1C)cdccec5eccce54 7.6
433 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clccc(c3C)C)cdcccc5ececcd4 7.6
434 | Clclee(c(O)e(C[C@H]2CCCCIN+]2C)c10)C(=0)c3ccccdcecccd3 7.6
435 | Clcleecc2cIn(C[C@H]3CCCC[N+]3C)cc2C(=0)c4ccecSccccch4 7.6
436 | Oclc2cecec2c(cclC[C@H]3CCCCIN+]3C)C(=0)c4ccecSeccecs54 7.6
437 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c(cccc31)C)cdceccSeecec54 7.6
438 | O=C(clen(C[C@H]2CCCC[N+]2C)c(SC)nl)c3ccccdcccecd3 7.6
439 | Clcleec2e(c(c(n2C[C@H]3CCCC[N+]3C)C)C(=0)cdccecbecccc54)cl 7.6
440 | O=C(clcc(cc(C[C@H]2CCCC[N+]2C)c1)COC)c3ccccdeccecd3 7.6
441 | Oclc(cc(OC)cc1C[C@H]2CCCC[N+]2C)C(=0O)c3ccccdeccecd3 7.6
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442 | O=C(clen(C[C@H]2CCCC[N+]2C)cc3-nlscco3)c4ccecSeecceb4 7.6
443 | Brclec(c(O)c(C[C@H]2CCCC[N+]2C)c1)C(=O)c3ccccdeccecd3 7.6
444 | O=C(clc2cc(OC)ccc2n(C[C@H]3CCCC[N+]3C)c1C)cdcecc5eccec54 7.6
445 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cc(OC)cc(OC)c31)cdccccbeccecs54 7.6
446 | O=C(clc2cccec2n(C[C@H])3CCCC[N+]3C)c1C)cdccecdeccec54 7.6
447 | O=C(clen(C[C@H]2CCCC[N+]2C)c(C[N+])cl)c3ccccdcccec3 7.6
448 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cc(OC)ccc31)cdccec5eccccdH4 7.6
449 | Oclc(C(=O)c2cccc3ecccc32)cec(O)c1C[C@H]4CCCC[N+]4C 75
450 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clcccc3CC)cdecccbeccec54 7.5
451 | O=C(clc2cc(O)cce2n(C[C@H]3CCCC[N+]3C)c1C)cdccec5eccccd54 75
452 | O=C(C1=CN(C[C@H]2CCCC[N+]2C)C=3C(=0)C=CC351)c4cccc5cccce54 7.5
453 | Clcle(c2ec(cec2n1C[C@H]3CCCC[N+]3C)C)C(=0)c4ccec5eccec54 7.5
454 | O=C(clen(n2nloccs2)C[C@H]3CCCC[N+]3C)c4ccec5ececcd4 75
455 | O=C(c1c2cc3c(OCO3)cc2n(C[C@H][4CCCC[N+]4C)c1C)c5ececbecccedS 7.5
456 | O=C(clcc(C[C@H]2CCCC[N+]2C)c(s1)CC)c3ccccdeccecd3 75
457 | Brclec(ce(C[C@H]2CCCC[N+]2C)cINC)C(=0)c3ccccdccccc43 7.5
458 | Brclec(c(O)c(C[C@H]2CCCC[N+]2C)c10)C(=0)c3ccccdeccecd3 7.5
459 | Oclc(C(=O)c2cccc3ecccc32)cc(N)c(O)c1C[C@H]4CCCC[N+]4C 7.5
460 | O=C(c1lcc2CCNc2c(C[C@H]3CCCC[N+]3C)cl)c4ccccdeccecs54 7.5
461 | Clclee(cc(C[C@H]2CCCC[N+]2C)cINC)C(=0)c3cccc4cecccd3 75
462 | Clcle(c2ec(CC)eec2n1C[C@H]3CCCC[N+]3C)C(=0)c4cccc5eecec54 75
463 | O=C(clc(N)c(C[C@H]2CCCC[N+]2C)c(s1)C)c3ccecdeccccd3 7.5
464 | O=C(clc(n(C[C@H]2CCCC[N+]2C)c3ccc(ccl13)CC)C)cdceccdeccecs54 7.5
465 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c(OC)cc(cc13)C)cdcccc5eccecd4 7.5
466 | O=C(clc2ccc(cc2n(C[C@H]3CCCC[N+]3C)c1C)C)cdccec5eccccd4 75
467 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clccc(OC)n3)c4ceccSeccec54 75
468 | OCclcc(ecnl1C[C@H]2CCCCIN+]2C)C(=O)c3ccccdceccccd3 74
469 | O[Ce@H](clcc(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdceccecd3)C 7.4
470 | O=C(clc2ccc(OC)cc2n(C[C@H]3CCCC[N+]3C)c1C)cdcecc5eccec54 74
471 | O=C(clcc(C[C@H]2CCCC[N+]2C)c(s1)C(C)C)c3ccecdcccccd3 7.4
472 | O=C(clcc(nn2ccccl2)C[C@H]3CCCC[N+]3C)c4cccc5eccech4 74
473 | O=C(clc2ccc(OC)cc2n(nl)C[C@H]3CCCC[N+]3C)c4ccccbeccec54 74
474 | Clcle(c2ec(Cl)ece2n1C[C@H]3CCCC[N+]3C)C(=0)c4ccecSeccec54 7.4
475 | O=C(clen(n2nlscco2)C[C@H]3CCCC[N+]3C)c4ccec5ececcd4 74
476 | OCclc(C[C@H]2CCCC[N+]2C)ce(s1)C(=0O)c3ccccdcececcd3 74
477 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clcc(cc3C)C)cdcccc5ececcd4 74
478 | Fclecec2e(c(n(C[C@H]3CCCCI[N+]3C)c12)C)C(=0)cdceccdeccecs54 74
479 | O=C(c1cc2CCCc2c(C[C@H]3CCCC[N+]3C)cl)cdceccbeccecs54 7.4
480 | O=C(clen(n2-c(s1)csen2)C[C@H]3CCCC[N+]3C)cdccec5ecccc54 74
481 | Oclc(OC)cc(cc1C[C@H]2CCCC[N+]2C)C(=0O)c3ccccdcccecd3 7.4
482 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clccce3C(C)C)cdceccSeccecs54 7.3
483 | OCclcc(ce(C[C@H]2CCCC[N+]2C)c1)C(=O)c3ccccdcccccd3 7.3
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484 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c(OC)ccccl3)cdccec5eccccdH4 7.3
485 | Clcle(c2ecec(Cl)e2n1C[C@H]3CCCC[N+]3C)C(=0)c4ccecSeccec54 7.3
486 | Clcle(c2ecec(F)c2n1C[C@H]3CCCC[N+]3C)C(=0)c4cecc5eccec54 7.3
487 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccnn31)c4ccccdeccec54 7.3
488 | O=C(clcc(C[C@H]2CCCC[N+]2C)c(s1)C[N+])c3ccecdcccccd3 7.2
489 | O=C(clc2ccc3cccce3c2n(C[C@H]4CCCC[N+]4C)cl)c5ceccbeccec65 7.2
490 | O=C(clc(n(C[C@H]2CCCC[N+]2C)c3c(ccecl3)C)C)cdeccc5eccccd54 7.2
491 | Clcle(c2ecec(c2n1C[C@H]3CCCC[N+]3C)C)C(=0)c4ccec5eccec54 7.1
492 | O=C(c1c(N)c(OC)cc(C[C@H]2CCCC[N+]2C)cl)c3ccecdcccce43 7.1
493 | O=C(clc(c(c(s1)C[C@H]2CCCC[N+]2C)C(=O)N)C)c3ccccdcccecd3 7.1
494 | O=C(clcc(C[C@H]2CCCC[N+]2C)c(s1)CCOC)c3ccccdcceccd3 71
495 | O=C(clc(n(C[C@H]2CCCC[N+]2C)c3c(CC)ccccl3)C)cdceccdeccecs54 7.1
496 | OCCclc(C[C@H]2CCCC[N+]2C)cc(s1)C(=0)c3ccecdcccecd3 7
497 | Clcle(c2ecec(c2n1C[C@H]3CCCC[N+]3C)CC)C(=0)c4cccc5eecec54 7
498 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c(OCC)ccecl3)cdccccbeccecs54 7
499 | O=Clc2csnc2N(C[C@H]3CCCC[N+]3C)C=C1C(=O)c4ccccbeccec54 7
500 | Clcle(c2ecec(OC)e2n1C[C@H]3CCCC[N+]3C)C(=0)c4ccec5ccccc54 7

Table S7. List, SMILE and predicted pKi values for Series 3 in CB:1 receptor.

N° SMILES Pred pKi

1 0=5(=0)(clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)c4c[nH]c5cecec54 8.9
2 0O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)cdce(nc5cec(cc45)C)C 8.8
3 O=C(N[C@@H]1c2ccccc2C[C@H]1C)c3en(C[C@H]4CCCC[N+]4C)c5cccec53 8.8
4 0O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)c4c5ce(cc(cdne(c4)C)C)C 8.8
5 O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)c4c5eccec5eccdC 8.6
6 O=C(NCC(CC)CC)clc2cccec2n(C[C@H]3CCCC[N+]3C)cl 8.6
7 0O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)cdce(nc5c(C)ceccd5)C 8.6
8 O=C([C@@H]1c2ccccc2CCC1)c3en(C[C@H]4CCCC[N+]4C)c5cecec53 8.5
9 O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdc5eccec5nec6CCCc46 8.5
10 Clcleec2c(C(C(=0)c3cdcccecdn(C[C@H]5CCCCIN+]5C)c3)=CC(=0O)N2)cl 8.5
11 0=5(=0)(clen(C[C@H]2CCCC[N+]2C)c3ccccc3])cdescheccec54 8.5
12 O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdcenc5eccceh4 8.5
13 O=C(CN1c2cccecc2C[C@@H]1C)c3en(C[C@HJ4CCCC[N+]4C)c5cccec53 8.4
14 0=5(=0)(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cden(c5eccec54)C 8.4
15 O=C([C@@H]1c2ccsc2CCS1)c3c4ccccedn(C[C@H]5CCCCIN+]5C)c3 8.4
16 O=C(nlc(c(c2cccec21)C)C)c3en(C[C@H]4CCCC[N+]4C)c5eccec53 8.4
17 O=C(C1CCCCCC1)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2 8.4
18 0O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)c4cenc5ecc(OC)cch4 8.4
19 0=51(=0)c2ccccc2N(CC1)C(=0)c3en(C[C@H]4CCCC[N+]4C)c5cccec53 8.4
20 O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdcSeccec5ecbeccechH4 8.4
21 Clclecec(c1INC(=0)c2c3cccce3n(C[C@HJ4CCCC[N+]4C)c2)C(F)(F)F 8.4
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22 0O=5(=0)(c1en(C[C@H]2CCCC[N+]2C)c3ccccc31)cdcceccdS(=0)(=0)C 8.3
23 O=C(nlc(nc2cccec21)C)c3en(C[C@H]4CCCC[N+]4C)c5ececc53 8.3
24 O=C(N[Cee@H]1CCCC[C@H]1CC)c2cn(C[C@H]3CCCC[N+]3C)cdcccccd2 8.3
25 Brclece(c(c(c1C)C)C)C(=0)c2c3cccec3n(C[C@H[4CCCC[N+]4C)c2 8.3
26 O=[S@](c1c2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccec(N)c4C#N 8.3
27 Fcleec2e(c(C(=0)c3cdcccecdn(C[C@H]5CCCC[N+]5C)c3)cc(n2)C)cl 8.3
28 0O=5(=0)(clc2cccecc2n(C[C@H]3CCCC[N+]3C)cl)cdc[nH]c5cc(N)ccc54 8.3
29 O=C(N[Ce@H]1CCCC[C@H]15CC)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 8.2
30 O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcec(c(N)c4)C 8.2
31 O=C(C1=C(c2ccccc2C1)C)c3cdcccccdn(C[C@H]5CCCCIN+]5C)c3 8.2
32 O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdcc(ncSeccec54)N 8.2
33 O=5(=0)(N1CCC[C@H]2CCCC[C@@H]21)c3c4cccccdn(C[C@H]5CCCC[N+]5C)c3 8.2
34 O=C1C=C(c2ccccc2N1C)C(=0)c3en(C[C@H]4CCCC[N+]4C)c5cccec53 8.2
35 O=C(Nclcccec10C)c2en(C[C@H]3CCCC[N+]3C)c4ceccc24 8.1
36 O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcenc(NCC)c4 8.1
37 O=C(N[Ce@H]1CCCC[C@H]1C(C)C)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 8.1
38 O=C(nlc2ccccc2c3CCCCc31)c4en(C[C@H]5CCCCIN+]5C)coHecceco64 8.1
39 0O=5(=0)(c1c2ccccc2n(C[C@H]3CCCC[N+]3C)c1)cdc(C)ccc(c4)C 8.1
40 O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4cc5eccccdebcccectH4 8.1
41 Clclc(c(ClyccclS(=0)(=0)c2c3cccec3n(C[C@H[4CCCC[N+]4C)c2)C 8.1
42 0O=5(=0)(clc2cccecc2n(C[C@H]3CCCC[N+]3C)cl)cdccecSeeencd4 8.1
43 O=C(N1c2cceccc2N(CC1)CC)c3en(C[C@HJ4CCCC[N+]4C)c5ccece53 8.1
44 O=C(clccec2c1CCCN2)c3c4cccccAn(C[C@H]5CCCC[N+]5C)c3 8.1
45 O=C(N[CeeH]1C[Cee@H](CC[C@H]1C(C)C)C)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 8.1
46 Clclec(c2ecece2nl)C(=0)c3en(C[C@H]4CCCC[N+]4C)c5ececc53 8.1
47 Fcleec2c(N(CCN2C)C(=0)c3c4cccccdn(C[C@H]5CCCCIN+]5C)c3)cl 8.1
48 O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdec(O)nc5ececc54 8.1
49 O=C(N1c2ccecc2S[C@H](C1)C)c3en(C[C@H]4CCCC[N+]4C)c5cccec53 8
50 Clclecec(cINC(=0)c2c3ccece3n(C[C@H4CCCC[N+]4C)c2)C 8
51 O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdec(ccSeccce54)CHN 8
52 0O=5(=0)(clc2cccecc2n(C[C@H]3CCCC[N+]3C)cl)cdccec5ecc(ne54)C 8
53 O=C([C@H]1c2cccec20CC1)c3c4cccccdn(C[C@H]5CCCCIN+]5C)c3 8
54 O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdcec(c5ececcd54)C 8
55 O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdcnncbeccecd4 8
56 Clclecec(F)cINC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 8
57 O=C(clc2ccccc2n(C[C@H]3CCCC[N+]3C)cl)c4c5cecc(N)c5c(C)end 8
58 Fclecee(F)cINC(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2 8
59 Brclec(O)c(0)cc1C(=0)c2en(C[C@H]3CCCC[N+]3C)cdcccccd? 8
60 O[C@H](clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdccccbececcs54 8
61 O=5(=0)(clen(C[C@H]2CCCC[N+]2C)c3ccccc31)Ccéceccc4C 8
62 O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)C4=CC(=0O)Ncbcecec54 8
63 Clclece(c2cecec12)C(=0)c3en(C[C@H]4CCCC[N+]4C)c5¢cccec53 8
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64 Clclece(Cle(C(=0)c2c3ccece3n(C[C@HJ4CCCC[N+]4C)c2)c1Cl 7.9
65 0O=5(=0)(clc2cccecc2n(C[C@H]3CCCC[N+]3C)cl)cdcccccdCC 7.9
66 Clclecec(S(=0)(=0)c2c3ccece3n(C[C@HJ4CCCC[N+]4C)c2)c1F 7.9
67 0O=5(=0)(clc2cccecc2n(C[C@H]3CCCC[N+]3C)cl)c4cceccd 7.9
68 Clclece(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cclC 7.9
69 O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)Ccéccccc4C 79
70 O=C(N1c2cc(ccc20CC1)C)c3c4cccccdn(C[C@H]5CCCC[N+]5C)c3 7.9
71 O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccc(OC)c4N 79
72 O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdccce(OC)c40C 7.9
73 O=C(Nclcccec1CC)c2en(C[C@H]3CCCC[N+]3C)c4cecccd?2 79
74 O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccec(N)c4C 79
75 Fcleee(S(=0)(=0)C)c(C(=0)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2)cl 79
76 O=C([C@@H]1CSCCS1)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.9
77 O=C(N1c2cceccc2CC[C@H]1C)c3en(C[C@HJ4CCCC[N+]4C)c5ccccc53 79
78 O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdec(CC)ececdCC 7.9
79 O=C(N1c2cceec2[C@@H](CC1)C)c3en(C[C@H]4CCCC[N+]4C)c5cccec53 7.9
80 Clclecec(F)c1CS(=0)(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 7.9
81 0O=5(=0)(c1c2ccccc2n(C[C@H]3CCCC[N+]3C)c1)Ccéccec(OC)c4 7.9
82 O=C(C1CCCCCCC1)c2en(C[C@H]3CCCC[N+]3C)c4cccecd2 7.9
83 Clcleec2c(N(C[C@@H](02)C)C(=0)c3cdccccedn(C[C@H]5CCCCIN+]5C)c3)cl 79
84 Brclccec([C@H](O)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7.9
85 O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4c5cece(N)c5eend 7.9
86 O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)[C@H]4c5ccccc5CCS4 7.9
87 O=C(Nclcccec1SC)c2en(C[C@H]3CCCC[N+]3C)cdccccc24 7.9
88 Fcleee(c(NC(=0)c2c3ccecc3n(C[C@H]4CCCC[N+]4C)c2)c1)C 7.9
89 Clclec(C(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2)cc(NC)nl 7.9
90 Clcleee(Clye(S(=0)(=0)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2)cl 7.9
91 O=C(clc(cec(C(C)(C)C)c1)C)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2 7.8
92 O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccc5CCcbecccdcdS 7.8
93 Clclecec(Cl)c10CC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.8
94 O=C(N1CCC[C@H](C1)CC)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2 7.8
95 O=C(C1CCSCC1)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 7.8
96 Brclcee(c(C(=0)c2c3ccecc3n(C[C@H]4CCCC[N+]4C)c2)c1)C 7.8
97 O=C(Nclcccec1C(C)C)c2en(C[C@H]3CCCC[N+]3C)cdcccecd? 7.8
98 0O=5(=0)(clen(C[C@H]2CCCC[N+]2C)c3ccccc31)cdccecSeccce54 7.8
99 Fcleec2e(ne(cc2C(=0)c3cdccecccdn(C[C@H]5CCCC[N+]5C)c3)C)cl 7.8
100 | O=C(N1c2cc(cc(c2CCC1)C)C)c3cdcccccdn(C[C@H]5CCCCIN+]5C)c3 7.8
101 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccec(SCCHN)c4 7.8
102 | Clcleece(S(=0)(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)clC 7.8
103 | O=C(clc2ccecec2n(C[C@H]3CCCC[N+]3C)cl)c4c5CCC(Cc5¢(s4)C)(C)C 7.8
104 | Clcle(ce(O)e(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)c1C)C 7.8
105 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccee31)C4=C/C(Nc5cecec54)=N/N 7.8
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106 | O=C(N1c2ccecc20[C@H](C1)C)c3en(C[C@H]4CCCC[N+]4C)c5ceccc53 7.8
107 | O=[Se@](Cclccec(cl)C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)C 7.8
108 | O=C(clc2ccecc2n(C[C@H]3CCCC[N+]3C)cl)cdccecScdccend 7.8
109 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccece31)cdec(OC)nc5eecce54 7.8
110 | O=C(clc2cceec2n(C[C@H]3CCCC[N+]3C)cl)cdc(C)cec(c4)C 7.8
111 | Brcle(mn(c1C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2)C)C 7.8
112 | O=C(N1c2cc(OC)ccc20CC1)c3c4cccccdn(C[C@H]5CCCCIN+]5C)c3 7.8
113 | O=C(N1c2cce(OC)cc2CCC1)c3c4cccccdn(C[C@H]5CCCCIN+]5C)c3 7.8
114 | Clcleec(SCC)c(C(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2)cl 7.8
115 | Clclee(Cl)ec(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)c10C 7.8
116 | O[C@@H](clccceccINC(=0)c2en(C[C@H]3CCCC[N+]3C)cdcccccd2)C 7.8
117 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)/C=C/C(C)(C)C 7.8
118 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccece31)cdec(ncSceccc54)C 7.8
119 | Cleclecee(Cl)eINC(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2 7.8
120 | O=C(clc2ccecec2n(C[C@H]3CCCC[N+]3C)cl)cdccc(OC)ccaC 7.8
121 | Cleclece(C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2)ccc10C 7.8
122 | O=C(clccc(c(O)c1C)C)c2c3cccec3n(C[C@H4CCCC[N+]4C)c2 7.8
123 | Fcleceeel/C=C(/C(=0)c2c3cccec3n(C[C@H4CCCC[N+]4C)c2)C 7.8
124 | O=C(clc2ccecc2n(C[C@H]3CCCC[N+]3C)cl)c4ccnccdC 7.8
125 | Clcle(F)e(C(=0)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2)cenl 7.8
126 | O[C@@H](c1c2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4ccec(c4)C 7.8
127 | O=5(=0)(NclccceclC)c2en(C[C@H]3CCCC[N+]3C)cdcccecd? 7.8
128 | Clclee(c(cc1C(=0)c2en(C[C@H]3CCCC[N+]3C)c4ccccc42)C)C 7.7
129 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccece31)cdc(OC)cccbeccecs54 7.7
130 | O=C(OclccceclC(C)(C)C)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.7
131 | C[N+]1CCCC[C@@H]1Cn2cc(Nc3ccccdccencd3)cSeccec52 7.7
132 | O=C(clc2ccecec2n(C[C@H]3CCCC[N+]3C)cl)cdccec(c4N)C 7.7
133 | O=C(clcc(n(c1C)C)C)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.7
134 | O=C(N1CCS[C@@H](C1)CC)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2 7.7
135 | O=C(clc2ccccc2n(C[C@H]3CCCC[N+]3C)cl)cdccec(c4)CCEN 7.7
136 | Clclec(F)ceclS(=0)(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 7.7
137 | O=5(=0)(clccccc1C(=0)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2)C 7.7
138 | O=C(N1c2cncec20CCl)c3cdcceccdn(C[C@H]5CCCC[N+]5C)c3 7.7
139 | FC(SclececclC(=0)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2)F 7.7
140 | O=5(=0)(clc2ccccc2n(C[C@H]3CCCC[N+]3C)cl)cdccecbec(enc54)C 7.7
141 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcc(cccdC(C)C)C 7.7
142 | O=C(N1[CeeH](CCC[C@H](C1)C)C)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 7.7
143 | Brclc(C)eec(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7.7
144 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)[C@@H]4COc5cccecc504 7.7
145 | Fclceeec1S(=0)(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.7
146 | O=C(C[C@@H]1c2ccccc2CCO1)c3en(C[C@H]4CCCC[N+]4C)c5ceccc53 7.7
147 | Brclec(C(=0)c2c3cccee3n(C[C@H4CCCC[N+]4C)c2)cs1 7.7
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148 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4c5c(N)ccec5eend 7.7
149 | O=C(cle([nH]c2ccc(cc21)C)C)c3cdccccedn(C[C@H]SCCCCIN+]5C)c3 7.7
150 | Clclecee(C(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2)cIN 7.7
151 | O=C(C1CCCCC1)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2 7.7
152 | C[N+]1CCCC[C@@H]1Cn2cc(O[C@H]3c4ccccc4CCC3)c5cccec52 7.7
153 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccecc31)cdc(ocScecce54)CC 7.7
154 | O=C(N1c2ccecc2C[C@@H](C1)C)c3en(C[C@H]4CCCC[N+]4C)c5cccec53 7.7
155 | Brclece(Cl)ee1C(=0)c2c3cccec3n(C[C@H4CCCC[N+]4C)c2 7.6
156 | O=5(=0)(clcc(N)cc(c1)C(=0)c2c3cccec3n(C[C@H[4CCCC[N+]4C)c2)C 7.6
157 | Clcleec(C(=0)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2)c(C)cl 7.6
158 | Brcleec(cclC(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2)C 7.6
159 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccecc31)cdc(snnd)-c5ceeced 7.6
160 | Fclce(C)eccl1C(=0)c2c3cccce3n(C[C@H]4CCCCIN+]4C)c2 7.6
161 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccce31)cdenccbececc54 7.6
162 | O=C(clc2c(nn1C)CCC2)c3c4cccccdn(C[C@H]5CCCCIN+]5C)c3 7.6
163 | O=C(clc2cceec2n(C[C@H]3CCCC[N+]3C)cl)cdccec(OC)c4 7.6
164 | O=C(clc2cceec2n(C[C@H]3CCCC[N+]3C)cl)cdcsc(c4C)C 7.6
165 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccece31)cdc5ceecce5eend 7.6
166 | Clclec(N)c2eene(c2c1)C(=0)c3c4ccccedn(C[C@H]5CCCC[N+]5C)c3 7.6
167 | FC(F)Oclccec(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7.6
168 | O=C(clc2cceec2n(C[C@H]3CCCC[N+]3C)cl)cdc5ecc(N)cc5eend 7.6
169 | Sclecceec1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.6
170 | Clclecee(C(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2)c1F 7.6
171 | Clcleceecl1S(=0)(=0)c2c3cccec3n(C[C@H4CCCC[N+]4C)c2 7.6
172 | Fclcee(c2cceccl2)C(=0)c3en(C[C@H]4CCCC[N+]4C)c5cccec53 7.6
173 | O=C(N1c2cceccc2N(CC1)C)c3en(C[C@HJ4CCCC[N+]4C)c5ccecc53 7.6
174 | O=C(clcsc2CCCCCc12)c3cdcccccdn(C[C@H]SCCCCIN+]5C)c3 7.6
175 | CIN+]1CCCC[C@@H]1Cn2cc(c3ccccc32)C(cdccecSceecce54)=C 7.6
176 | FC(F)(F)clcececlS(=0)(=0)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2 7.6
177 | O=C(clc2cceecc2n(C[C@H]3CCCC[N+]3C)cl)cdccecc4CH#N 7.6
178 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccc(C[N+](C)C)cd 7.6
179 | Clclecee(C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2)cl1C 7.6
180 | O=C(O[Ce@H](C(C)C)C)clc2cccec2n(C[C@H]3CCCC[N+]3C)cl 7.6
181 | FC(F)(F)clcecec1C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 7.6
182 | Fcleec2c(N(CCC2)C(=0)c3cdcccccdn(C[C@H]5CCCCIN+]5C)c3)cl 7.6
183 | O=C(clc2cceec2n(C[C@H]3CCCC[N+]3C)cl)cdcccc(c4)C(C)(C)CEN 7.6
184 | Brclecee(C(=0)c2c3ccecc3n(C[C@H]4CCCCIN+[4C)c2)cIN 7.6
185 | O=C(clc2ccecc2n(C[C@H]3CCCC[N+]3C)cl)c4ccec5CCOc45 7.6
186 | O=C(clc2ccecc2n(C[C@H]3CCCC[N+]3C)cl)cdcnenc4C(C)C 7.6
187 | O=C(clc2cceecc2n(C[C@H]3CCCC[N+]3C)cl)c4c5ecec(N)c5ec(nd)C 7.6
188 | N=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcececd 7.6
189 | OC1(CCCCC1)C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.6
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190 | Brclenec(C(=0O)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7.6
191 | Brcleec(C(=O)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)c(C)cl 7.6
192 | O=C([C@H]1CCCC[C@@H]1C)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.6
193 | Clecle(cce(F)c1C(=0)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2)C 7.5
194 | Brcleec(OC)ccl1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 75
195 | O=C([C@H]1CCC[C@H](IN+])[C@@H]1C)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.5
196 | O=C(clc2ccecec2n(C[C@H]3CCCC[N+]3C)cl)cdccec(C(C)(C)C)cd 7.5
197 | O=C(OclccceclC)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.5
198 | Clcle(cc(cclC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)C)C 7.5
199 | O=C(clc2cceecc2n(C[C@H]3CCCC[N+]3C)cl)cdccenc4SC 75
200 | Clclec(F)e(C(=0)c2c3cccee3n(C[C@H]4CCCCIN+]4C)c2)ccl 7.5
201 | Clclec(F)ec(C(=0)c2c3cccec3n(C[C@H4CCCC[N+]4C)c2)c10 7.5
202 | O=5(=0)(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccccaC(OC)=0 7.5
203 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdccccbeccecs54 7.5
204 | C[N+]1CCCC[C@@H]1Cn2cc(Oc3ccec(CC)c3)cdcccecd? 7.5
205 | O=5(=0)(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccc(c4C(OC)=0)C 7.5
206 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdesc(c4CC)C 7.5
207 | Fclee(C(=0)c2c3cccce3n(C[C@H]4CCCCIN+]4C)c2)cc(c1)C 7.5
208 | Clcleecc2clccec2S(=0)(=0)c3cdcccccdn(C[C@H]SCCCCIN+]5C)c3 7.5
209 | O=C(clc(ccccIN)C)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.5
210 | Clcleecc2clccec2C(=0)c3cdccecedn(C[C@H]5CCCCIN+]5C)c3 7.5
211 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)c4c(SC)nsc4SC 7.5
212 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)cdc(oc(c4)C)C 7.5
213 | O=C(Nclc(C)escl)c2c3cceee3n(C[C@H]4CCCC[N+]4C)c2 7.5
214 | Brclccec(F)c1C(=0)c2c3cccce3n(C[C@H4CCCC[N+]4C)c2 7.5
215 | Clcleec(C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2)cc10C 75
216 | FC(F)OclccceclC(=0)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2 7.5
217 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4cccc(N)c4 75
218 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdesc(c4)CC 7.5
219 | Clclecee(IN+]([O-]1)=0)c1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.5
220 | Clcleec(cc1C(=0)c2c3cccce3n(C[C@H4CCCC[N+]4C)c2)C 75
221 | Brclececc1C(=0)c2c3cceec3n(C[C@H]4CCCC[N+]4C)c2 75
222 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcece(c4)C 7.5
223 | Fcleec(cclS(=0)(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2)C 7.5
224 | Brclcee(F)cc1C(=0)c2c3cccee3n(C[C@H4CCCC[N+]4C)c2 7.5
225 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4cecc(O)c4C 75
226 | O=C(N1c2ccc(cc2CCC1)C)c3cdcceccdn(C[C@H]5CCCCIN+]5C)c3 7.5
227 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4c5cc(N)cecdSeend 7.5
228 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)c4c5eccecd5e(O)nnd 75
229 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdc(O)cccdeccec54 75
230 | O=C(OclccccclSC)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.5
231 | Clcleec(N)ec1C(=0)c2c3ccece3n(C[C@HJ4CCCC[N+]4C)c2 7.5
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232 | O=C(N1c2ccc(N)cc2CCC1)c3c4cccccdn(C[C@H]5CCCCIN+]5C)c3 7.5
233 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdccce5Ccbeccech-c45 75
234 | O=C(C1=CCCCCC1)c2c3ccccc3n(C[C@HJ4CCCC[N+]4C)c2 7.5
235 | Clclec(c(OC)c(c1)C)C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.5
236 | O=C(clen(C[C@H]J2CCCC[N+]2C)c3ccecc31)[C@H]4c5cccec5CCO4 7.5
237 | O=C(N1c2cccec20CC1)c3en(C[C@HJ4CCCC[N+]4C)c5ccece53 7.5
238 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccc(COC)c4 7.5
239 | O=C(N1c2cec[nH+]c2N(CC1)CC)c3cdcccecdn(C[C@H]5CCCCIN+]5C)c3 7.4
240 | Fclcec([C@@H](O)C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cc1C 7.4
241 | Fcleec2e(N(CCO2)C(=0)c3c4cccccdn(C[C@H]5CCCCIN+]5C)c3)cl 74
242 | O=C(Nclcee([nH+]c1C)N)c2c3cccee3n(C[C@HJ4CCCC[N+]4C)c2 7.4
243 | O=C([Ce@H]1CCC[C@@H](C1)C)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.4
244 | Fcleeec2cIN(CCC2)C(=0)c3cdcccccdn(C[C@H]5CCCC[N+]5C)c3 7.4
245 | O=C([CeeH]1C[Ce@H]2CC[C@@H]102)c3c4cccccdn(C[C@H]SCCCC[N+]5C)c3 7.4
246 | Fcleceec1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 74
247 | Clcleec2¢(N(CCO2)C(=0)c3cdcccccdn(C[C@H]5CCCCIN+]5C)c3)cl 74
248 | Fcleee(F)c(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 74
249 | Oclcec(C(=0)c2c3cccec3n(C[C@H]4CCCCI[N+]4C)c2)cc10C 7.4
250 | Oclc(OC)cceclC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.4
251 | O=C(clen(C[C@H]J2CCCC[N+]2C)c3ccecc31)cdec(c(cc4OC)C)C 74
252 | Clcleece(C(=N)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2)cl 74
253 | FC(F)(F)[Ce@eH]1CCC[C@H](C1)C(=0)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2 7.4
254 | Brcleec(OC)c(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 74
255 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdc5cc(cc(N)c5een4)C 7.4
256 | Brclcee(N)cc1C(=O)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 74
257 | BrcleceeclS(=0)(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 74
258 | O=C(clcecc(cclC)C)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 74
259 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcc(C)ccnd 7.4
260 | O=C(NC1CCCCC1)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.4
261 | Brclecec(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)c1C 74
262 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcsc(c4)C 74
263 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdcccccdNC 7.4
264 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdc(sc(nd)C)-cScceecd 74
265 | Clcleec(N)ecl1S(=0)(=0)c2c3cccce3n(C[C@HJ4CCCC[N+]4C)c2 74
266 | O=C(clc2cccec2n(C[C@H]|3CCCC[N+]3C)cl)cdccccc4CCHN 74
267 | Brclec(F)ccc1C(=0)c2c3cccee3n(C[C@H4CCCC[N+]4C)c2 74
268 | O=C(N1c2cccec2C[C@H]1C)c3en(C[C@H]4CCCC[N+]4C)c5cecec53 7.4
269 | O=C(clc2cccec2n(C[C@H]|3CCCC[N+]3C)cl)c4cccec4SCC 74
270 | Clclccecc1CC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 74
271 | Clcleee(F)c(C(=0)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2)cl 74
272 | Fcle(F)ce(F)c(C(=0)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2)cl 7.4
273 | O=C([CeH]1CCCC[C@@H]1CO)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2 7.4
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274 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4ce(ccc4SC)C 7.4
275 | Fcleee(cc1C(=0)c2c3cccee3n(C[C@H4CCCCIN+]4C)c2)C(F)(F)F 74
276 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdc5cec(c(N)c5eend)C 7.4
277 | Ocleccc2cIN(CCC2)C(=0)c3cdcccccdn(C[C@H]SCCCC[N+]5C)c3 7.4
278 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcc(N)cccaC 7.4
279 | Fcleee(cc1C(=0)c2c3cccee3n(C[C@H4CCCCIN+]4C)c2)C 7.3
280 | O=C(N[Ce@@H]1C=CCCC1)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2 7.3
281 | Clcleece(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7.3
282 | Brclcece(F)c(C(=O)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7.3
283 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4cecccd 7.3
284 | Clcleee(SC)ec1C(=0)c2c3cccce3n(C[C@H4CCCC[N+]4C)c2 7.3
285 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdcccec5edneend 7.3
286 | O=C(N1c2cec[nH+]c2N(CC1)C)c3cdcccecdn(C[C@H]5CCCC[N+]5C)c3 7.3
287 | Oclcc(OC)cc(C(=0)c2c3cccce3n(C[C@H]4CCCCIN+]4C)c2)cl 7.3
288 | FC(F)CN(C1CC1)C(=O)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2 7.3
289 | O=[S@@](clccceclC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)CC 7.3
290 | Oclecc2¢(SCO2)c1C(=0)c3c4cccccdn(C[C@H]5CCCCIN+]5C)c3 7.3
291 | Fclencec1C(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2 7.3
292 | O=C(clc2cccec2n(C[C@H]|3CCCC[N+]3C)cl)cdccce(c4C)C 7.3
293 | Oclcec(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)c(c1)C 7.3
294 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcsc(CCC)c4 7.3
295 | O=C(N1c2cc(ccc20[C@@H](C1)C)C)c3cdcceccdn(C[C@H]5CCCCIN+]5C)c3 7.3
296 | Clclecc(cclS(=0)(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)C 7.3
297 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcsc5c4CC[C@H](C5)C 7.3
298 | O=5(=0)(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcc[nH]c4 7.3
299 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)C(=0)cdc[nH]c5cccec54 7.3
300 | O=C(N(CC(C)C)C)clc2ccece2n(C[C@H]3CCCC[N+]3C)cl 7.3
301 | Fclecee(F)c1C(=0)c2c3cceec3n(C[C@H]4CCCC[N+]4C)c2 7.3
302 | BrcleesclS(=0)(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.3
303 | Clcleee(c(C(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2)c1)C 7.3
304 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdec(c(OC)c(c4C)C)C 7.3
305 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcc(ccc4OC)C 7.3
306 | O=C(clc2cccec2n(C[C@H]|3CCCC[N+]3C)cl)cdcccc5C(=0)coHecceco-c54 7.3
307 | Ocle(C(=0)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2)c(cc(nl)C)C 7.3
308 | Clclenec(Cl)e1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.3
309 | O=C([C@H]1c2ccec(c2C[N+]C1)C)c3cdceccedn(C[C@H]5CCCC[N+]5C)c3 7.3
310 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4ccccSecocs4 7.3
311 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)C4=C(OCCC4)C 7.3
312 | Fclee(N)c2cence(C(=0)c3cdcccecdn(C[C@H]5CCCCIN+]5C)c3)c2cl 7.3
313 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccccc4OC 7.3
314 | Fcle(cccc1C(=0)c2c3cccee3n(C[C@H4CCCCIN+]4C)c2)C 7.3
315 | O=C(N1CCC[C@H]2CCC[C@H]21)c3c4cccccdn(C[C@H]5CCCC[N+]5C)c3 7.3
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316 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)/C=C/C(C)C 7.3
317 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccecdC 7.3
318 | Brclec(F)c(IN)cc1C(=O)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.3
319 | Fclec(F)eec1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.3
320 | Fcle(C)eee(C(=0)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2)cl 7.2
321 | O=5(=0)(N1CCC[C@H]1C(=0)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2)C 7.2
322 | O=C(N[C@H]1CC=CCC1)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2 7.2
323 | O=C(NC1CCCCCC1)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 7.2
324 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccenc4OCC 7.2
325 | O=C(N[C@H](clcccs1)C)c2c3cceec3n(C[C@H]4CCCC[N+]4C)c2 7.2
326 | Fclecee(C(=0)c2en(C[C@H]3CCCC[N+]3C)c4cceccd2)cl 7.2
327 | Clcleece(N)c1C(=0)c2c3ccece3n(C[C@HJ4CCCC[N+]4C)c2 7.2
328 | O=5(=0)(N)clccceclC(=0)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2 7.2
329 | O=C(N1CCS[C@H]1CCC)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 7.2
330 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdcccecdN 7.2
331 | Cl[Ce@H](/C=C/C(=0)clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)C 7.2
332 | Clclece(NCC)c(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7.2
333 | Brcle(C(=0)c2c3cccee3n(C[C@H4CCCCIN+]4C)c2)ceend 7.2
334 | O=C(N(clccecenl)C)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2 7.2
335 | Fclece(F)c(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)c1F 7.2
336 | O=C([CeH]1[Ce@H](CCC[N+]1)C)c2cn(C[C@H]3CCCC[N+]3C)cdcccccd2 7.2
337 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcnccc4C 7.2
338 | O=C(clc2cccec2n(C[C@H]|3CCCC[N+]3C)cl)cdccccSencech4 7.2
339 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdc(nce(N)c4)C 7.2
340 | Fclece(F)enclC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.2
341 | Fclee(F)e(F)c(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)clF 7.2
342 | ClclenceclC(=0)c2c3cccce3n(C[C@HJ4CCCC[N+]4C)c2 7.2
343 | Fcleccecl[C@@H](O)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2 7.2
344 | Fcleee(N)c2cleenc2C(=0O)c3cdcccecdn(C[C@H]5CCCC[N+]5C)c3 7.2
345 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4ceccc4C(C)C 7.2
346 | O=C(O[Ce@H]1CCCC[C@H]1CC)c2cn(C[C@H]3CCCC[N+]3C)cdcccccd2 7.2
347 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcc(cc(c40C)C)C 7.2
348 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccsc4N 7.2
349 | O=C(clc2cccec2n(C[C@H]|3CCCC[N+]3C)cl)cdcccccdSCCEN 7.2
350 | Clclee(Clyce(O)cl1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.2
351 | Oclcece(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7.2
352 | O=C(C1(CCCC1)c2cccs2)c3c4cccccdn(C[C@H]5CCCC[N+]5C)c3 7.2
353 | Clclec(Cl)c(Cl)c(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)c10 7.2
354 | Clcleec2e(necc2c1N)C(=0)c3cdcccccdn(C[C@H]5CCCCIN+]5C)c3 7.2
355 | FC[C@@H]1CCCN1S(=0)(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.2
356 | Clcleece([C@@H](O)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2)cl 7.2
357 | O=C(clc(ccccl[N+]([O-])=0)C)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.2
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358 | Clcleee(Cl)ec1Oc2c3cecec3n(C[C@H]4CCCC[N+]4C)c2 7.2
359 | O=C(N1CCc2cccc(c21)C)c3cdcccccdn(C[C@H]SCCCC[N+]5C)c3 7.2
360 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)C(CC(C)C)(C)C 7.2
361 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcc(OC)cc(OC)c4 7.2
362 | O=C([C@H]1c2ccsc2CCC1)c3c4ccccedn(C[C@H]5CCCCIN+]5C)c3 7.2
363 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccce(SCC#C)cd 7.2
364 | C[N+]1CCCC[C@@H]1Cn2cc(c3cccce32)-c4non-5cc[nH]ccds4 7.2
365 | Fcleee(c(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl)C 7.2
366 | FC(F)(F)clccec(cIN)C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.2
367 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcecc(c4)C=C 7.2
368 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcc(SC)cecdC 7.2
369 | Brclecec(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7.2
370 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccce(c4)CHC 7.2
371 | Clclecc2¢(CCCN2C(=0)c3cdccecedn(C[C@H]5CCCCIN+]5C)c3)cl 7.2
372 | Fclec(C(=0)c2c3cccec3n(C[C@H]4CCCCIN+]4C)c2)cc(C(F)(F)F)cl 7.2
373 | O=C(CC(CC)CC)clc2cccce2n(C[C@H]3CCCC[N+]3C)cl 7.1
374 | Fcle(F)cec(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)c1F 7.1
375 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdce(-c5ccece5)cesd 7.1
376 | O=C(N1c2cccec2C[C@@H]([N+])C1)c3en(C[C@H]4CCCC[N+]4C)c5ccecc53 71
377 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4ccccc4CO 7.1
378 | O=C(clc2cccec2n(C[C@H]|3CCCC[N+]3C)cl)cdcc(cc(c40)C)C 7.1
379 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccccc31)cdceccecd-cbnec[nH]5 7.1
380 | Clclee(C)eecl1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.1
381 | S=C(N)clcceeccINC(=0)c2en(C[C@H]3CCCC[N+]3C)c4ceccc42 7.1
382 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccencdSC(C)C 7.1
383 | Fcleeee(C2(CC2)C(=0)c3cdcccccdn(C[C@H]5CCCCIN+]5C)c3)cl 7.1
384 | O=S(=0)(C[C@H]1CCCO1)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.1
385 | Clcleececl1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.1
386 | O=C([C@@H](CC1CCCC1)C)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.1
387 | Oclcc(O)ec(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7.1
388 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccec(OC(C)C)c4 7.1
389 | Fcle(F)ceec1C(=0)c2en(C[C@H]3CCCC[N+]3C)cdcccccd2 7.1
390 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccc(OCC)c4 7.1
391 | O=C(C[C@H](clcccecl)C)c2c3cccee3n(C[C@H]4CCCCIN+[4C)c2 7.1
392 | Fcleee(N)c(C(=O)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7.1
393 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccc(CC[N+])c4 7.1
394 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)/C(=N/OC)c4cccccs 7.1
395 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4cecc(c40)C 7.1
396 | Clcleece(c1C(=0)c2c3ccece3n(C[C@HJ4CCCC[N+]4C)c2)C 7.1
397 | Clcleececl[C@@H](O)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 7.1
398 | Fclecee(C(=0)c2en(C[C@H]3CCCC[N+]3C)c4ceccc42)cIN 7.1
399 | O=C([C@H]1c2ccccc2CC[N+]1)c3en(C[C@H]4CCCC[N+]4C)c5ccecc53 71
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400 | Clcleec(F)eelC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.1
401 | Brcleec(Cl)e(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7.1
402 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)/C(OC)=C/c4cccccd 7.1
403 | Fclecee(c1C)C(=0)c2en(C[C@H]3CCCC[N+]3C)c4cccecd? 7.1
404 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdc(C)csc4 7.1
405 | Fcleee(F)c(C(=0)C(=0)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2)cl 7.1
406 | O=C(C[CeH]1C[C@H]2CC[C@@H]1C2)c3c4cccccdn(C[C@H]5CCCC[N+]5C)c3 7.1
407 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdcccec4C(=0)C 7.1
408 | O=C(N[Ce@@H]1CCCC[C@H]1C[N+])c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2 7.1
409 | O=C(C1=CCCCC1)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.1
410 | FC(F)Oclccsc1C(=0)c2c3cceec3n(C[C@H]4CCCC[N+]4C)c2 7.1
411 | Clcleece(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)c10 7.1
412 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccec(NC(C)C)c4 71
413 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdc(O)ccc(c4)C 7.1
414 | Clcle(N)ccec1C(=0)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2 7.1
415 | Oclcec(C(C)C)cc1C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 7.1
416 | Clcle(ceec1C(=0)c2c3cccce3n(C[C@H4CCCC[N+]4C)c2)C 7
417 | Sclc(C(=0)c2c3cccec3n(C[C@H4CCCC[N+]4C)c2)ccend 7
418 | Clclece(NC)c(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7
419 | O=C(C[C@H](CCC)C)clc2cceccc2n(C[C@H]3CCCC[N+]3C)cl 7
420 | Clcleece(Cl)c1OC(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2 7
421 | Oclcec(O)c(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7
422 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4c(CC)ccs4 7
423 | Fcleee(N)cc1C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 7
424 | O=C(N(clccee(c1)C)C)c2c3cccec3n(C[C@H4CCCC[N+]4C)c2 7
425 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4cnenc4C 7
426 | Clcleec(ClnelC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7
427 | Clcle(F)cecc1C(=0)c2en(C[C@H]3CCCC[N+]3C)c4cccccd?2 7
428 | Fcleec2c(OCCN2C(=0)c3c4cccecdn(C[C@H]SCCCC[N+]5C)c3)cl 7
429 | Fclee(F)ec2cIN(CCC2)C(=0)c3cdcccccdn(C[C@H]5SCCCC[N+]5C)c3 7
430 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcc(C)cs4 7
431 | O=C(CC1CCC1)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7
432 | O=5(=0)(clc2ccccc2n(C[C@H]3CCCC[N+]3C)cl)cdcces4 7
433 | S=C(N)Cclcccec1C(=0)c2c3cccee3n(C[C@H4CCCC[N+]4C)c2 7
434 | Clclec(Cl)ce(Cl)c1C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 7
435 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdc(C)ces4 7
436 | O=C([Ce@eH]1CCCC[C@H]1C[N+])c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2 7
437 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcescd 7
438 | Clcleec(nclC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)NC 7
439 | Fclecee(C(=0)c2en(C[C@H]3CCCC[N+]3C)c4cceccd2)c10CC 7
440 | O=C(N(clcce(ccl)C)C)c2ce3cccec3n(C[C@H4CCCC[N+]4C)c2 7
441 | Fcle(cee(F)c1C(=0)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2)C 7
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442 | Oclcecec1C(=0)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2 7
443 | Fclecee(cINCCO)C(=0)c2en(C[C@H]3CCCC[N+]3C)c4cecccd2 7
444 | O=C([Ce@@H](C1CCCC1)C)c2c3ccecc3n(C[C@H]4CCCC[N+]4C)c2 6.9
445 | Fcleceec10OCC(=0)c2c3cccce3n(C[C@H4CCCC[N+]4C)c2 6.9
446 | Oclcec(OC)ccl1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.9
447 | FclecenclC(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2 6.9
448 | Clcleece(F)e1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.9
449 | O=C(C(CC)CC)clc2ccece2n(C[C@H]3CCCC[N+]3C)cl 6.9
450 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdceccecd-nSceccd 6.9
451 | FC(F)(F)clccenclC(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2 6.9
452 | Clcleec(nclC(=0)c2c3cecec3n(C[C@H]4CCCC[N+]4C)c2)N 6.9
453 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdc(C(C)C)ccs4 6.9
454 | O=C([Ce@@H](OCCC)C)clc2cccec2n(C[C@H]3CCCC[N+]3C)cl 6.9
455 | O=C([Ce@@H](C(C)C)C)clc2ccccc2n(C[C@H]3CCCC[N+]3C)cl 6.9
456 | Clclece(S(=0)(=0)C)cclC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.9
457 | Fcleec(F)e(C(=0)c2c3cccce3n(C[C@H]4CCCCIN+]4C)c2)c10C 6.9
458 | O=C(N[C@H]1CCSC1)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2 6.9
459 | Brcleee([N+]([O-])=0)ccl1C(=0)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2 6.9
460 | Fclecee(C(=0)c2en(C[C@H]3CCCC[N+]3C)cdcccccd2)cINC 6.9
461 | Clcleec(-n2ccen2)eclC(=0)c3cdcccccdn(C[C@H]5CCCC[N+]5C)c3 6.9
462 | O=C([Ce@H]1[C@](C1)(CC)C)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2 6.9
463 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccecl3)cdcccc5ecéeccccdecs54 6.8
464 | Clclecee(N(C(=0)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2)CC)cl 6.8
465 | Clcleece(Cl)c1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.8
466 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)[C@@H](CC#C)C 6.8
467 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccec(C[N+])c4 6.8
468 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)/C=C/CC 6.8
469 | O=C(C[Ce@@H]1C=CCC1)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2 6.8
470 | O=C(C1(CC1)c2cccc(c2)C)c3cdcccccdn(C[C@H]5CCCC[N+]5C)c3 6.8
471 | Clclecee(Cl)c1CS(=0)(=0)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2 6.8
472 | O=C(N1CCC[C@H]1C(C)C)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2 6.8
473 | O=C(CC1CCCCC1)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2 6.8
474 | O=C([CeH]1CCCC[C@@H]1[N+])c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2 6.8
475 | Clclec(Cl)cec1CS(=0)(=0)c2c3cceec3n(C[C@H]4CCCC[N+]4C)c2 6.8
476 | O=C([C@@H](SC)CC)clc2cccec2n(C[C@H]3CCCC[N+]3C)cl 6.8
477 | FC(F)Oclc(sc(c1)C)C(=O)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2 6.8
478 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccec(c4)C(=O)N 6.8
479 | Clcleece(O)c1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.8
480 | Oclcece(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)c10 6.8
481 | Fclecee(C(=0)c2en(C[C@H]3CCCC[N+]3C)c4ccccc42)cINN 6.8
482 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccee31)cdeccccdC(OC)=0 6.8
483 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)C(c4cccecd)=C 6.7
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484 | O=C(C(C1CC1)C2CC2)c3c4cccccdn(C[C@H]5CCCCIN+]5C)c3 6.7
485 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccec4CC 6.7
486 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdcccecd-cSencecd 6.7
487 | O=C([C@H]([N+]1CCCCCC1)C)c2en(C[C@H]3CCCC[N+]3C)c4cccccd2 6.7
488 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)[Ce@H](OCC=C)C 6.7
489 | O=C(CC1CCCCCC1)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.6
490 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)COCC(C)C 6.6
491 | O=C([Ce@@H](C1CC1)C)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2 6.5
492 | O=C(clc2ccccc2n(C[C@H]3CCCC[N+]3C)cl)cdcccs4 6.5
493 | Clclecee(C2(CC2)C(=0)c3cdcccccdn(C[C@H]5CCCCIN+]5C)c3)cl 6.5
494 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)CCc4cccecd 6.4
495 | O=C([Ce@]1(C[C@@H]1C[N+])c2cccs2)c3cdccecccdn(C[C@H]5CCCCIN+]5C)c3 6.4
496 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)Cc4ccscs 6.3
497 | Fcleec(C(=0)C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2)ccl 6.2
498 | FC(F)(F)[Ce@@H](CC(=O)clc2ccccc2n(C[C@H]3CCCC[N+]3C)c1)C 6.2
499 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)/C(C)=C/C 59
500 | O=C([C@H]([N+])clcce(CC)ccl)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 5.8

Table S8. List, SMILE and predicted pKi values for Series 4 in CB:1 receptor.

N° | SMILES Pred pKi

1 O=C(C1C(CL(C)C)(C)C)c2en(c3cceec32)CCSS([O-])(=0)=0 8.5
2 0O=5(=0)(CCCnlcc(C(=0)C2C(C2(C)C)(C)C)cBceece31)CCHC 8.5
3 O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC4CCSCC4)c2 8.4
4 O=C(C1C(C1H(C)C)(C)C)c2c3cccee3n(CCCCACCCCA)c2 8.3
5 O=C(C1C(CL(C)C)(C)C)c2c3cccec3n(CCnécec(nd)C)c2 8.3
6 O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(Cedeenc(c4)C)c2 8.3
7 Fclece(CCn2cc(C(=0)C3C(C3(C)C)(C)C)cdeccccd?)eclC 8.2
8 O=C(C1C(C1(C)C)(C)C)c2c3cceee3n(C[C@H](CC(C)(C)C)C)c2 8.2
9 O=C(C1C(C1H(C)C)(C)C)c2c3cccee3n(CCelencecd)c2 8.2
10 O=C(C1C(C1(C)C)(C)C)c2en(CC[C@@H]3C[C@H]4CC[C@@H]3C4)c5cccce52 8.2
11 O=C(C1C(CL(C)C)(C)C)c2en(c3cccec32)CCSCC(O)C 8.2
12 O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CC[C@H](O)C(C)=C)c2 8.1
13 Felece(Cn2ec(C(=0)C3C(C3(C)C)(C)C)cdcececd2)cc10C 8.1
14 Felecee(Sn2cc(C(=0)C3C(C3(C)C)(C)C)cdeccccd?)cl 8.1
15 O=C(C1C(C1(C)C)(C)C)c2c3cceee3n(CCC4=CCCCC4)c2 8.1
16 O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(Cedcecscd)c2 8.1
17 Clclec(Cn2ec(C(=0)C3C(C3(C)C)(C)C)cdeccccd2)cend 8.1
18 O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(Ccdeenccd)c2 8.1
19 Fcle(C)ece(Cn2ec(C(=0)C3C(C3(C)C)(C)C)cdcececd2)cl 8.1
20 O=C(C1C(C1H(C)C)(C)C)c2c3cccee3n(CCeleenccd)c2 8.1
21 Fclecee(Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdeccecd?)cl 8.1
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22 O=C(C1C(C1(C)C)(C)C)c2c3cccec3n([C@@H](O)cdecscd)c2 8.1
23 O=C(C1C(CL(C)C)(C)C)c2c3cceee3n(CCCCC(C)C)c2 8.1
24 O=C(C1C(CL(C)C)(C)C)c2c3cceecc3n(CCCCC=C)c2 8.1
25 Fcleec(O)e(Cn2ec(C(=0)C3C(C3(C)C)(C)C)cdeececd2)cl 8
26 O=C(C1C(CL(C)C)(C)C)c2c3ccece3n(CCCCCCC)c2 8
27 O[C@H](C1CC1)Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdeccccd?2 8
28 O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(Ccéceec(s4)C)c2 8
29 Fcle(O)cce(Cn2ec(C(=0)C3C(C3(C)C)(C)C)cdeececd2)cl 8
30 O=C(C1C(C1L(C)C)(C)C)c2en(SC3CCCCC3)cdceccccd2 8
31 Clclece(Cn2ec(C(=0)C3C(C3(C)C)(C)C)cdeccecd2)ccl 8
32 FC(F)(F)C[C@@H](O)Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccccc3l 8
33 O=C(C1C(C1L(C)C)(C)C)c2c3cceec3n(CCCC(C)=C)c2 8
34 O=C(C1C(CL(C)C)(C)C)c2c3ccece3n(CCCCCCCHN)c2 8
35 O=C(C1C(CL(C)C)(C)C)c2c3cceece3n(CSCCACC4)c2 8
36 O=C(C1C(CL(C)C)(C)C)c2c3cccce3n(C[C@H](CC(C)C)C#N)c2 8
37 O=C(C1C(CL(C)C)(C)C)c2c3cceec3n(CCC4CCCC4)c2 8
38 Clclecec(Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdeccccd?)cl 7.9
39 O=C(C1C(CL(C)C)(C)C)c2c3cceee3n(C[C@H](SCC)C)c2 7.9
40 O=C(C1C(CH(C)C)(C)C)c2c3cccec3n(Cedcecc(ccd)CHN)c2 7.9
41 O=5(=0)(CCS(=0)(=0)n1cc(C(=0)C2C(C2(C)C)(C)C)c3ccecec31)C 79
42 FC(F)(COCn1cc(C(=0)C2C(C2(C)C)(C)C)cBcceec31)C(F)F 7.9
43 O=C(C1C(CL(C)C)(C)C)c2c3cceece3n(CCCCACCCCCE)c2 79
44 Clclece(s1)Cn2cec(C(=0)C3C(C3(C)C)(C)C)cdeccccd?2 7.9
45 O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(Ccdenc(O)ccd)c2 7.9
46 CIC1(CI)[C@H](C1)COn2cc(C(=0)C3C(C3(C)C)(C)C)cdcceccd2 7.9
47 O=C(C1C(CL(C)C)(C)C)c2c3cceece3n(CC[C@@H]4COCCC4)c2 7.9
48 Clclc(F)ece(Cn2ce(C(=0)C3C(C3(C)C)(C)C)cdcccccd2)cl 7.9
49 O=C(C1C(CL(C)C)(C)C)c2c3ccece3n(CC4=CC[C@@H](CC4)C)c2 7.9
50 O=C(C1C(C1(C)C)(C)C)c2en([C@@H]([N+])CC3CCCC3)cdcccccd2 7.9
51 FC(F)(F)[Ce@@H](O)CSnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccecc3l 7.9
52 O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCclceneccd)c2 7.9
53 Fclec(F)cec1Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdcccccd2 79
54 Clclee(F)c(Cn2ec(C(=0)C3C(C3(C)C)(C)C)cdeccccd2)ccl 79
55 O=C(C1C(C1L(C)C)(C)C)c2en(NCC[C@@H](O)C)c3cccec32 7.9
56 0O=51(=0)CC[C@H](C1)CCn2cc(C(=0)C3C(C3(C)C)(C)C)cdcccecd?2 7.9
57 O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(Ccdcec5e(nonb)cd)c2 7.9
58 O=C(C1C(CL(C)C)(C)C)c2c3ccece3n(CC/C=C(\ CO)C)c2 79
59 O=C(C1C(CL(C)C)(C)C)c2c3cccce3n(C[Ce@H]4CC[C@H](C4)C)c2 7.9
60 O=C(C1C(CL(C)C)(C)C)c2c3cccec3n(CC[S@@] (=0)C)c2 7.9
61 Fcle(F)cce(Sn2ce(C(=0)C3C(C3(C)C)(C)C)cdcccecd?2)cl 7.8
62 Brclec(Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdcecced2)esl 7.8
63 O=C(C1C(CL(C)C)(C)C)c2en(NCC3CCC3)cdcccecd2 7.8
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64 O=C(C1C(CL(C)C)(C)C)c2c3ccece3n(CCCACCCE)c2 7.8
65 O=C(C1C(CL(C)C)(C)C)c2en(NCCC(C)(C)C)c3ccece32 7.8
66 O=C(C1C(CL(C)C)(C)C)c2c3cceece3n(CC4CCCCE)c2 7.8
67 FC(F)(F)OCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccece3l 7.8
68 O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(Ccdccocd)c2 7.8
69 O=C(C1C(CL(C)C)(C)C)c2en(SCCICCCC3)cdceccccd?2 7.8
70 FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 7.8
71 O=C(C1C(CL(C)C)(C)C)c2c3ccece3n(CCCSCC)c2 7.8
72 O=C(C1C(CL(C)C)(C)C)c2c3ccece3n(CCS(=0)(=0)C)c2 7.8
73 Fclenec(CCn2ec(C(=0)C3C(C3(C)C)(C)C)cdececcd2)cl 7.8
74 O=C(C1C(CH(C)C)(C)C)c2c3cccec3n(Ccdencecd)c2 7.8
75 Clcleee(s1)CSn2cc(C(=0)C3C(C3(C)C)(C)C)cdcccecd2 7.8
76 O=C(C1C(C1L(C)C)(C)C)c2c3cccecc3n(C[Se@@] (=0)[C@H](CC)C)c2 7.8
77 O=C(C1C(C1(C)C)(C)C)c2c3cceec3n(CC[C@H]4CCC(=0)N4)c2 7.8
78 O=C(C1C(C1(C)C)(C)C)c2c3cceee3n(CCCCCCHC) 2 7.8
79 Clcleee(s1)CCn2cc(C(=0)C3C(C3(C)C)(C)C)cdcecccd?2 7.8
80 O=C(C1C(CL(C)C)(C)C)c2c3ccece3n(CCSCACCOCCH)c2 7.8
81 O=C(C1C(CL(C)C)(C)C)c2c3cceee3n(CCSC(C)(C)C)c2 7.8
82 O=C(C1C(CL(C)C)(C)C)c2c3cceee3n(CCCC(C)(C)C)c2 7.8
83 FC(F)(F)CCNnlce(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 7.8
84 O=C(C1C(CL(C)C)(C)C)c2en(c3cceec32)CCSCC=C 7.8
85 FC1(F)CCC(CC1)Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdcceccd2 7.8
86 O=C(C1C(CL(C)C)(C)C)c2en(SC[C@H](CC)C)c3ccece32 7.7
87 O=C(C1C(CL(C)C)(C)C)c2c3ccece3n(CCCSCCHN)c2 7.7
88 O=C(C1C(CL(C)C)(C)C)c2en(CCSCCOC)c3cccec32 7.7
89 O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCcécecc[nH]4)c2 7.7
90 O=C(C1C(CL(C)C)(C)C)c2c3cceee3n(CCCACC4)c2 7.7
91 O=C(C1C(CL(C)C)(C)C)c2c3ccece3n(COCC(C)C)c2 7.7
92 O=C(C1C(C1(C)C)(C)C)c2en([C@@H]([N+])Cc3cncce3)cdcccccd2 7.7
93 O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(Ccdcencend)c2 7.7
94 O=C(C1C(C1H(C)C)(C)C)c2c3cccee3n(Ccédcee(cs4)CHN)c2 7.7
95 FC(F)(CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec31)C(F)(F)F 7.7
96 O=C(C1C(CH(C)C)(C)C)c2en(Sc3cc(nen3)C)cdcccecd? 7.7
97 Fcle(F)cee(CSn2cec(C(=0)C3C(C3(C)C)(C)C)cdceececd2)cl 7.7
98 Clclece(Cn2cec(C(=0)C3C(C3(C)C)(C)C)cdcececd?)cclF 7.7
99 O[C@H](C1CC1)CCn2cc(C(=0)C3C(C3(C)C)(C)C)cdeccecd2 7.7
100 | CIC(Cl)CCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 7.7
101 | O=5(=0)(CCCnlcc(C(=0)C2C(C2(C)C)(C)C)cBccece31)C 7.7
102 | O=C(C1C(C1(C)C)(C)C)c2c3cceecc3n(C[N+]4CCCCC4)c2 7.7
103 | O=C(C1C(C1(C)C)(C)C)c2c3cceec3n(c2)CCHCCCC 7.7
104 | Fclceee(SCn2cc(C(=0)C3C(C3(C)C)(C)C)cdeccecd2)cl 7.7
105 | Cleclecee(Sn2ce(C(=0)C3C(C3(C)C)(C)C)cdcccccd?)cl 7.7
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106 | O=C(C1C(C1(C)C)(C)C)c2en(c3cccec32)CCSCCC 7.7
107 | O=C(C1C(C1(C)C)(C)C)c2en(CCC(C)(C)C#N)c3cccee3?2 7.7
108 | O[CeH]([Ce@H](CC)C)Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccce3l 7.7
109 | Fclene(Cn2ec(C(=0)C3C(C3(C)C)(C)C)cdceccecd2)ccl 7.7
110 | O=C(C1C(C1(C)C)(C)C)c2c3cceee3n(CCSSC)c2 7.7
111 | O=C(C1C(C1(CO)C)(C)C)c2c3ccece3n(CedesccdC)c2 7.7
112 | O=C(C1C(C1(C)C)(C)C)c2c3cceecc3n(CCC=C(C)C)c2 7.7
113 | O=C(C1C(CL(C)C)(C)C)c2en(NC[C@H]3CC=CCC3)c4cccecd2 7.7
114 | O=C(C1C(CL(C)C)(C)C)c2c3cceee3n(CCCC(C)C)c2 7.7
115 | O=C(C1C(C1(CO)C)(C)C)c2c3ccece3n(Cedecc(04)C)c2 7.7
116 | SC(=S)NCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 7.7
117 | O=C(C1C(C1(O)C)(C)C)c2en(SCc3encec3)cdeccecd? 7.6
118 | Fclcec(Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdececcd?)eclC 7.6
119 | FC(SCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccccc31)(F)F 7.6
120 | Cleclec(F)ceclSn2ce(C(=0)C3C(C3(C)C)(C)C)cdcecccd2 7.6
121 | CIC(C[N+]Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec31)=C 7.6
122 | O=C(C1C(C1(C)C)(C)C)c2c3cceecc3n(CSCCHN) 2 7.6
123 | Fcle(F)cec(Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdcecccd?)cl 7.6
124 | O=C(C1C(C1(O)C)(C)C)c2en(Sc3cencen3)cdceccccd2 7.6
125 | Fclece([C@H](O)n2cc(C(=0)C3C(C3(C)C)(C)C)cdcecccd2)ccl 7.6
126 | O=C(C1C(CL(C)C)(C)C)c2c3cccece3n(Cedec(C(OC)=0)cod)c2 7.6
127 | FC(F)(F)COCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccce3l 7.6
128 | O=C(C1C(CL(C)C)(C)C)c2en(NCC3CC3)c4cccccd2 7.6
129 | O=C(C1C(C1(C)C)(C)C)c2c3ccecc3n(CCCc4c[nH]nc4C)c2 7.6
130 | O=C(C1C(CL(C)C)(C)C)c2en(SCCC(C)(C)C)c3ccece32 7.6
131 | O=C(C1C(CL(C)C)(C)C)c2c3cccce3n(Cedesc([N+]([O-])=0)cd)c2 7.6
132 | O=C(C1C(C1(C)C)(C)C)c2c3cceecc3n(CSCCACCCCE)c2 7.6
133 | CIC(CCnlce(C(=0)C2C(C2(C)C)(C)C)c3cecec3l)(C)C 7.6
134 | O=C(C1C(C1(O)O)(C)C)c2en(SCc3ccsc3)cdcceccd2 7.6
135 | O=C(C1C(C1(C)C)(C)C)c2c3ccecc3n(CCCO[N+]([O-])=0)c2 7.6
136 | O=C(C1C(C1(C)C)(C)C)c2c3ccecc3n(CC[C@@H]4C(C(OC4)=0)=C)c2 7.6
137 | O=C(C1C(C1(C)C)(C)C)c2en(OCc3ccsc3)cdcccccd? 7.6
138 | O=C(C1C(C1(C)C)(C)C)c2c3ccece3n(Cn+]4cce(C)ecd)c2 7.6
139 | O=C(C1C(C1(C)C)(C)C)c2c3cceecc3n(CCCCOC)c2 7.6
140 | O=C(C1C(CL(C)C)(C)C)c2c3cceee3n(CCC(CC)CC)c2 7.6
141 | SCC1(Cn2cc(C(=O)C3C(C3(C)C)(C)C)cdcecccd2)CCl 7.6
142 | O=C(C1C(CL(C)C)(C)C)c2en(OCCCC)c3ccece32 7.6
143 | O=C(C1C(C1(C)C)(C)C)c2c3ccecc3n(C[N+][C@@H]4C(C4)(C)C)c2 7.6
144 | O=C(C1C(C1(C)C)(C)C)c2c3cceece3n(CC[C@@H](C)C#N)c2 7.6
145 | O=C(C1C(C1(O)C)(C)C)c2c3ccece3n(Cn+]4csccd)c2 7.6
146 | FCCCNnlcec(C(=0)C2C(C2(C)C)(C)C)c3ccece3l 7.6
147 | O=C(C1C(C1(C)C)(C)C)c2c3cceec3n(CC[C@@H](SC)C)c2 7.6
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148 | O=C(C1C(C1(C)C)(C)C)c2en(SS[C@@H](CC)C)c3ccecc32 7.6
149 | O=C(C1C(C1(C)C)(C)C)c2c3ccece3n(CC[C@H]4CCC[C@H](C4)C)c2 7.6
150 | O=C(C1C(C1(C)C)(C)C)c2c3cceece3n(CC4CC(C4)C)c2 7.6
151 | O=C(C1C(C1(C)C)(C)C)c2ecn(OCC3CCC3)cdcccccd2 7.6
152 | FC(F)(F)CCSnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 7.6
153 | O=C(C1C(CL(C)C)(C)C)c2en(CCSCC)c3cccec32 7.6
154 | O=C(C1C(C1(C)C)(C)C)c2c3ccece3n(CNcdcenen4)c2 7.6
155 | FC(F)(Cnlcc(C(=0)C2C(C2(C)C)(C)C)cBcccce31)[C@H](F)C(F)(F)F 7.6
156 | O=C(C1C(C1(C)C)(C)C)c2c3cceec3n(CCCC=4[N-]N=NN4)c2 7.6
157 | O=C(C1C(C1(C)C)(C)C)c2c3cceecc3n(C[S@@](=0)CC)c2 7.6
158 | Clcleee(Sn2ec(C(=0)C3C(C3(C)C)(C)C)cdcccccd?)ccl 7.6
159 | Fclcee(Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdcceccd?)cecl 7.6
160 | O=C(C1C(C1(C)C)(C)C)c2en(OC[Ce@H]3[C@H](C3)C)cdcccccd2 7.6
161 | O=C(C1C(C1(C)C)(C)C)c2c3ccece3n(C[n+]4cceccd)c2 7.5
162 | Fclen(nnl)Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdcccecd2 7.5
163 | O=C(C1C(C1(C)C)(C)C)c2en(NCCSC)c3cccec32 7.5
164 | O=C(C1C(C1(C)C)(C)C)c2c3cceecc3n(CCCc4cen[nH]c4C)c2 7.5
165 | O=C(C1C(C1(C)C)(C)C)c2c3cceecc3n([C@@H]([N+])CCC(C)C)c2 7.5
166 | O=C(C1C(C1(C)C)(C)C)c2c3ccece3n(Cedeccod)c2 7.5
167 | O=C(C1C(C1(C)C)(C)C)c2c3cceec3n(CCCC4CC4)c2 7.5
168 | O=C(C1C(C1(C)C)(C)C)c2en(OC[C@H]3CS3)c4cccccd2 7.5
169 | CIC(Cl)=CCOnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 7.5
170 | O=C(C1C(C1(C)C)(C)C)c2c3cccce3n(CCc4cenes4)c2 7.5
171 | O=C(C1C(C1(C)C)(C)C)c2c3cceece3n(CSCACCCC4)c2 7.5
172 | O=C(C1C(C1(C)C)(C)C)c2c3ccecc3n(CCCOC(C)C)c2 7.5
173 | Fclece([S@@](=0)n2cc(C(=0)C3C(C3(C)C)(C)C)cdeccecd2)ccl 7.5
174 | O=C(C1C(C1(C)C)(C)C)c2en(Sc3ncens3)cdcceccd2 7.5
175 | O=C(C1C(C1(C)C)(C)C)c2en(Sc3cenccc3)c4cecccd?2 7.5
176 | Cl/C=C/COnlcc(C(=0)C2C(C2(C)C)(C)C)c3cceec3l 7.5
177 | O=C(C1C(C1(C)C)(C)C)c2c3cccce3n(CC[N+]C(C)C)c2 75
178 | FC(F)(F)C[C@H](Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec31)C 7.5
179 | O=C(C1C(CL(C)C)(C)C)c2en(SCCCC)c3cccec32 7.5
180 | O=C(C1C(CL(C)C)(C)C)c2en(OCCS(=0)(=0)C)c3cccec32 7.5
181 | O=C(C1C(C1(C)C)(C)C)c2c3cceec3n(CSCCCC)c2 7.5
182 | O=C(C1C(C1(C)C)(C)C)c2c3cceecc3n(CC[C@H]4C=CCC4)c2 7.5
183 | Brcleecnt+](Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdcceccd?)cl 7.5
184 | O=C(C1C(C1(O)O)(C)C)c2en(SCCc3cencce3)c4cecccd2 7.5
185 | Fclee(Cn2cec(C(=0)C3C(C3(C)C)(C)C)cdeccecd?)cenl 7.5
186 | FC(F)(F)CSCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 7.5
187 | FC(F)(F)C[N+]Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccece31 7.5
188 | O=C(C1C(C1(C)C)(C)C)c2c3cceee3n(CC(CC)CC)c2 7.5
189 | O=C(C1C(C1(C)C)(C)C)c2c3cceec3n(C[N+][C@H]4[C@H](CCC4)C)c2 7.5
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190 | O=C(C1C(C1(C)C)(C)C)c2c3cccce3n(C[S@@](=0)C4CCCC4)c2 7.5
191 | O=C(C1C(CL(C)C)(C)C)c2c3ccece3n(CC[N+]4CC[C@H](C4)C)c2 7.5
192 | O=C(C1C(C1(C)C)(C)C)c2en(c3cccec32)CCC(C)(C)C 7.4
193 | O=C(C1C(CL(C)C)(C)C)c2c3cccce3n(C[C@H](c4ccsc4)C)c2 7.4
194 | O=C(C1C(CL(C)C)(C)C)c2en(SCCSCC)c3cccec32 7.4
195 | O=C(C1C(CL(C)C)(C)C)c2en(SSC3CCCCC3)cdcceccd2 7.4
196 | O=C(C1C(C1(C)C)(C)C)c2en(Sc3cence3)c4cecccd?2 74
197 | FC(SCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec31)(F)F 7.4
198 | O=C(C1C(C1(C)C)(C)C)c2c3cceec3n(CC[C@@H]4CCOC4)c2 7.4
199 | O=C(C1C(C1(C)C)(C)C)c2c3cceecc3n(CC[Ce@H]([S@](=0)C)C)c2 7.4
200 | O=C(C1C(C1(C)C)(C)C)c2cn([S@](=0)CCCC)c3ccece32 74
201 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CSCCCCC)c2 7.4
202 | O=C(C1C(C1(C)C)(C)C)c2cn(SCC3CCOCC3)c4cceccd2 7.4
203 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCCC)c2 7.4
204 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CO[C@H]4CCOC4)c2 7.4
205 | O=C(C1C(C1(C)C)(C)C)c2cn(NCCC(C)C)c3cccec3?2 7.4
206 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(S(=0)(=0O)NC4CCC4)c2 7.4
207 | O=C(C1C(C1(C)C)(C)C)c2cn(OCCSCC)c3cccec32 7.4
208 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC[C@H](CC)C)c2 7.4
209 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCACCC(CCE)C)c2 7.4
210 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC4=CCCCC4)c2 7.4
211 | Fcle(F)c(F)ec(Cn2ec(C(=0)C3C(C3(C)C)(C)C)cdcccccd2)cl 7.4
212 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CS[C@@H](CC)C)c2 7.4
213 | O=C(CIC(C1(C)C)(C)C)c2cn(SCCS(=0)(=0)C)c3ccece32 74
214 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCCCHC)c2 7.4
215 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCOC=C)c2 7.4
216 | O=C(C1C(C1(C)C)(C)C)c2en(Sc3enc(ecn3)C#N)cdcceccd2 74
217 | O=C(C1C(C1(C)C)(C)C)c2cn(SCC3CCCCC3)cdcccccd? 7.4
218 | Fcleee(Sn2cc(C(=0)C3C(C3(C)C)(C)C)cdcecced2)ccl 7.4
219 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(COCLACCCCE)c2 7.4
220 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+]CCS([O-])(=0)=0)c2 7.4
221 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(COCCACCE)c2 7.4
222 | O=C(C1C(C1H(C)C)(C)C)c2c3cccec3n(COCc4cenccd)c2 74
223 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C/C=C/CC)c2 7.4
224 | O=C(C1C(C1(C)C)(C)C)c2cn(c3cceec32)/C=C\CC(C)C 7.4
225 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+]CC4CCC4)c2 7.4
226 | O=C(C1C(C1(C)C)(C)C)c2en(SC[C@@H](O)CC)c3ccccc32 7.4
227 | S=C(N)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccecc3l 74
228 | O=C(C1C(C1(C)C)(C)C)c2en(Sc3ccc(03)C=0O)cdcccccd? 74
229 | O=C(C1C(C1(C)C)(C)C)c2en(SCCc3encec3)c4cececcd? 74
230 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(COCLCCOCCE)c2 7.4
231 | O=C(C1C(C1(C)C)(C)C)c2en(NCCC)c3cccec3?2 7.4
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232 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCC[C@@H]4CCOC4)c2 7.4
233 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCC[C@@H]([N+]C)C)c2 7.4
234 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC[C@HJ4CO4)c2 7.3
235 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CSCC(C)C)c2 7.3
236 | O=C(C1C(C1(C)C)(C)C)c2cn(SCCC(C)C)c3cccec32 7.3
237 | Fcle(F)cee(CCn2ec(C(=0)C3C(C3(C)C)(C)C)cdeccecd2)cl 7.3
238 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+]C4CCC4)c2 7.3
239 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[Ce@H]4C[C@@H](OC)C[N+]4)c2 7.3
240 | O=C(C1C(C1(C)C)(C)C)c2cn(SCC3CC3)cdcceccd2 7.3
241 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[S@@](=O)cdcecs4)c2 7.3
242 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC4=CCCC4)c2 7.3
243 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[S+]4CCCC4)c2 7.3
244 | O=C(C1C(C1H(C)C)(C)C)c2c3cccec3n(CCeleccod)c2 7.3
245 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCOC=C)c2 7.3
246 | FCCCCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 7.3
247 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C/C=C/C(C)C)c2 7.3
248 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(COCECCE)c2 7.3
249 | O=C(C1C(C1(C)C)(C)C)c2en(NC[C@@H]3CCOC3)c4cccccd2 7.3
250 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(COc4cenccd)c2 7.3
251 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[C@@H]([N+])CCC)c2 7.3
252 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(Cn+]4csc(c4)C)c2 7.3
253 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCC4CCCCC4)c2 7.3
254 | O=C(C1C(C1(C)C)(C)C)c2en([C@H](CCSC)C)c3cccec32 7.3
255 | I/C=C/Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 7.3
256 | Clclec(CCn2cc(C(=0)C3C(C3(C)C)(C)C)cdcecccd2)csl 7.3
257 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC[N+][C@H](C4CC4)C)c2 7.3
258 | O=5(=0)(CC(C)C)Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 7.3
259 | IC#CCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cceec3l 7.3
260 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(c2)CCHCCCHC 7.3
261 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCCC(=0)C)c2 7.3
262 | Fclecee(CSn2cec(C(=0)C3C(C3(C)C)(C)C)cdeecccd2)cl 7.2
263 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCIN+]C(C)(C)C)c2 7.2
264 | O=C(C1C(C1(C)C)(C)C)c2cn(SCc3cccs3)cdeccecd? 7.2
265 | O=C(C1C(C1(C)C)(C)C)c2en(SC[C@H]3CCC[N+]3)c4cceccd2 7.2
266 | O=C(C1C(C1(C)C)(C)C)c2en(NCCCSC)c3ceccc32 7.2
267 | O=C(C1C(C1(C)C)(C)C)c2cn(NCCC#N)c3cceec32 7.2
268 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCCHC)c2 7.2
269 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(Cedeec(04)C=0)c2 7.2
270 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC[N+]4CC=CCC4)c2 7.2
271 | O=C(C1C(C1(C)C)(C)C)c2cn(SC3CCCC3)c4cccccd2 7.2
272 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCCSC)c2 7.2
273 | O=C(C1C(C1(C)C)(C)C)c2cn(SCCC#C)c3ccecc32 7.2
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274 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC[N+]4CC4)c2 7.2
275 | FC(F)(F)CSnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccecc3l 7.2
276 | SCCCCnlec(C(=0)C2C(C2(C)C)(C)C)c3ccece3l 7.2
277 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[C@H](C4CC4)C)c2 7.2
278 | O=C(C1C(C1(C)C)(C)C)c2cn(SC/C=C/C)c3cccec32 7.2
279 | FCCOCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccccc3l 72
280 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(c2)CC=C(C)C 7.2
281 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+][C@@H](CC)C)c2 7.2
282 | O=C(C1C(C1(C)C)(C)C)c2en(NC[C@@H]3CCC=CO3)c4cccccd2 7.2
283 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCSC(C)C)c2 7.2
284 | Clcle(F)cec(Sn2ec(C(=0)C3C(C3(C)C)(C)C)cdececcd2)cl 7.2
285 | FC(F)(F)CCCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccecc3l 7.2
286 | O=C(C1C(C1(C)C)(C)C)c2en([C@@H]([N+])CC3CC3)cdccecc42 7.2
287 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[Ce@@H4[C@H](C4)C)c2 7.2
288 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCCCC)c2 7.2
289 | O=C(C1C(C1(C)C)(C)C)c2cn(c3cecce32)CCSC 7.2
290 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCelc(nocdC)C)c2 7.2
291 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(COCCC)c2 7.2
292 | FC(F)CNnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 7.2
293 | O=C(C1C(C1(C)C)(C)C)c2en(NCCH#CC)c3cccec32 7.2
294 | F[C@H]1CC[C@@H]([N+]Cn2cc(C(=0)C3C(C3(C)C)(C)C)c4cecccd2)Cl 7.2
295 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC[C@H4CCCC[N+]4)c2 7.2
296 | FCCCOnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccece3l 7.1
297 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCC4(N=N4)C)c2 7.1
298 | O=C(C1C(C1(C)C)(C)C)c2cn(c3ccccc32)/C=C\C=C/CC 7.1
299 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCN(C)C(=0)C)c2 7.1
300 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CScécces4)c2 7.1
301 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(Cedeec(04)CHN)c2 7.1
302 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC/C=C\CC)c2 7.1
303 | O=C(C1C(C1(C)C)(C)C)c2en(SSSC)c3ccece32 7.1
304 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C/C=C/C)c2 7.1
305 | O=C(C1C(C1(C)C)(C)C)c2cn(c3ceeec32)C(CCCC)=C 7.1
306 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC[C@H](O)CC)c2 7.1
307 | O=C(C1C(C1H(C)C)(C)C)c2c3cccec3n(CCeclencend)c2 7.1
308 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC[C@@H](O)C)c2 7.1
309 | CIC(ClH)=CCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 7.1
310 | O=C(C1C(C1(C)C)(C)C)c2cn(N/C=C/C)c3cccec32 7.1
311 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCScdenn[nH]4)c2 7.1
312 | BrC(C[N+]Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccece31)=C 7.1
313 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC/C=C/C)c2 7.1
314 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(S(=0)(=0)NCC(C)(C)C)c2 71
315 | O=C(C1C(C1(C)C)(C)C)c2en([C@@H]([N+])CCCCC)c3ccecc32 7.1
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316 | O=C(C1C(C1(C)C)(C)C)c2en(OCCSC)c3eccec32 7.1
317 | O=C(C1C(C1(C)C)(C)C)c2c3cccecd3n(C[C@H](CCC)C)c2 7.1
318 | O=C(C1C(C1(C)C)(C)C)c2en(OCCICC3)cdcccecd?2 7.1
319 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCC(C)C)c2 7.1
320 | FC(F)(Cnlce(C(=0)C2C(C2(C)C)(C)C)c3ecccc31)C(F)F 7.1
321 | O=C(C1C(C1(C)C)(C)C)c2c3cccecd3n(CC[C@@H]ACCIN+]C4)c2 7.1
322 | FC(F)(F)C[N+](CCnlce(C(=0)C2C(C2(C)C)(C)C)c3eccec31)C 7.1
323 | FC1(F)CC[N+](C1)CCn2cc(C(=0)C3C(C3(C)C)(C)C)cdeccccd? 7.1
324 | FC([S@@](=0)n1cc(C(=0)C2C(C2(C)C)(C)C)c3ecccc31)(F)C(F)F 7.1
325 | O=C(C1C(C1(C)C)(C)C)c2c3cccecd3n(CSC(C)C)c2 7.1
326 | FC(F)(F)CCnlcc(C(=0)C2C(C2(C)C)(C)C)c3eccecdl 7.1
327 | 0=[S@](CC(C)C)Cnlee(C(=0)C2C(C2(C)C)(C)C)c3ececc3l 7.1
328 | O=C(C1C(C1(C)C)(C)C)c2c3cccecdn(CIN+]/C4CCCCA)c2 7.1
329 | O=C(C1C(C1(C)C)(C)C)c2c3cccecd3n(CNC=4CCCCCIN+]4)c2 7.1
330 | O=C(C1C(C1(C)C)(C)C)c2c3cccecd3n(CCCOCC=C)c2 7.1
331 | Cl/C(=C\Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3eccecd1)C 7.1
332 | O=C(C1C(C1(C)C)(C)C)c2c3cccecd3n(CIN+]CC(C)C)c2 7.1
333 | Cl[CeeH](F)C([Se@](=0)n1cc(C(=0)C2C(C2(C)C)(C)C)c3ecccc31)(F)F 7.1
334 | Cl[C@@H](F)C(Sn1cc(C(=0)C2C(C2(C)C)(C)C)c3eccec31)(F)F 7.1
335 | O=C(C1C(C1(C)C)(C)C)c2en(SCC=C(C)C)c3cccec32 7.1
336 | O=C(C1C(C1(C)C)(C)C)c2c3cccecdn(C[C@@H]ACCCIN+]4)c2 7

337

FC(F)COCCn1cc(C(=0)C2C(C2(C)C)(C)C)c3ecccc3l

338

0=C(C1C(C1(C)C)(C)C)c2c3ceccc3n(COCCC(C)C)c2

339

0=51(=0)CC[C@@H](Sn2cc(C(=0)C3C(C3(C)C)(C)C)cdeccccd2)Cl

340

0=C(C1C(C1(C)C)(C)C)c2c3ccccc3n(C[N+]4CCCC4)c2

341

0=C(C1C(C1(C)C)(C)C)c2c3ceccc3n(CIN+]CACCA)c2

342

0=C(C1C(C1(C)C)(C)C)c2c3ccccc3n(CC[S@@](=0)CC)c2

343

0=C(C1C(C1(C)C)(C)C)c2en(SSCC)c3eccec32

344

0=C(C1C(C1(C)C)(C)C)c2en(NCCCCC)c3ecccc32

345

0=C(C1C(C1(C)C)(C)C)c2c3ccccc3n(CCIN+ACCC4)c2

346

0=C(C1C(C1(C)C)(C)C)c2c3ceccc3n([C@H](O)CCIN+|(C)C)c2

347

0=C(C1C(C1(C)C)(C)C)c2c3ccece3n(C[C@HJ4[C@@H](C4)CO)c2

348

0=C(C1C(C1(C)C)(C)C)c2en(SCICOC3)checcccd?

349

FC1(F)CC(C1)Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdcecccd?2

350

0=C(C1C(C1(C)C)(C)C)c2c3ccece3n(CSCCOC)c2

351

0=C(C1C(C1(C)C)(C)C)c2c3ccccc3n(COC(C)C)c2

352

0=C(C1C(C1(C)C)(C)C)c2en([Ce@H]([N+])CC(C)C)c3ececc32

353

0=C(C1C(C1(C)C)(C)C)c2c3ccece3n(CCCN(S(=0)(=0)C)C)c2

354

FC(F)C[N+](Cn1cc(C(=0)C2C(C2(C)C)(C)C)cBeccecd1)C

355

0=C(C1C(C1(C)C)(C)C)c2en(SCSC)c3eccec32

356

FCCCnlco(C(=0)C2C(C2(C)C)(C)C)c3ececc3l

357

O=C(C1C(CH(C)C)(C)C)c2c3cccec3n(Cedcecc(04)CO)c2

NN | N NN NN (NN NN N N N NN NN (N NN
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358 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[C@H]([N+]CC#C)C)c2 6.9
359 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[C@HJ4CCCC[N+]4)c2 6.9
360 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C/C=C/C#C)c2 6.9
361 | FC(F)CCnlce(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 6.9
362 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCSC)c2 6.9
363 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCCCHN)c2 6.9
364 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC[C@H]([N+]C)C)c2 6.9
365 | O=5(=0)(Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec31)CC 6.9
366 | O=C(C1C(C1(C)C)(C)C)c2en([C@@H]([N+])CCC)c3ccece32 6.9
367 | O=C(C1C(C1(C)C)(C)C)c2cn(OCSC)c3cccec32 6.9
368 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCOC)c2 6.9
369 | SCCCOnlec(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 6.9
370 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+]Cedccocd)c2 6.9
371 | BrC(CCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccece31)=C 6.9
372 | FCCCCnlec(C(=0)C2C(C2(C)C)(C)C)c3ccece3l 6.9
373 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC[C@@H](C(C)C)C#N)c2 6.9
374 | FC(F)(F)CCOnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 6.9
375 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(COCC)c2 6.9
376 | FCCOnlcc(C(=0)C2C(C2(C)C)(C)C)c3cceec3l 6.9
377 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+]Cedcec[nH]4)c2 6.9
378 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCC=C)c2 6.9
379 | EC(F)(F)COCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 6.9
380 | FC(F)COnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccccc3l 6.9
381 | Br/C=C/Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccecc3l 6.9
382 | FC(F)(F)C[N+]CCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 6.9
383 | O=C(C1C(C1(C)C)(C)C)c2en([C@@H]([N+])CCCC)c3cccce32 6.9
384 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCC=C)c2 6.9
385 | Brcleec(o1)Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdcccccd2 6.9
386 | Clclenn(Cn2ce(C(=0)C3C(C3(C)C)(C)C)cdeecccd2)cl 6.9
387 | O=C(C1C(C1H(C)C)(C)C)c2en(NCc3cecs3)c4cecccd2 6.9
388 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC[N+]4[C@@H](C4)C)c2 6.8
389 | O=C(C1C(C1(C)C)(C)C)c2en([C@@H]([N+])CSC)c3ccece32 6.8
390 | O=C(C1C(C1(C)C)(C)C)c2en(SC[C@@H]3CCOC3)c4cccecd2 6.8
391 | FC(Snlce(C(=0)C2C(C2(C)C)(C)C)c3cccec3)(F)C(F)F 6.8
392 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CSCACCOCCH)c2 6.8
393 | SCCOnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 6.8
394 | FC(F)CNS(=0)(=0O)nlcc(C(=0)C2C(C2(C)C)(C)C)c3ccecc3l 6.8
395 | O=C(C1C(C1(C)C)(C)C)c2en(SC[C@H]([N+])CC)c3cecec32 6.8
396 | Cl/C(Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec31)=C\Cl 6.8
397 | S/C(NCCnlce(C(=0)C2C(C2(C)C)(C)C)c3cccec31)=[N+]\C 6.8
398 | FC(F)(F)CC[N+]Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccecc3l 6.8
399 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC[N+]4CCC[C@@H](C4)C)c2 6.8
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400 | C1/C=C/Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3eceec3l 6.8
401 | FC(CCnlce(C(=0)C2C(C2(C)C)(C)C)c3ececc31)=C(F)F 6.8
402 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CIN+]C(C)(C)C)c2 6.8
403 | O=C(C1C(C1(C)C)(C)C)c2c3cccecd3n(CCCCACC)c2 6.8
404 | O=C(C1C(C1(C)C)(C)C)c2c3cccecd3n(CC4=CCCOCA)C2 6.8
405 | O=C(C1C(C1(C)C)(C)C)c2en(c3ecccc32)CCSCCHC 6.8
406 | O=C(C1C(C1(C)C)(C)C)c2c3cccecdn(C[C@@H]4C=CCC4)c2 6.8
407 | O=C(C1C(C1(C)C)(C)C)c2en(NCCAC)c3eccec32 6.8
408 | O=C(C1C(C1(C)C)(C)C)c2c3cccecdn(C[C@@H]([N+])CC(C)C)c2 6.8
409 | FCCCSnlec(C(=0)C2C(C2(C)C)(C)C)cBeccecdl 6.8
410 | O=C(C1C(C1(C)C)(C)C)c2c3cccecd3n(CC[C@H]([N+])CACCA)c2 6.8
411 | O=C(C1C(C1(C)C)(C)C)c2c3cccecd3n(CC[C@H](CCC)CEN)C2 6.8
412 | O=C(C1C(C1(C)C)(C)C)c2c3cccecd3n(CCCC(C)(C)CEN)2 6.8
413 | S/C(=[N+]/Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3eccec31)N 6.7
414 | SCCSnlcc(C(=0)C2C(C2(C)C)(C)C)c3ececc3l 6.7
415 | O=C(C1C(C1(C)C)(C)C)c2en(c3eccce32)/C=C\ CCCC 6.7
416 | O=C(C1C(C1(C)C)(C)C)c2c3cccecdn(CC[C@@H](OC)C)c2 6.7
417 | FC(F)(F)COnlcc(C(=0)C2C(C2(C)C)(C)C)c3eccec3l 6.7
418 | FC(SCnlcc(C(=0)C2C(C2(C)C)(C)C)c3eccec3)F 6.7
419 | FCCSnlce(C(=0)C2C(C2(C)C)(C)C)c3eccec3l 6.7
420 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCACCA)c2 6.7
421 | FC(F)C[N+]Cnlce(C(=0)C2C(C2(C)C)(C)C)c3ececc3l 6.7
422 | O[C@H](CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ceccc31)C 6.7
423 | FCCOCn1cc(C(=0)C2C(C2(C)C)(C)C)cBeccecdl 6.7
424 | O=C(C1C(C1(C)C)(C)C)c2en(SSC(C)C)c3eecec32 6.7
425 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CSCCC)c2 6.7
426 | O=C(C1C(C1(C)C)(C)C)c2en(SC3CCOCC3)cdcccccd?2 6.7
427 | O=C(C1C(C1(C)C)(C)C)c2c3cccecd3n(CCCHC)c2 6.7
428 | O=C(C1C(C1(C)C)(C)C)c2c3cccecd3n(CC[C@H]ACCCIN+4)c2 6.7
429 | O=C(C1C(C1(C)C)(C)C)c2c3cccecd3n(CN+[C@H]4CCSC4)c2 6.7
430 | Clcleee(s1)CNNn2cc(C(=0)C3C(C3(C)C)(C)C)cdeccecs?2 6.7
431 | O=C(C1C(C1(C)C)(C)C)c2c3cccecd3n(COCCHC)c2 6.7
432 | SC(=8)NCn1lcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 6.7
433 | FC[C@H](O)Cn1cc(C(=0)C2C(C2(C)C)(C)C)c3eccec3l 6.7
434 | O=C(C1C(C1(C)C)(C)C)c2c3cccecd3n(CIN+C(C)C)c2 6.6
435 | O=C(C1C(C1(C)C)(C)C)c2en(NCCCC#N)c3ecccc32 6.6
436 | O=C(C1C(C1(C)C)(C)C)c2en(SCCCO)c3cecec32 6.6
437 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+]CC#C)c2 6.6
438 | O=C(C1C(C1(C)C)(C)C)c2c3cccecdn(c2)CCACC 6.6
439 | O=C(C1C(C1(C)C)(C)C)c2c3cccecd3n(CCCHCC)c2 6.6
440 | O=C(C1C(C1(C)C)(C)C)c2c3cccecd3n(C[C@HJ4CCIN+]4)c2 6.6
441 | O=C(C1C(C1(C)C)(C)C)c2c3cccecd3n(CCCC)c2 6.6
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442 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[C@HJ4CS4)c2 6.6
443 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC[N+](CC)C)c2 6.6
444 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC[N+]C)c2 6.6
445 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCC[S+](C)C)c2 6.6
446 | Fclecee(CCn2ec(C(=0)C3C(C3(C)C)(C)C)cdeccccd2)cl 6.6
447 | FC(F)CSnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 6.6
448 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+]CC=4[N-]N=NN4)c2 6.6
449 | SC[Ce@@H](IN+])CCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccccc3l 6.5
450 | O=C(C1C(C1(C)C)(C)C)c2cn(SCCHCC)c3ccece32 6.5
451 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(COC/C=C/C)c2 6.5
452 | O=C(C1C(C1(C)C)(C)C)c2cn(SCC(C)C)c3cccec32 6.5
453 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C/C=C\CO)c2 6.5
454 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CSCC)c2 6.5
455 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+][Ce@HJ4[C@@H](C4)C)c2 6.5
456 | O=C(C1C(C1H(C)C)(C)C)c2c3cccec3n(CCeclcecocd)c2 6.5
457 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCCHN)c2 6.4
458 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+]CCSC)c2 6.4
459 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[S@](=0)CCC)c2 6.4
460 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC[N+]4CCCC4)c2 6.4
461 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(c2)CCHCCC 6.4
462 | O=C(C1C(C1(C)C)(C)C)c2cn(NCC)c3cccce32 6.4
463 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+]CC(C)=C)c2 6.4
464 | SCCCnlec(C(=0)C2C(C2(C)C)(C)C)c3cceec3l 6.4
465 | SCCIN+]Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cceec3l 6.3
466 | CIC(CH)Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccece3l 6.3
467 | O=C(C1C(C1(C)C)(C)C)c2en(c3ccecc32)[C@@H](O)CCHC 6.3
468 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+]CC#CC)c2 6.3
469 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCACCOCCH)c2 6.3
470 | FC(Snlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec31)F 6.3
471 | FC(Cnlce(C(=0)C2C(C2(C)C)(C)C)c3cccec31)=C 6.3
472 | SCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 6.3
473 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CSC)c2 6.3
474 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC[N+]CC)c2 6.2
475 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCSC(N)=[N+])c2 6.2
476 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CSCC=C)c2 6.2
477 | FC(F)(F)Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 6.2
478 | O=C(C1C(C1(C)C)(C)C)c2en(NCc3ccco3)cdcccccd2 6.2
479 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(COC)c2 6.2
480 | O=C(C1C(C1(C)C)(C)C)c2cn(SCCOC)c3ccecc32 6.2
481 | S=C(N)CCSnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccecc3l 6.2
482 | O=C(C1C(C1(C)C)(C)C)c2en([C@@H]([N+])CC#C)c3cccec32 6.1
483 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCC)c2 6.1




Molecules 2018, 23, 2183 66 of 162
484 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+]CCC)c2 6.1
485 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n([C@@H]([N+])C4CC4)c2 6.1
486 | FC(Snlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec31)(F)F 6
487 | O=C(C1C(C1(C)C)(C)C)c2cn(SCC#CCO)c3cccec3?2 6
488 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCO)c2 6
489 | FCC[N+]Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 6
490 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+]CC)c2 6
491 | O=C(C1C(C1(C)C)(C)C)c2cn(SCCH#C)c3cccec32 6
492 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(c2)CCHC 6
493 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+]4CC4)c2 59
494 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n([C@@H]([N+])CC)c2 5.8
495 | O=C(C1C(C1(C)C)(C)C)c2cn(SSCC[N+])c3ccece32 5.8
496 | FCSnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccece31 5.7
497 | FC(F)Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 5.7
498 | FCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ccece3l 5.7
499 | SCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cceec3l 5.5
500 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+]C)c2 5.3

Table S9. List, SMILE and predicted pKi values for Series 5 in CB1 receptor.

N° SMILES Pred pKi

1 FC(F)(F)CCCclc(N)c(C(=0)C2C(C2(C)C)(C)C)c3cceen31 8
2 FC(F)(F)CCCclc(c(C(=0)C2C(C2(C)C)(C)C)cBcceenl3)C 8
3 FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cce(cc31)C(=O)N 8
4 FC(F)(F)CCCclnc(C(=0)C2C(C2(C)C)(C)C)c3cenen3] 8
5 Brclc(C(=0)C2C(C2(C)C)(C)C)cc(n1C)CCCC(F)(F)F 7.9
6 FC(F)(F)CCCclc(N)c(ce(C(=O)C2C(C2(C)C)(C)CO)cl)CC 7.9
7 Brclec(C(=0)C2C(C2(C)C)(C)C)cc(CCCC(F)(F)F)cIN 7.9
8 FC(F)(F)CCCn1c2CCOC2¢(n1)C(=0)C3C(C3(C)C)(C)C 7.9
9 Clclee(N)e(CCCC(F)(F)F)cc1C(=0)C2C(C2(C)C)(O)C 79
10 FC(F)(F)CCCclcce(F)c(c(C(=0)C2C(C2(C)C)(C)C)c1)C=0 7.9
11 FC(F)(F)CCCclec(C(=O)C2C(C2(C)C)(C)C)c(n1CC(F)(F)F)C 7.9
12 FC(F)(F)CCCOclcec(F)cc1 CC(=0)C2C(C2(C)C)(C)C 79
13 FC(F)(F)CCCclcc(C(=0)C2C(C2(C)C)(C)C)c3C(SC=Cn31)=0 7.9
14 FC(F)(F)CCCclcc(C(=0)C2C(C2(C)C)(C)C)cc(cIN)C 7.8
15 FC(F)(F)CCCclce(c2CCCn12)C(=0)C3C(C3(C)C)(C)C 7.8
16 Brclec(CCCC(F)(F)F)ce(C(=0)C2C(C2(C)C)(C)C)c10C 7.8
17 FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cec(OC)cc31 7.8
18 FC(F)(F)CCCclc2N=CSC(=O)n2¢(C(=0)C3C(C3(C)C)(C)C)cl 7.8
19 FC(F)(F)CCCclc(sc(C(=0)C2C(C2(C)C)(C)C)c1)N 7.8
20 FC(F)(F)CCCclcc(C(=0)C2C(C2(C)C)(C)C)c3C(OC=Cn31)=0 7.8
21 FC(F)(F)CCCclc(c(c([nH]1)C(=0)C2C(C2(C)C)(C)C)C(=0)C)CC 7.8
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22 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c3eencn3l 7.8
23 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3e(F)ccecdl 7.8
24 | Cleleen2e(c(C(=0)C3C(C3(C)C)(C)C)ec2CCCC(F)(F)F)cl 7.8
25 | FC(F)(F)CCCnl1c2CCCCe2c(n1)C(=0)C3C(C3(C)C)(C)C 7.8
26 | Fele(co(CCCC(F)(F)F)ccl C(=0)C2C(C2(C)C)(C)C)C(F)(F)F 7.8
27 | FC(F)(F)CCCele(c(c([nH]1)C(=0)C2C(C2(C)C)(C)C)C(=0)C)C 7.8
28 | FC(F)(F)CCCclc2c(c(s1)C(=0)C3C(C3(C)C)(C)C)CCC(C2)(C)C 7.8
29 | FC(F)(F)CCCnlc2cccec2e(n1)C(=0)C3C(C3(C)C)(C)C 7.8
30 | FC(F)(F)CCCelec(C(=0)C2C(C2(C)C)(C)C)c3ecsn3l 7.8
31 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)c3eccen3l 7.8
32 | FC(F)(F)CCCclc2C=COC(=0)n2c(C(=0)C3C(C3(C)C)(C)C)cl 7.8
33 | FC(F)(F)CCCn1c2CCCc2c(n1)C(=0)C3C(C3(C)C)(C)C 7.8
34 | FC(F)(F)CCCele(N)ee(F)c(C(=0)C2C(C2(C)C)(C)C)cl 7.8
35 | FC(F)(F)CCCelec(C(=0)C2C(C2(C)C)(C)C)c3C(=0)NC=Cn31 7.8
36 | FC(F)(F)CCCnlc2cc(F)ccc2e(n1)C(=0)C3C(C3(C)C)(C)C 7.8
37 | FC(F)(F)CCCn1c2C=CSC(=0)c2c(n1)C(=0)C3C(C3(C)C)(C)C 7.8
38 | FC(F)(F)CCCclc2C=CSC(=0)n2c(C(=0)C3C(C3(C)C)(C)C)cl 7.8
39 | FC(F)(F)CCCclc2C=CSC(=0)c2n(n1)C(=0)C3C(C3(C)C)(C)C 7.8
40 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ece(O)ec31 7.7
41 | FC(F)(F)CCCn1c2C=CSC(=0)c2c(C(=0)C3C(C3(C)C)(C)C)cl 7.7
42 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c3nlccs3 7.7
43 | Clelecce2cl e(nn2CCCC(F)(F)F)C(=0)C3C(C3(C)C)(C)C 7.7
44 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)C(=0)NC(S2)=0 7.7
45 | FC(F)(F)CCCclcc2COC(=0)c2c(C(=0)C3C(C3(C)C)(C)C)cl 7.7
46 | FC(F)(F)CCCclc2C=CCCc2c(s1)C(=0)C3C(C3(C)C)(C)C 7.7
47 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)e3C(SC=Nn31)=O 7.7
48 | FC(F)(F)CCCclc2C=CSC(=0)2c(s1)C(=0)C3C(C3(C)C)(C)C 7.7
49 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)enlC 7.7
50 | Clcleec2e(n(nc2C(=0)C3C(C3(C)C)(C)C)CCCC(F)(F)F)cl 7.7
51 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)e(nl1C)C 7.7
52 | FC(F)(F)CCCclc(O)c(cc(C(=0)C2C(C2(C)C)(C)C)cl)CC 7.7
53 | FC(F)(F)CCCN1C2=CSC(=0)N2C(C(=0)C3C(C3(C)C)(C)C)=C1 7.7
54 | FC(F)(F)CCCclec(n2clens2)C(=0)C3C(C3(C)C)(C)C 7.7
55 | FC(F)(F)CCCclc2C=CNC(=0)c2c(01)C(=0)C3C(C3(C)C)(C)C 7.7
56 | FC(F)(F)CCCclc2C=COC(=0)c2c(s1)C(=0)C3C(C3(C)C)(C)C 7.7
57 | FC(F)(F)CCCelc2cccec2c(s1)C(=0)C3C(C3(C)C)(C)C 7.7
58 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c3encen3l 7.7
59 | Clclece(C(=0)C2C(C2(C)C)(C)C)ec(CCCC(F)(F)F)cIN 7.7
60 | FC(F)(F)CCCnlec(c2C(=0)CC(C21)(C)C)C(=0)C3C(C3(C)C)(C)C 7.7
61 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c3ec(cen13)C 7.7
62 | FC(F)(F)CCCcle(c(c(o1)C(=0)C2C(C2(C)C)(C)C)C)C 7.7
63 | Clclcecc2clc(C(=0)C3C(C3(C)C)(C)C)cn2CCCC(F)(F)F 7.7
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64 | FC(F)(F)CCCnlc2ccsc2e(nl)C(=0)C3C(C3(C)C)(C)C 7.7
65 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3c(OC)ccec3l 7.7
66 | FC(F)(F)CCCclnc(C(=0)C2C(C2(C)C)(C)C)cc3ecen3l 7.7
67 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)c1)C(SC=N2)=0 7.7
68 | Brclc(se(CCCC(F)(F)F)c1C)C(=0)C2C(C2(C)C)(C)C 7.7
69 | Clclcec2c(c(nn2CCCC(F)(F)F)C(=0)C3C(C3(C)C)(C)C)cl 7.7
70 | FC(F)(F)CCCclec(N)c(F)c(C(=0)C2C(C2(C)C)(C)C)cl 7.7
71 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)en1CCICC3 7.7
72 | FC(F)(F)CCCnlc2cnsc2c(n1)C(=0)C3C(C3(C)C)(C)C 7.7
73 | FC(F)(F)CCCn1c2CCCC(=0)c2c(n1)C(=0)C3C(C3(C)C)(C)C 7.7
74 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)cc3CCCNe31 7.7
75 | FC(F)(F)CCCnlc2cocc2e(n1)C(=0)C3C(C3(C)C)(C)C 7.7
76 | FC(F)(F)CCCclc2C=CSC(=0)c2c(01)C(=0)C3C(C3(C)C)(C)C 7.7
77 | FC(F)(F)CCCn1c2C=COC(=0)c2c(C(=0)C3C(C3(C)C)(C)C)cl 7.7
78 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ec(OC(C)C)ecc3l 7.7
79 | FC(F)(F)CCCcle(c(c([nH]1)C(=0)C2C(C2(C)C)(C)C)CC)C 7.6
80 | FC(F)(F)CCCnlc2encec2e(nl)C(=0)C3C(C3(C)C)(C)C 7.6
81 | FC(F)(F)CCCnlc2cscc2e(nl)C(=0)C3C(C3(C)C)(C)C 7.6
82 | FC(F)(F)CCCclec(F)c(c(C(=0)C2C(C2(C)C)(C)C)cl)CAN 7.6
83 | FC(F)(F)CCCclc2ceccc2ee(C(=0)C3C(C3(C)C)(C)C)cl 7.6
84 | Clclce(Cl)e(O)c(CCCC(F)(F)F)cclC(=0)C2C(C2(C)C)(C)C 7.6
85 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c3nlens3 7.6
86 | FC(F)(F)CCCnlc2ce(F)ecc2c(C(=0)C3C(C3(C)C)(C)C)c1C 7.6
87 | Brclee(C(=0)C2C(C2(C)C)(C)C)ec(CCCC(F)(F)F)cINC 7.6
88 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3CCCc31 7.6
89 | Brcle(nn(CCCC(F)(F)F)clC)C(=0)C2C(C2(C)C)(C)C 7.6
90 | FC(F)(F)CCCnlc2cec(cc2c(n1)C(=0)C3C(C3(C)C)(C)C)C 7.6
91 | FC(F)(F)CCCnlc2c(c(n1)C(=0)C3C(C3(C)C)(C)C)ccs2 7.6
92 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)ec3CCNe31 7.6
93 | FC(F)(F)CCCclc2CCCC(=0)c2¢(s1)C(=0)C3C(C3(C)C)(C)C 7.6
94 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)c(OC)nen2 7.6
95 | FC(F)(F)CCCnlc(c(C(=0)C2C(C2(C)C)(C)C)cBeccecd1)C 7.6
96 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3c[nH]cc31 7.6
97 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ec(OCC)ccc31 7.6
98 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ecec(O)c31 7.6
99 | FC(F)(F)CCCclc(N)cee(C(=0)C2C(C2(C)C)(C)C)cl 7.6
100 | FC(F)(F)CCCn1cc(C(=0)C2C(C2(C)C)(C)C)c3c(cecc31)C(OC)=0 7.6
101 | FC(F)(F)CCCn1c2c(c(n1)C(=0)C3C(C3(C)C)(C)C)C(=0)C=CS2 7.6
102 | FC(F)(F)CCCclc2ccecc2e(01)C(=0)C3C(C3(C)C)(C)C 7.6
103 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c(s1)C(=0)C 7.6
104 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)ec3ec[nH]c31 7.6
105 | Clele(C(=0)C2C(C2(C)C)(C)C)ce(n1C)CCCC(F)(F)F 7.6
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106 | Brclc(O)c(C(=0)C2C(C2(C)C)(C)C)ec(CCCC(F)(F)F)c10 7.6
107 | FC(F)(F)CCCcle2e(c([nH]1)C(=0)C3C(C3(C)C)(C)C)ec[nH]2 7.6
108 | FC(F)(F)CCCnlc2ccec(F)c2e(n1)C(=0)C3C(C3(C)C)(C)C 7.6
109 | FC(F)(F)CCCn1cc(C(=0)C2C(C2(C)C)(C)C)c(n1)C(F)F 7.6
110 | FC(F)(F)CCCn1cc(C(=0)C2C(C2(C)C)(C)C)c3cINC(S3)=0 7.6
111 | FC(F)(F)CCCn1c2cc(OC)ccc2e(n1)C(=0)C3C(C3(C)C)(C)C 7.5
112 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)cc3CCCe31 7.5
113 | FC(F)(F)CCCclce([N+]([0-])=0)c(O)c(C(=0)C2C(C2(C)C)(C)C)cl 7.5
114 | FC(F)(F)CCCclnc(C(=0)C2C(C2(C)C)(C)C)c3nlccs3 7.5
115 | FC(F)(F)CCCcle(O)c(ce(C(=0)C2C(C2(C)C)(C)C)e1)C(C)(C)C 7.5
116 | Clcle(co(CCCC(F)(F)F)ccl C(=0)C2C(C2(C)C)(C)C)C(F)(F)F 75
117 | FC(F)(F)CCCclc2C=CC(=0)Ne2c(s1)C(=0)C3C(C3(C)C)(C)C 7.5
118 | FC(F)(F)CCCn1cc(C(=0)C2C(C2(C)C)(C)C)cBecc(cc31)C 75
119 | FC(F)(F)CCCclc2cesc2c(s1)C(=0)C3C(C3(C)C)(C)C 7.5
120 | FC(F)(F)CCCclc2C=CSC(=0)c2n(C(=0)C3C(C3(C)C)(C)C)cl 7.5
121 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c(n1CC)C 7.5
122 | FC(F)(F)CCCclec2c(c(C(=0)C3C(C3(C)C)(C)C)cl)cc[nH]2 7.5
123 | FC(F)(F)CCCn1cc(C(=0)C2C(C2(C)C)(C)C)c3cc(OC)c(OC)cc31 7.5
124 | FC(F)(F)CCCn1cc(C(=0)C2C(C2(C)C)(C)C)cBec(F)ecc3l 7.5
125 | FC(F)(F)CCCcle2n(c(C(=0)C3C(C3(C)C)(C)C)c1)C(=0)C=CS2 7.5
126 | FC(F)(F)CCCclec2c(OC(S2)=0)c(C(=0)C3C(C3(C)C)(C)C)cl 7.5
127 | FC(F)(F)CCCclec2c(nco2)c(C(=0)C3C(C3(C)C)(C)C)cl 7.5
128 | Clelece(CCCC(F)(F)F)ecl C(=0)C2C(C2(C)C)(C)C 7.5
129 | Clele(Cl)e(nn1CCCC(F)(F)F)C(=0)C2C(C2(C)C)(C)C 7.5
130 | FC(F)(F)CCCnlc2cec(cc2e(C(=0)C3C(C3(C)C)(C)C)cl)CEN 7.5
131 | FC(F)(F)CCCcle2e(c([nH]1)C(=0)C3C(C3(C)C)(C)C)C(SC=N2)=0 7.5
132 | FC(F)(F)CCCclec2ccoc2e(C(=0)C3C(C3(C)C)(C)C)cl 7.5
133 | FC(F)(F)clee(CCCC(F)(F)F)cce(C(=0)C2C(C2(C)C)(C)C)c10 7.5
134 | FC(F)(F)CCCclc2C=CSC(=0)c2c([nH]1)C(=0)C3C(C3(C)C)(C)C 7.5
135 | FC(F)(F)CCCclen(C(=0)C2C(C2(C)C)(C)C)c3C(=0)NC=Cc31 7.5
136 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)ce(cl)C(F)(F)F 7.5
137 | FC(F)(F)CCCclc2ccecc2e([nH]1)C(=0)C3C(C3(C)C)(C)C 7.5
138 | Brclce(CCCC(F)(F)F)ec(C(=0)C2C(C2(C)C)(C)C)clCl 7.5
139 | FC(F)(F)CCCclc2C=COC(=0)c2c(01)C(=0)C3C(C3(C)C)(C)C 7.5
140 | FC(F)(F)CCCn1c2c(c(C(=0)C3C(C3(C)C)(C)C)c1)C(OC=N2)=0 7.5
141 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3clesn3 7.5
142 | FC(F)(F)CCCnlcc(sn2nlces2)C(=0)C3C(C3(C)C)(C)C 7.5
143 | Clele(O)e(C(=0)C2C(C2(C)C)(C)C)ec(CCCC(F)(F)F)c10 7.5
144 | FC(F)(F)CCCn1c2c(SC(S2)=0)c(C(=0)C3C(C3(C)C)(C)C)cl 7.5
145 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c3n1ncs3 7.5
146 | FC(F)(F)CCCcle2c(c(01)C(=0)C3C(C3(C)C)(C)C)eco2 7.5
147 | FC(F)(F)CCCclc2CCCCe2e([nH]1)C(=0)C3C(C3(C)C)(C)C 7.5
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148 | FC(F)(F)CCCclc2c(c(o1)C(=0)C3C(C3(C)C)(C)C)C(=0)C=CS2 7.5
149 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c3ccon3l 7.5
150 | FC(F)(F)CCCcle(O)cc(F)e(C(=0)C2C(C2(C)C)(C)C)cl 7.5
151 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c(n1CC=C)C 7.5
152 | FC(F)(F)CCCclec(F)e(F)c(C(=0)C2C(C2(C)C)(C)C)cl 7.5
153 | Clele(CC)ec(CCCC(F)(F)F)ccl C(=0)C2C(C2(C)C)(C)C 7.5
154 | FC(F)(F)CCCclc2C=CNC(=0)c2c([nH]1)C(=0)C3C(C3(C)C)(C)C 7.5
155 | Sclc2e(n(CCCC(F)(F)F)cc2C(=0)C3C(C3(C)C)(C)Chnenl 75
156 | FC(F)(F)CCCclac2c(OCC2)c(C(=0)C3C(C3(C)C)(C)C)cl 7.5
157 | Clelee(CCCC(F)(F)F)ce(C(=0)C2C(C2(C)C)(C)C)clF 7.5
158 | FC(F)(F)CCCclec(c(O)e(C(=0)C2C(C2(C)C)(C)C)cl)C 7.5
159 | FC(F)(F)CCCn1cc(C(=0)C2C(C2(C)C)(C)C)c3c(ceec31)C 7.5
160 | FC(F)(F)CCCclc2c(c(01)C(=0)C3C(C3(C)C)(C)C)ens2 7.5
161 | FC(F)(F)CCCclc2c([C@H]3CC[Ce@H]2C3)c([nH]1)C(=0)C4C(C4(C)C)(C)C 7.5
162 | Fcle(ec(CCCC(F)(F)F)ecl C(=0)C2C(C2(C)C)(C)C)CO 7.5
163 | FC(F)(F)CCCclc(O)c(F)c(F)c(C(=0)C2C(C2(C)C)(C)C)cl 7.5
164 | FC(F)(F)CCCN1C=C(C(=0)C2C(C2(C)C)(C)C)CCC1 75
165 | FC(F)(F)CCCcle(NC)cee(C(=0)C2C(C2(C)C)(C)C)cl 7.5
166 | FC(F)(F)CCCclec([n+]([O-])c2ccccc21)C(=0)C3C(C3(C)C)(C)C 7.5
167 | FC(F)(F)CCCN1c2ccece2N(C(=0)C3C(C3(C)C)(C)C)C1=N 7.5
168 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)ce(c1)C 7.5
169 | FC(F)(F)CCCn1c2c(c(C(=0)C3C(C3(C)C)(C)C)c1)C(=0)C=NO2 7.5
170 | Sclcec(CCCC(F)(F)F)ccl C(=0)C2C(C2(C)C)(C)C 7.5
171 | FC(F)(F)CCCn1cc(C(=0)C2C(C2(C)C)(C)C)c3ec[nH]c31 7.5
172 | FC(F)(F)CCCn1cc(C(=0)C2C(C2(C)C)(C)C)cBeccecdl 7.5
173 | FC(F)(F)CCCclec(cc(C(=0)C2C(C2(C)C)(C)C)cIN)C 75
174 | FC(F)(F)CCCclec2c(OC(=0)C=N2)c(C(=0)C3C(C3(C)C)(C)C)cl 7.5
175 | FC(F)(F)CCCcle(O)c(N)ce(C(=0)C2C(C2(C)C)(C)C)cl 7.5
176 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)ec3cl[nH]cc3CC 7.5
177 | FC(F)(F)CCCn1c2ce(O)cec2e(n1)C(=0)C3C(C3(C)C)(C)C 7.5
178 | FC(F)(F)CCCnlc2ece([N+]([O-])=0)cc2c(nl)C(=0)C3C(C3(C)C)(C)C 7.5
179 | FC(F)(F)CCCclec2esnc2c(C(=0)C3C(C3(C)C)(C)C)cl 7.5
180 | FC(F)(F)CCCn1cc(C(=0)C2C(C2(C)C)(C)C)cBecc(F)ec3l 75
181 | FC(F)(F)CCCclec(sclCCC)C(=0)C2C(C2(C)C)(C)C 7.4
182 | FC(F)(F)CCCn1cc(C(=0)C2C(C2(C)C)(C)C)c3clecs3 7.4
183 | FC(F)(F)CCCn1cc(C(=0)C2C(C2(C)C)(C)C)cclC 7.4
184 | FC(F)(F)CCCclece(F)c(C(=0)C2C(C2(C)C)(C)C)cl 7.4
185 | FC(F)(F)CCCn1cc(C(=0)C2C(C2(C)C)(C)C)c3ec([N+]([O-])=0)ccc31 7.4
186 | FC(F)(F)CCCclec2c(nes2)c(C(=0)C3C(C3(C)C)(C)C)cl 7.4
187 | Clele(nn(CCCC(F)(F)F)c1C)C(=0)C2C(C2(C)C)(C)C 7.4
188 | Brclco(CCCC(F)(F)F)e(N)c(C(=0)C2C(C2(C)C)(C)C)cl 7.4
189 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)ec(c1)CO 7.4
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190 | FC(F)(F)CCCclece(c(C(=0)C2C(C2(C)C)(C)C)cl)CEN 7.4
191 | FC(F)(F)CCCcle2c(c(s1)C(=0)C3C(C3(C)C)(C)C)ens2 7.4
192 | FC(F)(F)CCCn1cc(C(=0)C2C(C2(C)C)(C)C)c3clccod 7.4
193 | Brcleo(CCCC(F)(F)F)ee(C(=0)C2C(C2(C)C)(C)C)c10 7.4
194 | Clelecc2e(c(C(=0)C3C(C3(C)C)(C)C)cn2CCCC(F)(F)F)cl 7.4
195 | FC(F)(F)CCCN1C=CCC(C(=0)C2C(C2(C)C)(C)C)=C1 7.4
196 | Brclee([nH]c1C(=0)C2C(C2(C)C)(C)C)CCCC(F)(F)F 7.4
197 | FC(F)(F)CCCn1cc(C(=0)C2C(C2(C)C)(C)C)c(n1)C(=0)C 7.4
198 | FC(F)(F)CCCnlcc2-n(oncs2)c(C(=0)C3C(C3(C)C)(C)C)cl 7.4
199 | FC(F)(F)CCCn1c2c(c(C(=0)C3C(C3(C)C)(C)C)c1)C(=0)C=CS2 7.4
200 | FC(F)(F)CCCelee(C(=0)C2C(C2(C)C)(C)C)ec(c1C)C 7.4
201 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ece(cc31)C(F)(F)F 7.4
202 | FC(F)(F)CCCelec(C(=0)C2C(C2(C)C)(C)C)ec3coccdl 7.4
203 | Clclec(C(=0)C2C(C2(C)C)(C)C)ec(CCCC(F)(F)F)cINC 7.4
204 | FC(F)(F)CCCnlc2cc(ccc2c(C(=0)C3C(C3(C)C)(C)C)c1C)C 7.4
205 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)ec(c10)C(C)C 7.4
206 | Fele(co(CCCC(F)(F)F)ccl C(=0)C2C(C2(C)C)(C)C)C 7.4
207 | FC(F)(F)CCCelc2cennn2e(C(=0)C3C(C3(C)C)(C)C)el 7.4
208 | FC(F)(F)CCCnlc(N)c(c(C(=0)C2C(C2(C)C)(C)C)cl)CAN 7.4
209 | FC(F)(F)CCCele(c(c(s1)C(=0)C2C(C2(C)C)(C)C)C)C 7.4
210 | FC(F)(F)CCCnlc2ccc(F)cc2c(C(=0)C3C(C3(C)C)(C)C)clC 7.4
211 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)clC)ecs2 7.4
212 | FC(F)(F)CCCelc2encec2e(s1)C(=0)C3C(C3(C)C)(C)C 7.4
213 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)ec3cl [nH]cc3C 7.4
214 | Clcle(C(=0)C2C(C2(C)C)(C)C)c3ece(Clycc3n1CCCC(F)(F)F 7.4
215 | FC(F)(F)CCCn1c2c(SC(02)=0)c(C(=0)C3C(C3(C)C)(C)C)cl 7.4
216 | FC(F)(F)CCCelc2cesc2e([nH]1)C(=0)C3C(C3(C)C)(C)C 7.4
217 | FC(F)(F)CCCelec2e(nnnn)c(C(=0)C3C(C3(C)C)(C)C)cl 7.4
218 | FC(F)(F)CCCclc2C=COC(=0)c2n(C(=0)C3C(C3(C)C)(C)C)cl 7.4
219 | FC(F)(F)CCCelec(ce(C(=0)C2C(C2(C)C)(C)C)cl)CEN 7.4
220 | FC(F)(F)CCCelec(C(=0)C2C(C2(C)C)(C)C)ec3clesn3 7.4
221 | FC(F)(F)CCCnlc2cc(cc(c2e(C(=0)C3C(C3(C)C)(C)C)c1)C)C 7.4
222 | FC(F)(F)CCCnlnc(C(=0)C2C(C2(C)C)(C)C)c3ecen3l 7.4
223 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)c(O)ne(n2)N 7.4
224 | FC(F)(F)CCCelec2ecsc2c(C(=0)C3C(C3(C)C)(C)C)cl 7.4
225 | Clele2e(n(CCCC(F)(F)F)cc2C(=0)C3C(C3(C)C)(C)Chnenl 7.4
226 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ec(OC)cec3l 7.4
227 | Clele(Clyec(CCCC(F)(F)F)cel C(=0)C2C(C2(C)C)(C)C 7.4
228 | FC(F)(F)CCCelec(C(=0)C2C(C2(C)C)(C)C)c3ecec(n31)C 7.4
229 | FC(F)(F)CCCclc(O)c(0)c(0)c(C(=0)C2C(C2(C)C)(C)C)cl 7.4
230 | Clclec(CCCC(F)(F)F)ec(C(=0)C2C(C2(C)C)(C)C)c1O 7.4
231 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3eencc3l 7.4
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232 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3clceen3 7.4
233 | FC(F)(F)CCCclee(C(C)C)ec(C(=0)C2C(C2(C)C)(C)C)cl 7.4
234 | FC(F)(F)CCCclec2eennc2c(C(=0)C3C(C3(C)C)(C)C)cl 7.4
235 | FC(F)(F)CCCclec(ce(C(=0)C2C(C2(C)C)(C)C)c1)CC 7.4
236 | Clcleec2e(n(CCCC(F)(F)F)ec2C(=0)C3C(C3(C)C)(C)C)cl 7.4
237 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)en1C(C)C 7.4
238 | FC(F)(F)CCCclec(F)c(0)c(C(=0)C2C(C2(C)C)(C)C)cl 7.4
239 | FC(F)(F)CCCclc2c(c(s1)C(=0)C3C(C3(C)C)(C)C)C(=0)C=CS2 7.4
240 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ecc(ne31)C 7.4
241 | FC(F)(F)CCCclec(sc1CO)C(=0)C2C(C2(C)C)(C)C 7.4
242 | FC(F)(F)CCCclec(n2ec[nH]c12)C(=0)C3C(C3(C)C)(C)C 7.4
243 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3escc3l 7.4
244 | Clcle(F)cc(CCCC(F)(F)F)ecl C(=0)C2C(C2(C)C)(C)C 7.3
245 | FC(F)(F)CCCelec(C(=0)C2C(C2(C)C)(C)C)c(o1)C 7.3
246 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3coecl 7.3
247 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)Cecde(c([nH]c31)C)C 7.3
248 | FC(F)(F)CCCelec(cce(C(=0)C2C(C2(C)C)(C)C)cl)C(C)(C)C 7.3
249 | Clclec(CCCC(F)(F)F)ec(C(=0)C2C(C2(C)C)(C)C)cl 7.3
250 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ec(c(cc31)C)C 7.3
251 | FC(F)(F)CCCclc2C=COC(=0)2c([nH]1)C(=0)C3C(C3(C)C)(C)C 7.3
252 | Brclec(CCCC(F)(F)F)cc(C(=0)C2C(C2(C)C)(C)C)clC 7.3
253 | FC(F)(F)CCCclc[n+](C(=0)C2C(C2(C)C)(C)C)enlC 7.3
254 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)ecl CO 7.3
255 | FC(F)(F)CCCclec2ecenc2e(C(=0)C3C(C3(C)C)(C)C)cl 7.3
256 | FC(F)(F)CCCclc2cenec2e([nH]1)C(=0)C3C(C3(C)C)(C)C 7.3
257 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3clncs3 7.3
258 | FC(F)(F)CCCN1C=CC=C(C(=0)C2C(C2(C)C)(C)C)C1 7.3
259 | FC(F)(F)CCCnlc2cc(ccc2c(n1)C(=0)C3C(C3(C)C)(C)C)C 7.3
260 | Clcle(C(=0)C2C(C2(C)C)(C)C)c3ecccc3n1CCCC(F)(F)F 7.3
261 | FC(F)(F)CCCnlc2ccc(F)cc2e(nl)C(=0)C3C(C3(C)C)(C)C 7.3
262 | Brcle(O)c(C(=0)C2C(C2(C)C)(C)C)c(O)c(CCCC(F)(F)F)cl 7.3
263 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3eccc(F)c3l 7.3
264 | FC(F)(F)CCCnlc2cec(cc2c(C(=0)C3C(C3(C)C)(C)C)cl)C 7.3
265 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3c(O)eccc3l 7.3
266 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c3c(CCCOB)cl 7.3
267 | FC(F)(F)CCCele(c(c([nH]1)C(=0)C2C(C2(C)C)(C)C)C)C 7.3
268 | FC(F)(F)CCCclc2c(c([nH]1)C(=0)C3C(C3(C)C)(C)C)cns2 7.3
269 | FC(F)(F)CCCclec2e(OCCO2)c(C(=0)C3C(C3(C)C)(C)C)cl 7.3
270 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)ccs2 7.3
271 | FC(F)(F)CCCelc2e(n(C(=0)C3C(C3(C)C)(C)C)el)C(=0)C=CO2 7.3
272 | FC(F)(F)CCCnlc2cec(cc2c(C(=0)C3C(C3(C)C)(C)C)cl)C(F)(F)F 7.3
273 | FC(F)(F)CCCele(c(c(s1)C(=0)C2C(C2(C)C)(C)C)CEN)C 7.3
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274 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ecde(OCCO4)cc31 7.3
275 | FC(F)(F)CCCelec(ce(C(=0)C2C(C2(C)C)(C)C)cl)CCEN 7.3
276 | FC(F)(F)CCCnlc2c(nes2)c(C(=0)C3C(C3(C)C)(C)C)cl 7.3
277 | FC(F)(F)CCCnlcc2-n(sens2)c(C(=0)C3C(C3(C)C)(C)C)cl 7.3
278 | Clcle(C(=0)C2C(C2(C)C)(C)C)c3ece(cc3n1CCCC(F)(F)F)C 7.3
279 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3clens3 7.3
280 | FC(F)(F)CCCclec2e(nenn2)c(C(=0)C3C(C3(C)C)(C)C)cl 7.3
281 | FC(F)(F)CCCnlc2c(SC(=0)C=N2)c(C(=0)C3C(C3(C)C)(C)C)cl 7.3
282 | FC(F)(F)CCCnlc2cec(cc2c(n1)C(=0)C3C(C3(C)C)(C)C)CAN 7.3
283 | FC(F)(F)CCCclecec(C(=0)C2C(C2(C)C)(C)C)cl 7.3
284 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3clec[nH]3 7.3
285 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)e(s1)C 7.3
286 | Clcle(C(=0)C2C(C2(C)C)(C)C)ec(s1)CCCC(F)(F)F 7.3
287 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ecdc(OCO4)cc3l 7.3
288 | FC(F)(F)CCCln+]1cc(C(=0)C2C(C2(C)C)(C)C)e(n1C)N 7.3
289 | FC(F)(F)CCCnlce(n2n1[nH]ces2)C(=0)C3C(C3(C)C)(C)C 7.3
290 | FC(F)(F)clen(CCCC(F)(F)F)ccl C(=0)C2C(C2(C)C)(C)C 7.3
291 | FC(F)(F)CCCelec(C(=0)C2C(C2(C)C)(C)C)e(s1)OC 7.3
292 | Clcle(0)c(C(=0)C2C(C2(C)C)(C)C)c(O)c(CCCC(F)(F)F)cl 7.3
293 | FC(F)(F)CCCnlc2ennec2e(C(=0)C3C(C3(C)C)(C)C)el 7.3
294 | FC(F)(F)CCCclc[n+](cc(C(=0)C2C(C2(C)C)(C)C)cl)C 7.3
295 | FC(F)(F)CCCelc2c(c([nH]1)C(=0)C3C(C3(C)C)(C)C)cco2 7.3
296 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)el)cco2 7.3
297 | FC(F)(F)CCCnlc(O)c(C(=0)C2C(C2(C)C)(C)C)c3eeccc3l 7.3
298 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)Cec3cl [nH]en3 7.3
299 | FC(F)(F)CCCnlce(n2nlscco2)C(=0)C3C(C3(C)C)(C)C 7.3
300 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3clee(cn3)C 7.3
301 | FC(F)(F)CCCelec(C(=0)C2C(C2(C)C)(C)C)ec3c[nH]ec31 7.3
302 | FC(F)(F)CCCnlcc2-n(ocns2)e(C(=0)C3C(C3(C)C)(C)C)cl 7.3
303 | FC(F)(F)CCCnlc2c(snn2)c(C(=0)C3C(C3(C)C)(C)C)cl 7.3
304 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)enc(n2)C 7.3
305 | FC(F)(F)CCCnlc2cencc2e(C(=0)C3C(C3(C)C)(C)C)el 7.3
306 | Clcle(ce(CCCC(F)(F)F)ecl C(=0)C2C(C2(C)C)(C)C)C 7.3
307 | FC(F)(F)CCCelec(C(=0)C2C(C2(C)C)(C)C)en1CCC 7.3
308 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3C(=0)NC=Cc31 7.3
309 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)c(O)nen2 7.3
310 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)ecl CIN+]C 7.3
311 | FC(F)(F)CCCnlc2c(C[C@@H]3C[C@H]23)c(n1)C(=0)C4C(C4(C)C)(C)C 7.3
312 | FC(F)(F)CCCelec(C(=0)C2C(C2(C)C)(C)C)en1CC 7.3
313 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)el)cec(OC)n2 7.3
314 | FC(F)(F)CCCnlc2ceen2c(n1)C(=0)C3C(C3(C)C)(C)C 7.3
315 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3cIncen3 7.3
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316 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)ec3encn3l 7.3
317 | FC(F)(F)CCCclen2-c(snes2)c([nH]1)C(=0)C3C(C3(C)C)(C)C 7.3
318 | Clclec(CCCC(F)(F)F)cc(C(=0)C2C(C2(C)C)(C)C)c1CEN 7.3
319 | Clele(C(=0)C2C(C2(C)C)(C)C)c3ec(F)cec3n1 CCCC(F)(F)F 7.3
320 | FC(F)(F)CCCln+]1cc(n2CCCe21)C(=0)C3C(C3(C)C)(C)C 7.3
321 | Clele(Clyec(CCCC(F)(F)F)c(O)c1C(=0)C2C(C2(C)C)(C)C 7.3
322 | Clcle(C(=0)C2C(C2(C)C)(C)C)c3ec(cec3n1 CCCC(F)(F)F)C 7.3
323 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)ec(C3(CCI)CEN)cl 7.3
324 | Brclec(CCCC(F)(F)F)ec(C(=0)C2C(C2(C)C)(C)C)cl 7.3
325 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)ceen?2 7.3
326 | FC(F)(F)CCCnlc2cec(cc2c(C(=0)C3C(C3(C)C)(C)C)c1C)C 7.3
327 | FC(F)(F)CCCnlcc2-n(onco2)c(C(=0)C3C(C3(C)C)(C)C)cl 7.3
328 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)e(n1CCC)C 7.2
329 | Clcleec2e(n(CCCC(F)(F)F)ec2C(=0)C3C(C3(C)C)(C)C)clC 7.2
330 | FC(F)(F)CCCclec2e(ncen2)c(C(=0)C3C(C3(C)C)(C)C)cl 7.2
331 | FC(F)(F)CCCclec2escc2c(C(=0)C3C(C3(C)C)(C)C)cl 7.2
332 | FC(F)(F)CCCnlcc2-n(sccs2)e(C(=0)C3C(C3(C)C)(C)C)cl 7.2
333 | FC(F)(F)CCCclec2enenc2c(C(=0)C3C(C3(C)C)(C)C)cl 7.2
334 | Clcle(Cl)e([nH]c1CCCC(F)(F)F)C(=0)C2C(C2(C)C)(C)C 7.2
335 | FC(F)(F)CCCln+]1c2n(c(C(=0)C3C(C3(C)C)(C)C)c1)CCCS2 7.2
336 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)e(s1)SC 7.2
337 | FC(F)(F)CCCclec2e(nnen2)c(C(=0)C3C(C3(C)C)(C)C)cl 7.2
338 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)en1C3CC3 7.2
339 | FC(F)(F)CCCclen2ecec2e(C(=0)C3C(C3(C)C)(C)C)el 7.2
340 | FC(F)(F)CCCclec2c(onn2)c(C(=0)C3C(C3(C)C)(C)C)cl 7.2
341 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ec(-checcod)cecdl 7.2
342 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)e(s1)CEN 7.2
343 | FC(F)(F)CCCnlc(c(c(C(=0)C2C(C2(C)C)(C)C)cIN)C)C 7.2
344 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)c(OC)nc(n2)N 7.2
345 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)e(s1)C=0 7.2
346 | FC(F)(F)CCCclc2ccsc2e(o1)C(=0)C3C(C3(C)C)(C)C 7.2
347 | FC(F)(F)CCCclec(OC)ec(C(=0)C2C(C2(C)C)(C)C)cl 7.2
348 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ecen3l 7.2
349 | FC(F)(F)CCCelc2c(n(C(=0)C3C(C3(C)C)(C)C)cl)C(=0)C=CS2 7.2
350 | FC(F)(F)CCCclc2c(c([nH]1)C(=0)C3C(C3(C)C)(C)C)C(=0)C=CS2 7.2
351 | FC(F)(F)CCCnlc2cec(cc2c(C(=0)C3C(C3(C)C)(C)C)c10)C 7.2
352 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3c1SC(=0)N3 7.2
353 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)encn?2 7.2
354 | Clcle(Clye(scl CCCC(F)(F)F)C(=0)C2C(C2(C)C)(C)C 7.2
355 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ec(CC)ecc31 7.2
356 | FC(F)(F)CCCclece(c(C(=0)C2C(C2(C)C)(C)C)cl)C 7.2
357 | Brele(C(=0)C2C(C2(C)C)(C)C)ec(o1)CCCC(F)(F)F 7.2
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358 | FC(F)(F)CCCclec2e(n[nH]n2)c(C(=0)C3C(C3(C)C)(C)C)cl 7.2
359 | Brclec(C(=0)C2C(C2(C)C)(C)C)en1 CCCC(F)(F)F 7.2
360 | FC(F)(F)CCCelec2e(c(C(=0)C3C(C3(C)C)(C)C)cl)ecs2 7.2
361 | FC(F)(F)CCCelece(F)e(C(=0)C2C(C2(C)C)(C)C)c10 7.2
362 | FC(F)(F)CCCln+]1cc(F)e(OC)c(C(=0)C2C(C2(C)C)(C)C)cl 7.2
363 | FC(F)(F)CCCelc2c(nco2)cc(C(=0)C3C(C3(C)C)(C)C)cl 7.2
364 | FC(F)(F)CCCC1=C2C(SC=CS2)=C(C(=0)C3C(C3(C)C)(C)C)C1=0 7.2
365 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)el)cenn2 7.2
366 | FC(F)(F)CCCclc(O)c2ccccc2c(C(=0)C3C(C3(C)C)(C)C)cl 7.2
367 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c3e(sen3)nl 7.2
368 | FC(F)(F)CCCclec(OCC)c(F)c(C(=0)C2C(C2(C)C)(C)C)cl 7.2
369 | Clcle(C(=0)C2C(C2(C)C)(C)C)c3ec(Cl)ecc3n1 CCCC(F)(F)F 7.2
370 | FC(F)(F)CCCnlce(n2ccec21)C(=0)C3C(C3(C)C)(C)C 7.2
371 | FC(F)(F)CCCelec(nc2ceen21)C(=0)C3C(C3(C)C)(C)C 7.2
372 | FC(F)(F)CCCelc2cnoc2ec(C(=0)C3C(C3(C)C)(C)C)cl 7.2
373 | FC(F)(F)CCCnlcc2-n(oces2)c(C(=0)C3C(C3(C)C)(C)C)cl 7.2
374 | FC(F)(F)CCCnlcc2-n(scco2)c(C(=0)C3C(C3(C)C)(C)C)cl 72
375 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)e(c(n1)C)CEN 7.2
376 | Clcle(OC)ec2e(n(CCCC(F)(F)F)cc2C(=0)C3C(C3(C)C)(C)C)cl 7.2
377 | FC(F)(F)CCCelec(C(=0)C2C(C2(C)C)(C)C)ec3cleco3 7.2
378 | FC(F)(F)CCCclec2ecnn2e(C(=0)C3C(C3(C)C)(C)C)el 7.2
379 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)con2 7.2
380 | FC(F)(F)CCCclc2c(NC(S2)=0)c(s1)C(=0)C3C(C3(C)C)(C)C 7.2
381 | FC(F)(F)CCCnlc2c(O)cccc2e(C(=0)C3C(C3(C)C)(C)C)clC 7.2
382 | FC(F)(F)CCCclc2c(sen2)c([nH]1)C(=0)C3C(C3(C)C)(C)C 7.2
383 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)csn2 7.2
384 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ec(O)cec3l 7.2
385 | Clcle(C(=0)C2C(C2(C)C)(C)C)ec(o1)CCCC(F)(F)F 7.1
386 | FC(F)(F)CCCclec(F)c(c(C(=0)C2C(C2(C)C)(C)C)cl)C 7.1
387 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3eccdeccecdcdl 7.1
388 | FC(F)(F)CCCclc2encec2c(01)C(=0)C3C(C3(C)C)(C)C 7.1
389 | Brcle(c([nH]c1CCCC(F)(F)F)C(=0)C2C(C2(C)C)(C)C)CAN 7.1
390 | FC(F)(F)CCCclece(c(C(=0)C2C(C2(C)C)(C)C)cl)CHC 7.1
391 | FC(F)(F)CCCelc2c(n(C(=0)C3C(C3(C)C)(C)C)cl)C(SC=N2)=O 7.1
392 | Clele(C(=0)C2C(C2(C)C)(C)C)cdec(c(cc3n1CCCC(F)(F)F)C)C 7.1
393 | FC(F)(F)CCCnlcc2-n(snco2)c(C(=0)C3C(C3(C)C)(C)C)cl 7.1
394 | FC(F)(F)CCCclec(sc1CCO)C(=0)C2C(C2(C)C)(C)C 7.1
395 | FC(F)(F)CCCelec(c(c(C(=0)C2C(C2(C)C)(C)C)cl)CEN)C 7.1
396 | Clcle(C(=0)C2C(C2(C)C)(C)C)c3ecec(F)c3n1CCCC(F)(F)F 7.1
397 | FC(F)(F)CCCclec2enccc2c(C(=0)C3C(C3(C)C)(C)C)cl 7.1
398 | Clcleec(CCCC(F)(F)F)c(O)clC(=0)C2C(C2(C)C)(C)C 7.1
399 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ec(C(C)C)ecc3l 7.1
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400 | FC(F)(F)CCCelec2e(nc(0)cc2C)c(C(=0)C3C(C3(C)C)(C)C)cl 7.1
401 | FC(F)(F)CCCelec2e(c(C(=0)C3C(C3(C)C)(C)C)cl)ens2 7.1
402 | FC(F)(F)CCCclee(SC)ec(C(=0)C2C(C2(C)C)(C)C)cl 7.1
403 | FC(F)(F)CCCclec(F)ce(C(=0)C2C(C2(C)C)(C)C)c10 7.1
404 | FC(F)(F)CCCln+]1c(N)cec(C(=0)C2C(C2(C)C)(C)C)cl 7.1
405 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ecac(OCC)c31 7.1
406 | FC(F)(F)CCCelec2e(N=CC(S2)=0)c(C(=0)C3C(C3(C)C)(C)C)cl 7.1
407 | Brclec(CCCC(F)(F)F)cc(C(=0)C2C(C2(C)C)(C)C)clF 7.1
408 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3CIN+]CCc31 7.1
409 | FC(F)(F)CCCelec(C(=0)C2C(C2(C)C)(C)C)c3een(c3cl)C 7.1
410 | FC(F)(F)CCCnlc2cencc2e(nl)C(=0)C3C(C3(C)C)(C)C 7.1
411 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)cno2 7.1
412 | Brcle(C(=0)C2C(C2(C)C)(C)C)ec(s1)CCCC(F)(F)F 7.1
413 | FC(F)(F)CCCclec2e(nno2)e(C(=0)C3C(C3(C)C)(C)C)cl 7.1
414 | FC(F)(F)CCCclec(OCC)ce(C(=0)C2C(C2(C)C)(C)C)cl 7.1
415 | FC(F)(F)CCCnlc2c(c(n1)C(=0)C3C(C3(C)C)(C)C)cns2 7.1
416 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c3e(nl)ccnn3d 7.1
417 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ecec(OC)c31 7.1
418 | FC(F)(F)CCCclec(F)c(F)c(C(=0)C2C(C2(C)C)(C)C)clO 7.1
419 | Clclecce2eIn(CCCC(F)(F)F)cc2C(=0)C3C(C3(C)C)(C)C 7.1
420 | FC(F)(F)CCCclec2c(OCO2)c(C(=0)C3C(C3(C)C)(C)C)cl 7.1
421 | FC(F)(F)CCCelec(ce(C(=0)C2C(C2(C)C)(C)C)cl)[Ca@@H](O)C 7.1
422 | FC(F)(F)CCCelec(C(=0)C2C(C2(C)C)(C)C)c3e(nl)ccen3d 7.1
423 | Brele(ce(C(=0)C2C(C2(C)C)(C)C)ccl CCCC(F)(F)F)C 7.1
424 | FC(F)(F)CCCelec(F)ce(C(=0)C2C(C2(C)C)(C)C)cl 7.1
425 | FC(F)(F)CCCN1c2cccec2N(S1(=0)=0)C(=0)C3C(C3(C)C)(C)C 7.1
426 | FC(F)(F)CCCelc(C[N+])ec([nH]1)C(=0)C2C(C2(C)C)(C)C 7.1
427 | FC(F)(F)CCCclec2ece(O)nc2c(C(=0)C3C(C3(C)C)(C)C)cl 7.1
428 | FC(F)(F)CCCele(c(c([nH]1)C(=0)C2C(C2(C)C)(C)C)CEN)C 7.1
429 | FC(F)(F)CCCelc(CC)e(c(s1)C(=0)C2C(C2(C)C)(C)C)CEN 7
430 | FC(F)(F)CCCnlcc2-n(onno2)c(C(=0)C3C(C3(C)C)(C)C)cl 7
431 | FC(F)(F)CCCclenc(c(C(=0)C2C(C2(C)C)(C)C)cl)CEN 7
432 | FC(F)(F)CCCclec(c([nH]1)C(=0)C2C(C2(C)C)(C)C)C 7
433 | FC(F)(F)CCCclec(F)c(SC)c(C(=0)C2C(C2(C)C)(C)C)cl 7
434 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3clcec(C(C)(C)C)c3 7
435 | FC(F)(F)CCCcle(sc(C(=0)C2C(C2(C)C)(C)C)cl)C(C)C 7
436 | FC(F)(F)CCCN1c2c(C(=0)C(C(=0)C3C(C3(C)C)(C)C)=C1)csn2 7
437 | FC(F)(F)CCCln+]1cc(cc(C(=0)C2C(C2(C)C)(C)C)c1)C 7
438 | FC(F)(F)CCCnlc2cc(OC)cc(OC)c2c(C(=0)C3C(C3(C)C)(C)C)cl 7
439 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3c(C)ece(c31)C 7
440 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ec(ce(OC)c31)C 7
441 | FC(F)(F)CCCclen(C(=0)C2C(C2(C)C)(C)C)c[n+]1C 7
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442 | FC(F)(F)CCCclec2ecen2e(C(=0)C3C(C3(C)C)(C)C)cl 7
443 | FC(F)(F)CCCnlcc2-n([nH]ecs2)c(C(=0)C3C(C3(C)C)(C)C)cl 7
444 | FC(F)(F)CCCnlcc2-n(ocno2)c(C(=0)C3C(C3(C)C)(C)C)cl 7
445 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)cns2 7
446 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)ec(N(C)C)cl 7
447 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3eenn3l 7
448 | Clclc(OC)ec(CCCC(F)(F)F)ccl C(=0)C2C(C2(C)C)(C)C 7
449 | FC(F)(F)CCCclec2e(ncec2C)e(C(=0)C3C(C3(C)C)(C)C)cl 7
450 | FC(F)(F)CCCclecec(C(=0)C2C(C2(C)C)(C)C)clO 7
451 | Brcl(CCCC(F)(F)F)ce([nH]1)C(=0)C2C(C2(C)C)(C)C 7
452 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)ecl CIN+] 7
453 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)c(nen2)NO 7
454 | FC(F)(F)CCCln+]1cc(n2CCCCCe21)C(=0)C3C(C3(C)C)(C)C 7
455 | Brclec(CCCC(F)(F)F)c(O)c(C(=0)C2C(C2(C)C)(C)C)cl 6.9
456 | FC(F)(F)CCCclec(S(=0)(=0)N)cc(C(=0)C2C(C2(C)C)(C)C)cl 6.9
457 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ec(ce(c31)C)C 6.9
458 | FC(F)(F)CCCln+]1cccc(C(=0)C2C(C2(C)C)(C)C)cl 6.9
459 | Clclec(CCCC(F)(F)F)ec(C(=0)C2C(C2(C)C)(C)C)c1C 6.9
460 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ecc(c(c31)C)C 6.9
461 | FC(F)(F)CCCclecc(N#C)c(C(=0)C2C(C2(C)C)(C)C)cl 6.9
462 | FC(F)(F)CCCelec2c(ccac2c(C(=0)C3C(C3(C)C)(C)C)el)C 6.9
463 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ecec(c31)CC 6.9
464 | FC(F)(F)CCCelec(cce(C(=0)C2C(C2(C)C)(C)C)c10)C 6.9
465 | FC(F)(F)CCCelc(CCIN+])ce([nH]1)C(=0)C2C(C2(C)C)(C)C 6.9
466 | FC(F)(F)CCCelec2e(c(C(=0)C3C(C3(C)C)(C)C)el)encn2 6.9
467 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3clen[nH]3 6.9
468 | Brclc[n+](CCCC(F)(F)F)cc(C(=0)C2C(C2(C)C)(C)C)cl 6.9
469 | FC(F)(F)CCCelec(F)c(c(C(=0)C2C(C2(C)C)(C)C)cl)C(=0)C 6.9
470 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3en[nH]c31 6.9
471 | FC(F)(F)CCCclec2eence2c(C(=0)C3C(C3(C)C)(C)C)cl 6.9
472 | FC(F)(F)CCCelec2eccec2e(C(=0)C3C(C3(C)C)(C)C)c10 6.9
473 | FC(F)(F)CCCclen2c(c(C(=0)C3C(C3(C)C)(C)C)cl)een2 6.9
474 | FC(F)(F)CCCclec(sc1CC)C(=0)C2C(C2(C)C)(C)C 6.9
475 | FC(F)(F)CCCln+]1ccc(c(C(=0)C2C(C2(C)C)(C)C)c1)C 6.9
476 | FC(F)(F)CCCC1=CN(N2C(SC=C12)=0)C(=0)C3C(C3(C)C)(C)C 6.9
477 | FC(F)(F)CCCC1=CN2C(SC=C2C(C(=0)C3C(C3(C)C)(C)C)=C1)=0 6.9
478 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ec(OC)cc(c31)C 6.9
479 | FC(F)(F)CCCelc2c(ce(C(=0)C3C(C3(C)C)(C)C)cl)ens2 6.9
480 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3enen3l 6.8
481 | Clclec(CCCC(F)(F)F)c(O)c(C(=0)C2C(C2(C)C)(C)C)elC 6.8
482 | FC(F)(F)CCCnlcc2-n(occo2)c(C(=0)C3C(C3(C)C)(C)C)cl 6.8
483 | FC(F)(F)CCCnlc2ncen2c(C(=0)C3C(C3(C)C)(C)C)cl 6.8
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484 | Clclc[nt+](C(=0)C2C(C2(C)C)(C)C)enl1CCCC(EF)(F)F 6.8
485 | FC(F)(F)CCCnlcc(sc-2cocnn21)C(=0)C3C(C3(C)C)(C)C 6.8
486 | FC(F)(F)CCC[n+]1cc(C(=0)C2C(C2(C)C)(C)C)ec3eccec3l 6.8
487 | FC(F)(F)CCCclec(sc1C[N+])C(=0)C2C(C2(C)C)(O)C 6.8
488 | FC(F)(F)CCCnlc2cnen2¢(C(=0)C3C(C3(C)C)(C)C)cl 6.8
489 | Fcle(C(=0)C2C(C2(C)C)(C)C)ec(CCCC(F)(F)F)cc1C[N+] 6.8
490 | Clclec(CCCC(F)(F)F)c(O)c(C(=0)C2C(C2(C)C)(C)C)cl 6.8
491 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccec(C(C)C)c31 6.8
492 | FC(F)(F)CCCnlcc2-n(sncs2)c(C(=0)C3C(C3(C)C)(C)C)cl 6.7
493 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3e(cec(OC)c31)C 6.7
494 | FC(F)(F)CCCclcc(F)c(N)c(C(=0)C2C(C2(C)C)(C)C)cl 6.7
495 | Brcle(Clycc(CCCC(F)(F)F)cc1C(=0)C2C(C2(C)C)(C)C 6.7
496 | Clclece(OC)c2cIn(CCCC(F)(F)F)cc2C(=0)C3C(C3(C)C)(C)C 6.7
497 | FC(F)(F)CCCnlc2ccecc2[n+](C(=0)C3C(C3(C)C)(C)C)cl 6.7
498 | FC(F)(F)CCCclcc(CC)c(OC)c(C(=0)C2C(C2(C)C)(C)CO)cl 6.6
499 | FC(F)(F)CCCclcc(F)c(NC)c(C(=0)C2C(C2(C)C)(C)C)cl 6.6
500 | FC(F)(F)CCCnlc2c(ccec2¢(C(=0)C3C(C3(C)C)(C)C)c1)C 6.6

Table S10. List, SMILE and predicted pKi values for Series 6 in CB1 receptor.

N° SMILES Pred pKi

1 FC(F)(F)CCCnlec(c2ceecc21)C(=O)NC(CC)(CC)CiN 8.3
2 FC(F)(F)CCCnlecc(c2ccecc21)C(=0)Cc3ec[nH]c3 8.2
3 FC(F)(F)CCCnlce(C(=0)CC(C2CC2)C3CC3)cdcececdl 8.2
4 FC(F)(F)CCCnlcc(c2cecec21)C(=O)NCCCC 8.2
5 Clclec(N)cec1C(=0)c2c3cccec3n(CCCC(F)(F)F)c2 8.2
6 FC(F)(F)CCCnlcc(-c2c3¢(no2)CCCC3)c4cceccdl 8.1
7 FC(F)(F)CCCnlcc(c2ccccc21)C(=0)c3ceccdc3ec[nH]4 8.1
8 FC(F)(F)CCCnlcc(c2cccecc21)C(=0)c3cendccsc34 8.1
9 FC(F)(F)CCCnlec(c2ccecc21)C(=0)C=C(C3CC3)C4CC4 8
10 FC(F)(F)CCCnlcc(c2ccccc21)-c3cdceccccdennd 8
11 Clcle(ccec1 C(=0)c2c3cccec3n(CCCC(F)(F)F)c2)C 8
12 FC(F)(F)CCCnlce(C(=0)CC(C(C)C)C(C)C)c2cccec21 7.9
13 FC(F)(F)CCCnlcc(c2ccccc21)C(=0)c3cecec30C 7.9
14 FC(F)(F)CCCnlcc(c2cccec21)C(=0)CS(=0)(=0)CC#C 7.9
15 FC(F)(F)CCCnlcc(c2ceccc21)C(=0)c3ccc(N)ec3F 7.9
16 FC(F)(F)CCCnlcc(c2cccec21)C(=0)[C@H](OC)c3cccec3 7.9
17 FC(F)(F)CCCnlcc(c2ccecc21)-c3c4cec(OC)cccdon3 7.9
18 FC(F)(F)CCCn1lcc(c2cccec21)-c3ec(no3)C4CC4 7.9
19 FC(F)(F)CCCnlcc(c2cccec21)C(=O)CCC(F)(F)F 7.9
20 FC(F)(F)CCCnlcc(c2cccecc21)C(=O)N[C@@H](CCC)C 7.9
21 FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3ceccdc3ec(04)C 7.9
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22 FC(F)(F)CCCnlcc(C(=0)[C@@H]2CC32CCC3)c4cceccdl 7.9
23 FC(F)(F)CCCnlcc(c2cecec21)-c3cdcce(O)ccdon3 7.9
24 Clclecec2cle(no2)-c3cdcececdn(CCCC(F)(F)F)c3 7.9
25 FC(F)(F)CCCnlcc(C(=0)[Ce@]23CCC[C@H]4C[Ce@H](C2)CC[C@H]43)c5ccccc51 7.9
26 Cl[C@@H](C(=0)clc2cccec2n(CCCC(F)(F)F)cl)c3cccec3 7.9
27 FC(F)(F)CCCn1c2cceecc2e(5(=0)(=0)c3ceccc3F)cl 7.8
28 FC(F)(F)CCCnlcc(c2cecec21)C(=0)[C@@H]3c4ccecc4C3 7.8
29 FC(F)(F)CCCnlce(c2cccec21)C(=0)/C=C/C(C)(C)C 7.8
30 FC1(F)CC(C1)C(=0)c2c3cccee3n(CCCC(F)(F)F)c2 7.8
31 FC(F)(F)CCCnlce(c2ececc21)C(=0)[C@H](C(C)C)c3cccec3 7.8
32 FC(F)(F)CCCnlcc(C=2[C@@H]3CCCC[C@H]30N2)c4ccccc4l 7.8
33 FC(F)(F)CCCnlcc(C(=0)C2[C@H]3CCCC[C@@H]23)c4cccccdl 7.8
34 FC(F)(F)CCCnlcc(c2ceccc21)C(=0)c3cc(F)cec3N 7.8
35 FC(F)(F)CCCnlcc(C(=0)[C@H]2CCCS2)c3ccecc31 7.8
36 FC(F)(F)CCCnlcc(C(=0)[C@H]2C[C@H]3C=C[C@@H]2C3)c4cccccdl 7.8
37 FC(F)(F)CCCnlcc(C(=0)C2CC(=0)C2)c3cccec3l 7.8
38 CIC1(C)[C@](C1)(C(=0)c2c3cccec3n(CCCC(F)(F)F)c2)C 7.8
39 FC(F)(F)CCCnlcc(C(=0)C[C@@H](C(C)C)C[N+])c2ccccc21 7.8
40 FC(F)(F)CCCnlcc(C(OC(C(C)C)C(C)C)=0)c2ccecc21 7.8
41 Brclec(C(=0)c2c3cccec3n(CCCC(F)(F)F)c2)csl 7.8
42 FC(F)(F)CCCnlce(c2ececc21)C(=0)N[C@H](C(C)C)C 7.7
43 FC(F)(F)CCCnlce(c2ecccc21)C(=0)[Ce@@H](C(C)(C)C)C#N 7.7
44 FC(F)(F)CCCnlce(c2ececc21)C(=0)NC[C@@H](CC)C 7.7
45 FC(F)(F)CCCnlce(c2ccecc21)C(=0)C3=CSCCO3 7.7
46 FC(F)(F)CCCnlce(c2eceecc21)C(=0)N[C@@H](C3CCC3)C 7.7
47 Brclcec2e(c(no2)-c3cdcccecdn(CCCC(F)(F)F)c3)cl 7.7
48 FC(F)(F)CCCnlcc(-c2c3¢(no2)CCC3)cdeccecd 1 7.7
49 FC(F)(F)CCCnlcc(C(=O)[C@@H](c2ccccc2)C)c3ccecc3l 7.7
50 FC(F)(F)CCCnlcc(-n2¢(C(C)C)enn2)c3ccecc3l 7.7
51 FC(F)(F)CCCnlcc(c2ceccc21)C(=0)c3cec(O)cc3F 7.7
52 Brclc[nH]ncl1C(=0)c2c3ccecc3n(CCCC(F)(F)F)c2 7.7
53 FC(F)(F)CCCnlcc(C(=0)C2C3CC4CC(CC2C4)C3)c5eecec51 7.7
54 FC(F)(F)CCCnlcc(C(=0)C2(CC2)c3ccec(c3)C)cdeccecd 7.7
55 FC(F)(F)CCCnlcc(c2ceccc21)C(=0)c3csc(c3CC)C 7.7
56 FC(F)(F)CCCnlce(c2cccec21)C(=0)/C=C(/C(C)C)C 7.7
57 FC(F)(F)CCCnlcc(c2cecec21)C(=0O)c3cece(c3F)C 7.7
58 FC(F)(F)CCCnlcc(c2ceccc21)C(=0)c3cccc(OC)c3F 7.7
59 FC(F)(F)CCCnlcc(c2cecec21)C(=O)c3cecec3 7.7
60 FC(F)(F)CCCnlcc(-n2c3¢(nn2)CCCC3)c4cccccdl 7.7
61 FC(F)(F)CCCnlce(c2ccecc21)C(=0)NC3(CC3)C 7.7
62 Clclec(C)ecc1C(=0)c2c3ccccc3n(CCCC(F)(F)F)c2 7.7
63 FC(F)(F)CCCnlce(c2ccecc21)C(=0)c3c(oc(c3)C)C(F) (F)F 7.7
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64 F[C@@H]1CCN(C1)C(=0)c2c3ccecc3n(CCCC(F)(F)F)c2 7.7
65 FC(F)(F)CCCnlce(c2ccecc21)C(=0)/C=C/CCCC 7.7
66 FC(F)(F)CCCnlcc(c2ceccc21)-c3cdcc(O)cccdon3 7.7
67 FC(F)(F)CCCnlcc(-c2c3¢(on2)CCCC3)c4cceccdl 7.7
68 FC(F)(F)CCCnlcc(c2ceccc21)-c3cdcccccdond 7.7
69 FC(F)(F)CCCnlcc(C(=0)[C@H]2CSCCS2)c3ccccc31 7.7
70 FC(F)(F)CCCnlcc(C(=0)C2(OC)CCCC2)c3cccec3l 7.7
71 FC(F)(F)CCCnlce(c2ccecc21)C(=0)NCCC 7.7
72 FC(F)(F)CCCnlcc(C(=0)C[C@@H](C(C)C)C)c2cccec2l 7.7
73 FC(F)(F)CCCnlcc(c2cecec21)C(=0)Cc3ccec(F)c3 7.7
74 FC(F)(F)CCCnlcc(C(=0)[C@@H](CCC)C#N)c2cccec2l 7.6
75 FC(F)(F)CCCnlcc(c2ceccc21)-c3¢(C)c(no3)C(F)(F)F 7.6
76 FC(F)(F)CCCnlcc(c2cecec21)C(=0)c3cc(ccc3SC)C 7.6
77 FC(F)(F)CCCnlcc(C(=0)C[C@H](C(C)C)CC)c2cccec21 7.6
78 FC(F)(F)CCCnlcc(-n2c3ccc(F)ec3nn2)cdcccecd 1 7.6
79 FC(F)(F)CCCnlcc(c2ceccc21)C(=0)c3ceccc3C(OC)=0 7.6
80 Clclecec(C(=0)c2c3ccece3n(CCCC(F)(F)F)c2)cl 7.6
81 FC(F)(F)CCCnlcc(c2ceccc21)C(=0)c3cec(C)cc3 7.6
82 FC(F)(F)CCCnlcc(c2cecec21)C(=0)c3cencc3C 7.6
83 FC(F)(F)CCCnlce(c2ccecc21)C(=0)NCC/C=C/C 7.6
84 FC(F)(F)CCCnlce(c2ccccc21)C(=0)c3ce(F)cec3[N+]([O-])=O 7.6
85 FC(F)(F)CCCnlce(c2ccecc21)C(=0)C[C@@H](C(F)(F)F)C 7.6
86 Clclec(c(cc1C(=0)c2en(CCCC(F)(F)F)c3ccece32)C)C 7.6
87 CIC1(Cl)[CeeH]([Ce@]1(CC)C(=0)c2c3cccce3n(CCCC(F)(F)F)c2)C 7.6
88 FC(F)(F)CCCnlce(-c2c3c(no2)CC[C@@H](C3)C)cdcccccd 1 7.6
89 Clclen[nH]c1C(=0)c2c3ccece3n(CCCC(F)(F)F)c2 7.6
90 FC(F)(F)CCCnlcc(c2ceccc21)-c3cdcccccdnod 7.6
91 FC(F)(F)CCCnlcc(C(=0)C2=CCCCCC2)c3cccecc3l 7.6
92 FC(F)(F)CCCnlc2cccec2e(C(=0)C3(CCCC3)cdceccs4)cl 7.6
93 Clclece(s1)[C@H](C(=0)c2c3cccce3n(CCCC(F)(F)F)c2)C 7.6
94 Clcle(Clsncl1C(=0)c2c3cccce3n(CCCC(F)(F)F)c2 7.6
95 SCclcc(onl)-c2c3cccec3n(CCCC(F)(F)F)c2 7.6
96 FC(F)(F)CCCnlcc(-n2c3ccc(cc3nn2)C)cdeccccd 1 7.6
97 FC(F)(F)CCCnlcc(C(=0)C2CCOCC2)c3ccecc3l 7.6
98 FC(F)(F)CCCnlc2cccec2e(C(=0)C34CC5CC(C3)CC(C4)Ch)cl 7.6
99 FC(F)(F)CCCnlce(c2ccecc21)C(=0)c3c([N+]([O-])=O)en[nH]3 7.6
100 | FC(F)(F)CCCnlce(c2cccec21)C(=0)c3ccccc3CC 7.6
101 | FC(F)(F)CCCnlce(c2cccec21)-c3nncdn3ccs4 7.6
102 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)NCCC=C 7.6
103 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)Cc3cecs3 7.6
104 | FC(F)(F)CCCnlce(c2cccec21)-c3c4cec(F)cc4on3 7.6
105 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3c(C)esc3 7.5
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106 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)/C=C/C(C)C 7.5
107 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)CCCCC#C 7.5
108 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)[C@H](SCC)C(C)C 7.5
109 | FC(F)(F)CCCnlcc(C(=O)[Ce@H]2C([C@H]2C=C(C)C)(C)C)c3ccccc31 7.5
110 | FC(F)(F)CCCnlce(c2cccec21)C(=0)c3cc(c(s3)C)C 7.5
111 | Brclcee(s1)C(=0)c2c3ccecc3n(CCCC(F)(F)F)c2 7.5
112 | S=C(N)[C@H](C(=O)clc2cccce2n(CCCC(F)(F)F)c1)CC 7.5
113 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)C3=CCCCC3 7.5
114 | Sclcccec1C(=0)c2c3cccee3n(CCCC(F)(F)F)c2 7.5
115 | Clclencec1C(=0)c2c3ccece3n(CCCC(F)(F)F)c2 7.5
116 | FC(F)(F)CCCnlcc(C(=O)C(C2CC2)C3CC3)cdcecccdl 7.5
117 | FC(F)(F)CCCnlcc(-c2c3c(on2)CC[C@@H](C3)C)cdcccccdl 7.5
118 | FC(F)(F)CCCnlce(c2cccec21)-c3c4c(on3)ccc(c4)C 7.5
119 | FC(F)(F)CCCnlcc(C(=0)C2[C@@H]3CCC[C@H]23)c4cccccdl 7.5
120 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)CC(CC)CC 7.5
121 | FC(F)(F)CCCnlcc(C(=O)NCC(C)C)c2ccecc21 7.5
122 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)C3=CCCCO3 7.5
123 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)[C@@H](CC)C#N 7.5
124 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)C3=C(OCCS3)C 7.5
125 | FC(F)(F)CCCnlce(c2cccec21)C(=0)c3ccec(F)c3F 7.5
126 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)CC3(CCCCC3)C 7.5
127 | Clclec(F)c(cc1C(=0)c2c3cccec3n(CCCC(F)(F)F)c2)C 7.5
128 | Clclecc2c(c(no2)-c3c4cccecdn(CCCC(F)(F)F)c3)cl 7.5
129 | FC(F)(F)CCCnlcc(c2ccecc21)C(OC(CC)CC)=0 7.4
130 | S=C(N)[C@H](CCC)C(=0)clc2cccec2n(CCCC(F)(F)F)cl 7.4
131 | Brclee(C(=0)c2c3cccec3n(CCCC(F)(F)F)c2)cc(c1)C 74
132 | FC(F)(F)CCCnlcc(-n2c3cceccc3nn?)cdeccecdl 74
133 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3cc(F)ccc30C 7.4
134 | FC(F)(F)CCCnlcc(c2cccec21)C(=0O)c3cccec3F 74
135 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3ence(s3)C 74
136 | FC(F)(F)CCCnlc2ccccc2c(C(=0)C(C(F)(F)F)(C(F)(F)F)C)cl 7.4
137 | FC(F)(F)CCCnlcc(c2cceec21)C(=0)CC3CCCCCC3 74
138 | FC(F)(F)CCCnlce(C(=0)[C@@H](c2cces2)C)c3ccccc3l 74
139 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)/C=C/SC 7.4
140 | FC(F)(F)CCCnlce(c2cccec21)C(=0)c3ccoc3C 74
141 | Clclecc2e(n(nn2)-c3c4cccecdn(CCCC(F)(F)F)c3)cl 7.4
142 | ClcleesclC(=0)c2c3ccccc3n(CCCC(F)(F)F)c2 74
143 | FC(F)(F)CCCnlcce(C=2[C@@H]3CCC[C@@H]30N2)c4cccccdl 7.4
144 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3c(F)ce(F)cc3F 74
145 | FC(F)(F)CCCnlce(C(=0)C2(CC2)c3cccce3)cdcccecdl 74
146 | Fclec(C(=0O)c2c3cccec3n(CCCC(F)(F)F)c2)cc(c1)C 74
147 | Cl[C@H](F)C(S(=0)(=0)clc2ccccc2n(CCCC(F)(F)F)c1)(F)F 7.4
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148 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)C=C3CCC(CC3)C 7.4
149 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)[C@H]([N+](C)C)c3cncec3 7.4
150 | FC(F)(F)CCCnlce(c2cccec21)C(=0)c3ccc(03)N 74
151 | Clclec(F)ee(C(=0)c2c3cccec3n(CCCC(F)(F)F)c2)cl 74
152 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3cccec30CC 74
153 | FC(F)(F)CCCnlc2ccccc2c(C(=0)C34C5C[Ce@H](C3)C[C@@H](C4)C5)cl 7.4
154 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)/C(C)=C/CO 7.4
155 | S[C@@H](C(=0)clc2cceccc2n(CCCC(F)(F)F)c1)C(C)C 7.4
156 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)NCC3CCC3 7.4
157 | FC(F)(F)CCCnlce(c2cccec21)-c3ce(no3)C 74
158 | Clcle(F)ccec1C(=0)c2en(CCCC(F)(F)F)c3ccccc32 74
159 | Clcle(nn(C)cl)C(=0)c2c3cccec3n(CCCC(F)(F)F)c2 7.4
160 | FC(F)(F)CCCnlce(c2cccec21)C(=0)c3c(SC)ces3 7.4
161 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)[C@H](OC)CC 74
162 | FC(F)CN(C1CC1)C(=0)c2c3cccec3n(CCCC(F)(F)F)c2 7.4
163 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)NCCC(C)C 7.4
164 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3csc(c3)C 7.4
165 | FC(F)(F)CCCnlce(C(=0O)[C@@H](c2ccsc2)C)c3ccccc3l 74
166 | FC(F)(F)CCCnlce(c2cccec21)-c3c4cc(F)cecdon3 7.4
167 | FC(F)(F)CCCnlce(c2cccec21)C(=0)c3ccc(F)cc3F 7.4
168 | FC(F)(F)CCCnlcc(C(=0)C2(CCC2)c3cccc(F)c3)cdcceccdl 7.4
169 | FC(F)(F)CCCnlcc(C(=0O)[C@H]2C[C@@H]3CC[C@H]2C3)c4cccccdl 7.4
170 | FC(F)(F)CCCnlcc(C(=O)N2CCS[C@@H]2CCC)c3cccec3l 74
171 | FC(F)(F)CCCnlcc(C(=O)N2[Ce@H](CC[C@@H]2C)C)c3cccec3l 74
172 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3c([nH]c(c3)C)C 7.4
173 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)CC3CCCC3 74
174 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3c([N+]([O-])=O)cec(c3)C 7.4
175 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)[C@H]([N+](C)C)c3ccece3 7.4
176 | ClclecneclC(=0)c2c3ccece3n(CCCC(F)(F)F)c2 74
177 | FC(F)(F)CCCnlcc(C(=0)[C@@H](C2CCOCC2)C)c3cccec3l 7.3
178 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3ccc(F)c(N)c3 7.3
179 | FC(F)(F)CCCnlcc(C(=0)C2=COCCC2)c3ccecc31 7.3
180 | FC(F)(F)CCCnlcc(c2ccecc21)C(OC3(CC3)C)=0 7.3
181 | FC(F)(F)CCCnlcc(C(=O)[C@H](CCC)CC)c2ccecc21 7.3
182 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)/C=C(\C3CC3)C 7.3
183 | FC(F)(F)CCCnlcc(c2ccecc21)C(SC(C)(C)C)=0 7.3
184 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3ccc(O)c(F)c3 7.3
185 | Clclece(s1)C(=0)c2c3cecec3n(CCCC(F)(F)F)c2 7.3
186 | FC(F)(F)CCCnlcc(C(=0)C2CCCCC2)c3cccec3l 7.3
187 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3esnc3C 7.3
188 | FC(F)(F)CCCnlcc(c2ccecc21)C(O[C@H](C3CC3)C)=0 7.3
189 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3cc[nH]c3C 7.3
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190 | Clclnne(s1)-c2c3cecec3n(CCCC(F)(F)F)c2 7.3
191 | FC(F)(F)CCCnlcc(C(=0)[C@@H]2CCO[C@H]2C)c3cccec31 7.3
192 | FC(F)(F)CCCnlc2ccecc2c(C(=0)C3(CCC3)COC)cl 7.3
193 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)Cc3cec[nH]3 7.3
194 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3cccecc3CEN 7.3
195 | FC(F)(F)CCCnlcc(c2cccec21)C(=0O)c3encc(F)c3 7.3
196 | FC(F)(F)CCCnlcc(c2cccec21)-c3¢(C)c(no3)C 7.3
197 | FC(F)(F)CCCnlcc(C(=0)C2CCSCC2)c3cccec3l 7.3
198 | Clclec(C(=0)c2c3cccce3n(CCCC(F)(F)F)c2)c(Cl)sl 7.3
199 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)C3=C(OCCO3)C 7.3
200 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)NCC 7.3
201 | FC(S(=0)(=0)clc2cceccc2n(CCCC(F)(F)F)cl)(F)C(F)F 7.3
202 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C[C@@H](C3CC3)C 7.3
203 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)[C@H]3[C@H](CCO3)C 7.3
204 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)/C=C(/CC)C 7.3
205 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)[C@H](O)C(C)(C)C 7.3
206 | FC(F)(F)CCCnlcc(C(=0O)[Cee@H]2[C@@H]([N+]([O-])=0)C2)c3ccccc31 7.3
207 | Clcleec2e(onc2-c3cdceccecdn(CCCC(F)(F)F)c3)cl 7.3
208 | FC(F)(F)CCCnlcc(C(=O)N2CCC[C@H]([C@H]2C)C)c3cccec3l 7.3
209 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cccol 7.3
210 | FC(F)(F)CCCnlcc(c2ccecc21)-c3cc(no3)CC 7.3
211 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)Cc3ccoc3 7.3
212 | FC(F)(F)CCCnlcc(C(=0)C(CC)CC)c2cccec21 7.3
213 | FC(F)(F)CCCnlcc(C(=0)[Ce@H]2CCCC[C@@H]2C)c3ccccc31 7.3
214 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C=C(SC)SC 7.2
215 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3ccc(F)cc3C 7.2
216 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cc[nH]c3 7.2
217 | FC(F)(F)CCCnlcc(c2ccccc21)C(=0)c3cec(F)ec3 7.2
218 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)CCCC=C 7.2
219 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)Cc3cc(F)c(F)cc3F 7.2
220 | FC(F)(F)CCCnlcc(C(=0)C2CCC2)c3ccecc3l 7.2
221 | FC(F)(F)CCCnlcc(c2ccecc21)C(=O)NCC(F)F 7.2
222 | FC(F)(F)[C@H]1CCCC[C@H]1C(=0)c2c3cccec3n(CCCC(F)(F)F)c2 7.2
223 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C(CC)=C 7.2
224 | CIC(Cl)=C[CeH]1C([C@H]1C(=0)c2c3ccccc3n(CCCC(F)(F)F)c2)(C)C 7.2
225 | SC[Ce@@H](C(=0)clc2cccec2n(CCCC(F)(F)F)c1)C 7.2
226 | FC(F)(F)CCCnlc2cccec2¢(C(=0O)N3CCCC3)cl 7.2
227 | FC(F)(F)CCCnlcc(C(=0)[C@@H]2C(C2)(C)C)c3ccecc3l 7.2
228 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)/C=C/CC 7.2
229 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)/C=C/C=C/C 7.2
230 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3ccsc3 7.2
231 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)c3c4c(OCCO4)cs3 7.2
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232 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)NOCC=C 7.2
233 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3ccdccocds3 7.2
234 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3ccece3SC 7.2
235 | Brclec(c(01)C(=0)c2c3ccecc3n(CCCC(F)(F)F)c2)C 7.2
236 | FC(F)(F)CCCnlcc(C(=0)C2CC=CC2)c3ccccc3l 7.2
237 | FC(F)(F)CCCnlcc(C(=0)[C@H]([N+])C2CCCC2)c3cccec3l 7.2
238 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3c(ccs3)C#N 7.2
239 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)/C=C/C 7.2
240 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3ccc[nH]3 7.2
241 | FC(F)(F)CCCnlcc(c2ceccc21)C(=0)c3cecc(F)c3 7.2
242 | FC(F)(F)CCCnlcc(C(=0)[Ce@H]2[C@](C2)(CC)C)c3cccec3l 7.2
243 | Clcleec(Cl)e(C(=0)c2c3cccec3n(CCCC(F)(F)F)c2)cl 7.2
244 | FC(F)(F)CCCnlcc([S@@](=0)CCC)c2cccec2l 7.2
245 | FC(F)(F)CCCnlcc(C(=0)C2CCCC2)c3ccecc3l 7.2
246 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cens3 7.2
247 | FC(F)(F)CCCnlcc(C(=0)C2(CC2)c3ccc(F)cc3)cdcecccdl 7.2
248 | CICI(CC(C1)(C(=0)c2c3cceee3n(CCCC(F)(F)F)c2)C)C 7.2
249 | FC(F)(F)CCCnlcc(c2cceec21)C(O[C@H](CC)C)=0 7.2
250 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cenec3F 7.2
251 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C=C3CCC3 7.2
252 | FC(F)(F)CCCnlcc(CC2C(C2(C)C)(C)C)c3cccec3l 7.2
253 | FC(F)(F)CCCnlcc(C(=0)C2CCCCCCC2)c3cccec3l 7.2
254 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3c(cc([nH]3)C)C 7.2
255 | Clclc[nH]nclC(=0)c2c3cccec3n(CCCC(F)(F)F)c2 7.2
256 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cec(s3)C 7.2
257 | FC(F)(F)CCCnlc2cecec2¢(C(=0)C3CC(C3)(C)C)cl 7.1
258 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C[Ce@@H](CC)C 7.1
259 | FC(F)(F)CCCnlcc(C(=0)C2(CC2)C#N)c3cccec3l 7.1
260 | FC(F)(F)CCCnlcc(C(=0O)[CeeH]([Se@](=0)CC)C)c2ccccc21 7.1
261 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)CCCC 7.1
262 | FC(F)(F)CCCnlcc(c2ceccc21)C(=0)c3c(C)ces3 7.1
263 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)c3cecc(c3)C 7.1
264 | FC(F)(F)CCCnlcc(C(=0)C2=CCC[N+](C2)C)c3cccec3l 7.1
265 | Clcleec(o1)C(=0)c2c3cccec3n(CCCC(F)(F)F)c2 7.1
266 | FC(F)(F)CCCnlc2cccec2¢(C(=0O)N3CC[C@H](C3)C)cl 7.1
267 | Brclecoc1C(=0)c2c3cccee3n(CCCC(F)(F)F)c2 7.1
268 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3ccoc3 7.1
269 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)C3=CC[N+]CC3 7.1
270 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3coc(c3)C 7.1
271 | FC(F)(F)CCCnlc2cccec2¢(C(=0)[C@@H](CSC)C)cl 7.1
272 | FC(F)(F)CCCnlcc(c2ccecc21)-c3cc(C)e(nn3)C 7.1
273 | FC(F)(F)CCCnlc2cccec2¢(C(=0)C3(CCCCCC3)C#N)cl 7.1
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274 | FC(F)(F)CCCnlcc(C(=0)[C@H]2CCOC2)c3cccec3l 7.1
275 | FC(F)(F)CS(=0)(=O)clc2cceccc2n(CCCC(F)(F)F)cl 7.1
276 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)[C@H](SC)CC 7.1
277 | FC(F)(F)CCCnlc2cccec2¢(S(=0)(=0)C(CC)CC)cl 7.1
278 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)CCCCC 7.1
279 | Brcleesc1C(=0O)c2c3cccec3n(CCCC(F)(F)F)c2 7.1
280 | Brclesc(C(=0)c2c3cccec3n(CCCC(F)(F)F)c2)cl 7.1
281 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3c(F)ccen3 7.1
282 | FC(F)(C(=0)clc2cccec2n(CCCC(F)(F)F)c1)C(F)(F)E 7.1
283 | FC(F)(F)CCCnlc2cccec2¢(C(=0)C(C(F)(F)F)(C)C)cl 7.1
284 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C[C@H](CCC)C 7.1
285 | FC1(F)C[Ce@@H]1C(=0)c2c3ccccc3n(CCCC(F)(F)F)c2 7.1
286 | FC(F)(F)CCCnlcc(c2ceccc21)C(=0)c3cenec3CC 7.1
287 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3csen3 7.1
288 | FC(F)(F)CCCnlc2cccec2¢(C(=0)C3(CCCC3)CC)cl 7.1
289 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)N[Ce@H](CC)C 7.1
290 | Clecle(sen1)C(=0)c2c3cecec3n(CCCC(F)(F)F)c2 7.1
291 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C3=CCCC3 7.1
292 | S=C(N)C[C@H](C(=0)clc2ccccc2n(CCCC(F)(F)F)c1)C 7.1
293 | EC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3c(CC)ccs3 7.1
294 | FC(F)(F)CCCnlcc(-c2c3c(on2)CCC3)c4ccccc4l 7.1
295 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CSCCC 7.1
296 | FC(F)(F)CCCnlcc(C(=0)[Ce@@H](C2CCCC2)C)c3cccec3l 71
297 | FC(F)(F)CCCnlcc(C(=0)C2(0)CCC2)c3cccec3l 7.1
298 | FC(F)(F)CCCnlcc(C(=0)[C@@H](n2cccn?2)C)c3ccecc31 7.1
299 | FC(F)(F)CCCnlcc(C(=0)C2CC2)c3cccec3l 7.1
300 | Brcle(nocl-c2c3cccec3n(CCCC(F)(F)F)c2)C 7.1
301 | FC(F)(F)CCCnlcc(c2ceecc21)C(=0)c3c(n[nH]n3)C 7.1
302 | FC(F)(F)CCCnlc2cecec2¢(C(=0)[C@](O)(C(F)(F)F)C)cl 7.1
303 | FC(F)(F)CCCnlcc(C(=0)[C@H]2CCCCO2)c3cccec3l 7.1
304 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3coc(n3)C 7.1
305 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)c3nc(C)cs3 7.1
306 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3ccc(03)C 7.1
307 | EC(F)(F)CCCnlcc(c2ccecc21)-c3¢(C)cno3 7.1
308 | FC(F)(F)CCCnlcc(c2ceeec21)C(=0)Cc3c(nco3)C 7.1
309 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)c3c(oc(n3)C)C 7.1
310 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C=C(C)C 7.1
311 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)C3=COCC3 7.1
312 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cc(C)cs3 7.1
313 | FC(F)(F)CCCnlc2cecec2¢(C(=0)N3CCSC3)cl 7.1
314 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)/C=C/CCC 7
315 | FC(F)(F)CCCnlcc(c2cecec21)C(OC(C)C)=0 7
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316 | FC(F)(F)CCCnlc2cecec2¢(C(=0)C(CO)(C)C)cl 7
317 | FC(F)(F)CCCnlc2cccec2¢(C(=0)C3(CCC3)C#N)cl 7
318 | FC(F)(F)CCCnlcc(C(=0)[Ce@eH]2CCC[C@@H](C2)C)c3ccccc31 7
319 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3nccs3 7
320 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CC(C)=C 7
321 | FC1(F)CCC(CC1)C(=O)c2c3cccee3n(CCCC(F)(F)F)c2 7
322 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cencs3 7
323 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCC=C 7
324 | FC(F)(F)CCCnlcc(C(=0)[Cee@H]2[C@@H](CCC2)C#N)c3ccccc31 7
325 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cec([nH]3)C 7
326 | FC(F)(F)CCCnlcc(S(=0)(=0)CC2CCC2)c3cccec3l 7
327 | FC(F)(F)CCCnlcc(C(=0)[C@@H]2CC=CCC2)c3ccccc3l 7
328 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CS(=0)(=0)C 7
329 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3c(oc(c3)C)C 7
330 | FC(F)(F)CCCnlc2cecec2¢(C(=0)N3CC=CC3)cl 7
331 | FC(F)(F)CCCnlcc(C(=0O)[Ce@H]2[C@@H](C2)C)c3ccccc3l 7
332 | FC(F)(F)CCCnlc2cecec2¢(C(=0)C3(CC3)C)cl 7
333 | EC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3c(cc(03)C)C 7
334 | Clcleec(F)ec1C(=0)c2c3cecec3n(CCCC(F)(F)F)c2 7
335 | FC(F)(F)CCCnlc2cecec2¢(C(=0)C(CC(C)C)(C)C)cl 7
336 | FC(F)(F)CCCnlcc(C(=0)[C@H]2COCCC2)c3cccec3l 7
337 | EC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cc(F)ccc3F 7
338 | FC(F)(F)CCCnlcc(C(=0)C[C@H](O)C(C)C)c2ccecc21 7
339 | FC(F)(F)CCCnlce(C(=0O)[C@H]2[C@@H](CCC[N+]2)C)c3cccec31 7
340 | FC(F)(F)CCCnlcc(c2cceec21)C(SCC)=0 7
341 | FC(F)(F)CCCnlc2cecec2¢(C(=0)C3(CCCCC3)C)cl 7
342 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3c(ocn3)C 7
343 | FC(F)(F)CCCnlce(c2cceec21)C(=0)CSC(C)(C)C 7
344 | FC(F)(F)CCCnlcc(OC[C@H]2CS2)c3ccccc31 7
345 | F[Ce@H]1C[C@H]1C(=0)c2c3ccccc3n(CCCC(F)(F)F)c2 7
346 | Clclec(onl)-c2c3ccece3n(CCCC(F)(F)F)c2 7
347 | FC(F)(F)CCCnlcc(C(=0)[C@H](CC)C)c2cccec2l 7
348 | FC(F)(F)CCCnlcc(C(=0)C2=CC[C@H]([N+])C2)c3cccce31 7
349 | FC(F)(F)CCCnlcc(C(=O)[Ce@H]([N+](C)C)[C@H](CC)C)c2cccec21 6.9
350 | FC(F)(F)CCCnlcc(c2cceec21)C(=0)CC(C)(C)C 6.9
351 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C(C(C)C)=C 6.9
352 | FC(F)(F)CCCnlcc(c2cecec21)-c3ccnod 6.9
353 | FC(F)(F)CCCnlcc(C(=0)CCC(C)C)c2cccec21 6.9
354 | FC(F)(F)CCCnlcc(c2ccccc21)C(=0)c3csc(n3)C 6.9
355 | FC(F)(F)CCCnlcc(C(=0)[C@H](CCC)C)c2cccec2l 6.9
356 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)C=C3CCCCC3 6.9
357 | FC(F)(F)CCCnlcc(S(=0)(=0)CC(C)=C)c2ccccc21 6.9
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358 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3c(nes3)C 6.9
359 | FC(F)(F)CCCnlc2cccec2¢(C(=0)[C@@H](C[N+](C)C)C)cl 6.9
360 | FC(F)(F)CCCnlcc(c2ccecc21)-c3cc(on3)C 6.9
361 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)/C(C)=C/C 6.9
362 | FC(F)(F)CCCnlcce(S(=0)(=0)CC=C)c2cccec2l 6.9
363 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C/C=C/C 6.9
364 | Br[C@@H](C(=0)clc2cccecc2n(CCCC(F)(F)F)c1)C(C)(C)C 6.9
365 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCc3ccco3 6.9
366 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C3=C(OCCC3)C 6.9
367 | FC(F)(F)C1(CC1)C(=0)c2c3cccee3n(CCCC(F)(F)F)c2 6.9
368 | FC(F)(F)CCCnlcc(C(=0)[C@H]2CCSC2)c3ccccc31 6.9
369 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccece3l 6.9
370 | FC(F)(F)CCCnlcc(C(=0)[C@H](C(C)C)CC)c2ccecc21 6.9
371 | FC(F)(F)CCCnlc2cccec2¢(C(=0)C(C(F)(F)F)C(F)(F)F)cl 6.9
372 | FC(F)(F)CCCnlcc(C(=0)C(OC)(C)C)c2cceec21 6.9
373 | Clcleecec1C(=0)c2c3ccece3n(CCCC(F)(F)F)c2 6.9
374 | FC(F)(F)CCCnlc2cecec2¢(C(=0)C3(CCCC3)C)cl 6.9
375 | FC(F)(C(F)(F)C(=O)clc2ccecc2n(CCCC(F)(F)F)c1)C(F)(F)F 6.9
376 | FC(F)(F)CCCnlcc(C(=0)[Ce@@H](CC#C)C)c2ccecc21 6.8
377 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CC(C)C 6.8
378 | S=C(N)[Ce@@H](C(=0)clc2cccec2n(CCCC(F)(F)F)c1)C(C)C 6.8
379 | FCCCS(=0)(=0)clc2cccec2n(CCCC(F)(F)F)cl 6.8
380 | FC(F)(F)CCCnlcc(C(=0)[Ce@H]2CC[C@@H](02)C)c3ccccc31 6.8
381 | FC(F)(F)CCCnlcc(C(=0O)[Ce@@H](n2cnen2)C)c3ceccc3l 6.8
382 | FC(F)(F)CCCnlc2cccec2¢(C(=0)[C@@H](COC)C)cl 6.8
383 | FC(F)(F)CCCnlc2cecec2¢(C(=0)C(CCC)(C)C)cl 6.8
384 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3c(C)cco3 6.8
385 | CIC1(C)C[C@H]1C(=0)c2c3ccece3n(CCCC(F)(F)F)c2 6.8
386 | FC(F)(F)CCCnlcc(C(=0)[C@@H]2CC32CC[N+]CC3)cdcceccdl 6.8
387 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CSC(F)(F)F 6.8
388 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cnsn3 6.8
389 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CC#CC 6.8
390 | Br[C@@H](C(=0)clc2cccec2n(CCCC(F)(F)F)c1)C(C)C 6.8
391 | FC(F)(F)CCCnlc2cecec2¢(C(=0)C(CC)(C)C)cl 6.8
392 | FC(F)(F)CCCnlcc(c2ccecc21)-c3cc(C)enn3 6.8
393 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)C[C@H](C)C#N 6.8
394 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C(F)=C(C)C 6.8
395 | FC(F)(F)CCCnlcc(C(=0)[Ce@H]2C[C@@H]2C3CC3)c4cccccdl 6.8
396 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCOC 6.8
397 | FC(F)(F)CCCnlc2cccec2¢(C(=0)[C@@H](S5(=0)(=0)C(C)C)C)cl 6.8
398 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)C(CCC)=C 6.8
399 | FC(F)(F)CCCnlcc(C(=0)[C@H](C[N+])CC)c2cccec21 6.8
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400 | FC(F)(F)CCCnlcc(c2cccec21)C([S@@](=0)CC)=0 6.8
401 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cces3 6.8
402 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cocn3 6.8
403 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C/C=C/CC 6.8
404 | FC(F)(F)CCCnlcc(OC(C(F)(F)F)C(F)(F)F)c2cceec21 6.7
405 | FC(F)(F)CCCnlcc(C(=0)C(O)(CC)CC)c2ccecc21 6.7
406 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)[Ce@H]([N+](C)C)C(C)C 6.7
407 | FC(F)(F)CCCnlcc(c2cccec21)C=3CCON3 6.7
408 | Brcle(oncl-c2c3cccec3n(CCCC(F)(F)F)c2)C 6.7
409 | FC(F)(F)CCCnlcc(C(=0)[C@H]J2CSC[N+]2)c3ccecc31 6.7
410 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CC=C 6.7
411 | Clcleec(nnl)-c2c3ccece3n(CCCC(F)(F)F)c2 6.7
412 | FC(F)(F)CCCnlc2cecec2¢(C(=0)C(C)(C)C)cl 6.7
413 | S[CeeH]([Ce@@H](CC)C)C(=0)clc2cccec2n(CCCC(F)(F)F)cl 6.7
414 | FC(F)(F)CCCnlcc(c2cccec21)-c3ccon3 6.7
415 | FC(F)(F)CCCnlcc(C(=0)C2CCC(O)CC2)c3cecec3l 6.7
416 | FC(F)(F)CCCnlcc(C(=0)[C@@H]2CCCO2)c3ccccc31 6.7
417 | SC(C(=0)clc2ccccc2n(CCCC(F)(F)F)c1)(C)C 6.7
418 | FC(F)(F)CCCnlcc(C(=0)[C@H]([N+]C)CC)c2cccec21 6.7
419 | FC(F)(F)CCCnlcc(C(=0)CS(=0)(=0)CC)c2ccecc21 6.7
420 | FC(F)(F)CCCnlcc(C(=0)[C@@H](C2CC2)C)c3cccce31 6.7
421 | FC(F)(F)CCCnlcc(C(=0)[Ce@H]2CCC[C@@H](0)C2)c3ccccc31 6.7
422 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)C=C 6.7
423 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)N[Ce@@H](CC[N+])C 6.7
424 | Clclee(F)cec1C(=0)c2c3cecec3n(CCCC(F)(F)F)c2 6.7
425 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C(C)=C 6.7
426 | FC(F)(F)CCCnlcc(C(=0)[C@@H]2CC[N+]2)c3cccec31 6.6
427 | CIC(C(=0)clc2cccec2n(CCCC(F)(F)F)c1)=C 6.6
428 | FC(F)(F)CCCnlcc(C(=0O)[C@H]([N+]C)C(C)C)c2cccec21 6.6
429 | FC(F)(F)CCCnlcc(c2cecec21)C(SC)=0 6.6
430 | BrC(Br)C(=O)clc2cceccc2n(CCCC(F)(F)F)cl 6.6
431 | FC(F)(F)CCCnlcc(c2cceec21)C(=0)C[C@H](SC)C 6.6
432 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)[C@@H](SCC)C 6.6
433 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CC3CCC3 6.6
434 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3c(sc(c3)C)C 6.6
435 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCC=0 6.6
436 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CSCC3CC3 6.6
437 | FC(F)(F)CCCnlcc(C(=0)CCC2CC2)c3ccecc31 6.6
438 | FC(F)(F)CCCnlcc(C(=0)C[C@H]2CCC[N+]2)c3cccec31 6.6
439 | CIC(C)C(=0)clc2cceccc2n(CCCC(F)(F)F)cl 6.6
440 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)[C@H](OC)C 6.6
441 | Br[C@H](C(=O)clc2cccec2n(CCCC(F)(F)F)c1)C 6.6
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442 | FC(F)(F)CCCnlcc(C(=0)[C@@]2(CCCS2)C)c3ccecc31 6.6
443 | BrC(C(=O)clc2ccccc2n(CCCC(F)(F)F)c1)(C)C 6.6
444 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCC#N 6.6
445 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCO[N+]([O-])=O 6.6
446 | FC(F)(F)CCCnlcc(C(=O)[C@H]([N+])CCC)c2cccec21 6.6
447 | FC(F)(F)CCCnlce(C(=0O)[C@@H]([N+](CCC)C)C)c2ccecc2l 6.5
448 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)[Ce@@H](SC)C 6.5
449 | FC(F)(F)CCCnlc2cecec2¢(C(=0)C3(CCC3)C[N+])cl 6.5
450 | SCC(=O)clc2cccec2n(CCCC(F)(F)F)cl 6.5
451 | CIC(CI)(CHC(=0)clc2cccec2n(CCCC(F)(F)F)cl 6.5
452 | FC(F)(F)CCCnlcc(C(=0)[C@@H](C(C)C)C)c2ccecc21 6.5
453 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3c(F)cc(F)en3 6.5
454 | FC(F)(F)CCCnlcc(c2cecec21)C(SCCC)=0 6.5
455 | F[C@@H](C(=0)clc2ccccc2n(CCCC(F)(F)F)c1)C 6.5
456 | FC(F)(F)CCCnlcc(C(=0)[C@@H]2CC[N+](C2)C)c3cccec31 6.5
457 | FC(F)(F)CCCnlcc(c2cceec21)C(SCF)=0 6.5
458 | FC(F)(F)CCCnlcc(c2cceec21)C(=0)CN#C 6.5
459 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)C[S@@](=0)C 6.5
460 | FC(F)(F)CCCnlcc(c2ccecc21)-c3¢(C)con3 6.5
461 | FC(F)(F)CCCnlcc(S(=0)(=0)CCCC)c2cccec2l 6.5
462 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CSCC 6.5
463 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCC 6.5
464 | FC(F)(F)CCCnlcc([S@@](=0)CC)c2ccecc21 6.5
465 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CC(F)(F)F 6.5
466 | FC(F)(C(=O)clc2cccec2n(CCCC(F)(F)F)c1)C(F)F 6.4
467 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)C(CCCC)=C 6.4
468 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCC#C 6.4
469 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CC3CC3 6.4
470 | BrC(C(=0O)clc2cccec2n(CCCC(F)(F)F)c1)=C 6.4
471 | FC(F)(F)CCCnlcc(C(=O)[C@H]([N+])C(C)C)c2cccec21 6.4
472 | FC(F)(F)CCCnlcc(OCC2CC2)c3ccecc31 6.4
473 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)[C@H]([N+])C(C)(C)C 6.4
474 | FC(F)(F)CCCnlce(c2cccec21)C(=O)C(F)(F)F 6.4
475 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)CC[Ce@@H](O)C 6.4
476 | FC(F)(F)CCCnlcc(c2cecec21)C(OCC3CC3)=0 6.4
477 | FC(F)(F)CCCnlc2cccec2¢(C(=0)[C@@]([N+])(C(F)(F)F)C)cl 6.3
478 | FC(F)(F)CCCnlcc(c2ccecc21)-c3c¢(snn3)C 6.3
479 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C[C@H](CC)C#N 6.3
480 | FC(F)(F)CCCnlc2cecec2¢(C(=0)C3(CC3)C(N)=[N+])cl 6.3
481 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)CCCC[N+] 6.3
482 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCCCHN 6.3
483 | FC(F)(F)CCCnlcc(c2cecec21)C(SC(C)C)=0 6.3
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484 | FC(C(=O)clc2cccec2n(CCCC(F)(F)F)c1)(C)C 6.3
485 | Cl[Ce@@H](C(=O)clc2cccec2n(CCCC(F)(F)F)c1)C 6.3
486 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCCCHC 6.3
487 | FC(F)(F)CCCnlcc(C(=0O)[C@@H]([N+](C)C)CC)c2ccccc21 6.2
488 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)CSC 6.2
489 | FC(F)(F)CCCnlcc(C(=0)C(C)C)c2cccec21 6.2
490 | FC(F)(F)CCCnlcc(C(=0)[Ce@H]2[C@H](C2)C(OC)=0)c3cccec3l 6.2
491 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)CC 6.2
492 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C[N+](C)(C)C 6.2
493 | S[C@H](C(=0)clc2ccccc2n(CCCC(F)(F)F)c1)C 6.2
494 | FC(F)(F)CCCnlcc(C(=O)[C@@H]([N+](CC)C)C)c2ccecc21 6.2
495 | CIC(F)(F)C(=O)clc2cccec2n(CCCC(F)(F)F)cl 6.1
496 | FC(F)(F)CCCnlcc(C(=0)[C@H](CC#N)C)c2cccec2l 6.1
497 | FC(F)(F)CCCnlcc(C(=0O)[Ce@@H]2[C@H]([N+])C2)c3cccec31 6.1
498 | FC(F)(F)CCCnlc2cceec2c(C(=0)C3([N+])CC3)cl 6
499 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)CC[N+] 5.7
500 | FC(F)(F)CCCnlc2cccec2¢(C(=0)[C@@]3(CCC[N+]3)C)cl 5.5

Table S11. List, SMILE and predicted pKi values for Series 1 in CBz receptor.

N° SMILES Pred pKi

1 O=C(clen(c2ccecc21)Cc3ceccdce3dccend)c5ececbeecced5 9.4
2 O=C(clen(Sc2cec(cc2C)C#N)c3ccece31)cdececseccce54 9.4
3 O=C(clen(Nc2cenec2C)c3ceccec31)cdeccebeceec54 9.4
4 O=C(clen(Cc2ene(n2C)[N+]([O-])=0)c3cccce31)cdecec5Sceecce54 9.3
5 O[C@@H](n1cc(c2cececc21)C(=0)c3ceccdeccecd3)cSec(ccc5C)C 9.3
6 O=C(clen(c2ccecc21)Cn3ec(nc3C)C)cdecce5ececch4 9.2
7 Clclec(Cl)eecl[C@@H](O)n2cc(c3cccce32)C(=0)cdcccc5eccecs54 9.2
8 Fclec(cee1Sn2cec(c3cccce32)C(=0)cdccccbeccec54)CEN 9.2
9 Fclencec1Nn2cc(c3ccece32)C(=0)cdccccSeccecs4 9.2
10 O=C(clen(Cc2cc(nn2C)C)c3cecec31)cdccccbeccech4 9.1
11 Fcleccecl[C@@H](O)n2cc(c3cccec32)C(=0)cdcccc5ecccc54 9
12 Clcleccecl [C@@H](O)n2cc(c3cccec32)C(=0)cdccccbeccccs4 9
13 O=C(clen(c2ccecc21)Cc3escdncen43)c5ceccbeecec65 9
14 O=C(c1en(NCCC(C)C)c2ccccc21)c3ccccdeccccd3 9
15 Fcle(F)ceec1Sn2cec(c3cccce32)C(=0)cdceccc5ecccch4 9
16 Clclec(cec1Sn2cce(c3cccec32)C(=0)cdecec5ecccc54)CEN 9
17 Oclc(Cn2cc(c3cccec32)C(=0)cdcecec5ecccc54)e(ne(O)nl)C 9
18 Brclese(Cn2cc(c3cecce32)C(=0)cdecccbeccec54)cl 8.9
19 O=C(c1en(NCCCC)c2ccccc21)c3ccecdeccccd3d 8.9
20 FC(F)(F)[C@H](Cnlcc(c2cecec21)C(=0)c3ccccdeccecd3)C 8.9
21 O=C(clen(c2ccecc21)Cn3cenc3C)cdececdeccech4 8.9
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22 O=C(clen(c2ccecc21)Cc3cenn3CC)cdecccbececcd4 8.9
23 O=C(c1en(NC2CCCCCC2)c3cccec31)cdccccbeceecd4 8.9
24 Clclen(ncl)Cn2cc(c3cccec32)C(=0)cdceccbecccc54 8.9
25 Clclec(Cl)ec([C@@H](O)n2cc(c3ccccc32)C(=0)cdcecc5eecec54)cl 8.8
26 Fcleee(c(S(=O)(=0)n2ce(c3ccccc32)C(=0O)cdeccc5ececc54)cl)C 8.8
27 O=C(clen([C@H]([N+])c2cc([N+]([O-])=0)ccc2C)c3cccecl3)cdececbeccccd4 8.8
28 O=C(clen(C[C@H]2C[C@@H](CC2)C)c3ccccc31)cdceccdeccec54 8.8
29 O=C(clen(C[C@@H]2COCCC2)c3cccec31)cdccccdeccec54 8.8
30 ScIncen1Cn2cc(c3cccce32)C(=0)cdccccbeccecs54 8.8
31 OCclcenecINCn2cc(c3ccecc32)C(=0)cdccecSeecce54 8.8
32 Fclece(F)eclSn2cc(c3ccecec32)C(=0)cdccec5eccces4 8.8
33 O=C(clen(Sc2nens2)c3ccccc31)cdecccbeccec54 8.7
34 O=C(clen(c2ccecc21)C3=CC=CN4C(S5C=C34)=0)c5ccccbeececb5 8.7
35 O=C(c1en(OCCC(C)C)c2cccec21)c3ccecdcccccd3 8.7
36 Fclec(ccc1On2cc(c3cccec32)C(=0)cdccccbeccec54)CHN 8.7
37 O=C(c1en(SCC(C)=C)c2cccecl2)c3ccccdeccecd3 8.7
38 O=C(clen(c2ccecc21)Cn+]3ccecc3N)cdccccbeceecs54 8.7
39 FC(F)(F)CSnlce(c2cccec21)C(=0)c3ccecdcccccd3 8.7
40 Brclcce(s1)Cn2cc(c3ccecc32)C(=0)cdccecSeecce54 8.7
41 O=C(clen(Cc2cc(nn2C)CC)c3cccec31)cdecccbeccecs54 8.7
42 Fcleee(ce1Cn2cc(c3cccec32)C(=0)cdeccc5ececc54)C 8.7
43 O=C(clen(c2ccecc21)Cc3cec(03)C)cdececSeecceh4 8.7
44 O=C(clen(c2ccecc21)Cc3cescc3C)cdececdeccee54 8.7
45 O=C(clen(Nc2cscc2C)c3ccecc31)cdecec5eccce54 8.7
46 O=C(clen(c2cecec21)C/C=C/C(C)C)c3ccccdeccccd3 8.7
47 O=C(clen(C[C@@H]2C[C@H]2C)c3cccec31)cdcccc5eccec54 8.6
48 Cl/C=C/Cnlcc(c2ccecc21)C(=0)c3ccccdcececd3 8.6
49 Fcleec(O)c([C@@H]([N+])n2cc(c3ccccc32)C(=0)cdcccc5eccec54)cl 8.6
50 Fclecc(Nn2ce(c3cccec32)C(=O)cdcccc5ececcd54)c(C[N+])cl 8.6
51 FC1(F)CC(C1)Cn2cc(c3cecec32)C(=0O)cdccccbeccccd54 8.6
52 Brclccec(F)c1Cn2cc(c3ceccc32)C(=0)cdccccdeccec54 8.6
53 O=C(clen(Sc2ccoc2C)c3ccccc3)cdecec5ecccch4 8.6
54 O=C(clen(Nc2cecec2[C@H]([N+])C)c3ccece31)cdccecdeccee54 8.6
55 Clclecec([C@@H]([N+])n2cc(c3cccec32)C(=O)cdccccbeccec54)cl 8.6
56 O=C(clen(C[N+]2CCC[C@H](CC2)CC)c3ccccc31)cdeccc5eccccd4 8.6
57 Fclec(F)ec(On2ce(c3cccec32)C(=0O)cdecec5eceec54)c1C 8.6
58 Clclece(Clc(OCn2cc(c3cccce32)C(=0)c4cccc5eccecs4)cl 8.6
59 F[C@@H]1C[N+](CC1)Cn2cc(c3cccce32)C(=0)cdceccSeccecs54 8.6
60 O=C(clen(c2ccecc21)Ce3e(nc(s3)C)C)cdecccbeccec54 8.6
61 O=C(c1len(SS[C@@H](CC)C)c2ccccc21)c3ccecdcccccd3 8.6
62 FC(F)(F)C[N+](C(C)C)Cnlce(c2ccccc21)C(=0)c3ccecdcccccd3 8.6
63 O=C(clen(-n2ncoc-3cscen32)cdceccccd1)c5ecccbeeccedS 8.6
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64 O=C(clen(Nc2eneec2C[N+])e3cccec31)cdecec5ececc54 8.6
65 CIC(C)=C(Cl)Cnlcc(c2cecec21)C(=0)c3ceccdceccccd3 8.5
66 Fclecc2CCIN+][C@@H](n3cc(c4cceccd3)C(=0)c5ececbeccceb5)c2cl 8.5
67 O=C(clen(c2ccecc21)Ce3ecc[nH+]c3NCC)cdccecdeccec54 8.5
68 O=C(clen(Sc2nc(cs2)C)c3cccec31)cdeccc5eceec54 8.5
69 Cl/C=C(\ Cl)Cnlce(c2cccec21)C(=0)c3ccecdcccccd3 8.5
70 Fclec(F)ece(F)c10On2cc(c3cecec32)C(=0)cdcecccbeceec54 8.5
71 Fclec(F)ec(On2ce(c3cccec32)C(=0)cdceccc5eccccb4)cl 8.5
72 Fclec(F)ec([C@@H](O)n2cc(c3ccccc32)C(=0)cdccccbeccec54)cl 8.5
73 O=C(clen(C[N+](CCSC)C)c2ccccc21)c3ccecdcccccd3 8.5
74 O=C(clen(C[N+]2CCC[C@H](C2)CC)c3cccce3l)cdccecSeccced54 8.5
75 O=C(clen(c2ccecc21)Cc3ccce([N+]([O-])=0)c3C)cdccecdeccec54 8.5
76 Fcleee(S(=0)(=0)n2cc(c3ccecc32)C(=0)cdccec5Seccce54)c(cl)C 8.5
77 O=C(clen(NC[C@@H](CC)C)c2cccccl2)c3ccccdcccccd3 8.5
78 Brclccc(ol)Cn2cc(c3ccecc32)C(=0)cdcccc5ecccch4 8.5
79 Clclece([N+]([O-])=0)c(Cn2cc(c3cccec32)C(=0)cdccccbeccce54)cl 8.5
80 Fclec(c2CC[N+][C@@H](n3cc(c4cccecd3)C(=O)cSceccHeccec65)c2cl)C 8.5
81 O=C(clen(c2ccecc21)C[C@@](O)(CSC)C)c3ccccdeccecd3 8.5
82 O=C(clen(CC[C@@H](SC)C)c2ccccc21)c3ccecdcccccd3 8.5
83 O=C(clen(c2ccecc21)-c3cscdesccd3)cSeeccoeccechs 8.5
84 O=C(c1en(N2C=3C(=0)C=CC35C=N2)c4ccccc41)c5ccecoeeccedS 8.5
85 O=C(clen(C[N+]2CCCC(C2)(C)C)c3ccecc3l)cdccecSeccces4 8.5
86 O=C(clen([C@H](C[N+])c2cc(sc2C)C)c3ccecc3)cdececSecccc54 8.5
87 Clclece(c([C@@H]([N+])n2cc(c3ccecc32)C(=0)cdececSeccec54)cl)C 8.5
88 O=C(clen(c2ccecc21)CCHCCCHC)c3ccccdeccecd3 8.5
89 O=C(c1en(CCCCSC)c2ccecc21)c3ccecdcccced3 8.4
90 Fcleee(c(C[N+])cl)Cn2cc(c3cccec32)C(=0)cdeccc5ececc54 8.4
91 Clclece(F)e(On2cc(c3ccccc32)C(=0)cdcccc5eccec54)cl 8.4
92 O=C(clen(C[N+]2CC[C@H](C2)CC)c3cccec31)cdccccbeccecs54 8.4
93 Fcleee([C@@H](O)n2cc(c3cccec32)C(=0)cdeccc5ececc54)c(cl)C 8.4
94 Fclec(F)e(F)cc10On2cc(c3cecec32)C(=0)cdecccbeceec54 8.4
95 O=C(clen(C[N+](C2CCC2)C)c3cccec31)cdecccbeceecd4 8.4
96 0O=5(=0)(n1cc(c2cccec21)C(=0)c3ccccdcceccd3)c5eccec5C 8.4
97 O=C(clen(c2cecec21)C/C=C/CC)c3ccccdeccccd3 8.4
98 Fcleee([C@@H]([N+])n2cc(c3ccece32)C(=0)cdccccdeecec54)c(cl1)C 8.4
99 Clcle(F)ecec1Cn2ce(c3cecec32)C(=0)cdececSeccec54 8.4
100 | O=C(clen(c2ccccc21)Ce3ececdencecd3d)cSecccbeccec65 8.4
101 | O=C(clen(C[N+]2CCCOCC2)c3ccecc3)cdeccc5eccecd4 8.4
102 | O=C(clen(C[N+]2CSCC2)c3ccccc31)cdccccdeccec54 8.4
103 | Clclece(e(Cn2cc(c3cccec32)C(=0)cdccccbeccce54)cl)CIN+] 8.4
104 | Clclec(F)eec1CSn2cc(c3ccecc32)C(=0)cdceccbeccec54 8.4
105 | FC(F)(F)C[N+](Cnlce(c2cccec21)C(=0O)c3ccccdcececcd3)C 8.4
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106 | Clclece(Cl)ccl[C@@H]([N+])n2cc(c3ccccc32)C(=0)cdcecec5ccccc54 8.4
107 | FC(F)(F)CSCnlce(c2cccec21)C(=0)c3ccccdcccccd3 8.4
108 | O=C(clen(c2cecec21)Cn3cenc3[N+]([O-])=0)cdccec5eccec54 8.4
109 | O=C(clen(C[N+]2CC(CC2)(C)C)c3ccccc3)cdeccc5eceec54 8.4
110 | O=C(clen(NC2CCCC2)c3cccec31)cdccccbeccecs54 8.3
111 | Clclece(OQ)c([C@@H]([N+])n2cc(c3cccce32)C(=0)cdecec5eccec54)cl 8.3
112 | Fclece(ec1Cn2cc(c3ccecc32)C(=0)cdccecSceeccc54)C(=0)N 8.3
113 | O=C(clen(C[N+]2CCC[C@@H](CC2)C)c3cccec31)cdccccbeccec54 8.3
114 | O=C(clen(O/N=C(/SC)C)c2ccccc21)c3ccecdeccccd3 8.3
115 | O=C(clen(C[C@H]2CCCC[C@@H]2C)c3cccec31)c4ceccdeccec54 8.3
116 | O=C(clen(c2cccec21)C[C@@H](CC(C)C)C#N)c3ccccdeccecd3 8.3
117 | O=C(clen(SCCC=C)c2cccec21)c3ccccdeccecd3 8.3
118 | O=C(clen(c2cecec21)CC#CCC)c3ccecdcccced3d 8.3
119 | O=C(clen([C@H]([N+])c2cc(sc2C)C)c3cccec31)cdccccbeccecs54 8.3
120 | O=C(clen(CC2CC=CC2)c3cccec31)cdccccbeccecd4 8.3
121 | FC(F)(F)CCSnlce(c2cccec21)C(=0)c3ccccdceccccd3 8.3
122 | O=C(clen(O[C@@H]2CSCC2)c3cccce31)cdccecdecceeh4 8.3
123 | O=C(clen(c2cecec21)Ce3nec(s3)C)cdececdeccee54 8.3
124 | O=C(clen(C[N+]2C[C@H](CC2)C)c3ccccc31)cdccccdeccec54 8.3
125 | Fclcce([N+]([O-)=0O)c(Cn2cc(c3cccec32)C(=0)cdeccc5eceecd4)cl 8.3
126 | Fclcce(c(Cn2cc(c3cecce32)C(=0)cdccccbeccec54)cl)CIN+] 8.3
127 | O[Ce@@H](nlcc(c2cceec21)C(=0)c3ccccdcceccd3)cSesecs 8.3
128 | O=C(clen([C@H](C[N+])c2ccecc2C)c3ceccec31)cdeccc5eccecd4 8.3
129 | FC(F)(F)clc(F)ccecl-n2cc(c3cecec32)C(=0)cdcccc5eccecd4 8.3
130 | O=C(clen([C@H]([N+])c2cec(cc2C)C)c3cccecl3)cdecccbeccecs54 8.2
131 | O=C(clen(CC(C2CC2)C3CC3)cdcccecd1)cSecccbececco65 8.2
132 | Fclcceeel1Sn2cc(c3cecce32)C(=0)cdceccdeccec54 8.2
133 | Fclcce(F)ccl[C@H](n2cc(c3ccecc32)C(=0)cdccecSeecce54)CIN+] 8.2
134 | O=C(clen(N[C@@H]2CSCC2)c3cccec31)cdcccc5eccecs54 8.2
135 | FC(F)(F)C[N+](Cnlcc(c2cccec21)C(=0O)c3ccccdcceccd3)CC 8.2
136 | Clclece(F)e([C@@H]([N+])n2cc(c3ccece32)C(=0)cdcccc5cecec54)cl 8.2
137 | FCCCCCnlce(c2ccecc21)C(=0)c3ccecdcccccd3d 8.2
138 | O=C(clen(c2cecec21)-c3ec[n+](cdcceccd3)C)c5ececoeecceb5 8.2
139 | Fclccee([C@@H]([N+])n2cc(c3ccecc32)C(=0)cdccecSceecceb4)cl 8.2
140 | O=C(clen(Sc2ccecc2C[N+]C)c3ceccc31)cdecccdeccec54 8.2
141 | O=C(clen(C[C@@H](CCC)C#N)c2ccecc21)c3ccccdceccccd3 8.2
142 | Clclece(On2cc(c3ccecc32)C(=0)cdcecc5eccec54)c(F)cl 8.2
143 | FCCCSnlcc(c2cecec21)C(=0)c3ccccdeccecd3 8.2
144 | Fclccee([C@@H](O)n2cc(c3ccccc32)C(=0)cdcccc5eccec54)cl 8.2
145 | O=C(clen(c2ceccc21)C#CCCCCC)c3ccecdcccccd3d 8.2
146 | O=C(clen([C@@H]([N+]C)C2CCCCC2)c3cccec31)cdccccbeccec54 8.2
147 | O=C(clen(C[N+]2CCC[C@H]2C(C)C)c3cccec31)cdccccbeccecs54 8.2
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148 | O=C(clen(CC2C[C@H]3CC[C@H]([N+]3C)C2)c4cccecd1)cSecccbececco65 8.2
149 | O=C(clen([C@H]([N+])c2c(ccs2)C)c3cceccl3)cdececSeccee54 8.2
150 | O[CeH]1CCCC[C@@H]1Cn2cc(c3cccec32)C(=0)cdceccSeccec54 8.2
151 | Clclece(o1)Cn2ce(c3cecec32)C(=0)cdcecec5ececc54 8.2
152 | O=C(clen(c2ccccc21)Cn3cenc3CN+])cdceccbeccec54 8.2
153 | Fclecec(On2ce(c3ccecc32)C(=0)cdcececSeecce54)c1C(N)=[N+] 8.2
154 | O=C(clen(C[C@H]2CCCS2)c3cccce31)cdccecSeccceh4 8.2
155 | Fclece(c(Cn2cc(c3cecce32)C(=0)cdccccbeccec54)cl)CHN 8.2
156 | O=C(clen(SCCCCC)c2cccec21)c3ceccdeccecd3 8.2
157 | O[C@e@H](nlcc(c2ccecc21)C(=0)c3ccccdcccccd3)C[N+](CC)CC 8.2
158 | O=C(clen(C[C@H]([N+](C)C)C2CC2)c3cccecl3)cdecec5ececcd54 8.2
159 | O=C(clen(c2ccccc21)Ce3ecec(C[N+])c3)cdcccc5ececc54 8.2
160 | Fclcce(Sn2cc(c3cecce32)C(=0)cdccecdeccec54)c([C@H]([IN+])O)cl 8.2
161 | Fclcee(On2cc(c3cccec32)C(=0O)cdcccebeccec54)c(CIN+])cl 8.1
162 | O=C(clen(c2cccec21)Cn+]3ccccc3C)cdecccdeccech4 8.1
163 | Clclec(F)cecl[C@@H]([N+])n2cc(c3cccec32)C(=0)cdcccc5ececc54 8.1
164 | O=C(clen(C[C@@H](C2CC2)C)c3cccce31)cdccccdeccec54 8.1
165 | FC(Snlcec(c2cccec21)C(=0)c3ccccdcccccd3)(F)C(F)F 8.1
166 | O=C(clen(CCCCCC#C)c2ccecc21)c3ccecdcececcd3 8.1
167 | Fclcc(F)cecl[C@H](n2cc(c3ccecc32)C(=0)cdccecSeeccc54)CIN+] 8.1
168 | O=C(clen(C[C@H]J2C[N+](CCO2)CC)c3cccec31)cdccccbeccecs54 8.1
169 | O=C(clen(C[C@H]2CCC=CO2)c3ccccc31)cdecccbeccecd54 8.1
170 | FC(SCnlcc(c2cccec21)C(=0)c3ccccdeccecd3)F 8.1
171 | CIC(CSnlcc(c2ccecc21)C(=0)c3ccccdcccecd3)=C 8.1
172 | O=C(clen(C[N+]2C[C@H]([C@H](C2)C)C)c3ccccc3)cdccec5eccceh4 8.1
173 | Brclcececl[C@H](O)n2cc(c3cccec32)C(=0)cdccccbeccecd54 8.1
174 | Clclece(CIN+]C)c(On2cc(c3cecec32)C(=0)cdcecccSececc54)cl 8.1
175 | O=C(clen([C@H]([N+])c2ccec(c2C)C)c3cccecl3)cdecccbeccecs54 8.1
176 | Clcleence(Sn2ce(c3cecec32)C(=0)cdcecec5ececch4)cl 8.1
177 | O=C(clen(C[N+](C2CCCC2)C)c3ccccc31)cdeccc5ececc54 8.1
178 | O=C(clen(O[C@@H](C2CC2)C#C)c3cccccl3)cdecccbeccecd4 8.1
179 | Clclec(Cl)cecl[C@@H]([N+])n2cc(c3ccccc32)C(=0)cdececSccccc54 8.1
180 | O=C(clen(C[N+]2CC=CCC2)c3cccec31)cdcecccbececcd4 8.1
181 | FC(F)C(F)(F)Cnlcc(c2cccec21)C(=O)c3ccccdeccccd3 8.1
182 | Clclececcl[C@H](n2cc(c3ccece32)C(=0)cdcccc5cecec54)CCIN+H 8.1
183 | O=C(clen(c2cceec21)/C=C(\C3CC3)C)cdccec5ececch4 8.1
184 | Br/C=C/Cnlcc(c2ccecc21)C(=0)c3ccccdcececd3 8.1
185 | FC(F)(F)/C(=C\nlcc(c2ccecc21)C(=0)c3ccecdcccecd3)C 8.1
186 | O=C(clen(CC2([N+])CCCCC2)c3ccecc31)cdecec5eccccdH4 8.1
187 | Fclec(OC)cecl[C@@H]([N+])n2cc(c3ccccc32)C(=0O)cdcccc5ecccc54 8.1
188 | Fclc(cceclCn2cc(c3ccccc32)C(=0)cdccec5ecccc54)C(F)(F)F 8.1
189 | FC(F)C[N+](Cnlcc(c2cccec21)C(=0O)c3ccccdcccccd3)C 8.1
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190 | O=C(clen(CC2([N+])CCCC2)c3ccece31)cdccecSeecceh4 8.1
191 | O=C(clen(C[C@@H]2C=CCC2)c3ccccc31)cdeccc5eccecd4 8.1
192 | O=C(clen(c2ccccc21)Ce3ccoc3C[N+])c4ceccSeccec54 8.1
193 | O=C(clen(CC[N+]2CC=CCC2)c3cccec31)cdccccbeccec54 8.1
194 | O=C(clen(C[N+]2C[Ce@H](C[C@@H](C2)C)C)c3ccccc31)cdceccSeccec54 8.1
195 | O=C(clen(C[C@H]2CCCCC[N+]2)c3cccec31)cdeccc5eccecd4 8.1
196 | O=C(clen(CC2(CCC2)C)c3ccecc3)cdeccc5eccech4 8
197 | O=C(clcen(Oc2cc3c(OCO3)cc2C[N+])cdcccccd1)cSecccbeeecc65 8
198 | O=C(clen(C[N+]2CCCCC2)c3ccccc31)cdccecSeecceh4 8
199 | S=C(N)[C@@H]1CCC[N+](C1)Cn2cc(c3cccce32)C(=0)cdceccScececs54 8
200 | O=C(clen([C@H]([N+])c2cccec2C)c3cccecl3)cdecccbeccecs54 8
201 | Fclce(F)ce(F)cl[C@@H]([N+])n2cc(c3cccce32)C(=0)cdceccScccec54 8
202 | Fcleee(F)ecl1S(=0)(=0)n2cc(c3ccecc32)C(=0)cdccecdeccee54 8
203 | O=C(clen(C[C@@H]([N+]CCCC)C)c2ccccc21)c3ccccdcccccd3 8
204 | Fclcec(F)ecl[C@@H]([N+]C)n2cc(c3cccec32)C(=0O)cdcecccbeccecd54 8
205 | SCCSnlce(c2cccec21)C(=0)c3ccccdceccccd3 8
206 | O=C(clen(C[N+]CCC)c2cccec21)c3ccccdececcd3 8
207 | O=C(clen(C[C@@H]2C[N+](CC2)C)c3cccec31)cdccccbeccecs54 8
208 | O=C(clen(NCC2CC2)c3cccecl3)cdccccbeceecd4 8
209 | O=C(clen(C[C@H]2CCC[C@H]([N+])C2)c3cccec31)cdccccbeccecs54 8
210 | Fclee(F)ce(F)cl[C@@H]([N+]C)n2cc(c3ccecc32)C(=0)cdccecSeccceh4 8
211 | O=C(clen(C[N+]2CCCC2)c3cccec31)cdecec5eccccd4 8
212 | O=C(clen(C[N+]2CCCCCCC2)c3cccec31)cdccccbeccecs54 8
213 | O=C(clen(c2ccecc21)Cn3ccec3C[N+])cdccccbeccec54 8
214 | Clcleec([C@@H]([N+])n2cc(c3cccec32)C(=0)cdccec5ecccc54)c(F)cl 8
215 | O=C(clen(C[N+](CCOC)C)c2cccec21)c3ccecdeccecd3 8
216 | O=C(clen([C@H]([N+]C)c2cccs2)c3cccce31)cdccecdeecec54 8
217 | O=C(clen(C[N+]2CCC[C@H]([C@H]2C)C)c3ccccc31)cdccecSeccce54 8
218 | O=C(clen(c2cceec21)CSCC3CC3)c4ccecdeccec54 8
219 | OCCCSCnlec(c2ccecc21)C(=0)c3ccecdceccedd 8
220 | O=C(clen(c2ccecc21)Cn+]3cc(CC)ecc3C)cdecccbececcd4 8
221 | O=C(clen(C[C@@H]2CCC[C@H](C2)C[N+])c3ccccc31)cdcccc5eceec54 8
222 | O=C(clen(CC[C@H]2CCCC[N+]2C)c3ccccc3)cdeccc5eccech4 8
223 | Fclcececl[C@H](n2cc(c3ccccc32)C(=0)cdceccSeecec54)C[N+] 8
224 | O=C(clen(C[C@H]2CCCC[C@H]2[N+]CC)c3cccec31)cdccccbeccecs54 8
225 | O=C(clen(C[Ce@@H]2[C@H]([N+]CCS2)C)c3ccccc31)cdceccSeecec54 8
226 | Clcleccecl [C@@H]([N+])n2cc(c3cecec32)C(=0)cdcccc5ececc54 8
227 | BrC(CSnlcc(c2ccecc21)C(=0)c3ccecdcccccd3)=C 8
228 | O=C(clen(C[C@H]2CCCCC[C@H]2[N+]C)c3cccec31)cdccccbeccecs54 7.9
229 | O=C(clen(c2ccecc21)CSCC)c3ccccdeccecd3 7.9
230 | O=C(clen(c2ccecc21)Cc3esc(n3)C[N+])cdcecec5ecccc54 7.9
231 | Eclc(F)c(F)cccl[C@@H]([N+])n2cc(c3ccccc32)C(=0)cdceccSeccec54 7.9
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232 | O=C(clen(c2ccecc21)Cc3ceenc3C[N+])cdecec5eceecd4 7.9
233 | Fcle(On2cc(c3cccce32)C(=0)c4ccccbeccecs4)ceend 7.9
234 | O=C(clen(c2ccecc21)COc3cc(cec3[C@@H]([N+])C)C)cdccccdeccecs54 7.9
235 | O=C(clen(c2ccecc21)Cc3ceccc3C[N+])c4ceccSeccec54 7.9
236 | Fclcec(On2cc(c3ccecc32)C(=0)cdccecSeecce54)c(cl)CHCCIN] 7.9
237 | O=C(clen([C@H](C[N+])c2cccen2)c3ccece3])cdccecSeccce54 7.9
238 | O=C(clen(C[C@@H](CC)C#N)c2cccec21)c3ccccdeccecd3 7.9
239 | O=C(clen([C@@H](C[N+])c2cscc2)c3cccce31)cdccccdeccec54 7.9
240 | O=C(clen([C@H](C[N+])c2cces2)c3cccce31)cdccccdeecec54 7.9
241 | O=C(clen(C[C@H]([N+])C(C)C)c2cccec21)c3ccccdcceccd3 7.9
242 | O=C(clen(CC2([N+]C)CCCC2)c3cccce31)cdccccdeccech4 7.9
243 | O=C(clen(CC[N+]C(C)(C)C)c2cccec21)c3ccecdcccecd3 7.9
244 | O=C(c1len(OC2CSC2)c3ccecc3)cdcececdeccec54 7.9
245 | Fclcececl1S(=0)(=0)n2cc(c3cccec32)C(=0O)cdccccbececc54 7.9
246 | O=C(clen(C[C@H]2Cc3ccccc3C[N+]2C)c4cccecd1)cSccccbececc65 7.9
247 | O[C@H]1CCCC[C@@H]1[N+]Cn2cc(c3ccecc32)C(=0)cdccecdeececs54 79
248 | O=C(clen(SCCC#C)c2ccccc21)c3ccccdeccecd3 7.9
249 | BrC(Br)=Cnlcc(c2ccccc21)C(=0)c3ccccdeccecd3 7.9
250 | O=C(clen([C@H]([N+])c2ccco2)c3cccecl3)cdecccbeccecd4 7.9
251 | OCC[N+]CCnlcc(c2cecec21)C(=O)c3ccccdeccecd3 7.9
252 | Clcle(F)ee(F)ecl-n2cec(c3ccece32)C(=0)cdcecc5eccec54 7.9
253 | FC(F)Cnlce(c2cccec21)C(=0)c3ccecdcccccdd 7.9
254 | O=C(clen(c2ccecc21)CSCC(C)C)c3ccccdeccccd3 7.9
255 | Brcleccecl[C@@H]([N+])n2cc(c3ccece32)C(=0)cdccecdeccee54 7.9
256 | BrC(CCnlce(c2ccecc21)C(=0)c3ccecdcccccd3)=C 7.9
257 | Cleleec2¢(ccc[n+]2-n3ce(cdcececd3)C(=0)c5ccec6eccccd5)cl 7.9
258 | Fcleccecl[C@@H]([N+]C)n2cc(c3cecec32)C(=0O)cdceccc5ececcd4 7.8
259 | O=C(c1len(SCCC)c2cccecl2)c3ccccdceccccd3 7.8
260 | O=C(clen(CC(CC)CC)c2ccecc21)c3ccccdcceccd3 7.8
261 | O=C(clen(CC[N+](CCNC)C)c2ceccc21)c3ceccdeccecd3 7.8
262 | O=C(clen(c2ccecc21)CC(C)C)c3ccccdececcd3 7.8
263 | O=5(=0)(Cnlcc(c2ccccc21)C(=0)c3ccecdcccccd3)CC 7.8
264 | O=C(clen(C[C@@H]2C[N+](CC2)CC)c3ccccc31)cdccccdeccec54 7.8
265 | O=C(clen(C[N+]2CCCC[C@@H]2C)c3ccccc31)cdccecSeecce54 7.8
266 | O=C(clc2cccee2n(-[n+]3cscdcccced3)cl)cSecccbeeecc65 7.8
267 | F[Ce@H]1C[C@H]([N+]C1)Cn2cc(c3ccccc32)C(=O)cdccccbeccecs54 7.8
268 | O=C(clen(C[C@H]([N+]C)C2CC2)c3cccec31)cdcccc5eccecd4 7.8
269 | Fclee(O)cc2c1CCIN+][C@@H]2Cn3cc(c4cccccd3)C(=0)c5ecccbeecccdS 7.8
270 | O=C(clen(CC[N+]CCC)c2ccccc21)c3ccccdcccecd3d 7.8
271 | O=C(clen(Cc2c[nH+]c(N(C)C)n2C)c3cccec31)cdecccbeceec54 7.8
272 | SCC1(CC1)Cn2cc(c3ccece32)C(=0)cdccecSeccecs54 7.8
273 | O=C(clen(CC[N+]2CCCC2)c3cccec31)cdecccbeceecd4 7.8
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274 | Fclee(cecc1Cn2cc(c3cecce32)C(=0)cdccccScecec54)CHCCINY] 7.8
275 | O=C(clen([C@H]([N+])c2ccccc20C)c3ceccc31)cdccccdeccec54 7.8
276 | O=C(clen(Sc2cccec2C[N+])c3cccec31)cdecccbeccec54 7.8
277 | O=C(clen(CCCCC(N)=[N+])c2ccccc21)c3ceccdeccecd3 7.8
278 | O=C(clen(C[C@H]2CCC[N+]2)c3cccce31)cdccecdeccec54 7.8
279 | O=5(=0)(C(C)C)Cnlcc(c2cccec21)C(=0)c3ceccdcccecd3 7.8
280 | O=C(clen(CC[N+]CC#C)c2ccccc21)c3ccccdeccecd3 7.8
281 | O=C(clen([C@@H]([N+]C)C2CCC2)c3cccec31)cdccccbeccecs54 7.8
282 | Brcle(F)cececl-n2cc(c3cccce32)C(=0)cdccccSeccec54 7.8
283 | Fclcec(F)ecl[C@@H]([N+])n2cc(c3cccce32)C(=0)cdccecdeccec54 7.8
284 | O=C(clen(c2cceec21)CSCCCCIN+])c3ccecdcececcd3 7.8
285 | S=C(Onlcc(c2cecec21)C(=0)c3ccccdeccccd3)N(C)C 7.8
286 | O=C(clen([C@H]([N+])c2cccecc20CC)c3ccccc3])cdeccc5eccec54 7.8
287 | O=C(clen(c2ccecc21)C[S@@](=0)CC)c3ccecdcccccd3 7.8
288 | O=C(clen(C[C@@H](CC)C)c2cccec21)c3ccccdeccecd3 7.8
289 | CIC(CCnlec(c2cecec21)C(=0)c3ccccdceccccd3)=C 7.8
290 | O=C(clen(CC[N+](C2CC2)C)c3cccec31)cdecccbeccecd4 7.8
291 | O=C(clen(C[C@H](OC)C)c2cccec21)c3ccccdcccccd3 7.8
292 | Cleleccecl [C@@H](n2cc(c3cccec32)C(=0)cdcecec5ccece54)C[N+] 7.8
293 | Fclcececl[C@@H]([N+])n2cc(c3ccecc32)C(=0)cdccec5ecccch4 7.8
294 | O=C(clen(C[C@H]2CCCC[C@@H]2C[N+])c3cccec31)cdcecec5eceec54 7.8
295 | O=C(clen(C[C@H](C(C)C)C)c2cceccc21)c3ccccdeccecd3 7.8
296 | O=C(clen(C[C@@H]2CCC[C@H]2[N+])c3cccec31)cdeccc5eccccd54 7.8
297 | O=C(clen(c2ccecc21)Cc3ccoc3C[N+]CC)cdccecSeccce54 7.8
298 | Clclc(Cl)ccecl[C@@H]([N+])n2cc(c3cccec32)C(=0)cdccccbecccc54 7.8
299 | O=C(clen(C[C@H]2CCC[N+]CC2)c3cccce31)cdccccdeccec54 7.8
300 | O=C(clen(CC2(C3CC3)CC2)c4cccecd1)cSecccbecceco65 7.8
301 | O=C(clen(OC[C@H]2CC[N+]2)c3cccccl3)cdccccSeccec54 7.8
302 | O=C(clen(C[C@H]2CCC[N+]2CC)c3ccccc31)cdccecSeccec54 7.8
303 | O=C(clen([C@H]([N+]C)c2cneen?2)c3cccec31)cdeccc5ececcd4 7.8
304 | O=C(clen(Oc2ccc(C[N+])cc2)c3cccec31)cdccccbeccecs54 7.7
305 | O=C(clen([Ce@@H](IN+])[C@@H](CC)C)c2cccecl2)c3ceccdcccecd3 7.7
306 | O=C(clen([C@@H]([N+]2CCCC2)C)c3cccecl3)cdccccbeccecs54 7.7
307 | FC(F)(F)C(F)(F)Cnlcc(c2ccecc21)C(=0)c3ccecdcccecd3 7.7
308 | Fclee(O)cecl[C@@H]([N+])n2cc(c3cccec32)C(=O)cdccccbeccec54 7.7
309 | O=C(clen([C@@H]([N+]C)C2CCCC2)c3ccccc31)cdccccdeccec54 7.7
310 | O=C(clen([C@H]([N+])c2cc(0c2C)C)c3cccec31)cdeccc5eccecd4 7.7
311 | O=5(=0)(Cnlcc(c2ccecc21)C(=0)c3ccecdeccecd3)CCHC 7.7
312 | FCCSnlec(c2ccecc21)C(=0)c3ceccdcccecd3 7.7
313 | O=C(clc2cccee2n([C@@H]([N+])CC(C)C)cl)c3ccccdeccecd3 7.7
314 | FC(S5nlcc(c2ccecc21)C(=0)c3ccccdcccecd3)F 7.7
315 | O=C(clen(C[N+]2CCC[C@H]2C)c3cccec31)cdccccbeccecd4 7.7
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316 | O=C(clen(C[C@H]2CCC[C@H]2C[N+])c3ccccc31)cdccccbeccecs54 7.7
317 | Fcleece(F)cl[C@H](n2cc(c3cccec32)C(=0)cdcecce5ececc54)C[N+] 7.7
318 | Fclc(OC)cec(F)cl-n2cc(c3ccece32)C(=0)cdceccSeccec54 7.7
319 | Fclcec(C[N+])cc1Cn2cc(c3cccec32)C(=0)cdceccdeccecs54 7.7
320 | O=C(clen([C@@H]([N+])C2CCCC2)c3cccecl3)cdccccbeccecs54 7.7
321 | O=C(clen(CC[N+]CC=C)c2ccccc21)c3ccecdcecccd3 7.7
322 | O=C(clen(C[C@H]([N+])CC2CC2)c3cccec31)cdecccbeceecd4 7.7
323 | Clclecce(F)c1C[C@@H]([N+])n2cc(c3ccece32)C(=0)cdcccc5eecec54 7.7
324 | S=CIN=NCN1Cn2cc(c3cccec32)C(=O)cdccccbeccecd4 7.7
325 | O=C(clen(c2ccecc21)C[N+](CC#C)CC#C)c3ccccdeccecd3 7.7
326 | O=C(clen(c2ccecc21)Ce3cc(c(03)C)C[N+])cdceccbeccec54 7.7
327 | CIC(Cl)=Cnlcc(c2ccecc21)C(=0)c3ccecdcccecd3 7.7
328 | SC[C@@H]([N+])CCnlcc(c2ceccc21)C(=0)c3ceccdeccecd3 7.7
329 | O=C(clen(CC2(CC2)CC)c3cccec31)cdeccebeccecd54 7.7
330 | Clclecce(F)cl[C@H](n2cc(c3ccecc32)C(=0)cdcccc5eecec54)CIN+] 7.7
331 | O=C(clen(c2ccecc21)CN(OC)C)c3ccecdeccecd3 7.7
332 | O=C(clen(CCC(C)=C)c2ccccc21)c3ccecdcecccd3 7.7
333 | O=C(clen([C@H]([N+])c2ccoc2C)c3cceccl3)cdccccdeecech4 7.7
334 | O=C(clc2cccce2n([C@@H]([N+])[C@H]3CCCCO3)cl)cdceccdeccecs54 7.7
335 | Clcleece(Cl)cl[C@@H]([N+])n2cc(c3cccec32)C(=0)cdccccbecccc54 7.7
336 | O=C(clen(C[N+](CC)(CC)C)c2ccecc21)c3ccccdeccccd3d 7.7
337 | O=C(clen(C[N+]2CCCC[C@@H]2CC)c3cccec31)cdeccc5ececc54 7.7
338 | O=C(clen(c2ccecc21)Ce3cc(oc3C)CIN+]C)cdcececSecccch4 7.6
339 | O=C(clen(C[C@H]2CCC[N+]2CCC)c3cceccc31)cdeccc5eccecd4 7.6
340 | O=C(nlcc(c2cceec21)C(=0)c3ccecdcccccd3)[C@H]SCCCCIN+]5CC 7.6
341 | FCCOnlcc(c2ceecc21)C(=0)c3ceccdceccecd3 7.6
342 | O=C(clen(C[N+]2CCSC[C@@H]2C)c3ccccc31)cdccecSeccceh4 7.6
343 | O=C(clen(Oc2cccec2[C@@H]([N+])C)c3ccece31)cdccecSeccec54 7.6
344 | O=C(clen(Oc2cccec2C[N+])c3cccec31)cdccccbeccec54 7.6
345 | O=C(clen(C[C@@H]2COCC[N+]2)c3cccec31)cdccccbececch54 7.6
346 | Fclccce(F)cl[C@@H]([N+])n2cc(c3ccecc32)C(=0)cdccecdeccec54 7.6
347 | O=C(clen(C[C@H]2CS2)c3cccee31)cdccccSeccec54 7.6
348 | O=C(clen(C[C@H](CCC)C)c2ccccc21)c3ccecdeccecd3 7.6
349 | SC(=N)CCnlce(c2ccecc21)C(=0)c3ccecdcccccd3 7.6
350 | O=C(clen(NC2CC[N+]CC2)c3cccce31)cdccccdeccech4 7.6
351 | O=C(clen(c2cceec21)Ce3nc(C[N+]C)es3)cdccecSeccecs54 7.6
352 | O=C(clen(C[C@H]([N+]2CCCC2)CC)c3ccccc3)cdccecSeccce54 7.6
353 | FC1(F)C[N+](CC1)CCn2cc(c3ccecc32)C(=0)cdccecSecceeh4 7.6
354 | O=C(clen(CC[N+](C2CCCCC2)C)c3ccccc31)cdccccdeccecs54 7.6
355 | O=C(clen(SCC#C)c2cccec21)c3ccccdeccecd3 7.6
356 | O=C(clen(Cc2cc(0c2C)C[N+])c3cccec31)cdccccbeccecs54 7.6
357 | O=C(clen(CC[S+](C)C)c2cceccl2)c3ccccdcccccd3 7.6
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358 | O=C(clen(C[C@H]2C[N+](CCN2)C)c3ccece31)cdccecSeccceh4 7.6
359 | O[C@H](nlcc(c2cccec21)C(=0)c3ccccdeccecd3)[C@H]5CCCIN+]5 7.6
360 | Clcleccecl[C@H](n2cc(c3cecec32)C(=0)cdccccheccecs4)[C@@H]([N+])C 7.6
361 | O=C(clen(C[C@H]2CCC[C@H]2[N+]C)c3cccec31)cdccccbeccecs54 7.6
362 | O=C(clen(C[C@@H](C[N+]C)C)c2cccec21)c3ceccdeccecd3 7.6
363 | O=C(clen(c2ccecc21)C[N+]CC=C)c3ccccdeccecd3 7.6
364 | O=C(clen(C[N+]2CCC[C@@H](C2)C)c3ccccc31)cdceccSeccec54 7.6
365 | Clclecce(F)cl[C@@H]([N+])n2cc(c3ccece32)C(=0)cdecec5eecec54 7.6
366 | O=C(clen(c2ccecc21)Ce3ce(c(03)C[N+])C)cdceccbeccec54 7.6
367 | BrC(Cnlcc(c2cecec21)C(=0O)c3ccccdcccccd3)=C 7.5
368 | O=C(clen(CC[C@H]2CCCC[N+]2)c3cccce31)cdccecSeccce54 7.5
369 | O=C(clen(c2cceec21)C[S@](=0)C)c3ceccdeccecd3 7.5
370 | O=C(clen(Cc2c(nc(s2)CC[N+])C)c3cceec3)cdecec5ececc54 7.5
371 | Fclee(c2CC[N+][C@@H](c2c1)Cn3cc(c4cccecd3)C(=0)cSecccbececc65)C 7.5
372 | O=5(=0)(nlcc(c2cccec21)C(=0)c3ccccdeccecd3)cSceccecSCIN+] 7.5
373 | O=C(clen(C[C@@H]([N+](CC)CC)C)c2ccccc21)c3ccccdeccccd3 7.5
374 | O=C(clen(CC[N+](C2CC2)C(C)C)c3cccec31)cdecccbececcd4 7.5
375 | Fclcece(On2cc(c3cecce32)C(=0)cdceccSeccec54)c1CN+] 7.5
376 | O=C(clen(Sc2c(ncen2)C[N+])c3cecee31)cdecccSeccec54 7.5
377 | O=5(=0)(nlcc(c2ccccc21)C(=0)c3ccccdeccecd3)cdSeesc5CIN+] 7.5
378 | Fclc(OC)c(F)cccl-n2cc(c3cccce32)C(=0)cdceccSeccec54 7.5
379 | O=C(clen(c2ccecc21)CSCC=C)c3ccecdcccccd3 7.5
380 | O=C(clen(C[N+]2CCCC[C@@H]2C30CCO3)c4cccccd1)c5ceccbecceco5 7.5
381 | O=C(clen(C[C@H]([N+]CC)CCC)c2cccec21)c3ccccdeccccd3 7.5
382 | Fclec2CC[N+][C@@H](c2cc1C)Cn3cc(cdcccccd3)C(=0)c5ecccbeecccdS 7.5
383 | O=C(clen(C[C@@H]([N+]CC)C)c2cccec21)c3ccccdeccecd3 7.5
384 | O=C(clen(C[C@@H]2CO[C@@H](C[N+]2)C)c3cccec31)cdccccSeccec54 7.5
385 | Fclee(C[N+])ccc1Cn2cc(c3cccec32)C(=0)cdceccdeccecs54 7.5
386 | O=C(clen(C[C@H]2CCCC[N+]2CC)c3cceccc31)cdccecSeccceh4 7.5
387 | O=C(clen(C[C@H]2CCC[N+]2CC=C)c3ccccc31)cdccecbeccecd54 7.5
388 | O=C(clen(C[C@H]2CNCC[N+]2C)c3ccccc31)cdccecSeecce54 7.5
389 | O=C(clen(Cc2c(nc(s2)C[N+])C)c3ceccc31)cdceccSeccec54 7.5
390 | O=C(clen(CCCCC[N+])c2cccec21)c3ccccdeccecd3 7.5
391 | O=C(nlcc(c2cccec21)C(=0)c3ccccdcccccd3)[C@H]SCCCCIN+]5C 7.5
392 | O=C(clen(C[C@@H]([N+]CC)CC)c2ccccc21)c3ccecdcccccdd 7.5
393 | CIC(Cnlec(c2ececc21)C(=0)c3ccccdcccecd3)=C 7.5
394 | O=C(clen(CCIN+](C(C)C)C(C)C)c2cccec21)c3ccecdeccecd3 7.5
395 | O[C@@H](nlcc(c2ccccc21)C(=0)c3ccecdcccccd3)[C@H]5SCCCIN+]C5 7.5
396 | O=C(clen(CC[N+]2C[C@@H](CC2)C)c3ccccc31)cdceccdeccec54 7.5
397 | O=C(clen(C[N+]2CCC2)c3ccece31)cdccccdeccecs54 7.5
398 | O=C(clen(C[C@@H]2CCCC[N+]2)c3ccccc31)cdccccSeccec54 7.5
399 | Clecleccecl[C@H]([N+])Cn2cc(c3cecec32)C(=0)cdcccc5ececch4 7.5
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400 | O=C(clen(c2ccecc21)Cc3cc(C[N+])co3)cdccccSecccc54 7.5
401 | O=5(=0)(N1CCC[N+]CC1)n2cc(c3ccccc32)C(=0O)cdccec5ecccc54 7.5
402 | O=C(clen(C[C@@H]2CCC[N+](C2)C)c3ccccc31)cdceccdeccec54 74
403 | Fclee(F)cc2c1CCIN+][C@@H]2Cn3cc(c4cccecd3)C(=O)cSccccHecccco65 74
404 | O[C@@H](nlcc(c2ccccc21)C(=0)c3ccccdcccecd3d)[C@@H]5CCCCIN+]5 74
405 | O=C(clen(CC[N+]CC)c2cccec21)c3ccccdcccccd3 74
406 | FC(F)CSnlcc(c2cecec21)C(=0O)c3ceccdceccecd3 74
407 | FC(Cnlec(c2ccecc21)C(=0)c3ccccdcccecd3)=C 74
408 | O=C(clen(CC[N+](CCCC)C)c2cccec21)c3ccccdceccecd3 74
409 | O=C(clen(CCIN+]2[Ce@H](CC[C@H]2C)C)c3ccccc31)cdcccc5ececc54 74
410 | O=C(clen(C[C@@H]2C[N+](CC2)CCC)c3cccec3)cdceccc5ececcd4 74
411 | O=C(clen(C[C@@H]2c3ccccc3CC[N+]2)c4cceccd)c5ececbeecccdS 74
412 | O[C@]1(C[N+]CCC1)Cn2cc(c3cccec32)C(=0)cdceccdeccecs54 7.4
413 | O=C(clen(C[N+](C2CC2)CC)c3cccec31)cdecccbeceecdH4 74
414 | O=C(clen(C[N+](C2CC2)C)c3ccecc3)cdeccc5eccecd4 74
415 | O=C(clen([C@H]([N+])c2ccccc2C#N)c3ccccc31)cdeccc5ecccc54 74
416 | O=C(clen(CC[N+](CC)C)c2cccec21)c3ccecdeccecd3d 7.4
417 | O=C(clen(C[C@@H]2COCC[N+]C2)c3cccce31)cdccccdeccec54 74
418 | O=C(clen(C[C@@H]([N+]CCC)C)c2ccccc21)c3ccecdcccccd3 74
419 | O=C(clen(C[N+]2CCCC[C@@H]2C(C)C)c3cccce31)cdccecdeccech4 74
420 | Fclee(F)ce(-n2cc(c3ccece32)C(=0)cdceccdeccec54)c1C 74
421 | O=C(clen(c2cceec21)CSC)c3ccecdcececcd3 74
422 | O=C(clen(C[C@@H]([N+]C)C(C)C)c2ccccc21)c3ccecdcccccd3 74
423 | O=C(clen(c2ccecc21)COC3CCIN+]CC3)c4ceccSeccec54 7.3
424 | O=C(clen([C@@H]([N+])C2CCC2)c3cccccl3)cdccecSecccch4 7.3
425 | O=C(clen(CC2(CCC2)C[N+])c3cccec31)cdecccbeceecd4 7.3
426 | O=C(clen(c2ccecc21)Ce3nc(c(s3)C[N+])C)cdccecdeecce54 7.3
427 | O=C(clc2ccccc2n(CCN(C(N)=[N+])C)cl)c3ccccdcecccd3 7.3
428 | FC(F)CCnlcc(c2ceccc21)C(=0)c3ccccdeccecd3 7.3
429 | Fcleece(-n2cc(c3ccccc32)C(=0)cdccccdeccce54)c1CCIN+] 7.3
430 | Fcle(-n2cc(c3ccecc32)C(=0)cdccecdeecce54)cec(F)c1C[N+]C 7.3
431 | O=C(clen(S[C@H](C[N+]C)C)c2cccec21)c3ccccdeccccd3 7.3
432 | Fclcece(-n2cc(c3ccccc32)C(=0)cdccccSeeccc54)c10C6CIN+]Co 7.3
433 | FC(F)(F)CCnlcc(c2cecec21)C(=0)c3ccecdcccccd3 7.3
434 | Fclc(F)cc(F)ecl-n2cc(c3ccecc32)C(=0)cdccecSeccec54 7.3
435 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccce31)cdccccdeccec54 7.3
436 | O=C(clen([C@@H]([N+](CC)CC)C)c2cccccl2)c3ccccdceccccd3 7.3
437 | O=C(clen(SSCC[N+])c2cceec21)c3ccecdcccccd3 7.3
438 | O=C(clen([C@@H]([N+])C(CC)CC)c2cccccl2)c3ccecdcccccd3 7.3
439 | O=C(clen(C[C@H]([N+](C)C)c2ccco2)c3cccce31)cdceccdeccecs54 7.3
440 | O=C(clen(CC[N+](C)C)c2cceccl2)c3ccccdcececcd3 7.3
441 | O=C(clen(c2ccecc21)CCC#C)c3ccccdceccccd3 7.3
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442 | O=C(clen(CC([N+](CC)CC)(C)C)c2cccec21)c3ccccdeccecd3d 7.3
443 | O=C(clen(C[C@H]([N+](CC#C)C)C)c2cccec21)c3ccccdeccecd3 7.2
444 | O=C(clen(C[C@H]([N+]C)COC)c2ccccc21)c3ceccdeccecd3 7.2
445 | O=C(clen(CCIN+]([C@H](CC)C)C)c2cccec21)c3ccccdeccecd3 7.2
446 | O=C(clen(CC[N+]2CCC2)c3cccec3)cdecec5eccccd4 7.2
447 | O=C(clen(CC[N+]2C[C@@H]2C)c3ccccc31)cdccecSecccch4 7.2
448 | O=C(clen(c2ccecc21)CO[C@@H](C[N+])C)c3ccccdceccecd3 7.2
449 | O[C@@H](CCnlcc(c2cecec21)C(=0)c3ccccdeccecd3)C[N+] 7.2
450 | O=5(=0)(CC[N+])Cnlce(c2cccec21)C(=0)c3ccccdcccccd3 7.1
451 | O=C(clen(C[C@@H]([N+])[C@H](CC)C)c2ccccc21)c3ceccdcccecd3 7.1
452 | O=C(clen(C[C@@H]([N+](C)C)CN)c2cccec21)c3ccccdcccccd3 7.1
453 | O=C(clen([C@@H]([N+]C)C2CC2)c3ccccc3])cdccecSeccceh4 7.1
454 | O=C(clen(C[C@@H]([N+])c2cces2)c3cccce3])cdccecSeecce54 7.1
455 | O=C(clen(C[C@@H]([N+]C)C)c2cccec21)c3ccccdceccccd3 7.1
456 | O=C(clen(C[C@@H]([N+](C)C)C)c2cccec21)c3ccccdeccecd3 7.1
457 | O=C(clen(C[C@@H]2C[N+]CC2)c3ccccc31)cdccecSeccces4 7.1
458 | O=C(clen([C@H](C2CCC2)C[N+])c3cccec31)cdcecccbeceecd4 7.1
459 | O=C(clen(CC[C@@H](C[N+]C)C)c2ccccc21)c3ccecdcccccdd 7.1
460 | O=C(clen(c2ccecc21)C[N+](CC=C)C)c3ccecdccccc43 7.1
461 | O=C(clen(c2ccecc21)COCC)c3ccccdcccccd3 7.1
462 | O=C(clen(C[N+](CC)CC)c2cccec21)c3ccccdeccecd3d 7
463 | O=C(clen([C@@H]([N+])C(C)C)c2ccecc21)c3ccecdcceccd3 7
464 | O=C(clen(CC[N+]2CCCCC2)c3ccecc3l)cdccecSeccceh4 7
465 | O=C(clen(C[C@H]([N+](C)C)CC)c2ccccc21)c3ccccdeccecd3 7
466 | O=C(clen(CC[N+](CCC)C)c2ccecc21)c3ccccdeccecd3 7
467 | O=C(clen(C[C@H]2CC[N+]2C)c3cccce31)cdccecdeccec54 7
468 | O=C(clen(CC2C[N+]C2)c3ccece31)cdccecSeccecs54 7
469 | O=C(clen(C[C@@H](C[N+])C)c2cccec21)c3ccccdcccecd3 7
470 | O=C(clen(CC[N+]C)c2cccec21)c3ceccdeccecd3 7
471 | O=C(clen([C@@H]([N+])[C@H]2C[C@H]2C)c3cccecl3)cdccccSeccec54 7
472 | O=C(clen(C[N+](CC)C)c2cceec21)c3ccccdcceccd3 6.9
473 | O=C(clen(CC[N+](CC2CC2)C)c3cccce3dl)cdccccdeccech4 6.9
474 | Fcle(-n2cc(c3ccecc32)C(=0)cdccecdeccee54)cec(F)c1C[N+] 6.9
475 | O=C(clen([C@@H]2CNCCC[N+]2CC)c3cccecl3)cdccccbeccecs54 6.9
476 | O=C(clen(C[C@@H]([N+]C)C#N)c2ccccc21)c3ccecdcecccc43 6.9
477 | O=C(clen(c2ccecc21)C[S+](C)C)c3ceccdeccecd3 6.9
478 | O=C(clen(-[n+]2cscc2C)c3cecccl3)cdccecSeccec54 6.9
479 | O=5(=0)(N1CC[N+](C[C@@H]1C)C)n2cc(c3ccccc32)C(=0)cdccccbeccecs54 6.9
480 | O=C(clen(C[N+]2CC2)c3ccccc31)cdecccbececcd54 6.9
481 | O=C(clen(C[Ce@H]([C@@H]([N+])C)C)c2cccec21)c3ccccdeccecd3 6.8
482 | O=C(clen(CC[N+](CC(C)C)C)c2cccec21)c3ccccdcccccd3 6.8
483 | O=C(clen([C@e@H]2[C@H](CCC[N+]2)C)c3ccccc31)cdeccc5eccecd4 6.8
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484 | O=C(clen(c2ccecc21)CSCCIN+])c3ccecdcccccd3 6.8
485 | O=C(clen(C[C@@H]([N+]CC)COC)c2ccccc21)c3ccccdcceccd3 6.8
486 | O=C(clen(C[C@@H]([N+]C)CC)c2cccec21)c3ccccdeccecd3 6.8
487 | O=C(clen(C[C@H](C(N)=[N+])C)c2ccccc21)c3ccecdcccccdd 6.8
488 | OC[C@H](IN+]C)Cnlce(c2cccec21)C(=0O)c3ccccdeccecd3 6.8
489 | O=C(clen(c2ccecc21)CSCCCIN+])c3ccecdeccecd3 6.7
490 | O=C(clen(c2ccecc21)C[N+](C)C)c3ceccdeccecd3 6.7
491 | O=C(clen(C2=CCC[N+](C2)CC)c3cccecl3)cdcecec5ececcd54 6.7
492 | O=C(clen(CC[N+]2CCC[C@@H]2C)c3ccccc31)cdccecSeecce54 6.7
493 | O=C(clen(c2ccecc21)C[N+](CC#C)C)c3ceccdeccecd3 6.7
494 | O=C(clen(CC[N+]2CCC[C@H]2CC)c3ccecc31)cdccecSeccceh4 6.7
495 | O=C(clen(C[N+]C(C)C)c2ccecc21)c3ccccdcceccd3 6.6
496 | O=C(clen(CC[N+]2CC2)c3ccece31)cdccecSeccecs4 6.6
497 | O=C(clen(CCCC[N+])c2cceec21)c3ccccdececcd3 6.4
498 | O[C@H](nlcc(c2cecec21)C(=0)c3ccccdeccecd3)[C@@H]([N+]C)CC 6.4
499 | O=C(clen(OC[N+](C)C)c2cceccl2)c3ccecdcccccd3d 6.3
500 | O=C(clc2ccccc2n(C3=CCC[N+](C3)C)cl)c4ccccdeccecs54 6.3

Table S12. List, SMILE and predicted pKi values for Series 2 in CBz receptor.

N° | SMILES Pred pKi

1 O=C(clc2ccecen2¢c(C[C@H]3CCCC[N+]3C)c1C)cdcccc5ececch4 8.7
2 0O=C(clcc(n2c1ens2)C[C@H]3CCCC[N+]3C)cdccec5eccec54 8.6
3 OCcle(c2cccec2n1C[C@H]3CCCCIN+]3C)C(=0O)cdccccbecccc54 8.5
4 0O=C(c1c2c(OC)cccc2n(n1)C[C@H]3CCCC[N+]3C)c4ccccbeccec54 8.5
5 0O=C(clc2c[nH]cc2n(n1)C[C@H]3CCCC[N+]3C)c4ccccbeccec54 8.5
6 Clcleen2¢(c(cc2C[C@H]3CCCC[N+]3C)C(=0)c4cccc5eccec54)cl 8.5
7 O=C(clcc(n2cccec12)C[C@H]3CCCC[N+]3C)c4ccccbeccec54 8.5
8 O=C(c1c2n(c(n1)C[C@H]3CCCC[N+]3C)ccs2)cdcccc5ecccch4 8.5
9 0O=C(clcc(n2CCCc12)C[C@H]3CCCC[N+]3C)c4cccc5ecccch4 8.5
10 0O=C(c1c2c(n(n1)C[C@H]3CCCC[N+]3C)cccn2)cdccccbeccech4 8.4
11 0O=C(c1c2CCCc2n(n1)C[C@H]3CCCC[N+]3C)c4ccccbeccecs4 8.4
12 0O=C(cl1c2ccecen2¢c(C[C@H]3CCCC[N+]3C)c1N)c4ccccbeceec54 8.4
13 O=C(clc(c(n(n1)C[C@H]2CCCC[N+]2C)C)C)c3ccecdceccecd3 8.4
14 O=C(nlc2¢(c(n1)C[C@H]3CCCC[N+]3C)ccen2)cdceccbeccec54 8.4
15 O=C(clcc(n2cce(cc12)C)C[C@H]3CCCC[N+]3C)cdccec5ecccc54 8.4
16 O=C(clc(n(C[C@H]2CCCC[N+]2C)c3ccc(cc13)CC)C)cdccccbeccecs54 8.4
17 O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)c1C)cdccec5ececch4 8.4
18 0O=C(c1c2cc(O)cce2n(C[C@H]3CCCC[N+]3C)c1C)cdcccc5eccccs4 8.3
19 0O=C(c1c2-n(scco2)cc([nH]1)C[C@H]3CCCC[N+]3C)c4ccccbeccccs4 8.3
20 O=C(clc(n(C[C@H]2CCCC[N+]2C)c3cce(cc13)C)C)cdeccc5eccec54 8.3
21 0O=C(c1c2COCCec2n(n1)C[C@H]3CCCC[N+]3C)cdccccSeccecs4 8.3
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22 O=C(clc2ccec(O)c2n(C[C@H]3CCCC[N+]3C)c1C)cdccec5eccccd4 8.3
23 Fclecec2cle(nn2C[C@H]3CCCCIN+]3C)C(=0)c4ccecSeecce54 8.3
24 O=C(clcc(C[C@H]2CCCC[N+]2C)cc3clcc[nH]3)c4ccec5ececcd54 8.3
25 O=C(clcc(C[C@H]2CCCC[N+]2C)cc3clcen3C)cdecec5eccceh4 8.3
26 O=C(clc2cc[nH]c2c(01)C[C@H]3CCCC[N+]3C)c4ccccSeccec54 8.3
27 O=C(clen(C[C@H]2CCCC[N+]2C)c3ccce(c31)C(OC)=0)cdccec5ececc54 8.3
28 O=C(clc2cc(N)cec2n(n1)C[C@H]3CCCC[N+]3C)c4ccccdeccec54 8.3
29 O=C(clc2c(n(n1)C[C@H]3CCCC[N+]3C)ccs2)cdccec5eccceh4 8.2
30 O=C(clc2cnsc2c(s1)C[C@H]3CCCC[N+]3C)c4ceccbeccecs54 8.2
31 O=C(clcc2c(c(C[C@H]3CCCC[N+]3C)cl)csn2)cdccccbececc54 8.2
32 O=C(c1c2CCCCc2n(n1)C[C@H]3CCCC[N+]3C)cdcccc5eccccd4 8.2
33 Clcle(ec(n1C)C[C@H]2CCCC[N+]2C)C(=0)c3ccecdcccccd3 8.2
34 O=C(clc2ccc(O)cc2n(nl)C[C@H]3CCCC[N+]3C)c4ccecSeccce54 8.2
35 O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec(OC)c31)cdcccc5eccccdH4 8.2
36 O=C(c1cc2CCNc2c(C[C@H]3CCCC[N+]3C)cl)c4ccccdeccec54 8.2
37 Brcle(cc(n1C)C[C@H]2CCCC[N+]2C)C(=0O)c3ccccdceccecd3 8.2
38 O=C(clcc(C[C@H]2CCCC[N+]2C)cc3c[nH]cc31)c4ccec5ececc54 8.2
39 O=C(c1c2n(c(C[C@H]3CCCC[N+]3C)cl)cco2)cdccecdeccec54 8.2
40 O=C(clcc(C[C@H]2CCCC[N+]2C)c(s1)N)c3ccccdeccecd3 8.2
41 O=C(clc2ccc(cc2n(C[C@H]3CCCC[N+]3C)c1C)C)cdcccc5ecccc54 8.2
42 0O=C(c1c2cc(OC)ccc2n(C[C@H]3CCCC[N+]3C)c1C)cdceccbeccecs54 8.2
43 O=C(clc(c(c(s1)C[C@H]2CCCC[N+]2C)C)C)c3ccccdeccecd3 8.1
44 O=C(clcc(C[C@H]2CCCC[N+]2C)cn3ccccl3)cdceccScececs54 8.1
45 Clclecec2cle(nn2C[C@H]3CCCC[N+]3C)C(=0)c4ccecSceccech4 8.1
46 O=C(clc2c(sc(n2)N)cc(C[C@H]3CCCC[N+]3C)cl)cdccec5eccce54 8.1
47 O=C(clc(N)c(n2CCCc12)C[C@H]3CCCC[N+]3C)cdccecbeccec54 8.1
48 O=C(clcc(C[C@H]2CCCC[N+]2C)cc3c10CCC3)c4ceccdeccec54 8.1
49 O=C(clc2-n(sccs2)c(C[C@H]3CCCC[N+]3C)c[nH]1)c4ccec5ecccc54 8.1
50 O=C(c1c2ccc(OC)cc2n(C[C@H]3CCCC[N+]3C)c1C)cdceccbeccecs54 8.1
51 O=C(clcc2c(c[nH]c2c(C[C@H]3CCCC[N+]3C)c1)C)cdcecc5eccecs54 8.1
52 O=C(clen(CC2CC2)c(C[C@H]3CCCC[N+]3C)cl)cdcccc5eccec54 8.1
53 O=C(c1c(OC)c(cc(C[C@H]2CCCC[N+]2C)c1)CC)c3ccecdcccccd3 8.1
54 O=C(clcc2c(c(C[C@H]3CCCC[N+]3C)cl)c[nH]n2)cdccccScecec54 8.1
55 0O=C(c1c2c(OCCO2)c(s1)C[C@H]3CCCC[N+]3C)cdcccc5eccec54 8.1
56 O=C(clc(n(C[C@H]2CCCC[N+]2C)c3cccccl3)C=0)cdccccdeccec54 8.1
57 O=C1CCCc2c1c(sc2C[C@H]3CCCC[N+]3C)C(=0)cdcccc5ecece54 8.1
58 O=C(clcc(n2c1ccs2)C[C@H]3CCCC[N+]3C)c4ceccSeccec54 8.1
59 O=C(clen(n2[nH]ccsn12)C[C@H]3CCCC[N+]3C)c4ccec5eccccd54 8.1
60 O=C(cle(n(C[C@H]2CCCC[N+]2C)c(c1C)C)N)c3ccccdeccecd3 8.1
61 O=C(clcc(n(c1C)C)C[C@H]2CCCC[N+]2C)c3ccecdcccccd3 8.1
62 O=C(clc2-n(sccs2)ce([nH]1)C[C@H]3CCCC[N+]3C)cdccec5ececcd4 8
63 Fcleec2e(c(mn2C[C@H]3CCCC[N+]3C)C(=O)cdccccbeccecd4)cl 8
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64 O=C(clc(c(n(C[C@H]2CCCC[N+]2C)c1C)C)C)c3ccecdcccecd3 8
65 O=C(c1c(OC)nc(N)c(C[C@H]2CCCC[N+]2C)cl)c3ccccdeccecd3 8
66 S=CIN(N=C(N1C)C[C@H]2CCCC[N+]2C)C(=0)c3ccccdcccecd3 8
67 0O=C(c1c2CC(CCc2¢(s1)C[C@H]3CCCC[N+]3C)(C)C)cdccec5eccecs4 8
68 S=CIN(N=C(N1CC)C[C@H]2CCCC[N+]2C)C(=0)c3ccccdcccccd3 8
69 O=C(c1c2n(c(C[C@H]3CCCC[N+]3C)c1)ccs2)cdccccdeccec54 8
70 O=C(clen(C[C@H]2CCCC[N+]2C)c3c[nH]cc13)c4ccec5eccce54 8
71 O=C(clcc(C[C@H]2CCCC[N+]2C)ccclS([O-])(=0)=0)c3ccccdcececd3 8
72 O=C(c1cc2CCCNc2¢(C[C@H]3CCCC[N+]3C)c1)cdccec5eccccd4 8
73 O=C(clen(C[C@H]2CCCC[N+]2C)c3clcc[nH]3)c4ccec5ecccc54 8
74 O=C(N1C(N(C[C@H]2CCCC[N+]2C)c3ccccc31)=N)cdccccdeecce54 8
75 O=C(clen(C[C@H]2CCCC[N+]2C)c3C=CNC(=0)c31)cdcccc5eccecs4 8
76 FC(F)(F)Cnlc(c(cc1C[C@H]2CCCC[N+]2C)C(=0)c3ccccdccecc43)C 8
77 O=C(clcc(C[C@H]2CCCC[N+]2C)cc3cInccc3C)cdceccSeccec54 8
78 O=C(clcc(n2ccnec12)C[C@H]3CCCC[N+]3C)cdccecdeccech4 8
79 O=C(clc2ccsc2n(nl)C[C@H]3CCCC[N+]3C)cdccec5ecccc54 8
80 FC(F)Oclcec2c(c(nn2C[C@H]3CCCC[N+]3C)C(=0)c4ccccdeccceb4)cl 8
81 Clclecc2c(c(nn2C[C@H]3CCCC[N+]3C)C(=O)cdcccc5ecccc54)cl 8
82 O=C(clcc(C[C@H]2CCCC[N+]2C)c3ccnnn31)cdceccbeccecd4 8
83 0O=C(clc2C[Ce@H]3C[C@@H]3c2n(n1)C[C@H]4CCCC[N+]4C)c5ccccbeececd5 8
84 Clcle(nn(C[C@H]2CCCC[N+]2C)c1C)C(=0)c3ccccdcecccd3 8
85 O=C(clcc(n(c1C)CC)C[C@H]2CCCC[N+]2C)c3ccccdeccecd3 8
86 O=C(clc2cnsc2n(n1)C[C@H]3CCCC[N+]3C)c4ccccbeccec54 8
87 O=C(clc2ccc(cc2n(nl)C[C@H]3CCCC[N+]3C)C)cdceccbeccec54 8
88 O=C(clcc(C[C@H]2CCCC[N+]2C)cc3clccn3CC)cdecccbeccecd4 8
89 O=C(clcc(C[C@H]2CCCC[N+]2C)cc3cInc(O)cc3C)cdccecdeccec54 79
90 O=C(clc2cccec2c(01)C[C@H]3CCCC[N+]3C)cdccecSeccceb4 79
91 0O=C(n1c2C(SC=Cc2¢(n1)C[C@H]3CCCC[N+]3C)=0)c4cccc5cccec54 7.9
92 O=C(clc2cc(cecc2n(nl)C[C@H]3CCCC[N+]3C)C)cdceccbeccec54 7.9
93 Clclecc2c(c(n(C[C@H]3CCCC[N+]3C)c2c1)C)C(=0)c4cecc5eececs54 7.9
94 Oclc(c2cecec2cc1 C[C@H])3CCCCIN+]3C)C(=0)c4ccecSeccec54 7.9
95 O=C(c1c2c(cc(C[C@H]3CCCC[N+]3C)cl)csn2)cdccecbececc54 79
96 Clcle(OC)c(ce(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcccccd3 7.9
97 O=C(clc2c(cc(C[C@H]3CCCC[N+]3C)cl)ccc(O)n2)cdccecbeccccd4 7.9
98 0O=C(clcc(n2C=CSC(=0)c12)C[C@H]3CCCC[N+]3C)c4cccc5eecec54 79
99 O=C(clc2c(c(01)C[C@H]3CCCC[N+]3C)ccs2)cdccec5eccec54 7.9
100 | O=C(clc2cceec2n(nl)C[C@H]3CCCC[N+]3C)cdccec5ecccc54 7.9
101 | Clclecc2e(nn(C[C@H]3CCCC[N+]3C)c2c1)C(=0)cdceccbecccc54 7.9
102 | O=C(clcc(c(N)c(C[C@H]2CCCC[N+]2C)c1)C(=O)N)c3ccecdeccccd3 7.9
103 | O=C(clcc(C[C@H]2CCCC[N+]2C)c3C=CSC(=0O)n31)cdcccc5eccecs4 79
104 | Clcle(c2ce(Cl)cec2n1C[C@H]3CCCC[N+]3C)C(=0)cdccec5eecec54 7.9
105 | O=C(clc2cocc2n(n1)C[C@H]3CCCC[N+]3C)c4ccccdeccec54 7.9
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106 | O=C(clc2cnsc2¢(01)C[C@H]3CCCC[N+]3C)cdccecSecccch4 7.9
107 | O=C(clen(C[C@H]2CCCC[N+]2C)c3C=COC(=0)c31)cdcccc5eccecs4 7.9
108 | Fclc(OCC)c(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcccccd3 79
109 | Clecle(Cl)e(nnl1C[C@H]2CCCC[N+]2C)C(=0)c3ccccdcecccd3 7.9
110 | O=C(clen(n2nlscns2)C[C@H]3CCCC[N+]3C)c4ccecdeccec54 79
111 | O=C(clen(C[C@H]2CCCC[N+]2C)c3CCCc13)c4ceccdeccecs54 79
112 | O=C(clc2ccen2n(nl)C[C@H]3CCCC[N+]3C)c4ccecSeecce54 7.9
113 | O=C(clc2cscc2n(nl)C[C@H]3CCCC[N+]3C)c4cccc5eccec54 79
114 | O=C(clc2c(c(s1)C[C@H]3CCCC[N+]3C)ccs2)cdccccbeccecd4 79
115 | Clecle(c2ce(OC)cec2n1C[C@H]3CCCC[N+]3C)C(=0)cdcecc5eccec54 7.9
116 | Clcle(N)ce(C[C@H]2CCCC[N+]2C)ccl1C(=0)c3ccccdcececd3 7.8
117 | O=C(clc2cncec2n(nl)C[C@H]3CCCC[N+]3C)c4ccccSeccec54 7.8
118 | O=C(clcc2c(c([nH]c2c(C[C@H]3CCCC[N+]3C)c1)C)C)cdccecbeccec54 7.8
119 | O=C(c1c2cc([N+]([O-])=0)ccc2n(nl)C[C@H]3CCCC[N+]3C)c4ccecbececc54 7.8
120 | O=CIN(c2cscc2N1C[C@H]J3CCCC[N+]3C)C(=0)c4cccc5eccecs4 7.8
121 | O=C(clen(C[C@H]2CCCC[N+]2C)cc3-nloccs3)cdccccbececcd4 7.8
122 | O=C(clen(C[C@H]2CCCC[N+]2C)c3C=CSC(=0)c31)cdcccc5eecec54 7.8
123 | O=C(clc-2[nH]ccsn2¢(C[C@H]3CCCC[N+]3C)c[nH]1)c4ccec5ececc54 7.8
124 | Brclec(ec(C[C@H]2CCCCIN+]2C)cINC)C(=0)c3ccecdcccecd3d 7.8
125 | O=C(clcc(n2cc[nH]c12)C[C@H]3CCCC[N+]3C)c4ceccbeccec54 7.8
126 | O=C(clc2cscc2ec(C[C@H]3CCCC[N+]3C)cl)cdccec5ececcd54 7.8
127 | O=C(clc2cc[nH]c2¢([nH]1)C[C@H]3CCCC[N+]3C)c4cccc5eccecd4 7.8
128 | Fcle(c(ce(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdceccecd3)C=0 7.8
129 | Ocle(cc(C[C@H]2CCCCIN+]2C)cc1CO)C(=0)c3ccecdcccccd3 7.8
130 | O=C1C(=C2C(5C=CS2)=C1C[C@H]3CCCC[N+]3C)C(=0)c4cccc5eeccc54 7.8
131 | O=C(clc2cocc2cc(C[C@H]3CCCC[N+]3C)cl)cdceccbeccecd54 7.8
132 | O=C(clen(C[C@H]2CCCC[N+]2C)c3csnc31)cdccccbeccecd54 7.8
133 | O=C(c1c2C(SC=Cc2¢(s1)C[C@H]3CCCC[N+]3C)=0)c4cccc5ccccc54 7.8
134 | Ocle(N)cc(cc1C[C@H]2CCCC[N+]2C)C(=0)c3ccecdcecccd3 7.8
135 | O=C(clc2cceec2e(s1)C[C@H]3CCCC[N+]3C)cdcccc5eccecd54 7.8
136 | Clcle(c2cecec2n1C[C@H]3CCCC[N+]3C)C(=0)c4cccc5eecec54 7.8
137 | O=C(clen(C[C@H]2CCCC[N+]2C)cc3-nlsccs3)cdccec5eccceh4 7.8
138 | O=C(c1c2C(SC=Cc2c(01)C[C@H]3CCCC[N+]3C)=0)cdcccc5ecccc54 7.8
139 | Clclec(cc(C[C@H]2CCCC[N+]2C)c1INC)C(=0)c3ccccdceccccd3 7.8
140 | O=C(c1c2C=CCCc2c(s1)C[C@H]3CCCC[N+]3C)c4cccc5ecccc54 7.8
141 | O=C(clen(c(C[C@H]2CCCC[N+]2C)c1)C)c3ccccdceccccd3 7.8
142 | O=C(clc2c(c([nH]1)C[C@H]3CCCC[N+]3C)ccen2)cdccecSeccccd4 7.8
143 | O=C(clc2c(n[nH]n2)cc(C[C@H]3CCCC[N+]3C)cl)cdcccc5eccec54 7.8
144 | Clcle(c2c(ce(cc2n1C[C@H]3CCCC[N+]3C)C)C)C(=O)cdceccbecccc54 7.8
145 | O=C(clc2c(c(s1)C[C@H]3CCCC[N+]3C)cc[nH]2)c4ccecSeccec54 7.8
146 | O=C(clc2c(scn2)cc(C[C@H]3CCCC[N+]3C)cl)c4ceccdeccec54 7.8
147 | Clcle(c2ce(CC)eec2n1C[C@H]3CCCC[N+]3C)C(=0O)cdccccbecccc54 7.8
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148 | O=C(clc2c(cc(C[C@H]3CCCC[N+]3C)cl)cnen2)cdccecdeccech4 7.8
149 | Fclceec2cle(cn2C[C@H]3CCCCIN+]3C)C(=0)c4ccecSeecce54 7.8
150 | O=C(clcc(n(c1C)CC=C)C[C@H]2CCCC[N+]2C)c3ccccdcccccd3 7.8
151 | O=C(c1c2c(cc(C[C@H]3CCCC[N+]3C)cl)cco2)cdccccbececcd4 7.8
152 | O=C(clc2cc(ccc2n(nl)C[C@H]3CCCC[N+]3C)C#N)cdcccc5eccecs54 7.8
153 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccec(c31)C)cdeccc5eccecd4 7.8
154 | O=C(clen(C[C@H]2CCCC[N+]2C)cc3-nlscns3)c4ceccdcccecs54 7.8
155 | Clclecc2e(c(c(n2C[C@H]3CCCC[N+]3C)C)C(=0)c4dcccc5cccec54)cl 7.8
156 | Clclecec2eIn(nc2C[C@H]3CCCC[N+]3C)C(=0)cdcccchecccc54 7.8
157 | O=C(clen(C[C@H]2CCCC[N+]2C)cc3-nlscco3)cdccccbececcd4 7.8
158 | O=C(clc2ccoc2cc(C[C@H]3CCCC[N+]3C)cl)cdceccbeccecs54 7.8
159 | Clcle(OCQ)c(ce(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdcececd3 7.8
160 | O=C(clc2-n(occo2)cc([nH]1)C[C@H]3CCCC[N+]3C)cdccec5eccecd4 7.8
161 | O=C(clen(C[C@H]2CCCC[N+]2C)c(n1)CCC)c3ccccdeccccd3 7.8
162 | Fclcec2e(c(n(C[C@H]3CCCC[N+]3C)c2c1)C)C(=0)cdccec5ecccch4 7.7
163 | O=C(clcc2cc[nH]c2¢(C[C@H]3CCCC[N+]3C)cl)c4ceccdeccec54 7.7
164 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc3clcc(03)C)cdccecSecccc54 7.7
165 | Clclecec2elc(ecn2C[C@H]3CCCC[N+]3C)C(=0)c4cccc5eecec54 7.7
166 | O[C@@H]1CCCc2clc(nn2C[C@H]3CCCC[N+]3C)C(=0)cdccec5eccecd4 7.7
167 | O=C(clc2c(n(n1)C[C@H]3CCCC[N+]3C)cns2)c4ccecSeecce54 7.7
168 | Clcle(c2cc(ccc2n1C[C@H]3CCCC[N+]3C)C)C(=0)c4cecc5eccec54 7.7
169 | O[Ce@@H](clcc(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdcccccsd3)C 7.7
170 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clncs3)cdccccbeccecd4 7.7
171 | Ocle(ec(C[C@H]2CCCCIN+]2C)cc1C)C(=0O)c3ceccdcccecd3 7.7
172 | O=C(c1c2cc3c(OCO3)cc2n(C[C@H]4CCCC[N+]4C)c1C)c5ceccbeecec65 7.7
173 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccenc31)cdceccc5ecccc54 7.7
174 | O=C(clc2c(ocn2)cc(C[C@H]3CCCC[N+]3C)cl)cdccecSeecee54 7.7
175 | Fclc(ce(C[C@H]2CCCC[N+]2C)cc1CO)C(=O)c3ceccdcccecd3 7.7
176 | Oclc(C(=0)c2ccec3cecce32)cc(N)c(O)c1C[C@H]4CCCC[N+]4C 7.7
177 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccoc31)cdcccc5eccccd4 7.7
178 | O=C1C(=C2C(OC=CS2)=C1C[C@H]3CCCC[N+]3C)C(=0O)c4cccc5ccccc54 7.7
179 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c(OC)ccecl3)cdccccbeccecs54 7.7
180 | O=C(clc2cnen2n(nl)C[C@H]3CCCC[N+]3C)c4ceccbeccec54 7.7
181 | O=C(clc(c(n(C[C@H]2CCCC[N+]2C)c1)N)C#N)c3ccccdeccccd3 7.7
182 | O=C(clc2c(cc(C[C@H]3CCCC[N+]3C)cl)ccs2)cdcccc5eceec54 7.7
183 | O=C(nlcc(C[C@H]2CCCC[N+]2C)c3C=COC(=0)c31)cdcccc5eccecs4 7.7
184 | O=C(C=1CC=CN(C[C@H]2CCCC[N+]2C)C1)c3ccccdcccec43 7.7
185 | O=C(C1=CC=CN(C[C@H]2CCCC[N+]2C)C1)c3ccccdcccec43 7.7
186 | O=C(clc2ccnen2¢(C[C@H]3CCCC[N+]3C)cl)cdccec5eccech54 7.7
187 | Brcle(c(sc1C[C@H]2CCCC[N+]2C)C(=O)c3ccccdceccccd3)C 7.7
188 | Brclc(OC)c(ce(C[C@H]2CCCC[N+]2C)c1)C(=0O)c3ccccdcccccd3 7.7
189 | O=C(clcc(C[C@H]2CCCC[N+]2C)c3n1cns3)c4ceccSeccec54 7.7
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190 | O=C(clc-2[nH]ccsn2ce([nH]1)C[C@H]3CCCC[N+]3C)c4cccc5eccecd4 7.7
191 | O=C(clc2ccsc2n(C[C@H]3CCCC[N+]3C)c1C)c4ceccSeccec54 7.7
192 | Fclcec2e(nn(C[C@H]3CCCC[N+]3C)c2c1)C(=O)cdccecbeccecs54 7.7
193 | Clclec(e(F)c(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdcecccd3 7.7
194 | Fclc(SC)c(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcccecd3 7.7
195 | O=C(clcc2c([nH]cen2)c(C[C@H]3CCCC[N+]3C)cl)cdccecSeecce54 7.7
196 | Clclc(OC)c(O)c(C[C@H]2CCCC[N+]2C)cc1C(=0)c3ccccdcececd3 7.7
197 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccc(O)cc31)cdccecSeecce54 7.6
198 | O=C(clc2c(cc(cc2n(C[C@H]3CCCC[N+]3C)c1)C)C)cdceccbeccecs54 7.6
199 | Brcle(O)c(cc(C[C@H]2CCCC[N+]2C)c10)C(=0)c3ccecdceccc43 7.6
200 | O=C(clcc(C[C@H]2CCCC[N+]2C)c3cccdcccccdnl3)cSceeccbeccecb5 7.6
201 | Clcle(ce(C[C@H]2CCCCIN+]2C)cc1C)C(=0)c3ccccdeccccd3 7.6
202 | O=C(clc(sc(C[C@H]2CCCC[N+]2C)c1)SC)c3ccccdeccecd3 7.6
203 | O=C(c1c2c(OCO2)cc(C[C@H]3CCCC[N+]3C)cl)cdccecSeccceh4 7.6
204 | O=C(clc2cccec2ec(C[C@H]3CCCC[N+]3C)cl)c4ceccdeccecs54 7.6
205 | O=C(clen(n2nloccs2)C[C@H]3CCCC[N+]3C)c4ccec5ececcd4 7.6
206 | Clcle(c2ece(Cl)ee2n1C[C@H]3CCCC[N+]3C)C(=0)c4ccecSeccec54 7.6
207 | O=C(clc2c(n(C[C@H]3CCCC[N+]3C)c1)cc(cn2)C)cdececbeccecdH4 7.6
208 | Clcleec(C[C@HJ2CCCCIN+]2C)cc1C(=0)c3ceccdceccccd3 7.6
209 | O=C(clcc(C[C@H]2CCCC[N+]2C)c3ccec(n13)C)cdccecdeecccs54 7.6
210 | Clcle(OC)ec2e(n(C[C@H]3CCCC[N+]3C)cc2C(=0)cdcccc5ecccc54)cl 7.6
211 | O=C(nlcc(C[C@H]2CCCC[N+]2C)c3C=CNC(=0)c31)c4cccc5eccce54 7.6
212 | O=C(cInn(C[C@H]2CCCC[N+]2C)c3cccnl3)c4ccecSeecceh4 7.6
213 | O=C(clcc(n(C2CC2)cl)C[C@H]3CCCC[N+]3C)c4ccecSeccec54 7.6
214 | Clcle(O)c(ce(C[C@H]2CCCC[N+]2C)c10)C(=0)c3ccccdceccc43 7.6
215 | Clcle(c2ec(F)cec2n1C[C@H]3CCCC[N+]3C)C(=0)c4cecc5eccec54 7.6
216 | Clcle(c2ece(ecc2n1C[C@H]3CCCC[N+]3C)C)C(=0)c4ccec5eccec54 7.6
217 | Clcle(ce(C[C@H]2CCCC[N+]2C)cc1CC)C(=0)c3ccccdeccecd3 7.6
218 | Clcle(c2ec(c(cc2n1C[C@H]3CCCC[N+]3C)C)C)C(=0)c4ccecSecccch4 7.6
219 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc3c10CCO3)c4ccccbeccecdH4 7.6
220 | O=S(=0)(N)clcc(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdeccecd3 7.6
221 | Clele(Cl)e(sc1C[C@H]2CCCC[N+]2C)C(=0)c3ccecdcccccd3 7.6
222 | O=C(clcec(n(C[C@H]2CCCC[N+]2C)c1)C)c3ccecdcccecd3 7.6
223 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc(N(C)C)cl)c3ccecdcceccd3 7.6
224 | O=C(clen(C[C@H]2CCCC[N+]2C)cc3-nlocco3)cdccec5ecccc54 7.6
225 | Fclecec2e(c(n(C[C@H]3CCCCIN+]3C)c12)C)C(=0)cdceccdeccecs54 7.6
226 | Fcle(N)ce(C[C@H]2CCCC[N+]2C)ccl1C(=0)c3ccccdcccccd3d 7.6
227 | O=C(clc(n(C[C@H]2CCCC[N+]2C)c3c(ccecl3)C)C)cdeccc5eccccd54 7.6
228 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccce(O)c31)c4ceccdeccecs54 7.6
229 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cc(OC)cc(OC)c31)cdccccbeccec54 7.6
230 | O=C(clc2cencec2c(s1)C[C@H]3CCCC[N+]3C)c4ccec5ececcs54 7.6
231 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c1C(=0)C=CS3)c4ccccdececc54 7.6
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232 | Oclc(c2ce(cecc2n1C[C@H]3CCCC[N+]3C)C)C(=O)cdccecbeccecd4 7.6
233 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cc[nH]c31)c4ccecSeeccc54 7.6
234 | Fcleee2e(c(c(n2C[C@H]3CCCC[N+]3C)C)C(=O)cdcccc5bececcd4)cl 7.6
235 | OCCclc(C[C@H]2CCCC[N+]2C)cc(s1)C(=0)c3ccecdcccecd3 7.5
236 | O=C(clcc[n+](C[C@H]2CCCC[N+]2C)c3cc(IN)cccl3)cdccecSeccce54 75
237 | Clcle(c(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcccccd3)C=0 75
238 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccc(cc31)-cdcccod)cSceccoeecccbd 7.5
239 | O=C(C=1CCCN(C[C@H]2CCCC[N+]2C)C1)c3ccccdcccecd3 75
240 | Clclc(O)c(ce(C[C@H]2CCCCIN+]2C)c1)C(=0)c3ccccdcccecsd3 75
241 | O=C(clcc(S([O-])(=0)=0)cc(C[C@H]2CCCC[N+]2C)c1)c3ccecdeccecd3 7.5
242 | Clcle(Cl)e(O)c(C[C@H]2CCCC[N+]2C)cc1C(=0)c3ccccdececcd3 7.5
243 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clcns3)cdccec5eccceh4 7.5
244 | Fclec(O)c(C[C@H]2CCCC[N+]2C)cc1C(=0)c3ccccdcccecd3 75
245 | O=C(C1=CN(C[C@H]2CCCC[N+]2C)C3=CSC(=0)N31)c4cccc5cccec54 7.5
246 | O=C(clc2cenec2n(nl)C[C@H]3CCCC[N+]3C)c4ccccbececch4 7.5
247 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cocc31)c4ccecdecccch4 7.5
248 | O=C(clc2cencc2c(o1)C[C@H]3CCCC[N+]3C)cdceccbeccec54 7.5
249 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccc(cc31)CC)cdccec5eccccd4 7.5
250 | O=C(nlcc2-n([nH]ccs2)c(C[C@H]3CCCC[N+]3C)cl)cdccecdecccc54 75
251 | Fcle(ee(C[C@H]2CCCC[N+]2C)cc1C)C(=0)c3ccecdcccecd3 75
252 | O=5S1(=O)N(c2ccccc2N1C[C@H]3CCCC[N+]3C)C(=0)cdcccc5eccec54 7.5
253 | Clcle(Cl)ec(C[C@H]2CCCC[N+]2C)c(0)c1C(=0)c3ccccdeccccd3 7.5
254 | Fcleee(C[C@H]2CCCCIN+]2C)cc1C(=0O)c3ccccdcccccd3 7.5
255 | Brclec(ce(C[C@H]2CCCC[N+]2C)c1)C(=O)c3ccccdcceccd3 7.5
256 | O=C(clc2ccc(OC)cc2n(nl)C[C@H]3CCCC[N+]3C)c4ccccbeccec54 75
257 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdccccbeccecs54 7.5
258 | Clcleec2e(c(en2C[C@H]3CCCC[N+]3C)C(=0)cdccccbecccc54)cl 75
259 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc3ccen31)cdccccdeccec54 7.5
260 | O=C(clen(C[C@H]2CCCC[N+]2C)cc3-nlonco3)cdcccc5eccec54 7.5
261 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccsc31)cdccccdeccec54 7.5
262 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc(n1)C)c3ccccdeccecd3 7.5
263 | Clclee(c(c(C[C@H]2CCCC[N+]2C)c1)C)C(=0)c3ceccdceccccd3 75
264 | O=C(clen(n2ccccl12)C[C@H]3CCCC[N+]3C)cdccecbeccecd4 75
265 | Fcleec(OC[C@H]2CCCCIN+]2C)c(CC(=0)c3ccecdcccecd3)cl 75
266 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc3c10CC3)c4cccc5eccech4 7.5
267 | Brclec(c(F)c(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcecccd3 7.5
268 | Fcle(F)ce(C[C@H2CCCC[N+]2C)c(O)c1C(=0O)c3ccccdceccecd3 75
269 | O=C(clen(n2nlscco2)C[C@H]3CCCC[N+]3C)c4ccec5ececcd4 75
270 | Oclc(C(=O)c2cccc3ceccec32)cc(ccl C[C@H4CCCCIN+]4C)C 7.5
271 | O=C(c1lc(N)c(C[C@H]2CCCC[N+]2C)c(s1)C)c3ccecdeccccd3 7.5
272 | Clcle(C(=0)c2cccc3cecec32)ec(Cl)ecl C[C@H]4CCCCIN+]4C 7.5
273 | O=C(clc2n(ncs2)c(C[C@H]3CCCC[N+]3C)cl)cdccec5eccccd54 7.5
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274 | O=C(c1c2C(=O)NC=Cc2¢([nH]1)C[C@H]3CCCC[N+]3C)c4cccc5cccecs4 7.5
275 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccc(C(C)(C)C)ccl3)cdccecSeecceh4 7.5
276 | O=C(clen(C[C@H]2CCCC[N+]2C)cc3-nlonno3)c4ccecSeecce54 7.5
277 | O=C(c1c2C(=0)C=CSc2¢(s1)C[C@H]3CCCC[N+]3C)c4cccc5eecec54 7.5
278 | Fcleec(C[C@H]2CCCCIN+]2C)c(O)c1C(=0)c3ccecdcccecd3 75
279 | Oclc(cc(OC)cc1C[C@H]2CCCC[N+]2C)C(=0O)c3ccccdeccecd3 7.5
280 | O=C(clc(n(C[C@H]2CCCC[N+]2C)c3c(CC)ccccl3)C)cdceccdeccecs54 75
281 | Oclc(CC)cc(cclC[C@H2CCCC[N+]2C)C(=0O)c3ccccdcccecd3 7.5
282 | FC(F)clec(nn1C[C@H]J2CCCC[N+]2C)C(=0)c3ccccdcccecd3 7.5
283 | O=C(clc2c(ncen2)cc(C[C@H]3CCCCIN+]3C)cl)cdcecc5eccec54 7.5
284 | O=C(clc2c(ncnn2)cc(C[C@H]3CCCC[N+]3C)cl)c4ccccdeccec54 7.5
285 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccc(cc31)C)cdceccdeccec54 7.5
286 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccc(OC)cc31)cdccec5eccecdH4 7.5
287 | O=C(c1lc(N#C)ccc(C[C@H]2CCCC[N+]2C)cl)c3ccecdcecccd3 74
288 | Clcle(F)c(ce(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcccecd3 74
289 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cscc31)c4ccccdeccec54 7.4
290 | O=C(clen(C[C@H]J2CCCC[N+]2C)c3c1SC(=0)N3)cdccccSecece54 74
291 | O=C(c1c2C(OC=Cc2¢([nH]1)C[C@H]3CCCC[N+]3C)=0)c4cccc5cccec54 74
292 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cc4c(OCO4)cc31)c5ccecb6eecec65 7.4
293 | O=C(nlcc(C[C@H]2CCCC[N+]2C)c3C=CSC(=0)c31)cdcccc5ececc54 7.4
294 | O=C(clcc(n2cccc2nl)C[C@H]3CCCC[N+]3C)c4ccecdeccech4 74
295 | Clclee(C[C@H]2CCCC[N+]2C)cc(n1)C(=0)c3ccecdcccccd3 74
296 | FC(F)(F)clcec2e(c(cn2C[C@H]3CCCC[N+]3C)C(=0)c4ccccdeccec54)cl 74
297 | Brclec(C[C@H]2CCCC[N+]2C)cc(c1C)C(=0O)c3ccccdcccccd3 74
298 | O=C(clc-2[nH]ncsn2cc([nH]1)C[C@H]3CCCC[N+]3C)cdccec5eccce54 74
299 | O=C(clcc(C[C@H]2CCCC[N+]2C)c(s1)CCC)c3ccccdcccccd3 74
300 | Clcle(OC)ec(C[C@H]2CCCCIN+]2C)cc1C(=0)c3ccccdeccccd3 7.4
301 | Fcle(C(=0)c2ccec3cccce32)cc(F)ec1C[C@H]4CCCC[N+]4C 74
302 | O=C(clen(C[C@H]2CCCC[N+]2C)cc3-nloncs3)cdccccbeccecd54 74
303 | Oclcec(cclC[C@H]2CCCCIN+]2C)C(=0)c3ccecdcecccd3 7.4
304 | Clclee(c(O)e(C[C@H]2CCCCIN+]2C)c1)C(=0)c3ccecdcececd3 74
305 | O=C(clc2cesc2ec(C[C@H]3CCCC[N+]3C)cl)c4ccecSeecee54 74
306 | O=C(clen(C[C@H]2CCCC[N+]2C)cc3-nlocno3)cdcccc5eccec54 7.4
307 | Fcle(OC)cc(C[C@H]2CCCC[N+]2C)cc1C(=0)c3ccccdcccccd3 74
308 | Brclec(c(O)c(C[C@H]2CCCC[N+]2C)c10)C(=0)c3ccccdceccecd3 7.4
309 | O=C(clc2encec2ec(C[C@H]3CCCC[N+]3C)cl)cdeccc5ecccc54 74
310 | Clecle(c2ecec(c2n1C[C@H]3CCCC[N+]3C)CC)C(=0)cdcccc5eecec54 74
311 | Oclc(c2cecec2n1C[C@H]3CCCCIN+]3C)C(=0)c4ccecSeccec54 74
312 | Brclec(en1lC[C@H]2CCCC[N+]2C)C(=0)c3ccccdccccc43 74
313 | Fcleee2e(c(cn2C[C@H]3CCCCIN+]3C)C(=0)cdccec5ecece54)cl 74
314 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc3cenn31)cdccecSecccch4 74
315 | O=C(clcc(cc(C[C@H]2CCCC[N+]2C)c1)CC)c3ccccdeccecd3 74
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316 | O=C(clc(sc(C[C@H]2CCCC[N+]2C)c1)C(=O)N)c3ccccdccecc43 74
317 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c1c(OC)nc(n3)N)cdccecSeececs54 74
318 | O=C(clc2cencc2ec(C[C@H]3CCCC[N+]3C)cl)cdccec5eccecd54 74
319 | O=C1lc2csnc2N(C[C@H]3CCCC[N+]3C)C=C1C(=O)c4cccc5eccec54 7.4
320 | O=C(clc2cccec2e([nH]1)C[C@H]3CCCC[N+]3C)c4ccec5eccec54 74
321 | Clele(c2ecec(Cl)e2n1C[C@H]3CCCC[N+]3C)C(=0)c4ccecSeccec54 74
322 | Brclec(ce(C[C@H]2CCCC[N+]2C)c10)C(=0O)c3ccccdcccccd3 74
323 | O=C(clc2c(nncn2)cc(C[C@H]3CCCC[N+]3C)cl)cdccccdeccec54 7.4
324 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cc(ccc13)C)cdceccSeccec54 74
325 | O=C(c1c2CCCCc2¢([nH]1)C[C@H]3CCCC[N+]3C)c4cccc5eccecs4 74
326 | O=C(clce(cc(C[C@H]2CCCC[N+]2C)c1)C)c3ccecdcecccd3d 74
327 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc3c(cccc31)C)cdeccc5eccecd54 74
328 | O=C(clc2cnsc2¢([nH]1)C[C@H]3CCCC[N+]3C)c4ccecbeccecb4 74
329 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clccs3)cdccccdeccec54 7.4
330 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccnn31)c4ccccdeecec54 74
331 | Clclee(c(O)e(C[C@H]2CCCC[N+]2C)c10)C(=0)c3ccccdceccc43 74
332 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cc(c(cc13)C)C)cdcccc5eccecdH4 74
333 | Oclc2cecec2c(cclC[C@H]3CCCCIN+]3C)C(=0)cdccecSeccec54 74
334 | O=C(clc2c(ncs2)cc(C[C@H]3CCCC[N+]3C)cl)cdccecbececcd54 74
335 | Clclee(ee(C[C@H]2CCCCIN+]2C)c1)C(=0)c3ccccdcececd3 7.4
336 | Brcle(Cl)e(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ceccdceccccd3 74
337 | O=C(nlcc(C[C@H]2CCCC[N+]2C)c3c1C(=0)C=CS3)cdcccc5ececc54 74
338 | O=C(clcc(N)c([nH]1)C[C@H]2CCCC[N+]2C)c3ccccdcccecd3 74
339 | Oclc(sc(c1C[C@H]2CCCC[N+]2C)C)C(=0O)c3ccccdcccecd3 7.4
340 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c(O)cccc31)c4ceccdeccecs54 74
341 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccce([N+]([O-])=0)c31)cdccccdeccecs54 74
342 | O=C(clen(n2-c(s1)cocn2)C[C@H]3CCCC[N+]3C)c4ccecbeccec54 7.3
343 | Oclc(C(=O)c2cccc3ecccc32)cec(O)c1C[C@H]4CCCC[N+]4C 7.3
344 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc(C(C)(C)C)cl)c3ceccdeccccd3 7.3
345 | Clclee(ec(C[C@H]2CCCC[N+]2C)c1CC)C(=0)c3ccecdcccccd3 7.3
346 | Clcle(c2ecec(c2n1C[C@H]3CCCC[N+]3C)C)C(=0)c4ccec5eecec54 7.3
347 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccc(C(C)C)ccl3)cdceccSeccec54 7.3
348 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cc(O)ccc31)cdceccdeccec54 7.3
349 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccc(OC(C)C)cc31)cdccecdeecce54 7.3
350 | O=C(clc(c(c([nH]1)C[C@H]2CCCC[N+]2C)C)CC)c3ccccdcccecd3 7.3
351 | O=C(clc2c(onn2)cc(C[C@H]3CCCC[N+]3C)cl)cdccecdeecee54 7.3
352 | Clclee(C[C@H]2CCCC[N+]2C)cc(c1C)C(=0)c3ccccdeccccd3 7.3
353 | O=C(clc2c(scn2)c([nH]1)C[C@H]3CCCC[N+]3C)c4ccecdeccec54 7.3
354 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clc(O)nc(n3)N)cdccccbeceec54 7.3
355 | Brclec(O)c(C[C@H]2CCCC[N+]2C)cc1C(=O)c3ccccdceccccd3 7.3
356 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clcsn3)cdccec5eccech4 7.3
357 | O=C(clcc(c(o1)C[C@H]2CCCC[N+]2C)CC#N)c3ccecdeccecd3 7.3
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358 | O=C(c1c2cc3c(OCCO3)cc2n(C[C@H]4CCCC[N+]4C)cl)c5ececbececcdHS 7.3
359 | O=C(clcc(OC)cc(C[C@H]2CCCC[N+]2C)cl)c3ccccdcceccd3 7.3
360 | Fcle(F)ce(C[C@H]2CCCC[N+]2C)cc1C(=0O)c3ccccdcececcd3 7.3
361 | OCclec(ce(C[C@H]2CCCC[N+]2C)c1)C(=O)c3ccccdcccccd3 7.3
362 | Fcle(O)c(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcccecd3 7.3
363 | O=C(clce(SC)ce(C[C@H]2CCCC[N+]2C)cl)c3ccccdeccecd3 7.3
364 | O=C(clcc2c(oen2)c(C[C@H]3CCCC[N+]3C)cl)cdceccbeccec54 7.3
365 | Brcle(F)c(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcecccd3 7.3
366 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clen[nH]3)c4ccccbeccec54 7.3
367 | Clcle(c2ecec(OC)e2n1C[C@H]3CCCC[N+]3C)C(=0)c4ccec5ccccc54 7.3
368 | O=C(clcc(NC)cc(C[C@H]2CCCC[N+]2C)cl)c3ccccdeccecd3 7.3
369 | FC(F)(F)clc(O)c(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdcccccd3 7.3
370 | Fcle(ce(C[C@H]2CCCCIN+]2C)cc1C(F)(F)F)C(=0)c3ccccdeccecd3 7.3
371 | O=C(c1c(OCC)ncc(C[C@H]2CCCC[N+]2C)c1)c3ccccdcccccd3 7.3
372 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccncc31)cdccecSeccce54 7.3
373 | O=C(clcc(C[C@H]2CCCC[N+]2C)cc(C(C)C)cl)c3ccecdcecccd3 7.3
374 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c(OC)cc(cc13)C)cdcccc5eccecd4 7.3
375 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccc(OCC)cc31)cdccccbeccecs54 7.3
376 | O=C(clcc(cc(C[C@H]2CCCC[N+]2C)c1)COC)c3ccccdeccecd3 7.3
377 | Clcle(Cl)ec(C[C@H]2CCCC[N+]2C)cc1C(=0)c3ccccdcccccd3 7.3
378 | O=C(clen(C[C@H]J2CCCC[N+]2C)c3CC[N+]Cc13)cdcccc5eccce54 7.3
379 | O=C(c1cc2CCCc2¢(C[C@H]3CCCC[N+]3C)cl)cdceccbeccecs54 7.3
380 | O=C(clc(c(c([nH]1)C[C@H]2CCCC[N+]2C)C)C)c3ccccdeccecd3 7.3
381 | Clcleec2e(n(C[C@H]3CCCC[N+]3C)cc2C(=0)cdccec5ecece54)cl 7.3
382 | Fcle(N)c(ce(C[C@H]J2CCCC[N+]2C)c1)C(=0)c3ccecdcccccd3 7.3
383 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccc([N+]([O-])=0)cc31)cdceccSeccecs54 7.2
384 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccc(cc31)C#N)cdccccbeccec54 7.2
385 | O=C(c1c2C(SC=Cc2¢([nH]1)C[C@H]3CCCC[N+]3C)=0)c4cccc5eeccc54 7.2
386 | O=C(C1=CN(C[C@H]2CCCC[N+]2C)C=3C(=0)C=CC3S51)c4cccc5ccecc54 7.2
387 | Fcle(e(ce(C[C@H2CCCC[N+]2C)c1)C(=0)c3ccccdcccccd3)CHN 7.2
388 | Brcle(ec(s1)C[C@H]2CCCC[N+]2C)C(=O)c3ccccdceccecd3 7.2
389 | Fclec(c(O)c(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcccecd3 7.2
390 | O=C(clccec(C[C@H]2CCCC[N+]2C)c1)c3ccccdcccccd3 7.2
391 | O=C(c1lc(OC)ncc(C[C@H]2CCCC[N+]2C)cl)c3ccccdcccecd3 7.2
392 | O=C(nlc([nt+](C[C@H]2CCCC[N+]2C)c3cccec31)C)cdccccbeccecd4 7.2
393 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cIncen3)cdccecbececcd4 7.2
394 | O=C(clc2c(nno2)cc(C[C@H]3CCCC[N+]3C)cl)cdccecdeccec54 7.2
395 | O=C(clce(cc(C[C@H]2CCCC[N+]2C)c1N)C)c3ceccdcccecd3 7.2
396 | Clcle(cc(C[C@HJ2CCCC[N+]2C)cc1C(F)(F)F)C(=0)c3ccecdcccecd3 7.2
397 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clc(O)ncn3)cdccccSeccecs54 7.2
398 | Clcleee(c(OC[C@H]2CCCC[N+]2C)c1)CC(=0)c3ccccdeccccd3 7.2
399 | O=C(clcc(OCC)cc(C[C@H]2CCCC[N+]2C)cl)c3ccccdeccecd3 7.2
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400 | Clcle(c2ecec(F)ce2n1C[C@H]3CCCC[N+]3C)C(=0)c4cecc5eccec54 7.2
401 | O=C(clen(n2nlsncs2)C[C@H]3CCCC[N+]3C)c4cccc5eccecd4 7.2
402 | Fcleec2e(n(C[C@H]3CCCC[N+]3C)cc2C(=0)cdccec5eccceh4)cl 7.2
403 | O=C(clc(sc(C[C@H]2CCCC[N+]2C)c1)OC)c3ccccdceccccd3 7.2
404 | O=C(clen(n2ncsn2s1)C[C@H]3CCCC[N+]3C)c4ccec5ecccc54 7.2
405 | Clcleecc2cIn(C[C@H]3CCCC[N+]3C)cc2C(=0)c4ccecSccccch4 7.2
406 | O=C(clc2c(c([nH]1)C[C@H]3CCCC[N+]3C)ccs2)cdeccc5ecccc54 7.2
407 | FC(F)(F)clccc2e(en(C[C@H]3CCCC[N+]3C)c2c1)C(=O)cdccecbeceec54 7.2
408 | Brclec(c(N)c(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdccccc43 7.2
409 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c1c(OC)ncn3)cdccec5ecccc54 7.2
410 | Brclec(c(O)c(C[C@H]2CCCC[N+]2C)c1)C(=O)c3ccccdcccecd3 7.2
411 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccn31)cdccccbeccecd54 7.2
412 | Fcle(OCC)cc(C[C@H]2CCCC[N+]2C)cc1C(=0)c3ccccdcccecd3 7.2
413 | Clcle(F)ee(C[C@H]2CCCC[N+]2C)cc1C(=0)c3ccecdcececd3 7.2
414 | Brclec(C[C@H]J2CCCC[N+]2C)cc(n1)C(=0O)c3ccccdeccecd3 7.1
415 | Fclecec2cIn(C[C@H]3CCCCIN+]3C)cc2C(=0O)c4ccecbeceec54 7.1
416 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c(ccc(c31)C)C)cdccec5eccccd54 7.1
417 | Clclee(e(N)c(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdeccccd3 7.1
418 | O=C(clen(n2[nH]ccn2s1)C[C@H]3CCCC[N+]3C)c4ccec5ecccc54 7.1
419 | O=C(nlcc(n2[nH]ncsn12)C[C@H]3CCCC[N+]3C)c4ccccbeccec54 7.1
420 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clcccc3C(C)C)cdceccSeccecs54 7.1
421 | O=C(clcc[n+](C[C@H]2CCCC[N+]2C)c3cccecl3)cdcccc5eccccd4 7.1
422 | O=C(clcc(C[C@H]2CCCC[N+]2C)c(s1)C(C)C)c3ccecdcccccd3 71
423 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cc(cccl3)C(=0)N)cdccec5eccceh4 7.1
424 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c(OCC)ccecl3)cdcecccbeccecs54 7.1
425 | O=C(clen(n2cnsn2s1)C[C@H]3CCCC[N+]3C)c4ccec5ecccc54 7.1
426 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clcco3)c4ccccdeccech4 7.1
427 | FC(F)(F)clec(ce(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcccccd3 7.1
428 | O=C(clc2c(nc(C[C@H]3CCCC[N+]3C)cl)ccen2)c4ccccSeccec54 7.1
429 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cnsc31)c4ccec5eccceh4 7.1
430 | O=C(clcc(c([nH]1)C[C@H]2CCCC[N+]2C)C)c3ccccdeccccd3 7.1
431 | O=C(clen(n2ccsn2s1)C[C@H]3CCCC[N+]3C)cdccecdeccech4 7.1
432 | Fcle(F)c(O)c(C[C@H]2CCCC[N+]2C)cc1C(=0O)c3ccccdeccccd3 7.1
433 | Clcle2e(n(C[C@H]3CCCC[N+]3C)cc2C(=0)cdcecc5eccec54)nend 7.1
434 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clcc(cc3C)C)cdcccc5ececcd4 7.1
435 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c(cccc31)C)cdceccSeccec54 7.1
436 | O=C(C=1C2=CSC(=0O)N2C=C(C[C@H]3CCCC[N+]3C)C1)c4cccc5ccece54 71
437 | Fclec(C[C@H]2CCCCIN+]2C)cc(c1C)C(=0)c3ccccdcececd3 7.1
438 | O=C(c1c2C(=0)C=CSc2¢([nH]1)C[C@H]3CCCC[N+]3C)c4cccc5eccce54 71
439 | O=5(=0)(clecc(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdceccccd3)C 7.1
440 | O=C(clen(n2-c(s1)cscn2)C[C@H]3CCCC[N+]3C)cdccec5ecccc54 7.1
441 | Oclc(OC)cc(cc1C[C@H]2CCCC[N+]2C)C(=0O)c3ccccdcccecd3 7.1
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442 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cc(OC)ccc31)cdccec5eccccdH4 7.1
443 | Fclec(cc(C[C@H]2CCCC[N+]2C)c1)C(=O)c3ccccdeccec43 7.1
444 | O=C(clc2cenn2cc(C[C@H]3CCCC[N+]3C)cl)c4ccecSecccc54 7.1
445 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clcccc3CC)cdecccbeccec54 7
446 | Sclc2c(n(C[C@H]3CCCC[N+]3C)cc2C(=O)cdcccc5eccccd4)nenl 7
447 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clscn3)cdccec5ecceeh4 7
448 | Clcle(ce(s1)C[C@H]2CCCC[N+]2C)C(=0)c3ccccdeccecd3 7
449 | O=C(clen(n2cnccl2)C[C@H]3CCCC[N+]3C)c4ceccdeccecs54 7
450 | O=C(c1c(N)c(OC)cc(C[C@H]2CCCC[N+]2C)cl)c3ccecdcccce43 7
451 | O=C(clc(c(c(s1)C[C@H]2CCCC[N+]2C)C(=O)N)C)c3ccccdcccecd3 7
452 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c1SC(S53)=0)c4cceccSecece54 7
453 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cn[nH]c31)c4cccc5eccec54 7
454 | O=C(clcc(C[C@H]2CCCC[N+]2C)c(s1)CCOC)c3ccccdcceccd3 7
455 | O=C(clen(C[C@H]2CCCC[N+]2C)cc3-n1snco3)cdcccc5eccccd4 7
456 | O=C(clen(C[C@H]2CCCC[N+]2C)c(SC)nl)c3ccccdcccecd3 7
457 | O=C(clen(C[C@H]2CCCC[N+]2C)c3c1INC(S3)=0)cdcccc5ecece54 7
458 | Clcle(N)c(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdeccccd3 7
459 | Oclc(ce(C[C@H]2CCCC[N+]2C)en1)C(=0)c3ccccdcceccd3 7
460 | Brclc(Cl)ec(C[C@H]2CCCC[N+]2C)cc1C(=0)c3ccecdcccccd3 7
461 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clccen3)cdccecSeeccc54 6.9
462 | Fclec(c(N)c(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcecccd3 6.9
463 | Clcle(Clye([nH]c1C[C@H]2CCCC[N+]2C)C(=O)c3ccccdcccccd3 6.9
464 | OCclcc(enl1C[C@H]2CCCCIN+]2C)C(=O)c3ccccdcceccd3 6.9
465 | O=C(clcc(C[C@H]2CCCC[N+]2C)c(s1)CC)c3ccccdeccecd3 6.9
466 | Clcleec2e(n(C[C@H]3CCCC[N+]3C)cc2C(=0)cdccec5ecccc54)c1C 6.9
467 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clenc(n3)C)cdccecSecccc54 6.9
468 | O=C(c1c2cc(OC)c(OC)cc2n(C[C@H]3CCCC[N+]3C)cl)cdceccdeccecs54 6.9
469 | O=C(clc2c(nnnn2)cc(C[C@H]3CCCC[N+]3C)cl)cdccec5eccecd4 6.9
470 | O=C(clc2ccc3cccce3c2n(C[C@H]4CCCC[N+]4C)cl)c5ceccbeccec65 6.9
471 | Brcle(N)c(cc(C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccccdccccc43 6.9
472 | Brclee([nH]c1C(=0)c2ccec3cccce32)C[C@H]4CCCC[N+4C 6.9
473 | O=C(clc(cc[n+](C[C@H]2CCCC[N+]2C)c1)C)c3ccecdcccecd3 6.9
474 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clcnen3)cdccccbececcd4 6.9
475 | O=C(clc(nc(s1)C[C@H]2CCCC[N+]2C)CC(C)C)c3ccccdeccccd3 6.9
476 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clccc(c3C)C)cdcccc5ececcd4 6.9
477 | O=C(clc2ccoc2¢([nH]1)C[C@H]3CCCC[N+]3C)c4ccccSeccec54 6.9
478 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clccc(OC)n3)c4ceccSeececs54 6.9
479 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cncn31)c4ccccdeecec54 6.8
480 | O=C(clc2cencc2¢([nH]1)C[C@H]3CCCC[N+]3C)c4ceccSeccec54 6.8
481 | O=C(clcc(n(C[C@H]2CCCC[N+]2C)c1)C[N+]C)c3ccecdeccecd3 6.8
482 | O=C(clc2¢([C@H]3CC[C@@H]2C3)c([nH]1)C[C@H]4CCCC[N+]4C)c5ccccbeececd5 6.8
483 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cnccc31)cdccecSeccce54 6.8
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484 | O=C(clcc(c[n+](C[C@H]2CCCC[N+]2C)c1)C)c3ccccdcccecd3 6.8
485 | OCclc(C[C@H]2CCCC[N+]2C)ce(s1)C(=0O)c3ccccdceccccd3 6.8
486 | O=C(clen(C[C@H]2CCCC[N+]2C)c3clccc(n3)C)cdeccc5ecccc54 6.8
487 | O=C(clc2c(nc(C[C@H]3CCCC[N+]3C)cl)cnen2)cdccecSeecce54 6.8
488 | Brclec(c[nt+](C[C@H]2CCCC[N+]2C)c1)C(=0)c3ccecdcecccd3 6.7
489 | Fcle(cc(C[C@H]2CCCC[N+]2C)en1)C(=0)c3ccecdcccccd3d 6.7
490 | O=C(clcc(nn2ccccl2)C[C@H]3CCCC[N+]3C)cdccccbeccech4 6.7
491 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cnncc31)cdcccc5eccccd54 6.7
492 | O=C(clccc[n+](C[C@H]2CCCC[N+]2C)cl)c3ccccdeccccd3 6.7
493 | O=C(clen(C[C@H]2CCCC[N+]2C)cc3-nlsncs3)cdcccc5ececcd4 6.7
494 | O=C(nlc[n+](C[C@H]2CCCC[N+]2C)c3ccccc31)cdccec5eccecdH4 6.7
495 | O=C(clen(n2clcen2)C[C@H]3CCCC[N+]3C)c4ceccdeccec54 6.6
496 | Brclce(en(nl)C[C@H]2CCCC[N+]2C)C(=O)c3ccccdeccecd3 6.6
497 | O=C(clen(C[C@H]2CCCC[N+]2C)c(C[N+])cl)c3ccccdcccecd3 6.6
498 | O=C(clcc(C[C@H]2CCCC[N+]2C)c(s1)C[N+])c3ccecdccccc43d 6.5
499 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ncen31)c4ccccdeccec54 6.4
500 | Brcle(c([nH]c1C[C@H]2CCCC[N+]2C)C(=0)c3ccccdcccccd3)CH#N 6.3

Table S13. List, SMILE and predicted pKi values for Series 3 in CB2 receptor.
N° SMILES Pred pKi
1 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcc5eccec5eb6eecccH4 8.3
2 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccccc31)C4=C/C(Nc5ececc54)=N/N 8.2
3 | Cleleece(cINC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)C(F)(F)F 8.2
4 | O=5(=0)(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccec5ecc(ne54)C 8.1
5 | O=C(N[C@@H]1CCCC[C@H]1SCC)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 8.1
6 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccccc31)cdc5eccecbecbececco64 8.1
7 | O=C(n1c2ccccc2c3CCCCe31)cden(C[C@H]5CCCC[N+]5C)cb6cccccH4A 8.1
8 | O=5(=0)(c1c2cccce2n(C[C@H]3CCCC[N+]3C)cl)cdccccbecench4 8.1
9 | Clcleee(nclC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)NC 8.1
10 | O=C1C=C(c2ccccc2N1C)C(=0)c3cen(C[C@HJ4CCCC[N+]4C)c5cecec53 8.1
11 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcc(ne5ece(ccd5)C)C 8
12 | O=S(=0)(clen(C[C@H]2CCCC[N+]2C)c3ccece31)cdcccccdS(=0)(=0)C 8
13 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)cdc5ecec(N)c5e(C)end 8
14 | Brcle(nn(c1C(=0)c2c3ccccc3n(C[C@H[4CCCC[N+]4C)c2)C)C 8
15 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4c5ec(N)cccbeend 8
16 | O=C(Oclccccc1C(C)(C)C)c2c3ccece3n(C[C@H4CCCC[N+]4C)c2 7.9
17 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)cdec(cc(c40)C)C 7.9
18 | O=S(=O)(N)clcccec1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.9
19 | O=5(=0O)(clcccecl1C(=0)c2c3ccecc3n(C[C@H]4CCCC[N+]4C)c2)C 7.9
20 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdecc(c5eecec54)C 7.9
21 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdenncbeccecs4 7.9
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22 | Fcleee(S(=0)(=0)C)c(C(=0)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2)cl 7.9
23 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdcScccec5Snc6CCCc46 7.9
24 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccccc31)cdc5eccecd5e(O)nnd 7.9
25 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdec(ncdeccecs54)C 7.9
26 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdcccec4C(=0)C 7.9
27 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4c5cc(cc(cdne(c4)C)C)C 7.9
28 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdc(oc5ccecc54)CC 79
29 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcc(N)ccc4C 7.9
30 | O=C([C@@H]1c2ccsc2CCS1)c3c4cccccdn(C[C@H]5CCCC[N+]5C)c3 7.8
31 | Fcleec2e(ne(cc2C(=0)c3c4cccccedn(C[C@H]5CCCCIN+]5C)c3)C)cl 7.8
32 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcc(ncdc(C)ccccd5)C 7.8
33 | O=C(clc2ccecc2n(C[C@H]3CCCC[N+]3C)c1)c4c5CCC(Cc5e(s4)C)(C)C 7.8
34 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdc(O)cccdeecec54 7.8
35 | Clelee(Cl)ee(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)c10C 7.8
36 | O=C(N1c2cce(N)cc2CCC1)c3cdcccecdn(C[C@H]5SCCCC[N+]5C)c3 7.8
37 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcec(OC)cc4C 7.8
38 | O=C(N[CeeH]1C[Ce@H](CC[C@H]1C(C)C)C)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2 7.8
39 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcc(ccc4SC)C 7.8
40 | Cleclec(c2ecece2nl)C(=0)c3en(C[C@H]4CCCC[N+]4C)c5ecece53 7.8
41 | Oclcecc2cIN(CCC2)C(=0)c3c4cccecdn(C[C@H]SCCCC[N+]5C)c3 7.8
42 | Fcleec2e(N(CCN2C)C(=0)c3c4cccecdn(C[C@H]5CCCCIN+]5C)c3)cl 7.8
43 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdc(OC)ccc5eccccd54 7.7
44 | O=C(clecc(n(c1C)C)C)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2 7.7
45 | O=C([C@@H]1c2ccccc2CCC1)c3en(C[C@H]4CCCC[N+]4C)c5cecec53 7.7
46 | O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)cdcccc(OC)c4N 7.7
47 | O=C(nlc(c(c2cccec21)C)C)c3en(C[C@H]4CCCC[N+]4C)c5cccccd3 7.7
48 | O=C(clc2c(nn1C)CCC2)c3c4cccccdn(C[C@H]5CCCC[N+]5C)c3 7.7
49 | O=5(=0)(clc2ccccc2n(C[C@H]3CCCC[N+]3C)cl)cdccccc4C(OC)=0 7.7
50 | Fclec(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)ce(c1)C 7.7
51 | O=C(clc(ccccIN)C)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.7
52 | O=C(O[Ce@H]1CCCC[C@H]1CC)c2en(C[C@H]3CCCC[N+]3C)cdcccccd2 7.7
53 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccccc31)cdcccccdNC 7.7
54 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdcc(OC)ncScecec54 7.7
55 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdec(ncdeccec54)N 7.7
56 | Clclcec(c2eceecl12)C(=0)c3en(C[C@H]4CCCC[N+]4C)c5ccecc53 7.7
57 | Brcleec([N+]([O-1)=0)cc1C(=O)c2c3ccecc3n(C[C@H]4CCCC[N+]4C)c2 7.7
58 | O=C(N1c2ccecc2C[C@@H](C1)C)c3en(C[C@HJ4CCCC[N+]4C)c5cccce53 7.7
59 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcece(c4N)C 7.6
60 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccc5CCcbecccdcdHS 7.6
61 | Clcleec(NC)c(C(=0)c2c3cccce3n(C[C@HJ4CCCC[N+]4C)c2)cl 7.6
62 | Clcleec(NCC)e(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7.6
63 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccccc31)cdc5eccecdeecdC 7.6




Molecules 2018, 23, 2183 116 of 162
64 | Clclcec(Cl)nclC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.6
65 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccccc31)cdec(CC)ecc4CC 7.6
66 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4c5cec(N)ccdSeend 7.6
67 | O=C(clcec(cclC)C)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.6
68 | Fclece(F)enc1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.6
69 | O=C(N[Ce@H]1CCCC[C@H]1C(C)C)c2c3cccec3n(C[C@H4CCCC[N+]4C)c2 7.6
70 | FC(F)Oclcccec1C(=0O)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.6
71 | Clclece(N)ccl1S(=0)(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 7.6
72 | Clelec(Cl)e(Cl)e(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)c10 7.6
73 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccec(c4)C 7.6
74 | O=C(Oclcccccl1SC)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.6
75 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccc5CCOc45 7.6
76 | O=C(clcccc2c1CCCN2)c3c4cccecdn(C[C@H])5CCCC[N+]5C)c3 7.6
77 | Ocle(C(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2)c(cc(nl)C)C 7.6
78 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccc(c4)CHC 7.6
79 | Oclecce(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)c10 7.6
80 | O=5(=0)(clen(C[C@H]2CCCC[N+]2C)c3cccce31)cden(c5ececc54)C 7.5
81 | Cleclc(cce(F)c1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)C 7.5
82 | Fclecec2cIN(CCC2)C(=0)c3cdcccecdn(C[C@H]5CCCC[N+]5C)c3 7.5
83 | O=C(clc2ccecc2n(C[C@H]3CCCC[N+]3C)cl)cdcccc(C(C)(C)C)c4 7.5
84 | Clclecce(N(C(=0)c2c3cecec3n(C[C@HJ[4CCCC[N+]4C)c2)CC)cl 7.5
85 | Fclec(C)ecec1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.5
86 | Brclcce(F)c(C(=0O)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7.5
87 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdenecSeccce54 7.5
88 | O=C([C@H]1c2ccccc20CC1)c3cdcccecdn(C[C@H]SCCCCIN+]5C)c3 7.5
89 | O=5(=0)(clc2cccecc2n(C[C@H]3CCCC[N+]3C)cl)cdccec5ec(cne54)C 7.5
90 | O=C(N1[Ce@H](CCC[C@H](C1)C)C)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.5
91 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdcScccecSeend 7.5
92 | Cleclee(N)c2cenc(c2c1)C(=0)c3cdcccccdn(C[C@H]5CCCC[N+]5C)c3 7.5
93 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcc(C)cend 7.5
94 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccec4C(C)C 7.5
95 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcec(c(N)c4)C 7.5
96 | Fcleee(N)c(C(=O)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7.5
97 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccce(c4O)C 7.5
98 | Fcleec2e(c(C(=0)c3cdcccccdn(C[C@H]5CCCC[N+]5C)c3)cc(n2)C)cl 7.5
99 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccccc31)cdeccecd-c5eneecs 7.5

100 | Brclec(O)c(O)ec1C(=0)c2en(C[C@H]3CCCC[N+]3C)cdcccccd? 7.5
101 | Brclec(F)ccc1C(=0)c2c3cccee3n(C[C@H4CCCC[N+]4C)c2 7.5
102 | O=C(clc2ccecc2n(C[C@H]3CCCC[N+]3C)cl)cdccec(c4)C(C)(C)CEN 7.5
103 | Clclcec(N)ec1C(=0)c2c3cccce3n(C[C@HJ4CCCC[N+]4C)c2 7.5
104 | O=S(=0)(clen(C[C@H]2CCCC[N+]2C)c3ccccc31)cdesc5ececcd54 7.5
105 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdccce5Ccbeccech-c45 7.5
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106 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4c5c(N)ccccdSeend 7.5
107 | O=C(clc2cccec2n(C[C@H]|3CCCC[N+]3C)cl)cdccccc4SCC 7.5
108 | O=5(=0)(N1CCC[C@H]2CCCC[C@@H]21)c3c4cccccdn(C[C@H]SCCCC[N+]5C)c3 7.5
109 | O=C(clc2cccec2n(C[C@H]|3CCCC[N+]3C)cl)c4ccccdecoch4 7.5
110 | Cleclee(c(OC)c(c1)C)C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.5
111 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcScec(c(N)c5cend)C 7.5
112 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccccc4OC 7.5
113 | Brclec(F)c(IN)ec1C(=O)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.5
114 | Clclcec(Cl)e(C(=0)c2c3cecec3n(C[C@H]4CCCC[N+]4C)c2)c1Cl 7.4
115 | Clclee(c(cc1C(=0)c2en(C[C@H]3CCCC[N+]3C)c4cccccd2)C)C 7.4
116 | O=C(N1c2ccc[nH+]c2N(CC1)CC)c3cdcccecdn(C[C@H]SCCCC[N+]5C)c3 7.4
117 | O=C(N1c2cccec2S[C@H](C1)C)c3en(C[C@H]4CCCC[N+]4C)c5ceccc53 7.4
118 | Clclcec(C(=0)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2)c(C)cl 74
119 | C[N+]1CCCC[C@@H]1Cn2cc(Nc3ccecdcecencd3)c5ecece52 74
120 | Clelc(cecc1C(=0)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2)C 74
121 | O=S(=0)(N1CCC[C@H]1C(=0)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2)C 74
122 | Cleclcece(N)c1C(=0)c2c3cccce3n(C[C@HJ4CCCC[N+]4C)c2 74
123 | Clclee(C)eeclC(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 74
124 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccce31)cdccec(OC)c40C 74
125 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdcccecdN 74
126 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccece31)cdec(c(cc4OC)C)C 74
127 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccc(OC)c4 74
128 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccce(N)c4C 74
129 | Brclcee(IN)cc1C(=0O)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 74
130 | O=C(NclccceclC(C)C)c2en(C[C@H]3CCCC[N+]3C)cdcccccd2 74
131 | O=5S(=0)(clen(C[C@H]2CCCC[N+]2C)c3ccccc31)cdccecSeccee54 74
132 | O=C(N1c2cccec2CC[C@H]1C)c3en(C[C@H]4CCCC[N+]4C)c5cccec53 7.4
133 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccc(SCC#N)c4 74
134 | O=C(N1c2cccec2[C@@H](CC1)C)c3en(C[C@HJ4CCCC[N+]4C)c5ccece53 74
135 | O=[S@@](clccceclC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)CC 7.4
136 | Fcleee(N)c2cleenc2C(=0)c3cdcccecdn(C[C@H]5CCCC[N+]5C)c3 74
137 | Clclcecc2clccec2S(=0)(=0)c3cdcccecdn(C[C@H]5CCCC[N+]5C)c3 74
138 | O=C(clc2cccec2n(C[C@H]|3CCCC[N+]3C)cl)cdccccc4CC 74
139 | O=C(N1c2ccccc2N(CC1)C)c3en(C[C@H]4CCCC[N+]4C)c5cccec53 7.4
140 | O=C(clc2ccccc2n(C[C@H]3CCCC[N+]3C)cl)cdc(oc(c4)C)C 7.4
141 | Clclcec(nclC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)N 74
142 | O=C(clc2cccec2n(C[C@H])3CCCC[N+]3C)cl)cdcccccdSCCEN 74
143 | Fclecee(F)cINC(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2 74
144 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcecc(N)c4 74
145 | Oclcece(C(=0)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2)cl 74
146 | O=C(clc2ccecc2n(C[C@H]3CCCC[N+]3C)cl)c4c(C(C)C)ccs4 7.4
147 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcece(c4C)C 74
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148 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdc(sc(nd)C)-cScccecd 74
149 | O=C(N1c2cc(ccc20[C@@H](C1)C)C)c3cdcccecdn(C[C@H]5CCCCIN+]5C)c3 7.4
150 | Clclcec(ccl1S(=0)(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)C 74
151 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccecc31)[C@H]4c5ccccc5CCS4 7.4
152 | Clcle(e(Cl)ccclS(=0)(=0)c2c3cccec3n(C[C@H4CCCC[N+]4C)c2)C 7.4
153 | Brclecec(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)c1N 7.4
154 | O=C(N1c2cccec2C[C@H]1C)c3en(C[C@H]4CCCC[N+]4C)c5cccec53 7.4
155 | O=C(N1c2ccccc2N(CC1)CC)c3en(C[C@H]4CCCC[N+]4C)c5cccec53 7.4
156 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcc(ccc4OC)C 74
157 | Cleclee(C(=0)c2c3cecec3n(C[C@H]4CCCC[N+]4C)c2)ccc10C 74
158 | O=C(clcecc(c(O)c1C)C)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 74
159 | O=C(C1=CCCCCC1)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2 74
160 | Clclcec(F)c(C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2)cl 74
161 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcS5ccce(N)cSee(n4)C 74
162 | Clclcece(O)c1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 74
163 | O=C([C@H]1CCCC[C@@H]1CO)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 7.4
164 | Fclecee(C(=0)c2en(C[C@H]3CCCC[N+]3C)c4cceccd2)c10CC 74
165 | Fcleee(cc1C(=0)c2c3cccee3n(C[C@H4CCCCIN+]4C)c2)C(F)(F)F 74
166 | Brclence(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 74
167 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcencc4C 74
168 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdcencSecccc54 74
169 | Clclee(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cc(NC)nl 74
170 | O=C(N1CCC[C@H]2CCC[C@H]21)c3c4cccccdn(C[C@H]5CCCC[N+]5C)c3 7.4
171 | Fcleee(cc1C(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2)C 7.3
172 | Fcleee(F)c(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7.3
173 | S=C(N)clcccccINC(=0)c2en(C[C@H]3CCCC[N+]3C)cdcccecd2 7.3
174 | O=C(N1CCS[C@H]1CCC)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2 7.3
175 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4cccccd 7.3
176 | Fcleee(N)cc1C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 7.3
177 | Clclcece(Cl)c1C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 7.3
178 | O=C(C1CCSCC1)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2 7.3
179 | Brcleec(OC)c(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7.3
180 | Fclecee(C2(CC2)C(=0)c3cdcccecdn(C[C@H]5CCCCIN+]5C)c3)cl 7.3
181 | O=C(nlc(nc2cccec21)C)c3en(C[C@H]4CCCC[N+]4C)c5ceccc53 7.3
182 | O=C(clc2ccccc2n(C[C@H]3CCCC[N+]3C)cl)cdcc(cccaC(C)C)C 7.3
183 | O=C(N1c2cce[nH+]c2N(CC1)C)c3cdcccccdn(C[C@H]5CCCC[N+]5C)c3 7.3
184 | O=C(N[Ce@H]1CCCC[C@H]1CC)c2cn(C[C@H]3CCCC[N+]3C)cdcceccd2 7.3
185 | O=5(=0)(c1c2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccc(c4C(OC)=0)C 7.3
186 | Oclcc(O)cc(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7.3
187 | O=C(clc2ccecc2n(C[C@H]3CCCC[N+]3C)cl)cdcsc(c4CC)C 7.3
188 | O=C(clc2cccec2n(C[C@H]|3CCCC[N+]3C)cl)cdcenc(NCC)c4 7.3
189 | O=51(=0)c2ccccc2N(CC1)C(=0)c3cen(C[C@H]4CCCC[N+]4C)c5ccecc53 7.3




Molecules 2018, 23, 2183 119 of 162
190 | Breclee(c(c(c1C)C)C)C(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2 7.3
191 | O=C(clc2ccccc2n(C[C@H]3CCCC[N+]3C)c1)/C(=N/OC)c4cccecsd 7.3
192 | C[N+]1CCCC[C@@H]1Cn2cc(c3cccce32)C(c4ccccSeccec54)=C 7.3
193 | Brclccec(F)c1C(=0)c2c3cccee3n(C[C@H4CCCC[N+]4C)c2 7.3
194 | Clclee(Cl)ee(Cl)c1C(=0)c2c3cceee3n(C[C@H]4CCCC[N+]4C)c2 7.3
195 | O=C(C1=C(c2ccccc2C1)C)c3cdcccccdn(C[C@H]5CCCC[N+]5C)c3 7.3
196 | Clclecec([N+]([O-1)=0)c1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.3
197 | Clclcec(cc1C(=0)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2)C 7.3
198 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccc(O)c4C 7.3
199 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4c5ccce(N)c5eend 7.3
200 | O=C(N1c2cce(OC)cc2CCC1)c3c4cccccdn(C[C@H]5CCCCIN+]5C)c3 7.3
201 | Clcleee(SCC)c(C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2)cl 7.3
202 | O[Ce@@H](clcccecINC(=0)c2en(C[C@H]3CCCC[N+]3C)cdcccccd2)C 7.3
203 | O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)c4c(C)cscd 7.3
204 | FC(F)Oclc(sc(c1)C)C(=0)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2 7.3
205 | Clecleeee(Cl)cINC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.3
206 | Fcleceeel/C=C(/C(=0)c2c3cccec3n(C[C@H[4CCCC[N+]4C)c2)C 7.3
207 | Clecleeee(C(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2)cIN 7.3
208 | O=C(clc2cceec2n(C[C@H]3CCCC[N+]3C)c1)C4=C(OCCC4)C 7.3
209 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccc(NC(C)C)c4 7.3
210 | Fcle(cecc1C(=0)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2)C 7.3
211 | Brcleee(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)c(C)cl 7.3
212 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccccc31)cdec(O)ncdeccecd54 7.3
213 | Oclcee(C(C)C)eclC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.3
214 | Clcleece(S(=0)(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2)c1F 7.2
215 | Brclece(cc1C(=0)c2c3cccee3n(C[C@HJ4CCCC[N+]4C)c2)C 7.2
216 | Fcleeee(C(=0)c2en(C[C@H]3CCCC[N+]3C)cdcceccd2)cl 7.2
217 | Clele(ce(ecc1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)C)C 7.2
218 | FC(Sclceccc1C(=0)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2)F 7.2
219 | Brclece(c(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)c1)C 7.2
220 | O=C(N1c2cc(cc(c2CCC1)C)C)c3cdccccedn(C[C@H]5CCCCIN+]5C)c3 7.2
221 | Brcleceecl1S(=0)(=0)c2c3cccce3n(C[C@H[4CCCC[N+]4C)c2 7.2
222 | FC(F)Oclccec(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7.2
223 | Fclec(F)ec2cIN(CCC2)C(=0)c3c4cccccdn(C[C@H]5CCCCIN+]5C)c3 7.2
224 | Clclencec1C(=0)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2 7.2
225 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)c4ccccc4-n5ccecd 7.2
226 | Fcleee(c2cececl12)C(=0)c3en(C[C@H[4CCCCIN+]4C)c5cccec53 7.2
227 | Cleleeec2clcecc2C(=0)c3c4cccecdn(C[C@H]5CCCC[N+]5C)c3 7.2
228 | FC(F)(F)clcececlS(=0)(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.2
229 | Fcleececl1S(=0)(=0)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2 7.2
230 | O=[S@](c1c2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4ccec(N)c4C#N 7.2
231 | O=C(C1CCCCCCC1)c2en(C[C@H]3CCCC[N+]3C)cdcccccd2 7.2
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232 | O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)cdcsc(c4)CC 7.2
233 | O=C(C1(CCCC1)c2cccs2)c3cdcccecdn(C[C@H]5CCCCIN+]5C)c3 7.2
234 | Clclecee(C(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2)c1C 7.2
235 | Clcleec2e(neec2¢IN)C(=0)c3cdcccccdn(C[C@H]5CCCC[N+]5C)c3 7.2
236 | O=C(clc2ccccc2n(C[C@H]3CCCC[N+]3C)cl)cdccec(SCCHC)c4 7.2
237 | O[C@H](clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdcccc5ececcs54 7.2
238 | O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)c1)C(=0)c4c[nH]c5ccccch4 7.2
239 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcc(c(OC)c(c4C)C)C 7.2
240 | O=C(c1c2cccce2n(C[C@H]3CCCC[N+]3C)cl)cdccec5C(=0)cbeccech-c54 7.2
241 | O=C(cle([nH]c2cce(cc21)C)C)c3cdccccedn(C[C@H]SCCCCIN+]5C)c3 7.2
242 | FC(F)OclcesclC(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2 7.2
243 | Fcle(F)ce(F)c(C(=0)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2)cl 7.2
244 | Fclee(N)c2eenc(C(=0)c3cdcccecdn(C[C@H]5CCCCIN+]5C)c3)c2cl 7.2
245 | O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)cdcc(SC)cccdC 7.2
246 | Fclec(C(=0)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2)cc(C(F)(F)F)cl 7.2
247 | O=C(clc(cec(C(C)(C)C)c1)C)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2 7.1
248 | O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)c4ccenc4OCC 7.1
249 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdcec(ccSecccc54)CEN 7.1
250 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)c4c(snn4)-cScececs 7.1
251 | O=C(clc2ccccc2n(C[C@H]3CCCC[N+]3C)cl)cdccccc4CO 7.1
252 | O=C(N1c2cc(ccc20CC1)C)c3cdcccccdn(C[C@H]5CCCCIN+]5C)c3 7.1
253 | Clecleeee(C(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2)cl 7.1
254 | O=C(C(C1CC1)C2CC2)c3c4cccecdn(C[C@H]5CCCC[N+]5C)c3 7.1
255 | O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)c4ccec(c4)CCEN 7.1
256 | Oclccc(O)c(C(=0)c2c3cccec3n(C[C@H4CCCC[N+]4C)c2)cl 7.1
257 | Cleclecee(C(=N)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2)cl 7.1
258 | O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)cdcsc(c4C)C 7.1
259 | O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)c4c5cc(cc(N)c5eend)C 7.1
260 | Clclee(F)ce(C(=0)c2c3cccec3n(C[C@H4CCCC[N+]4C)c2)c10 7.1
261 | Clcleecec1C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 7.1
262 | Clcleece(F)cINC(=0)c2c3cccce3n(C[C@HJ4CCCC[N+]4C)c2 7.1
263 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)[C@@H]4COc5cccecc504 7.1
264 | Clcleece(S(=0)(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2)c1C 7.1
265 | SclececclC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 7.1
266 | Clclecee(C(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2)c1F 7.1
267 | O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)cdccecScdccend 7.1
268 | O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)cdcc(C)cs4 7.1
269 | S=C(N)CclcccecclC(=0)c2c3cccce3n(C[C@H4CCCC[N+]4C)c2 7.1
270 | O=5(=0)(c1c2cccec2n(C[C@H]3CCCC[N+]3C)c1)cdc(C)ccc(c4)C 7.1
271 | Brclecee([C@H](O)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 7.1
272 | Fclecee(cclS(=0)(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)C 7.1
273 | Fclecc2c(N(CCC2)C(=0)c3cdcccccdn(C[C@H]SCCCC[N+]5C)c3)cl 7.1
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274

0O=5(=0)(clc2cccecc2n(C[C@H]3CCCC[N+]3C)cl)cdc[nH]c5cc(N)ccc54

7.1

275

Clclence(Cl)c1C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2

7.1

276

O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4c(O)cec(c4)C

7.1

277

Clcle(N)cecc1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2

7.1

278

Fclecee(C(=0)c2en(C[C@H]3CCCC[N+]3C)c4cccccd2)cINC

7.1

279

Fclec(F)eec1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2

7.1

280

O=C(clen(C[C@H]2CCCC[N+]2C)c3cccecl3)cdcccc5ecbecccedecs54

N

281

O=C(CN1c2ccccc2C[C@@H]1C)c3en(C[C@H]4CCCC[N+]4C)c5cceecd3

282

Clclecec(cINC(=0)c2c3ccece3n(C[C@H4CCCC[N+]4C)c2)C

283

Clclece(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)ccl1C

284

Fcleccec1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2

285

0=C(N1CCS[C@@H](C1)CC)c2c3cccec3n(C[C@H]ACCCCIN+]4C)c2

286

0=C(N[C@@H]1c2cccec2C[C@H]1C)c3en(C[C@H]ACCCCN+]4C)c5eccec53

287

Clclec(F)c(C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2)ccl

288

0=C(N1CCC[C@H](C1)CC)c2c3cccec3n(C[C@H]ACCCCIN+]4C)c2

289

O=C(N(clcceen1)C)c2c3cceec3n(C[C@H]4CCCC[N+]4C)c2

290

Fclecenc1C(=0)c2c3cccee3n(C[C@HJ4CCCC[N+]4C)c2

291

O=C(NCC(CC)CC)clc2cccec2n(C[C@H]3CCCC[N+]3C)cl

292

O=C([C@@H]1CSCCS1)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2

293

O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)cdcccc5eccecs54

294

Brclce(C)cee(C(=0)c2c3ccecc3n(C[C@H]4CCCC[N+]4C)c2)cl

295

Oclce(OC)cc(C(=0)c2c3cccec3n(C[C@H]4CCCCIN+]4C)c2)cl

296

O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)c4cenc5eec(OC)cc54

297

Brclccec(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)c1C

298

Clcle(ec(O)c(C(=0)c2c3cccce3n(C[C@HJ4CCCC[N+]4C)c2)c1C)C

299

O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdce(cc(c4OC)C)C

300

0=C(N1c2cccec20[C@H](C1)C)c3en(C[C@HJ4ACCCCIN+]4C)c5eccec53

301

O=[S@@](Cclccce(cl)C(=0)c2c3cccee3n(C[C@H]4CCCCIN+]4C)c2)C

302

0O=5(=0)(clc2cccecc2n(C[C@H]3CCCC[N+]3C)cl)cdccesd

303

Clcleec2c(N(C[C@@H](02)C)C(=0)c3cdccccedn(C[C@H]5CCCCIN+]5C)c3)cl

304

Clclecec(c1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)C

305

Fclecee(C(=0)c2en(C[C@H]3CCCC[N+]3C)c4ceccc42)cIN

306

O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdc(C)ccsd

307

0=C(O[C@@H](C(C)C)C)clc2cccec2n(C[C@H]3CCCCIN+]3C)cl

308

Brclccce(F)cc1C(=0)c2c3cccce3n(C[C@H4CCCC[N+]4C)c2

309

O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)cdcc(OC)cc(OC)c4

310

Brclec(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cs1

311

0=C([C@@H](SC)CC)clc2cecec2n(C[C@H]3CCCCIN+]3C)cl

312

0=C(clc2cccec2n(C[C@H]3CCCCIN+]3C)cl)cdesc5e4CC[C@H](C5)C

313

C[N+]1CCCC[C@@H]1Cn2cc(c3cccec32)-c4non-5cc[nH]cc5s4

314

Brclccscl1S(=0)(=0)c2c3cccee3n(C[C@H4CCCC[N+]4C)c2

315

N=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)c4cccccd

NN | NN NN N[N NN N N N N N N N N N N N N N N I N I N N N N N N N N Y Y
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316 | O=C(C1CCCCC1)c2c3ccecc3n(C[C@H]4CCCC[N+]4C)c2 7
317 | Fcleeee(cINCC)C(=0)c2en(C[C@H]3CCCC[N+]3C)c4ceccc42 7
318 | Fcleeee(C(=0)c2en(C[C@H]3CCCC[N+]3C)cdcceccd2)cINN 7
319 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccccc31)cdccccc4C(OC)=0 7
320 | O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)c4ccccc4C 7
321 | O=C(N1c2ccccc20CC1)c3en(C[C@H]4CCCC[N+]4C)c5ceccc53 7
322 | Brclece(Cl)ce1C(=0)c2c3cccec3n(C[C@H4CCCC[N+]4C)c2 6.9
323 | O=5(=0)(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccccdCC 6.9
324 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccce31)c4c(-cSeceecd)ccs4 6.9
325 | O=C(N1c2ccecc2C[C@@H]([N+])C1)c3en(C[C@H]4CCCC[N+]4C)c5cccce53 6.9
326 | O=C([CeeH]1C[CeH]2CC[C@@H]102)c3c4cccccdn(C[C@H]5CCCC[N+]5C)c3 6.9
327 | Clcleec2c¢(N(CCO2)C(=0)c3cdcceccdn(C[C@H]5CCCCIN+]5C)c3)cl 6.9
328 | O=C(clc2ccccc2n(C[C@H]3CCCC[N+]3C)cl)c4ccenc4SC 6.9
329 | Cleleeee(Cl)c10C(=0)c2c3cccce3n(C[C@H4CCCC[N+]4C)c2 6.9
330 | Clclee(F)ceclS(=0)(=0)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2 6.9
331 | C[N+]1CCCC[C@@H]1Cn2cc(Oc3cccc(CC)c3)cdcccccd2 6.9
332 | O=C(Nclcccec1OC)c2en(C[C@H]3CCCC[N+]3C)c4ceccc24 6.9
333 | Clcle(F)ecec1C(=0)c2en(C[C@H]3CCCC[N+]3C)c4cccecd2 6.9
334 | FC(F)CN(C1CC1)C(=0)c2c3cccec3n(C[C@H4CCCC[N+]4C)c2 6.9
335 | Clcleececl1S(=0)(=0)c2c3cccee3n(C[C@H4CCCC[N+]4C)c2 6.9
336 | Clclcece(F)c1CS(=0)(=0)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2 6.9
337 | Cleclee(Cl)ec(O)c1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.9
338 | Fcleneec1C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 6.9
339 | O=C(C1(CC1)c2ccce(c2)C)c3cdcccecdn(C[C@H]SCCCC[N+]5C)c3 6.9
340 | O=C(C[C@@H]1c2ccccc2CCO1)c3en(C[C@H]4CCCC[N+]4C)c5ccccc53 6.9
341 | Cleleee(C(=0)c2c3cccee3n(C[C@HJ4CCCC[N+]4C)c2)cc10C 6.9
342 | O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)cdccccc4CH#N 6.9
343 | O=C(clc2cceec2n(C[C@H]3CCCC[N+]3C)cl)cdcccc(C[N+](C)C)cd 6.9
344 | O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)c4ccccc4CCEN 6.9
345 | FC(F)(F)clcecec1C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 6.9
346 | O=C(N1CCc2cccc(c21)C)c3cdcccecdn(C[C@H]5CCCCIN+]5C)c3 6.9
347 | O=C([C@H]1c2ccsc2CCC1)c3cdcccecdn(C[C@H]SCCCC[N+]5C)c3 6.9
348 | Brclece(Cl)c(C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2)cl 6.9
349 | O=C(NclccceclSC)c2en(C[C@H]3CCCC[N+]3C)c4ccccc24 6.9
350 | Fclece(F)e(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)c10C 6.9
351 | Clecleece(C2(CC2)C(=0)c3cdcccccdn(C[C@H]SCCCCIN+]5C)c3)cl 6.9
352 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)[C@H]4c5ccccc5CCO4 6.9
353 | O=C(N(clcee(ccl)C)C)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 6.9
354 | Clcle(F)e(C(=0)c2c3cecee3n(C[C@H]4CCCC[N+]4C)c2)cenl 6.9
355 | Oclccecc1C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 6.9
356 | Clclcec(Cl)c(S(=0)(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cl 6.9
357 | O=C(clc2ccccc2n(C[C@H]3CCCC[N+]3C)cl)cdccec(COC)c4 6.9
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358 | O=C([C@@H](C1CCCC1)C)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.8
359 | O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)c1)C(c4cccccd)=C 6.8
360 | Fclecc2c(N(CCO2)C(=0)c3cdcccccdn(C[C@H]SCCCC[N+]5C)c3)cl 6.8
361 | O=5(=0)(clcc(N)cc(cl)C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)C 6.8
362 | Fcle(C)cee(C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2)cl 6.8
363 | O=5(=0)(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccecd 6.8
364 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccccc31)c4ccccc4-cdSnec[nH]5 6.8
365 | Clcleece(Cl)c1OCC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.8
366 | O=C(clc2ccecec2n(C[C@H]3CCCC[N+]3C)cl)c4c(CC)ccs4 6.8
367 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccccc31)cdccccdScdncend 6.8
368 | O=C(N1c2cncec20CC1)c3cdcceccdn(C[C@H]5CCCC[N+]5C)c3 6.8
369 | O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)cdcecs4 6.8
370 | O=C(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)c4ccecSencecd4 6.8
371 | O=C(C(CC)CC)clc2cccec2n(C[C@H]3CCCC[N+]3C)cl 6.8
372 | FC(F)(F)clceenclC(=0)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2 6.8
373 | O=C(clcsc2CCCCCc12)c3cdcccccdn(C[C@H]SCCCC[N+]5C)c3 6.8
374 | O=C(clc2ccccc2n(C[C@H]3CCCC[N+]3C)cl)cdcecsc4N 6.8
375 | Oclcec2¢(SCO2)c1C(=0)c3cdcccccdn(C[C@H]5SCCCC[N+]5C)c3 6.8
376 | Brcleceec1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.8
377 | Clecleec2¢(C(C(=0)c3c4ceccedn(C[C@H]5CCCCIN+]5C)c3)=CC(=0O)N2)cl 6.8
378 | O=C(N1c2cce(cc2CCC1)C)c3cdcccccdn(C[C@H]SCCCC[N+]5C)c3 6.8
379 | O=C(clc2cceec2n(C[C@H]3CCCC[N+]3C)cl)C(CC(C)C)(O)C 6.8
380 | O=C(N1CCC[C@H]1C(C)C)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 6.8
381 | O=C(clc2ccecec2n(C[C@H]3CCCC[N+]3C)cl)/C(OC)=C/cdcccecd 6.8
382 | O=C(clen(C[C@H]2CCCC[N+]2C)c3cccec31)C4=CC(=0O)Nc5cecec54 6.8
383 | O=C(clc2ccece2n(C[C@H]3CCCC[N+]3C)cl)/C(C)=C/C 6.8
384 | FC(F)(F)clcece(c1N)C(=O)c2c3cceec3n(C[C@H]4CCCC[N+]4C)c2 6.8
385 | O=C(C1=CCCCC1)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.8
386 | Brclecec(C(=0)c2c3cccce3n(C[C@HJ4CCCCIN+]4C)c2)cl 6.8
387 | Clcleec2c(CCCN2C(=0)c3cdcccecdn(C[C@H]5CCCC[N+]5C)c3)cl 6.8
388 | O=C(N[C@H]1CC=CCC1)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 6.7
389 | Scle(C(=0)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2)ccenl 6.7
390 | Brcleec(OC)cc1C(=0)c2c3cccce3n(C[C@H]4CCCCIN+]4C)c2 6.7
391 | O=C([C@@H](C1CC1)C)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 6.7
392 | O=C(OclccceclC)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.7
393 | Clecleee(SC)ecl1C(=0)c2c3cecec3n(C[C@H]4CCCC[N+]4C)c2 6.7
394 | O=C(N(clccee(c1)C)C)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.7
395 | FC(F)(F)[C@H]1CCC[C@H](C1)C(=0)c2c3cccec3n(C[C@H[4CCCC[N+]4C)c2 6.7
396 | O=C(C1CCCCCC1)c2c3cceee3n(C[C@H]4CCCC[N+]4C)c2 6.7
397 | Clecleece(F)c1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.7
398 | Fclecc2c(OCCN2C(=0)c3cdcccccdn(C[C@H]SCCCC[N+]5C)c3)cl 6.7
399 | Fclec(F)e(F)c(C(=0)c2c3cceee3n(C[C@H]4CCCC[N+]4C)c2)c1F 6.7
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400 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdeccc(OC(C)C)cd 6.7
401 | Fclc(F)ecec1C(=0)c2en(C[C@H]3CCCC[N+]3C)c4cececd? 6.7
402 | O=5(=0)(clc2cccce2n(C[C@H]3CCCC[N+]3C)c1)Ccécecc(OC)c4 6.7
403 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccc(CC[N+])c4 6.7
404 | O=C(clc2ccecec2n(C[C@H]3CCCC[N+]3C)cl)cdesc(c4)C 6.7
405 | O=5(=0)(c1c2ccccc2n(C[C@H]3CCCC[N+]3C)cl)cdc[nH]c5cccec54 6.7
406 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdc(C)ccc(c4)C 6.7
407 | FC[C@@H]1CCCN15(=0)(=0)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2 6.7
408 | Clclceee(Cl)c1CS(=0)(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.7
409 | Fclece(F)e(C(=0)C(=0)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2)cl 6.7
410 | O=C(N(CC(C)C)C)clc2cccec2n(C[C@H]3CCCC[N+]3C)cl 6.7
411 | Fclceee(F)c1C(=0)c2c3cccee3n(C[C@HJ4CCCC[N+]4C)c2 6.7
412 | O=C(clc2cceec2n(C[C@H]3CCCC[N+]3C)cl)cdccscd 6.7
413 | Clcleee(c(C(=0)c2c3cccec3n(C[C@H4CCCC[N+]4C)c2)cl)C 6.7
414 | OC1(CCCCC1)C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.7
415 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcccc(c4)C=C 6.7
416 | Clclecec(C(=0)c2c3cccce3n(C[C@H4CCCC[N+]4C)c2)c10 6.7
417 | C[N+]1CCCC[C@@H]1Cn2cc(O[C@H]3c4ccccc4CCC3)c5ecece52 6.7
418 | O=C([CeH]1CCCC[C@@H]1C)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2 6.7
419 | O=C(NC1CCCCCC1)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.6
420 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccec(C[N+])c4 6.6
421 | O=C([Ce@@H](CC1CCCC1)C)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2 6.6
422 | O=C(clc2cceec2n(C[C@H]3CCCC[N+]3C)cl)cdccec(OCC)c4 6.6
423 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)c4c(SC)nsc4SC 6.6
424 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdesc(CCC)cd 6.6
425 | Clclececcl[C@@H](O)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.6
426 | O=C(clc(ccccl[N+]([O-])=0)C)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.6
427 | Clclece(Cl)ec10c2c3cccce3n(C[C@HJ4CCCC[N+]4C)c2 6.6
428 | O=C([C@H]1c2ccccc2CC[N+]1)c3en(C[C@H]4CCCC[N+]4C)c5cccec53 6.6
429 | Fclceee(c1C)C(=0)c2en(C[C@H]|3CCCC[N+]3C)c4cceccd? 6.6
430 | O=C([Ce@H](C(C)C)C)clc2cccec2n(C[C@H]3CCCC[N+]3C)cl 6.6
431 | O=C(clc2ccecec2n(C[C@H]3CCCC[N+]3C)cl)cdcnencdC(C)C 6.6
432 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdcecec(c4)C(=O)N 6.6
433 | Clcleecec1CC(=0)c2c3cccee3n(C[C@HJ4CCCC[N+]4C)c2 6.6
434 | Clclece(-n2ceen?2)cc1C(=0)c3cdcccecdn(C[C@H]5CCCC[N+]5C)c3 6.6
435 | O[Ce@H](c1c2ccecec2n(C[C@H]3CCCC[N+]3C)cl)cdcecc(c4)C 6.6
436 | Fclc(F)cee(C(=0)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2)clF 6.5
437 | Fclceccc1lOCC(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.5
438 | O=C([CeH]1CCC[C@H](IN+])[C@@H]1C)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 6.5
439 | O=C(C[C@H](CCC)C)clc2cccec2n(C[C@H]3CCCC[N+]3C)cl 6.5
440 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdccenc4SC(C)C 6.5
441 | O=5(=0)(C[C@H]1CCCO1)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.5
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442 | Fcleee(C(=0)C(=0)c2c3cceec3n(C[C@H]4CCCC[N+]4C)c2)ccl 6.5
443 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)cdc(ncc(N)c4)C 6.5
444 | Fclcececl[C@@H](O)c2c3cccee3n(C[C@HJ4CCCC[N+]4C)c2 6.5
445 | O=C(NC1CCCCC1)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2 6.5
446 | O=5(=0)(clc2cccce2n(C[C@H]3CCCC[N+]3C)cl)cdcc[nH]c4 6.5
447 | Oclc(OC)cccc1C(=0)c2c3cccee3n(C[C@H4ACCCC[N+]4C)c2 6.4
448 | O=C(NclccecclCC)c2en(C[C@H]3CCCCIN+]3C)cdcccccd? 6.4
449 | Oclecc(OC)cc1C(=0)c2c3cccee3n(C[C@H4ACCCC[N+]4C)c2 6.4
450 | O=C(clc2cceec2n(C[C@H]3CCCC[N+]3C)cl)cdenencdC 6.4
451 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)[C@@H](CC#C)C 6.4
452 | Fclcee(F)c(C(=0)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2)c1F 6.4
453 | O=C(C[C@H](c1cccecl)C)c2c3cccec3n(C[C@H]4CCCC[N+[4C)c2 6.4
454 | Oclcec(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)c(c1)C 6.4
455 | Clclece(F)ec1C(=0)c2c3cccce3n(C[C@HJ4CCCC[N+]4C)c2 6.4
456 | Clcleee(S(=0)(=0)C)ccl1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.4
457 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)[C@@H](OCC=C)C 6.4
458 | O=C([C@H]1CCCC[C@H]1C[N+])c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2 6.4
459 | O=C(N[C@@H]1CCCC[C@H]1C[N+])c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2 6.4
460 | Fclc(cce(F)c1C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)C 6.4
461 | O=5(=0)(NclccceclC)c2en(C[C@H]3CCCC[N+]3C)cdcccecd? 6.4
462 | O=C(N[C@@H]1C=CCCC1)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 6.3
463 | Oclece(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cc10C 6.3
464 | O=C([C@H](IN+]1CCCCCC1)C)c2cn(C[C@H]3CCCC[N+]3C)c4cccccd2 6.3
465 | O=C(N1c2cc(OC)ccc20CC1)c3c4ccccedn(C[C@H]5CCCCIN+]5C)c3 6.3
466 | Clclccee([C@@H](O)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2)cl 6.3
467 | O=C([C@@H](OCCC)C)clc2ccccc2n(C[C@H]3CCCC[N+]3C)cl 6.3
468 | O=5(=0)(clen(C[C@H]2CCCC[N+]2C)c3cccec31)CcécccccdC 6.3
469 | O=C(N[C@H](clcccs1)C)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2 6.2
470 | O=C(clen(C[C@H]2CCCC[N+]2C)c3ccecc31)CcécccecdC 6.2
471 | Brclc(C(=O)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)ccenl 6.2
472 | O=C(Nclc(C)cscl)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.2
473 | O=C(C[C@@H]1C=CCC1)c2c3ccccc3n(C[C@H]4CCCC[N+]4C)c2 6.2
474 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)/C=C/C(C)(C)C 6.2
475 | Fcleee(c(NC(=0)c2c3cecec3n(C[C@HJ4CCCC[N+]4C)c2)cl)C 6.2
476 | O=C([Ce@H]1[C@](C1)(CC)C)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.2
477 | O=C(Nclcce([nH+]c1C)N)c2c3ccece3n(C[C@H]4CCCC[N+]4C)c2 6.1
478 | O=C(CC1CCCCC1)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2 6.1
479 | Clclee(Cl)cec1CS(=0)(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 6.1
480 | O=C(C[CeH]1C[CeH]2CC[C@@H]1C2)c3c4cccccdn(C[C@H]5CCCC[N+]5C)c3 6.1
481 | Fcleee(c(C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)c1)C 6.1
482 | O=C([Ce@H]1CCC[C@@H](C1)C)c2c3cccce3n(C[C@H]4CCCC[N+]4C)c2 6
483 | O=C(clc2cceec2n(C[C@H]3CCCC[N+]3C)cl)cdencecdC 6




Molecules 2018, 23, 2183 126 of 162
484 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)/C=C/C(C)C 6
485 | O=C([Ce@]1(C[C@@H]1C[N+])c2cccs2)c3cdcccccdn(C[C@H]SCCCC[N+]5C)c3 6
486 | Fclece([C@@H](O)C(=0)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2)cc1C 59
487 | O=C([CeH]1[Ce@@H](CCC[N+]1)C)c2en(C[C@H]3CCCC[N+]3C)c4cccccd2 59
488 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)cl)/C=C/CC 59
489 | O=C(clc2cceec2n(C[C@H]3CCCC[N+]3C)c1)CCc4cceccd 5.9
490 | O=C(CC1CCCCCC1)c2c3cccec3n(C[C@HJ4CCCC[N+]4C)c2 59
491 | O=C([C@H]1c2cccc(c2C[N+]C1)C)c3c4cccccdn(C[C@H]5CCCCIN+]5C)c3 59
492 | O=C(clc2cccec2n(C[C@H]3CCCC[N+]3C)c1)COCC(C)C 5.8
493 | O=C(CC(CC)CC)clc2cccec2n(C[C@H]3CCCC[N+]3C)cl 5.7
494 | Cl[C@@H](/C=C/C(=O)clc2ccccc2n(C[C@H]3CCCC[N+]3C)c1)C 5.7
495 | O=C(CC1CCC1)c2c3cccee3n(C[C@H]4CCCC[N+]4C)c2 5.6
496 | O=C([C@H]1CCCC[C@@H]1[N+])c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 5.6
497 | O=C(N[C@H]1CCSC1)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 5.6
498 | O=C(clc2cceec2n(C[C@H]3CCCC[N+]3C)c1)Cc4cesc4 54
499 | FC(F)(F)[Ce@H](CC(=0)clc2cceccc2n(C[C@H]3CCCC[N+]3C)c1)C 53
500 | O=C([C@H]([N+])clccc(CC)ccl)c2c3cccec3n(C[C@H]4CCCC[N+]4C)c2 45

Table S14. List, SMILE and predicted pKi values for Series 4 in CB:2 receptor.

N° SMILES Pred pKi

1 O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(Cedcece(ccd)CEN) 2 10.2
2 O=C(C1C(C1(C)C)(C)C)c2c3cceee3n(CC[C@H]4CCC(=0O)N4)c2 10.1
3 0=51(=0)CC[C@H](C1)CCn2cc(C(=0O)C3C(C3(C)C)(C)C)c4cccecs2 10.1
4 O=C(C1C(C1(C)C)(C)C)c2c3cccce3n(CC[C@@H]4C(C(OC4)=0)=C)c2 10
5 O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(Ccdcecse(nonb)cd)c2 10
6 O=C(C1C(C1(C)C)(C)C)c2en(c3cccec32)CCSS([O-])(=0)=0 9.9
7 Clclec(Cn2ec(C(=0)C3C(C3(C)C)(C)C)cdeccccd2)cend 9.8
8 O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CCecéeencced)c2 9.8
9 Fcle(F)cee(Cn2ec(C(=0)C3C(C3(C)C)(C)C)cdeccccd?)cl 9.7
10 O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CC[Ca@@H]([S@](=0)C)C)c2 9.6
11 0O=5(=0)(CCCn1lcc(C(=0)C2C(C2(C)C)(C)C)cBceece31)C 9.6
12 Clcle(F)ece(Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdeecccd2)cl 9.6
13 FC(F)(F)C[C@@H](O)Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 9.6
14 O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(Ccdcenccd)c2 9.6
15 O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CCCC=4[N-]N=NN4)c2 9.6
16 Fcleee(Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdcecced?)cecl 9.6
17 FC1(F)CCC(CC1)Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdcceccs2 9.6
18 Brclec(Cn2ce(C(=0)C3C(C3(C)C)(C)C)cdcecccd2)cesl 9.5
19 Fcleee(Cn2cec(C(=0)C3C(C3(C)C)(C)C)cdcecccd2)cc1OC 9.5
20 O[C@H](C1CC1)Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdcceccd2 9.5
21 O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(Ccdencecd)c2 9.5
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22 O=C(C1C(CL(C)C)(C)C)c2c3ccece3n(CCACCSCC4)c2 9.5
23 O=C(C1C(C1(C)C)(C)C)c2c3cccece3n(C[C@H](CC(C)(C)C)C)c2 9.5
24 O=C(C1C(CL(C)C)(C)C)c2c3cccce3n(CCCecéc(nocdC)C)c2 9.5
25 O[CeH]([Ce@H](CC)C)Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccccc3l 9.5
26 O=C(C1C(CL(C)C)(C)C)c2c3cccce3n(C[C@H](c4cesc4)C)c2 94
27 Fcleee(Cn2cec(C(=0)C3C(C3(C)C)(C)C)cdceecccd2)cclC 94
28 O=C(C1C(C1(C)C)(C)C)c2c3cceee3n(CCCN(C)C(=0)C)c2 94
29 O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(Cedesc([N+]([O-])=0O)c4)c2 94
30 CIC(CCnlcc(C(=0)C2C(C2(C)C)(C)C)cBecece31)(C)C 94
31 Fcle(F)ce(F)ce(Cn2ce(C(=0)C3C(C3(C)C)(C)C)cdcecccd2)cl 9.4
32 O=C(C1C(CL(C)C)(C)C)c2en(CCC(C)(C)C#N)c3cccee3?2 9.4
33 S=C(N)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 9.4
34 Clclecec(Cn2ce(C(=0)C3C(C3(C)C)(C)C)cdcccccd?)cl 9.3
35 Fcle(F)cce(Sn2ce(C(=0)C3C(C3(C)C)(C)C)cdcccecd?2)cl 9.3
36 Fcleee(O)e(Cn2ec(C(=0)C3C(C3(C)C)(C)C)cdeccecd2)cl 9.3
37 Fclen(nn1)Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdcccecd2 9.3
38 O=C(C1C(C1(C)C)(C)C)c2c3cceee3n(CCCc4cen[nH]c4C)c2 9.3
39 Clclece(s1)Cn2cec(C(=0)C3C(C3(C)C)(C)C)cdeccccd?2 9.3
40 O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(Ccdenc(O)ccd)c2 9.3
41 O=C(C1C(CL(C)C)(C)C)c2c3cceece3n(CC[C@@H]4COCCC4)c2 9.3
42 Fcle(O)cce(Cn2ec(C(=0)C3C(C3(C)C)(C)C)cdcccccd2)cl 9.3
43 Fcleee(CCn2ec(C(=0)C3C(C3(C)C)(C)C)cdeccccd2)cclC 9.3
44 FC(F)(F)CCNnlce(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 9.3
45 O=C(C1C(C1(C)C)(C)C)c2en(SCc3cncec3)cdcceccd? 9.2
46 FC(5Cn1cc(C(=0)C2C(C2(C)C)(C)C)c3cccec31)(F)F 9.2
47 O=C(C1C(CL(C)C)(C)C)c2c3ccece3n(CCCCCHN)c2 9.2
48 O=C(C1C(CL(C)C)(C)C)c2en(CCSCCOC)c3cccec32 9.2
49 O=C(C1C(CL(C)C)(C)C)c2c3ccece3n(CCCLCCCE)c2 9.2
50 0O=5(=0)(CCCnlcc(C(=0)C2C(C2(C)C)(C)C)cBccece31)CCHC 9.2
51 FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 9.2
52 Clclece(Cn2cec(C(=0)C3C(C3(C)C)(C)C)cdeccecd2)ccl 9.2
53 O=C(C1C(CL(C)C)(C)C)c2c3cccce3n(CC[C@@H](C(C)C)C#N)c2 9.2
54 Clclc(F)cce(Sn2ce(C(=0)C3C(C3(C)C)(C)C)cdeccecd2)cl 9.2
55 O=C(C1C(CL(C)C)(C)C)c2c3cceee3n(CCC4=CCCCC4)c2 9.2
56 O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(Ccdcecscd)c2 9.2
57 O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(COc4cenccd)c2 9.2
58 O=C(C1C(C1H(C)C)(C)C)c2c3cccec3n(COCc4cenccd)c2 9.2
59 O=C(C1C(CL(C)C)(C)C)c2c3cceece3n(CSCCOC) 2 9.2
60 O=C(C1C(CL(C)C)(C)C)c2c3ccece3n(CCCN(S(=0)(=0)C)C)c2 9.2
61 Fclec(Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdececcd?)cend 9.2
62 O=C(C1C(CL(C)C)(C)C)c2c3ccece3n(COC4CCOCCE) 2 9.2
63 O=C(C1C(CL(C)C)(C)C)c2en(c3cccec32)CCC(C)(C)C 9.1
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64 O=C(C1C(C1(C)C)(C)C)c2en(Sc3cencc3)cdeccecd? 9.1
65 O=C(C1C(C1(C)C)(C)C)c2c3cceece3n(CC[C@@H]4CCOC4)c2 9.1
66 O=5(=0)(CCS(=0)(=0)n1cc(C(=0)C2C(C2(C)C)(C)C)c3cccec31)C 9.1
67 FC(Sn1cc(C(=0)C2C(C2(C)C)(C)C)cBcccce31)(F)C(F)F 9.1
68 O=C(C1C(CL(C)C)(C)C)c2en(NCCC(C)(C)C)c3ccece32 9.1
69 O=C(C1C(C1(C)C)(C)C)c2c3ccece3n(CCA4CCCC4)c2 9.1
70 O=C(C1C(C1(C)C)(C)C)c2en(OCc3ccsc3)cdcccccd? 9.1
71 FCCCCCnlec(C(=0)C2C(C2(C)C)(C)C)c3ecece3l 9.1
72 O=C(C1C(CL(C)C)(C)C)c2en(SCCS(=0)(=0)C)c3cceee32 9.1
73 Clclece(Cn2ec(C(=0)C3C(C3(C)C)(C)C)cdcececd?)cclF 9.1
74 O[C@H](C1CC1)CCn2cc(C(=0)C3C(C3(C)C)(C)C)cdcccecd2 9.1
75 O=C(C1C(C1(C)C)(C)C)c2en(Sc3enc(ecn3)C#N)cdcceccd2 9.1
76 O=C(C1C(C1(C)C)(C)C)c2c3cceece3n(CC[C@@H](C)C#N)c2 9.1
77 FC1(F)CC(C1)Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdececcd2 9.1
78 O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCnécec(nd)C)c2 9.1
79 Fcle(C)eee(Cn2ec(C(=0)C3C(C3(C)C)(C)C)cdeccecd2)cl 9.1
80 O=C(C1C(C1L(C)C)(C)C)c2c3ccece3n(CC[C@H]4CCC[C@H](C4)C)c2 9.1
81 O=C(C1C(C1L(C)C)(C)C)c2en(CC[C@@H]3C[C@H]4CC[C@@H]3C4)c5cccce52 9.1
82 O=C(C1C(CL(C)C)(C)C)c2c3cceee3n(CCSC(C)(C)C)c2 9.1
83 FC(F)(Cnlcc(C(=0)C2C(C2(C)C)(C)C)cBcccce31)[C@H](F)C(F)(F)F 9.1
84 O=C(C1C(C1(C)C)(C)C)c2c3cceece3n(CC/C=C(\ CO)C)c2 9.1
85 O=C(C1C(C1(C)C)(C)C)c2c3cceee3n(CC(CC)CC)c2 9.1
86 O=C(C1C(CL(C)C)(C)C)c2c3cceec3n(CCCCC=C)c2 9.1
87 SC(=S)NCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 9.1
88 Fclecee(CSn2cc(C(=0)C3C(C3(C)C)(C)C)cdceccccd2)cl 9
89 O=C(C1C(CL(C)C)(C)C)c2c3ccece3n(CCCSCCHN)c2 9
90 Fcleee([C@H](O)n2cec(C(=0)C3C(C3(C)C)(C)C)cdcccccd2)ccl 9
91 O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCcéecc[nH]4)c2 9
92 O=C(C1C(CL(C)C)(C)C)c2c3cccce3n(Cedec(C(OC)=0)cod)c2 9
93 O=C(C1C(C1H(C)C)(C)C)c2c3cccec3n(Cedcecc(04)C=0)c2 9
94 Fcle(F)cee(CCn2cc(C(=0)C3C(C3(C)C)(C)C)cdcecccd?2)cl 9
95 O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(Ccdcccod)c2 9
96 O=C(C1C(CL(C)C)(C)C)c2c3cccce3n(CC[C@H](CC)C)c2 9
97 O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(Ccdcenend)c2 9
98 FC(F)(F)OCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccece3l 9
99 O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCecéeccod)c2 9
100 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(C[CeH]4[C@@H](C4)CO)c2 9
101 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CC4=CC[C@@H](CC4)C)c2 9
102 | Fclee(F)cec1Cn2ec(C(=0)C3C(C3(C)C)(C)C)cdeccecd?2 9
103 | Clclecec(Sn2ec(C(=0)C3C(C3(C)C)(C)C)cdeccccd2)cl 9
104 | O=C(C1C(C1(C)C)(C)C)c2c3cecec3n(CSC(C)C)c2 9
105 | O=C(C1C(C1(C)C)(C)C)c2c3cecee3n(CCSCA4CCOCCH)c2 9
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106 | Fclccee(Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdcceccd?)cl 9
107 | O=C(C1C(C1(C)C)(C)C)c2c3ccccc3n(CNedceencend)c2 9
108 | O=C(C1C(C1(C)C)(C)C)c2c3cecec3n(CCCC(C)(C)C)c2 9
109 | FC(F)(F)CSCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 9
110 | O=C(C1C(C1(C)C)(C)C)c2en(NCc3cccs3)cdcccecd?2 9
111 | O=C(C1C(C1(C)C)(C)C)c2c3cccce3n(C[Ce@H]4CC[C@H](C4)C)c2 9
112 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(Ccdeenc(c4)C)c2 9
113 | Clclece(Sn2ce(C(=0)C3C(C3(C)C)(C)C)cdcececd?)cecl 9
114 | O=C(C1C(C1(C)C)(C)C)c2c3cecee3n(CCCC(C)C)c2 9
115 | O=C(C1C(C1(C)C)(C)C)c2en(c3cceee32)CCSCC=C 9
116 | O=C(C1C(C1(C)O)(C)C)c2en(SCc3cces3)cdcccccd2 8.9
117 | FC(F)(COCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec31)C(F)F 8.9
118 | O=C(C1C(C1L(C)C)(C)C)c2c3ceceee3n(CSCA4CCOCCE)c2 8.9
119 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CCCCSC)c2 8.9
120 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CC[C@@H](OC)C)c2 8.9
121 | O=C(C1C(CL(C)C)(C)C)c2en(SCC(C)C)c3cecec32 8.9
122 | O=C(C1C(CL(C)C)(C)C)c2c3cccee3n(CCCACCC(CC4)C)c2 8.9
123 | O=C(C1C(C1(C)C)(C)C)c2en(Sc3cc(nen3)C)cdececcd2 8.9
124 | O=C(C1C(C1(C)C)(C)C)c2c3cceee3n(CSCACCCC4)c2 8.9
125 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(Ccdccocd)c2 8.9
126 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CC4=CCCCC4)c2 8.9
127 | Fcle(F)ece(CSn2cc(C(=0)C3C(C3(C)C)(C)C)cdeccecd2)cl 8.9
128 | O=C(C1C(C1L(C)C)(C)C)c2c3cccee3n(C[C@H](C4CC4)C)c2 8.9
129 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(Cln+]4cec(C)ccd)c2 8.9
130 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CCS(=0)(=0)C)c2 8.9
131 | O=C(C1C(C1(C)C)(C)C)c2en(SC3CCCCC3)cdceccccd2 8.9
132 | Fclccee(Sn2cc(C(=0)C3C(C3(C)C)(C)C)cdcceccd?)cl 8.9
133 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(C[Se@](=0)[C@H](CC)C)c2 8.9
134 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(C[C@H](CCC)C)c2 8.9
135 | Fclece(Sn2cec(C(=0)C3C(C3(C)C)(C)C)cdcccecd2)ccl 8.9
136 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CCC(C)C)c2 8.9
137 | O=C(C1C(C1(C)C)(C)C)c2c3cecec3n(CCCLCCCCC4)c2 8.9
138 | O=C(C1C(C1(C)C)(C)C)c2c3cccce3n(C[N+]CCS([O-])(=0)=0)c2 8.9
139 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCcéencccd)c2 8.9
140 | O=C(C1C(CL(C)C)(C)C)c2c3cecee3n(C[N+]C(C)(C)C)c2 8.9
141 | Brclcec[n+](Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdeccecd2)cl 8.9
142 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CCACC(C4)C)c2 8.9
143 | FC(F)(F)COCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 8.9
144 | O=C(C1C(C1(C)C)(C)C)c2en(SCCc3cencec3)cdcceccd2 8.9
145 | O=C(C1C(C1(C)C)(C)C)c2c3cecee3n(CCSSC)c2 8.9
146 | O=C(C1C(C1(C)C)(C)C)c2c3ccccc3n(CcdesccdC)c2 8.9
147 | O=C(C1C(C1L(C)C)(C)C)c2en(Sc3ccc(03)C=0)cdcccccd? 8.9
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148 | O=C(C1C(C1L(C)C)(C)C)c2c3cccee3n(CC[C@H](CCC)CH#N)c2 8.9
149 | Clclenn(Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdeccccd2)cl 8.9
150 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCC[C@@H]4CCOC4)c2 8.9
151 | O=C(C1C(C1(C)C)(C)C)c2c3cecee3n(CSCC(C)C)c2 8.8
152 | FC(F)CCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccccc3l 8.8
153 | O=C(C1C(C1(C)C)(C)C)c2en(SCCC(C)C)c3cecec32 8.8
154 | FC(SCCnlce(C(=0)C2C(C2(C)C)(C)C)c3cccec31)(F)F 8.8
155 | Clclec(F)eeclSn2ec(C(=0)C3C(C3(C)C)(C)C)cdececcd?2 8.8
156 | O=C(C1C(C1(C)C)(C)C)c2en(SC[C@@H]3CCOC3)c4ccccc42 8.8
157 | O=51(=0)CC[C@@H](Sn2cc(C(=0)C3C(C3(C)C)(C)C)cdceccc42)Cl 8.8
158 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CC[C@H](O)C(C)=C)c2 8.8
159 | FC(F)(F)COCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccccc3l 8.8
160 | O=C(C1C(C1(C)C)(C)C)c2c3ccecc3n(CScécecs4)c2 8.8
161 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CCCCACC4)c2 8.8
162 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CC/C=C\CC)c2 8.8
163 | O=C(C1C(C1(C)C)(C)C)c2c3cccce3n(CCCe4c[nH]nc4C)c2 8.8
164 | O=C(C1C(C1(C)C)(C)C)c2en(SCCC(C)(C)C)c3cecec32 8.8
165 | O=C(C1C(C1(C)C)(C)C)c2c3cccce3n(CC4=CCCC4)c2 8.8
166 | O=C(C1C(C1(C)C)(C)C)c2c3cccce3n(Cedec(cs4)CHN)c2 8.8
167 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CC[C@H](O)CC)c2 8.8
168 | O=C(C1C(C1(C)C)(C)C)c2c3cccce3n(CCecéencend)c2 8.8
169 | CIC(Cl)=CCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccecc3l 8.8
170 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CCCSCC)c2 8.8
171 | CIC1(Cl)[C@H](C1)COn2cc(C(=0)C3C(C3(C)C)(C)C)cdcccecd2 8.8
172 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CS[C@@H](CC)C)c2 8.8
173 | FCCCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccece3l 8.8
174 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CCCLCCOCCH)c2 8.8
175 | SCC1(Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdcceccd2)CCL 8.8
176 | FC(F)(F)C[C@H](Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec31)C 8.8
177 | O=C(C1C(C1(C)C)(C)C)c2en(OCCS(=0)(=0)C)c3cccec32 8.8
178 | O=C(C1C(C1(C)C)(C)C)c2c3cecec3n(CCCCACCCC4)c2 8.8
179 | O=C(C1C(C1(C)C)(C)C)c2en(c3cccee32)CCSCCC 8.8
180 | O=C(C1C(CL(C)C)(C)C)c2en(c3ccecc32)/C=C\CC(C)C 8.8
181 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CC[C@@H](SC)C)c2 8.8
182 | O=C(C1C(C1(C)C)(C)C)c2en(NCC[C@@H](O)C)c3ccecc32 8.8
183 | O=[S@](CC(C)C)Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccecec3l 8.8
184 | O=C(C1C(C1L(C)C)(C)C)c2c3cecee3n(CCCC(C)=C)c2 8.8
185 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCc4encecd)c2 8.8
186 | O=C(C1C(C1(C)C)(C)C)c2en(CCSCC)c3cccec32 8.8
187 | O=C(C1C(C1(C)C)(C)C)c2c3cccce3n([C@@H](O)cdcecscd)c2 8.8
188 | O=C(C1C(C1(C)C)(C)C)c2c3cecec3n(CSCC4ACC4)c2 8.8
189 | O=C(C1C(C1(C)C)(C)C)c2en(SCCc3cencec3)cdcceccd2 8.8
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190 | O=C(C1C(C1(C)C)(C)C)c2c3cccce3n(CC[S@@](=0)C)c2 8.8
191 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(Cn+]4cccecd)c2 8.7
192 | O=C(C1C(C1(C)C)(C)C)c2en(SCCSCC)c3ccece32 8.7
193 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(C[C@H](SCC)C)c2 8.7
194 | O=C(C1C(C1(C)C)(C)C)c2c3cecec3n(CCCSC)c2 8.7
195 | O=C(C1C(C1L(C)C)(C)C)c2en(NCCCSC)c3ccccc32 8.7
196 | FC(F)COCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccce3l 8.7
197 | O=C(C1C(CL(C)C)(C)C)c2en(SCC3CCOCC3)c4cccccd2 8.7
198 | O=C(C1C(CL(C)C)(C)C)c2en(NCCC(C)C)c3cecec32 8.7
199 | FC(F)(CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec31)C(F)(F)F 8.7
200 | O=C(C1C(C1L(CO)C)(C)C)c2c3cccee3n(CCSc4enn[nH]4)c2 8.7
201 | Fcleee([S@e@](=0)n2cc(C(=0)C3C(C3(C)C)(C)C)cdcecccd2)ccl 8.7
202 | O=C(C1C(CL(C)C)(C)C)c2en(SCc3cesc3)c4cecccd2 8.7
203 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(Cedece(s4)C)c2 8.7
204 | CIC(CD)CCnlec(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 8.7
205 | BrC(CCnlce(C(=0)C2C(C2(C)C)(C)C)c3cecec3l)=C 8.7
206 | Fclenec(CCn2ec(C(=0)C3C(C3(C)C)(C)C)cdeccecd?2)cl 8.7
207 | FC(F)(F)CCOnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccecec3l 8.7
208 | O=C(C1C(C1L(C)C)(C)C)c2c3cccec3n(C[C@@H]([N+])CCC)c2 8.7
209 | FC(F)(F)[C@@H](O)CSnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 8.7
210 | O=C(C1C(CL(C)C)(C)C)c2c3cceec3n(CCCCCCHC) 2 8.7
211 | O=C(C1C(CL(C)C)(C)C)c2c3cceec3n(COCC4CC4)c2 8.7
212 | O=C(C1C(C1L(O)C)(C)C)c2en([C@H](CCSC)C)c3cccec32 8.7
213 | FC(F)(F)C[N+](CCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec31)C 8.7
214 | FCCCNnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 8.7
215 | Clcleee(s1)CCn2cc(C(=0)C3C(C3(C)C)(C)C)cdcecccd?2 8.7
216 | O=C(C1C(C1(C)C)(C)C)c2c3cceee3n(CC4=CCCOC4)c2 8.7
217 | Cleclee(F)c(Cn2ec(C(=0)C3C(C3(C)C)(C)C)cdeccccd2)ccl 8.7
218 | O=C(C1C(C1(C)C)(C)C)c2c3cceec3n(CCC=C(C)C)c2 8.7
219 | O=C(C1C(C1L(O)C)(C)C)c2en(NC[C@H]3CC=CCC3)c4cccccd2 8.7
220 | O=C(C1C(CL(O)C)(C)C)c2c3cceee3n(CCCCC(C)C)c2 8.7
221 | O=C(C1C(C1(O)C)(C)C)c2cn(c3cecec32)CCSCC(C)C 8.7
222 | O=C(C1C(CL(O)C)(C)C)c2c3cceee3n(CCCC(C)(C)CHN)c2 8.7
223 | O=C(C1C(CL(C)C)(C)C)c2c3cceecc3n(CCCCC(=0)C)c2 8.7
224 | O=C(C1C(CL(O)C)(C)C)c2c3cccec3n(CC[C@H]4CO4)c2 8.6
225 | O=C(C1C(C1L(O)C)(C)C)c2en([S@](=0)CCCC)c3ccecc32 8.6
226 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[S@](=0)CCC)c2 8.6
227 | O=C(C1C(CL(C)C)(C)C)c2c3cceee3n(CCC4CC4)c2 8.6
228 | O=C(C1C(CL(O)C)(C)C)c2c3cceec3n(CCCOC)c2 8.6
229 | FC(F)(F)CSnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 8.6
230 | O=C(C1C(CL(C)C)(C)C)c2c3cceee3n(CCréencs4)c2 8.6
231 | O=C(C1C(C1(C)C)(C)C)c2c3cceec3n(CCCOC(C)C)c2 8.6
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232 | O=C(C1C(C1L(O)C)(C)C)c2cn(SCC3CCCC3)c4cccecd?2 8.6
233 | FCCOCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ceccc3l 8.6
234 | O=C(C1C(CH(O)C)(C)C)c2en(NC[C@@H]3CCC=CO3)c4cccccd2 8.6
235 | O=C(C1C(C1(C)C)(C)C)c2c3cceec3n(COC4ACC4)c2 8.6
236 | O=C(C1C(C1(C)C)(C)C)c2cn(SCC3CCCCC3)c4cccecd2 8.6
237 | O=C(C1C(C1(C)C)(C)C)c2en(SC3COC3)c4cceccd2 8.6
238 | O=C(C1C(CL(C)C)(C)C)c2c3ccece3n(Cln+]4csc(c4)C)c2 8.6
239 | FC(F)(Cnlcc(C(=0)C2C(C2(C)C)(C)C)cBccece31)C(F)F 8.6
240 | FC([Se@@](=0)nlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l)(F)C(F)F 8.6
241 | Clclee(CCn2cc(C(=0)C3C(C3(C)C)(C)C)cdcececd?2)csl 8.6
242 | Fclene(Cn2cec(C(=0)C3C(C3(C)C)(C)C)cdeccecd2)ccl 8.6
243 | O=C(C1C(C1L(O)C)(C)C)c2cn(OCC3CCC3)cdcccecd2 8.6
244 | Brclecc(o1)Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdcccccd2 8.6
245 | S=C(N)CCSnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 8.6
246 | O=5(=0)(CC(C)C)Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccecc3l 8.6
247 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CCecéccocd)c2 8.6
248 | Cl[Ce@H](F)C([Se@](=0)nlcc(C(=0)C2C(C2(C)C)(C)C)c3ccccc31)(F)F 8.6
249 | O=C(C1C(C1L(C)C)(C)C)c2c3ccece3n(Cedecc(04)C)c2 8.6
250 | O=C(C1C(C1L(C)C)(C)C)c2c3cceec3n(CCC4CCCC4)c2 8.6
251 | O=C(C1C(C1L(C)C)(C)C)c2en(SC[C@H](CC)C)c3cccec3?2 8.5
252 | O=C(C1C(CL(C)C)(C)C)c2cn(SSC3CCCCC3)cdeccecd2 8.5
253 | O=C(C1C(C1L(C)C)(C)C)c2c3cceec3n(CSCCHN) 2 8.5
254 | O=C(C1C(C1(C)C)(C)C)c2en(c3cecec32)/C=C\ C=C/CC 8.5
255 | O=C(C1C(CL(O)C)(C)C)c2cn(NCCSC)c3cecec32 8.5
256 | O=C(C1C(C1(C)C)(C)C)c2c3cceec3n(COCCC(C)C)c2 8.5
257 | O=C(C1C(CH(O)C)(C)C)c2cn(NCCC#N)c3cceee32 8.5
258 | O=C(C1C(C1(C)C)(C)C)c2c3cceee3n(CCCCCCC)c2 8.5
259 | O=C(C1C(C1(O)C)(C)C)c2c3cceee3n(CCCC4CCCCC4)c2 8.5
260 | O=C(C1C(C1L(O)C)(C)C)c2en(NCC3CCC3)c4cecccd2 8.5
261 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(CO[C@H4CCOC4)c2 8.5
262 | O=C(C1C(C1(C)C)(C)C)c2c3cceece3n(COCC(C)C)c2 8.5
263 | O=C(C1C(C1(C)C)(C)C)c2c3cceece3n(CCIN+]4CC=CCC4)c2 8.5
264 | FC(F)(F)COnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 8.5
265 | FC(SCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccecc31)F 8.5
266 | O=C(C1C(C1L(O)C)(C)C)c2c3cccec3n(CC[S@@](=0)CC)c2 8.5
267 | O[C@H](CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccecc31)C 8.5
268 | O=C(C1C(C1L(C)C)(C)C)c2en(NCCCCC)c3cecec32 8.5
269 | O=C(C1C(CL(C)C)(C)C)c2c3cceee3n(C/C=C/C(C)C)c2 8.5
270 | O=C(C1C(CL(C)C)(C)C)c2c3cceee3n(c2)CC=C(C)C 8.5
271 | Clecleee(s1)CSn2cc(C(=0)C3C(C3(C)C)(C)C)cdcccecd2 8.5
272 | O=C(C1C(C1(C)O)(C)C)c2c3cccec3n(CC[N+]4CCC[C@@H](C4)C)c2 8.5
273 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[Ce@H[4[C@H](C4)C)c2 8.5
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274 | O=C(C1C(C1L(C)C)(C)C)c2c3cceee3n(CSCCC)c2 8.5
275 | FC(CCnlec(C(=0)C2C(C2(C)CO)(C)C)c3cccec31)=C(F)F 8.5
276 | Fcleece(SCn2cc(C(=0)C3C(C3(C)C)(C)C)cdceccccd2)cl 8.5
277 | O=C(C1C(C1(C)C)(C)C)c2cn(SC3CCOCC3)c4cccccd2 8.5
278 | O=C(C1C(CL(C)C)(C)C)c2c3cceece3n(CCCCHCC)c2 8.5
279 | Fcleece(CCn2cc(C(=0)C3C(C3(C)C)(C)C)cdcceccd?)cl 8.5
280 | FC(F)(F)CCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 8.5
281 | O=C(C1C(C1(C)C)(C)C)c2en(SC[C@@H](0)CC)c3cccec3?2 8.5
282 | O=C(C1C(CL(CO)C)(C)C)c2en(SCCOC)c3ccecc32 8.5
283 | O=C(C1C(C1L(O)C)(C)C)c2c3cceec3n(COC(C)C)c2 8.5
284 | O=C(C1C(CL(C)C)(C)C)c2c3cceece3n(CCCOCC=C)c2 8.5
285 | Clcleee(s1)CNn2ec(C(=0)C3C(C3(C)C)(C)C)cdeccecd2 8.5
286 | Cl/C(=C\Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec31)C 8.5
287 | FCCCOnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 8.4
288 | O=C(C1C(C1(O)C)(C)C)c2en(Sc3cenen3)cdeccccd2 8.4
289 | O=C(C1C(C1L(C)C)(C)C)c2c3cceec3n(CSCCCCC)c2 8.4
290 | O=C(C1C(CL(CO)C)(C)C)c2c3cccec3n(CC[C@H]([N+]C)C)c2 8.4
291 | O=5(=0)(Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec31)CC 8.4
292 | O=C(C1C(C1(C)C)(C)C)c2cn(SC3CCCC3)c4cecccd2 8.4
293 | O=C(C1C(C1L(O)C)(C)C)c2c3cceee3n(S(=0)(=0)NC4CCC4)c2 8.4
294 | O=C(C1C(CL(C)C)(C)C)c2c3cccec3n(C[S@@](=O)cdcccs4)c2 8.4
295 | O=C(C1C(C1(C)C)(C)C)c2en(c3cecec32)C(CCCC)=C 8.4
296 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC[C@@H](0)C)c2 8.4
297 | O=C(C1C(C1(C)C)(C)C)c2c3cceec3n(CSCCACCCCE)c2 8.4
298 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C/C=C\CO)c2 8.4
299 | O=C(C1C(CL(C)C)(C)C)c2c3cccec3n(CCCO[N+]([O-])=0)c2 8.4
300 | O=C(C1C(C1(O)C)(CO)C)c2en(Sc3ncens3)cdcccecd? 8.4
301 | O=C(C1C(CH(CO)C)(C)C)c2c3cceec3n(CCOC=C)c2 8.4
302 | O=C(C1C(CL(O)C)(C)C)c2en(Sc3cenccc3)c4cecccd2 8.4
303 | O=C(C1C(CL(C)C)(C)C)c2c3cceece3n(CCCCCHC)c2 8.4
304 | Cl/C=C/COnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 8.4
305 | O=C(C1C(CL(C)C)(C)C)c2c3cceee3n(CCCOC=C)c2 8.4
306 | O=C(C1C(CL(CO)C)(C)C)c2c3cceec3n(CSCC)c2 8.4
307 | O=C(C1C(CL(C)C)(C)C)c2c3cceece3n(CCSC(C)C)c2 8.4
308 | FC(F)(F)CC[N+]Cnlec(C(=0)C2C(C2(C)C)(C)C)c3ccece3l 8.4
309 | FC(F)(F)CCCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccce3l 8.4
310 | O=C(C1C(C1L(C)C)(C)C)c2en(NC[C@@H]3CCOC3)c4cceccd? 8.4
311 | O=C(C1C(C1(C)C)(C)C)c2cn(OCC3CC3)c4cceccd2 8.4
312 | O=C(C1C(C1H(C)C)(C)C)c2cn(c3cecce32)CCSC 8.4
313 | O=C(C1C(CH(O)C)(C)C)c2c3cceec3n(COCC)c2 8.4
314 | O=C(C1C(C1(C)C)(C)C)c2c3cceec3n(C[C@@H]4C=CCC4)c2 8.4
315 | FC(F)CNnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 8.4
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316 | FC(F)C[N+](Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3)C 8.4
317 | FCCCnlec(C(=0)C2C(C2(C)C)(C)C)c3eccecl 8.4
318 | O=C(C1C(C1(C)C)(C)C)c2c3ccccc3n(C[N+][C@H4[C@H](CCC4)C)c2 8.4
319 | SCCCnlec(C(=0)C2C(C2(C)C)(C)C)c3eccecdl 8.4
320 | O=C(C1C(C1(C)C)(C)C)c2en(NCCC)c3eceec3?2 8.4
321 | FC[C@H](O)Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3eccec3l 8.4
322 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCIN+]C(C)(C)C)c2 8.3
323 | O=C(C1C(C1(C)C)(C)C)c2ecn(NCCCC#N)Beccecd2 8.3
324 | O=C(C1C(C1(C)C)(C)C)c2cn(SCCCO)c3eccec3? 8.3
325 | O=C(C1C(C1(C)C)(C)C)c2c3ccccc3n(CIN+]/CACCA)c2 8.3
326 | O=C(C1C(C1(C)C)(C)C)c2c3ccccc3n(CCCSC(N)=[N+])c2 8.3
327 | O=C(C1C(C1(C)C)(C)C)c2c3cccecdn(Cedecc(04)CAN)C2 8.3
328 | O=C(C1C(C1(C)C)(C)C)c2en(SCCICC3)checaccd? 8.3
329 | O=C(C1C(C1(C)C)(C)C)c2en(SSSC)c3cccec32 8.3
330 | O=C(C1C(C1(C)C)(C)C)c2en(OCCSCC)c3eccec3? 8.3
331 | O=C(C1C(C1(C)C)(C)C)c2en(OCSC)c3ecccc3? 8.3
332 | SCCCCnlec(C(=0)C2C(C2(C)C)(C)C)c3eccec3l 8.3
333 | O=C(C1C(C1(C)C)(C)C)c2en(N/C=C/C)c3cccec32 8.3
334 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCCOC)c2 8.3
335 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCC(CC)CC)c2 8.3
336 | O=C(C1C(C1(C)C)(C)C)c2c3ccccc3n(CSCCCC)c2 8.3
337 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CIN+4CCCCCA)c2 8.3
338 | O=C(C1C(C1(C)C)(C)C)c2c3ccecc3n(CC[C@H]4C=CCC4)c2 8.3
339 | Cl1/C=C/Cnlce(C(=0)C2C(C2(C)C)(C)C)c3eccec3l 8.3
340 | O=C(C1C(C1(C)C)(C)C)c2c3eccecdn(c2)CCHCCCC 8.3
341 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C/C=C/CC)c2 8.3
342 | O=C(C1C(C1(C)C)(C)C)c2en(SS[C@@H](CC)C)c3cccec32 8.3
343 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(COCCC)c2 8.3
344 | 1/C=C/Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3eccec3l 8.3
345 | O=C(C1C(C1(C)C)(C)C)c2c3ccccc3n(CCCHC)c2 8.3
346 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCCC=C)c2 8.3
347 | FC(F)(F)CCSnlcc(C(=0)C2C(C2(C)C)(C)C)c3eccecdl 8.3
348 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+][C@H]4CCSC4)c2 8.3
349 | O=C(C1C(C1(C)C)(C)C)c2en(NCCHCC)c3ecccc3?2 8.3
350 | O=C(C1C(C1(C)C)(C)C)c2c3eccec3n(CC[C@H]4ACCCCIN+]4)c2 8.3
351 | O=C(C1C(C1(C)C)(C)C)c2c3ccecc3n(Cedece(04)CO)c2 8.3
352 | O=C(C1C(C1(C)C)(C)C)c2c3ccecc3n(c2)CCHCCCHC 8.3
353 | Cl[Ce@H](F)C(Snlce(C(=0)C2C(C2(C)C)(C)C)c3ecccc3l)(F)F 8.3
354 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[C@H](CC(C)C)CAN)c2 8.3
355 | SC(=S)NCnlcc(C(=0)C2C(C2(C)C)(C)C)c3eccecdl 8.3
356 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCC[C@@H]([N+]C)C)c2 8.3
357 | FC(Snlcc(C(=0)C2C(C2(C)C)(C)C)c3eccec3)(F)F 8.2
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358 | O=C(C1C(C1(C)C)(C)C)c2c3cceec3n(C[C@H]4CCCC[N+]4)c2 8.2
359 | O=C(C1C(CL(O)C)(C)C)c2c3cccee3n(CCCCH#N)c2 8.2
360 | O=C(C1C(C1L(C)C)(C)C)c2c3cccee3n(CCC4(N=N4)C)c2 8.2
361 | O=C(C1C(CL(C)C)(C)C)c2c3cccec3n(c2)CCHCC 8.2
362 | O=C(C1C(C1L(C)C)(C)C)c2c3cceee3n(CCCCHC)c2 8.2
363 | FC(F)(F)Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cceec3l 8.2
364 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(c2)CCHCCC 8.2
365 | O=C(C1C(C1L(C)C)(C)C)c2en(OC[C@H]3CS3)c4cccccd2 8.2
366 | SCCSnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 8.2
367 | CIC(C1)=CCOnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 8.2
368 | O=C(C1C(C1(C)C)(C)C)c2en(SSCC)c3cecec32 8.2
369 | O=C(C1C(C1(O)C)(C)C)c2en(NCcBccco3)cdceccecd? 8.2
370 | Cl/C(Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec31)=C\Cl 8.2
371 | O=C(C1C(C1(C)C)(C)C)c2c3cceee3n(CC/C=C/C)c2 8.2
372 | SCCCOnlec(C(=0)C2C(C2(C)C)(C)C)c3ccece3l 8.2
373 | O=C(C1C(C1(C)C)(C)C)c2cen(SCCCC)c3cecec32 8.2
374 | O=C(C1C(C1H(C)C)(C)C)c2c3cccec3n(CCCCCC)c2 8.2
375 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+][C@@H][4C(C4)(C)C)c2 8.2
376 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(COCACCCC4)c2 8.2
377 | FC(F)CSnlec(C(=0)C2C(C2(C)C)(C)C)c3cceec3l 8.2
378 | O=C(C1C(C1(C)C)(C)C)c2c3ccece3n(C[N+]C4CCCC4)c2 8.2
379 | FC(F)COnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 8.2
380 | FCCCSnlec(C(=0)C2C(C2(C)C)(C)C)c3cceec3l 8.2
381 | F[C@H]1CC[C@@H]([N+]Cn2cc(C(=0)C3C(C3(C)C)(C)C)cdceccc42)Cl 8.2
382 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+][CeHJ4[Ce@@H](C4)C)c2 8.2
383 | O=C(C1C(C1H(CO)C)(C)C)c2c3cceec3n(CCCO)c2 8.1
384 | O=C(C1C(C1(C)C)(C)C)c2c3cceecc3n(CC[N+]4[C@@H](C4)C)c2 8.1
385 | O=C(C1C(CL(C)C)(C)C)c2en(SC[C@H]3CCC[N+]3)c4ccccc42 8.1
386 | FC(F)Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 8.1
387 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(C[N+]C4CCC4)c2 8.1
388 | O=C(C1C(C1L(C)C)(C)C)c2c3cccec3n(C[Ce@H[4C[C@@H](OC)C[N+]4)c2 8.1
389 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C/C=C/C)c2 8.1
390 | O=C(C1C(C1(C)C)(C)C)c2en(c3cecec32)/C=C\CCCC 8.1
391 | CIC(CD)Cnlce(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 8.1
392 | O=C(C1C(C1L(CO)C)(C)C)c2en(SCCC#C)c3ccece32 8.1
393 | O=C(C1C(C1L(C)C)(C)C)c2c3cccec3n(C[S+]4CCCC4)c2 8.1
394 | O=C(C1C(CL(C)C)(C)C)c2c3cccee3n(Cn+]4csccd)c2 8.1
395 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(C[N+]Ccdcec[nH]4)c2 8.1
396 | Br/C=C/Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 8.1
397 | O=C(C1C(C1(C)C)(C)C)c2c3cccecc3n(C[C@@H]([N+])CC(C)C)c2 8.1
398 | O=C(C1C(C1L(C)C)(C)C)c2c3cceece3n(CCCCCCCHN)c2 8.1
399 | O=C(C1C(CL(C)C)(C)C)c2c3cceec3n(C[S@@](=0)CC)c2 8.1
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400 | O=C(C1C(C1(O)C)(C)C)c2c3cccee3n(C[S@@](=0)C4CCCC4)c2 8.1
401 | O=C(C1C(CL(C)C)(C)C)c2c3cccce3n(C[N+]CC=4[N-]N=NN4)c2 8.1
402 | O=C(C1C(CL(O)C)(C)C)c2c3cceec3n(CC[N+]4CC[C@H](C4)C)c2 8.1
403 | O=C(C1C(C1(O)C)(C)C)c2en(OC[C@@H]3[C@H](C3)C)cdcceccd2 8.1
404 | O=C(C1C(C1(C)C)(C)C)c2c3cceee3n(C/C=C/C#C)c2 8
405 | SC[Ce@@H]([N+])CCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 8
406 | O=C(C1C(CL(C)C)(C)C)c2c3cceece3n(CCCCC)c2 8
407 | O=C(C1C(C1(O)C)(C)C)c2en(NCC3CC3)cdcccccd2 8
408 | O=C(C1C(C1(C)C)(C)C)c2c3cceec3n(CC4CC4)c2 8
409 | O=C(C1C(CL(O)C)(C)C)c2c3cceee3n(S(=0)(=O)NCC(C)(C)C)c2 8
410 | O=C(C1C(C1H(O)C)(C)C)c2cn(SSC(C)C)c3ccece32 8
411 | O=C(C1C(C1L(C)C)(C)C)c2c3cccec3n(C[N+][C@@H](CC)C)c2 8
412 | O=C(C1C(CL(C)C)(C)C)c2c3cccec3n(CCIN+]C(C)C)c2 8
413 | O=C(C1C(CL(C)C)(C)C)c2cn(OCCSC)c3ccece32 8
414 | O=C(C1C(C1L(O)C)(C)C)c2c3cccee3n(C[N+]CC(C)=C)c2 8
415 | O=C(C1C(C1H(O)C)(C)C)c2c3cccec3n(CC[C@@H]4CC[N+]C4)c2 8
416 | O=C(C1C(CL(O)C)(C)C)c2c3cccee3n(CCCS+](C)CO)c2 8
417 | FC1(F)CC[N+](C1)CCn2cc(C(=0)C3C(C3(C)C)(C)C)cdcccccd?2 8
418 | O=C(C1C(C1(C)C)(C)C)c2en(c3cecec32)CCSCCHC 8
419 | O=C(C1C(CL(C)C)(C)C)c2c3cceee3n(C[N+]CC4CCC4)c2 8
420 | O=C(C1C(CL(C)C)(C)C)c2c3cceec3n(CNC=4CCCCC[N+]4)c2 8
421 | O=C(C1C(CL(CO)C)(C)C)c2c3cceee3n(CCC=C)c2 8
422 | O=C(C1C(CL(C)C)(C)C)c2c3cceec3n(COCCHC)c2 8
423 | O=C(C1C(C1(C)C)(C)C)c2cn(SCC#CCO)c3ccece32 7.9
424 | O=C(C1C(C1L(C)C)(C)C)c2c3cccee3n(C[N+]C(C)C)c2 7.9
425 | CIC(C[N+]Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec31)=C 7.9
426 | O=C(C1C(C1L(C)C)(C)C)c2c3cceec3n(CSCC=C)c2 7.9
427 | O=C(C1C(C1(O)O)(O)O)c2en([C@@H]([N+])Cc3cnecc3)cdcccccd2 7.9
428 | O=C(C1C(CL(C)C)(C)C)c2c3cceee3n(COC/C=C/C)c2 7.9
429 | FCCSnlcc(C(=0)C2C(C2(C)C)(C)C)c3cccec3l 7.9
430 | O=C(C1C(CL(C)C)(C)C)c2c3cceee3n(CCCC)c2 7.9
431 | O=C(C1C(CL(C)C)(C)C)c2en(SC/C=C/C)c3cccec32 7.9
432 | O=C(C1C(C1H(CO)C)(C)C)c2en(NCC)c3ccece32 7.9
433 | FC(Snlcc(C(=0)C2C(C2(C)C)(C)C)c3ccecc31)F 7.9
434 | S/C(NCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccecc31)=[N+]\C 7.9
435 | O=C(C1C(C1(O)C)(C)C)c2en([C@@H]([N+])CC3CC3)cdcccccd2 7.9
436 | FCCOnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 7.9
437 | SCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ccece3l 7.9
438 | O=C(C1C(C1L(O)C)(C)C)c2c3cccec3n(CC[N+][C@H](C4CC4)C)c2 79
439 | O=C(C1C(CL(C)C)(C)C)c2c3cceece3n(C[N+]CC(C)C)c2 7.9
440 | IC#CCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 7.9
441 | O=C(C1C(CL(O)C)(C)C)c2en(SCC=C(C)C)c3ccece32 7.9
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442 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[C@H]([N+]CC#C)C)c2 7.8
443 | O=C(C1C(C1(C)C)(C)C)c2c3ccecc3n(C[N+]4CCCCA)c2 7.8
444 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CCIN+]4CCCCA)c2 7.8
445 | O=C(C1C(C1(C)C)(C)C)c2c3ccacc3n(CCC)c2 7.8
446 | SCCON1ce(C(=0)C2C(C2(C)C)(C)C)c3ecccc3l 7.8
447 | FC(F)CNS(=0)(=0)n1cc(C(=0)C2C(C2(C)C)(C)C)c3cccecdl 7.8
448 | O=C(C1C(C1(C)C)(C)C)c2c3ccecc3n(C[C@H]ACCIN+]4)c2 7.8
449 | BrC(C[N+]Cn1cc(C(=0)C2C(C2(C)C)(C)C)cBceccc31)=C 7.8
450 | FCCOCn1cc(C(=0)C2C(C2(C)C)(C)C)c3eccec3l 7.8
451 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+]Cedecocd)c2 7.8
452 | O=C(C1C(C1(C)C)(C)C)c2c3ccecc3n([C@H](O)CCIN+](C)C)c2 7.8
453 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[C@H]4CS4)c2 7.8
454 | O=C(C1C(C1(C)C)(C)C)c2cn(OCCCC)c3ececc3?2 7.8
455 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+]CCC)c2 7.8
456 | O=C(C1C(C1(C)C)(C)C)c2en([C@@H]([N+])CC3CCCC3)checcccd? 7.8
457 | FC(Cnlec(C(=0)C2C(C2(C)C)(C)C)c3eccec31)=C 7.8
458 | O=C(C1C(C1(C)C)(C)C)c2cn(NCC#C)c3cccec32 7.8
459 | FC(F)(F)C[N+]Cn1cc(C(=0)C2C(C2(C)C)(C)C)c3ecccc3l 7.8
460 | O=C(C1C(C1(C)C)(C)C)c2c3ccecc3n(C[N+]CCSC)c2 7.7
461 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n([C@@H]([N+])CCC(C)C)c2 7.7
462 | O=C(C1C(C1(C)C)(C)C)c2c3ccecc3n(CCCHCC)c2 7.7
463 | O=C(C1C(C1(C)C)(C)C)c2en(SCCHCC)c3eccec3? 7.7
464 | FC(F)C[N+]Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3eccecdl 7.7
465 | O=C(C1C(C1(C)C)(C)C)c2c3ccecc3n(CCIN+]4CCCA)c2 7.7
466 | O=C(C1C(C1(C)C)(C)C)c2c3ccecc3n(CCIN+](CC)C)c2 7.7
467 | O=C(C1C(C1(C)C)(C)C)c2en(SCCAC)c3ecccc32 7.7
468 | O=C(C1C(C1(C)C)(C)C)c2c3ccccc3n(CSC)c2 7.7
469 | O=C(C1C(C1(C)C)(C)C)c2en([C@@H]([N+])CC(C)C)c3cecec32 7.7
470 | O=C(C1C(C1(C)C)(C)C)c2c3cceec3n(C[C@@H]4ACCCIN+]4)c2 7.6
471 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+]CCEC)c2 7.6
472 | O=C(C1C(C1(C)C)(C)C)c2c3ccccc3n(CCIN+]4CCA)c2 7.6
473 | O=C(C1C(C1(C)C)(C)C)c2en(c3ceccc32)[C@@H](O)CC#C 7.6
474 | FCC[N+]Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3eccec3l 7.6
475 | O=C(C1C(C1(C)C)(C)C)c2cn(SCSC)c3ecccc32 7.6
476 | S/C(=[N+]/Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3eccec31)N 75
477 | O=C(C1C(C1(C)C)(C)C)c2en([C@@H]([N+])CCCCC)c3eccec3?2 7.5
478 | O=C(C1C(C1(C)C)(C)C)c2c3cccccd3n(COC)c2 7.5
479 | FC(F)(F)C[N+]CCn1cc(C(=0)C2C(C2(C)C)(C)C)c3eccecdl 7.5
480 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(CC[C@H]([N+])C4CC4)c2 75
481 | SCnlec(C(=0)C2C(C2(C)C)(C)C)cBeccecdl 7.4
482 | O=C(C1C(C1(C)C)(C)C)c2c3cccec3n(C[N+]CCECC)c2 7.4
483 | O=C(C1C(C1(C)C)(C)C)c2c3ccecc3n(CC[C@H]4CCCIN+]4)c2 7.4
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484 | O=C(C1C(C1(O)C)(C)C)c2en([C@@H]([N+])CCCC)c3cccec32 7.4
485 | FCCnlce(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 7.4
486 | O=C(C1C(C1L(C)C)(C)C)c2c3cceee3n(c2)CCHC 7.4
487 | SCC[N+]Cnlcc(C(=0)C2C(C2(C)C)(C)C)c3cceec3l 7.3
488 | O=C(C1C(CL(CO)C)(C)C)c2c3cceec3n(C[N+]CC)c2 7.3
489 | O=C(C1C(C1H(O)C)(C)C)c2c3cccec3n(CCIN+]C)c2 7.3
490 | O=C(C1C(C1(O)C)(C)C)c2en([C@@H]([N+])CSC)c3ceccc32 7.2
491 | O=C(C1C(CL(C)C)(C)C)c2c3cccece3n(CC[N+]CC)c2 7.2
492 | O=C(C1C(C1(C)C)(C)C)c2en(SC[C@H]([N+])CC)c3cccec32 7.2
493 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n(C[N+]4CC4)c2 7.1
494 | FCSnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 7
495 | O=C(C1C(C1(O)C)(C)C)c2en([C@@H]([N+])CC#C)c3ccece32 7
496 | O=C(C1C(C1(C)C)(C)C)c2cn(SSCC[N+])c3cecec32 6.8
497 | O=C(C1C(C1L(C)C)(C)C)c2en([C@@H]([N+])CCC)c3ccccc32 6.8
498 | O=C(C1C(C1(O)C)(C)C)c2c3cccec3n([C@@H]([N+])C4CC4)c2 6.7
499 | O=C(C1C(CL(C)C)(C)C)c2c3cceecc3n(C[N+]C)c2 6.5
500 | O=C(C1C(C1(C)C)(C)C)c2c3cccee3n([C@@H]([N+])CC)c2 6.4

Table S15. List, SMILE and predicted pKi values for Series 5 in CBz receptor.

N° SMILES Pred pKi

1 Clcleen2¢(c(C(=0)C3C(C3(C)C)(C)C)cc2CCCC(F)(F)F)cl 9.9
2 FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c3¢(CCCO3)cl 9.8
3 FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c3ec(cenl3)C 9.8
4 FC(F)(F)CCCnlcc(n2n1[nH]ccs2)C(=0)C3C(C3(C)C)(C)C 9.8
5 FC(F)(F)CCCn1c2CCCC(=0)c2¢(n1)C(=0)C3C(C3(C)C)(C)C 9.8
6 FC(F)(F)CCCn1c2C=CSC(=0)c2¢(n1)C(=0)C3C(C3(C)C)(C)C 9.8
7 FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)ce(cIN)C 9.7
8 Brcle(C(=0)C2C(C2(C)C)(C)C)cc(n1C)CCCC(F)(F)F 9.7
9 FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c3cceen3l 9.7
10 FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c3ccec(n31)C 9.7
11 FC(F)(F)CCCcle(N)ce(F)c(C(=0)C2C(C2(C)C)(C)C)cl 9.7
12 FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c3C(SC=Cn31)=0 9.7
13 FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c3C(=O)NC=Cn31 9.7
14 FC(F)(F)CCCclnc(C(=0)C2C(C2(C)C)(C)C)c3nlces3 9.6
15 FC(F)(F)CCCclec(c2CCCn12)C(=0)C3C(C3(C)C)(C)C 9.6
16 FC(F)(F)CCCcle(sc(C(=0)C2C(C2(C)C)(C)C)c1)N 9.6
17 FC(F)(F)CCCcle(c(C(=0)C2C(C2(C)C)(C)C)c3cecenl3)C 9.6
18 FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3c(OC)ccce3l 9.6
19 FC(F)(F)CCCn1c2¢(c(n1)C(=0)C3C(C3(C)C)(C)C)C(=O)C=CS2 9.6
20 FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c3cesn31 9.6
21 FC(F)(F)CCCclc2C=COC(=0)n2¢(C(=0O)C3C(C3(C)C)(C)C)cl 9.6
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22 | FC(F)(F)CCCnlc2cc(O)ccc2c(n1)C(=0)C3C(C3(C)C)(C)C 9.6
23 | FC(F)(F)CCCclee(n2ec[nH]c12)C(=0)C3C(C3(C)C)(C)C 9.6
24 | FC(F)(F)CCCclc2C=CSC(=0)c2n(n1)C(=0)C3C(C3(C)C)(C)C 9.6
25 | FC(F)(F)CCCclcc2ecenc2c(C(=0)C3C(C3(C)C)(C)C)cl 9.5
26 | FC(F)(F)CCCclec2e(c(C(=0)C3C(C3(C)C)(C)C)cl)ec[nH]2 9.5
27 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)e(n1C)C 9.5
28 | FC(F)(F)CCCclc(N)c(ce(C(=0)C2C(C2(C)C)(C)C)c1)CC 9.5
29 | Brelec(C(=0)C2C(C2(C)C)(C)C)ec(CCCC(F)(F)F)cIN 9.5
30 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)c3C(OC=Cn31)=0 9.5
31 | Brele(nn(CCCC(F)(F)F)cl1C)C(=0)C2C(C2(C)C)(C)C 9.5
32 | FC(F)(F)CCCclcc2e(ne(0)cc2C)c(C(=0)C3C(C3(C)C)(C)C)cl 9.5
33 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)ec3CCNe31 9.5
34 | FC(F)(F)CCCclee(F)c(c(C(=0)C2C(C2(C)C)(C)C)el)C(=0)C 9.5
35 | FC(F)(F)CCCclnc(C(=0)C2C(C2(C)C)(C)C)c3eencn3l 9.5
36 | FC(F)(F)CCCclce(C(=0)C2C(C2(C)C)(C)C)ec3c[nH]cc31 9.5
37 | Fele(ce(CCCC(F)(F)F)ecl C(=0)C2C(C2(C)C)(C)C)CO 9.5
38 | Clele(C(=0)C2C(C2(C)C)(C)C)ec(n1C)CCCC(F)(F)F 9.5
39 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ec[nH]c31 9.5
40 | FC(F)(F)CCCn1c2CCC2e(n1)C(=0)C3C(C3(C)C)(C)C 9.5
41 | FC(F)(F)CCCOcl cec(F)ccl CC(=0)C2C(C2(C)C)(C)C 9.5
42 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)ec3el [nH]ec3CC 9.5
43 | FC(F)(F)CCCclc2C=CSC(=0)n2c(C(=0)C3C(C3(C)C)(C)C)cl 9.5
44 | FC(F)(F)CCCn1c2C=CSC(=0)c2c(C(=0)C3C(C3(C)C)(C)C)cl 9.4
45 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)c3nlccs3 9.4
46 | Clclecec2cle(nn2CCCC(F)(F)F)C(=0)C3C(C3(C)C)(C)C 9.4
47 | FC(F)(F)CCCclc2C=CSC(=0)c2n(C(=0)C3C(C3(C)C)(C)C)cl 9.4
48 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)c3C(SC=Nn31)=O 9.4
49 | FC(F)(F)CCCclc2C=CSC(=0)2c(s1)C(=0)C3C(C3(C)C)(C)C 9.4
50 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)en1C 9.4
51 | FC(F)(F)CCCclc2c(c(s1)C(=0)C3C(C3(C)C)(C)C)cns2 9.4
52 | FC(F)(F)CCCclen2ccec2e(C(=0)C3C(C3(C)C)(C)C)el 9.4
53 | FC(F)(F)CCCclee(c(c(C(=0)C2C(C2(C)C)(C)C)c1)CEN)C 9.4
54 | FC(F)(F)CCCn1c2c(c(C(=0)C3C(C3(C)C)(C)C)cl)C(=0)C=CS2 9.4
55 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3clesn3 9.4
56 | FC(F)(F)CCCclc2CCCC(=0)c2c(s1)C(=0)C3C(C3(C)C)(C)C 9.4
57 | FC(F)(F)CCCn1c2CCCCe2e(n1)C(=0)C3C(C3(C)C)(C)C 9.4
58 | FC(F)(F)CCCnlc2ccsc2c(n1)C(=0)C3C(C3(C)C)(C)C 9.4
59 | FC(F)(F)CCCclc2cennn2c(C(=0)C3C(C3(C)C)(C)C)el 9.4
60 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)e(n1CC=C)C 9.4
61 | FC(F)(F)CCCclc(N)cee(C(=0)C2C(C2(C)C)(C)C)cl 9.4
62 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)ec3cl [nH]ec3C 9.4
63 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)Cec3cl [nH]en3 9.4
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64 | FC(F)(F)CCCclec(OCC)c(F)c(C(=0)C2C(C2(C)C)(C)C)cl 9.4
65 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)C(SC=N2)=O 9.4
66 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)ec3ec[nH]c31 9.4
67 | FC(F)(F)CCCclec2e(ncec2C)e(C(=0)C3C(C3(C)C)(C)C)cl 9.4
68 | FC(F)(F)CCCN1c2cccec2N(C(=0)C3C(C3(C)C)(C)C)C1=N 9.4
69 | FC(F)(F)CCCclc2c(c([nH]1)C(=0)C3C(C3(C)C)(C)C)cc[nH]2 9.4
70 | FC(F)(F)CCCclc2C=CSC(=0)c2c(01)C(=0)C3C(C3(C)C)(C)C 9.4
71 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3ec(O)ccc3l 9.4
72 | FC(F)(F)CCCclec2esnc2c(C(=0)C3C(C3(C)C)(C)C)cl 9.4
73 | FC(F)(F)CCCclc(N)c(C(=0)C2C(C2(C)C)(C)C)c3cecen3l 9.3
74 | Brclec(CCCC(F)(F)F)ec(C(=0)C2C(C2(C)C)(C)C)c1OC 9.3
75 | Clcle(nn(CCCC(F)(F)F)c1C)C(=0)C2C(C2(C)C)(C)C 9.3
76 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)e(n1CC)C 9.3
77 | FC(F)(F)CCCnlc2cc(ccc2c(n1)C(=0)C3C(C3(C)C)(C)C)C 9.3
78 | FC(F)(F)CCCcle2n(c(C(=0)C3C(C3(C)C)(C)C)cl)C(=0)C=CS2 9.3
79 | Clele(C(=0)C2C(C2(C)C)(C)C)c3ecccc3n1CCCC(F)(F)F 9.3
80 | FC(F)(F)CCCnlc2ccc(F)cc2e(nl)C(=0)C3C(C3(C)C)(C)C 9.3
81 | FC(F)(F)CCCclc2N=CSC(=0)n2c(C(=0)C3C(C3(C)C)(C)C)cl 9.3
82 | FC(F)(F)CCCn1c2CCOC2c(n1)C(=0)C3C(C3(C)C)(C)C 9.3
83 | FC(F)(F)CCCclc2C=CNC(=0)c2c(01)C(=0)C3C(C3(C)C)(C)C 9.3
84 | FC(F)(F)CCCnlce(C(=0)C2C(C2(C)C)(C)C)c3CCCe31 9.3
85 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c3eencn3l 9.3
86 | FC(F)(F)CCCclc2cccec2c(s1)C(=0)C3C(C3(C)C)(C)C 9.3
87 | FC(F)(F)CCCclc2ccsc2e(o1)C(=0)C3C(C3(C)C)(C)C 9.3
88 | Clclee(N)c(CCCC(F)(F)F)ccl C(=0)C2C(C2(C)C)(C)C 9.3
89 | Clclece(C(=0)C2C(C2(C)C)(C)C)ec(CCCC(F)(F)F)cIN 9.3
90 | FC(F)(F)CCCnlc2cce(cc2c(n1)C(=0)C3C(C3(C)C)(C)C)C 9.3
91 | FC(F)(F)CCCnlcc(c2C(=0)CC(Cc21)(C)C)C(=0)C3C(C3(C)C)(C)C 9.3
92 | FC(F)(F)CCCclce(C(=0)C2C(C2(C)C)(C)C)c3cen(c3el)C 9.3
93 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3c[nH]cc31 9.3
94 | FC(F)(F)CCCclc(c(c([nH]1)C(=0)C2C(C2(C)C)(C)C)C(=0)C)C 9.3
95 | FC(F)(F)CCCclnc(C(=0)C2C(C2(C)C)(C)C)ec3ecen3l 9.3
96 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3clcc(en3)C 9.3
97 | Brele(sc(CCCC(F)(F)F)c1C)C(=0)C2C(C2(C)C)(C)C 9.3
98 | FC(F)(F)CCCclc2c(c(01)C(=0)C3C(C3(C)C)(C)C)cns2 9.3
99 | Clelecc2e(c(nn2CCCC(F)(F)F)C(=0)C3C(C3(C)C)(C)C)cl 9.3
100 | FC(F)(F)CCCclec(N)c(F)c(C(=0)C2C(C2(C)C)(C)C)cl 9.3
101 | FC(F)(F)CCCnlc2ccccc2c(n1)C(=0)C3C(C3(C)C)(C)C 9.3
102 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)en1CCICC3 9.3
103 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)cc3clcco3 9.3
104 | FC(F)(F)CCCN1c2ceccc2N(S1(=0)=0)C(=0)C3C(C3(C)C)(C)C 9.3
105 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)cc3CCCNe31 9.3
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106 | FC(F)(F)CCCcle(O)c(0)c(O)c(C(=0)C2C(C2(C)C)(C)C)cl 9.3
107 | FC(F)(F)CCCnlec(C(=0)C2C(C2(C)C)(C)C)c3clccen3 9.3
108 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ecc(O)cc3l 9.2
109 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c(n1CCC)C 9.2
110 | FC(F)(F)CCCclc2C=COC(=0)c2c([nH]1)C(=0)C3C(C3(C)C)(C)C 9.2
111 | FC(F)(F)CCCclec2e(nes2)c(C(=0)C3C(C3(C)C)(C)C)cl 9.2
112 | FC(F)(F)CCCnlec2-n(sces2)c(C(=0)C3C(C3(C)C)(C)C)cl 9.2
113 | FC(F)(F)CCCclcc2COC(=0)c2c(C(=0)C3C(C3(C)C)(C)C)cl 9.2
114 | FC(F)(F)CCCclec2enenc2e(C(=0)C3C(C3(C)C)(C)C)cl 9.2
115 | FC(F)(F)CCCnlec(C(=0)C2C(C2(C)C)(C)C)c3cleec(C(C)(C)C)e3 9.2
116 | FC(F)(F)CCCnlc2cec(cc2e(C(=0)C3C(C3(C)C)(C)C)cl)C 9.2
117 | Clele(C(=0)C2C(C2(C)C)(C)C)c3ec(c(cc3n1CCCC(F)(F)F)C)C 9.2
118 | FC(F)(F)CCCele(c(c([nH]1)C(=0)C2C(C2(C)C)(C)C)C(=0)C)CC 9.2
119 | FC(F)(F)CCCnlc2c(nes2)c(C(=0)C3C(C3(C)C)(C)C)cl 9.2
120 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ec(C(C)C)eecdl 9.2
121 | Clele(C(=0)C2C(C2(C)C)(C)C)c3ecc(cc3n1CCCC(F)(F)F)C 9.2
122 | FC(F)(F)CCCclec2c(c(C(=0)C3C(C3(C)C)(C)C)cl)cns2 9.2
123 | FC(F)(F)CCCnlc2cec(cc2e(C(=0)C3C(C3(C)C)(C)C)c10)C 9.2
124 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ec(CC)ecc3l 9.2
125 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c(n1CC(F)(F)F)C 9.2
126 | FC(F)(F)CCCclc2c(c(01)C(=0)C3C(C3(C)C)(C)C)C(=0)C=CS2 9.2
127 | Brclee(CCCC(F)(F)F)ec(C(=0)C2C(C2(C)C)(C)C)c1F 9.2
128 | FC(F)(F)CCCnlc(c(C(=0)C2C(C2(C)C)(C)C)c3ecccc31)C 9.2
129 | Fele(co(CCCC(F)(F)F)cel C(=0)C2C(C2(C)C)(C)C)C 9.2
130 | Fele(co(CCCC(F)(F)F)ccl C(=0)C2C(C2(C)C)(C)C)C(F)(F)F 9.2
131 | FC(F)(F)CCCele(c(c(s1)C(=0)C2C(C2(C)C)(C)C)C)C 9.2
132 | FC(F)(F)CCCn1c(O)c(C(=0)C2C(C2(C)C)(C)C)c3ececc3l 9.2
133 | FC(F)(F)CCCclec(CC)e(OC)c(C(=0)C2C(C2(C)C)(C)C)cl 9.2
134 | FC(F)(F)CCCclec2c(OCC2)c(C(=0)C3C(C3(C)C)(C)C)cl 9.2
135 | FC(F)(F)CCCnlne(C(=0)C2C(C2(C)C)(C)C)c3ecen3l 9.2
136 | Clclc(ce(CCCC(F)(F)F)ecl C(=0)C2C(C2(C)C)(C)C)C 9.2
137 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3C(=0)NC=Cc31 9.2
138 | FC(F)(F)CCCnlc2c(C[C@@H]3C[C@H]23)c(n1)C(=0)CAC(C4(C)C)(C)C 9.2
139 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)en1CC 9.2
140 | FC(F)(F)CCCnlc2ccce(F)c2e(nl)C(=0)C3C(C3(C)C)(C)C 9.2
141 | Clele(C(=0)C2C(C2(C)C)(C)C)c3ec(F)ccc3n1CCCC(F)(F)F 9.2
142 | Clelc(C(=0)C2C(C2(C)C)(C)C)c3ec(ccc3n1CCCC(F)(F)F)C 9.2
143 | FC(F)(F)CCCcle(O)e(N)ec(C(=0)C2C(C2(C)C)(C)C)cl 9.2
144 | FC(F)(F)CCCclc2c(c(s1)C(=0)C3C(C3(C)C)(C)C)C(=0)C=CS2 9.2
145 | FC(F)(F)CCCnlc2ccc(ce2e(C(=0)C3C(C3(C)C)(C)C)c1C)C 9.2
146 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)cc3CCCe31 9.1
147 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3clecs3 9.1
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148 | FC(F)(F)CCCclc2cesc2e(s1)C(=0)C3C(C3(C)C)(C)C 9.1
149 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)ec(c1)CO 9.1
150 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ecc(OC)ec31 9.1
151 | FC(F)(F)CCCN1C=CC=C(C(=0)C2C(C2(C)C)(C)C)C1 9.1
152 | Clelcec2e(n(nc2C(=0)C3C(C3(C)C)(C)C)CCCC(F)(F)F)cl 9.1
153 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ec(OC)c(OC)ec31 9.1
154 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ec(F)ccc3l 9.1
155 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c(s1)SC 9.1
156 | FC(F)(F)CCCnlec(C(=0)C2C(C2(C)C)(C)C)c3ec(-checcod)cecd] 9.1
157 | FC(F)(F)CCCclen(C(=0)C2C(C2(C)C)(C)C)c3C(=0)NC=Cc31 9.1
158 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3clcco3 9.1
159 | Clelcec2c(c(C(=0)C3C(C3(C)C)(C)C)en2CCCC(F)(F)F)cl 9.1
160 | FC(F)(F)CCCclc2C=COC(=0)c2c(s1)C(=0)C3C(C3(C)C)(C)C 9.1
161 | FC(F)(F)CCCclc2C=COC(=0)c2c(01)C(=0)C3C(C3(C)C)(C)C 9.1
162 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c3encen3l 9.1
163 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)C(OC=N2)=0 9.1
164 | FC(F)(F)CCCclc2c(n(C(=0)C3C(C3(C)C)(C)C)cl)C(=0)C=CS2 9.1
165 | FC(F)(F)CCCnlc2c(c(n1)C(=0)C3C(C3(C)C)(C)C)ccs2 9.1
166 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3c(F)ecec3l 9.1
167 | FC(F)(F)CCCcle(c(c(o1)C(=0)C2C(C2(C)C)(C)C)C)C 9.1
168 | FC(F)(F)CCCclec(F)c(c(C(=0)C2C(C2(C)C)(C)C)cl)C=0 9.1
169 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ecdc(OCO4)cc3l 9.1
170 | FC(F)(F)CCCnlc2cc(ccc2c(C(=0)C3C(C3(C)C)(C)C)c1C)C 9.1
171 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c3econ31 9.1
172 | FC(F)(F)CCCcle(O)ec(F)c(C(=0)C2C(C2(C)C)(C)C)cl 9.1
173 | FC(F)(F)CCCnlc2cenec2e(nl)C(=0)C3C(C3(C)C)(C)C 9.1
174 | FC(F)(F)CCCnlc(N)c(c(C(=0)C2C(C2(C)C)(C)C)cl)CEN 9.1
175 | FC(F)(F)CCCclcce(F)e(C(=0)C2C(C2(C)C)(C)C)c10 9.1
176 | FC(F)(F)CCCnlc2c(c(n1)C(=0)C3C(C3(C)C)(C)C)cns2 9.1
177 | FC(F)(F)CCCnlec(C(=0)C2C(C2(C)C)(C)C)c3c(ccec31)C(OC)=0 9.1
178 | FC(F)(F)CCCC1=C2C(SC=CS2)=C(C(=0)C3C(C3(C)C)(C)C)C1=0 9.1
179 | FC(F)(F)CCCclc2ceccc2c(01)C(=0)C3C(C3(C)C)(C)C 9.1
180 | FC(F)(F)CCCclec(c(O)c(C(=0)C2C(C2(C)C)(C)C)cl)C 9.1
181 | FC(F)(F)CCCclec(ce(C(=0)C2C(C2(C)C)(C)C)el)[Ca@H](0)C 9.1
182 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)c(s1)C(=0)C 9.1
183 | FC(F)(F)CCCnlcc2-n(oces2)c(C(=0)C3C(C3(C)C)(C)C)cl 9.1
184 | FC(F)(F)CCCclc2C=COC(=0)c2n(C(=0)C3C(C3(C)C)(C)C)cl 9.1
185 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)ec3clesn3 9.1
186 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)en1CCC 9.1
187 | FC(F)(F)CCCclc(NC)cec(C(=0)C2C(C2(C)C)(C)C)cl 9.1
188 | Brclc(0)c(C(=0)C2C(C2(C)C)(C)C)cce(CCCC(F)(F)F)c1O 9.1
189 | FC(F)(F)CCCclec2eec(O)ne2e(C(=0)C3C(C3(C)C)(C)C)cl 9.1




Molecules 2018, 23, 2183 143 of 162
190 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)ce(c1)C 9.1
191 | FC(F)(F)CCCclec2eennc2e(C(=0)C3C(C3(C)C)(C)C)cl 9.1
192 | FC(F)(F)CCCnlc2cocc2e(n1)C(=0)C3C(C3(C)C)(C)C 9.1
193 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3eccec3l 9.1
194 | FC(F)(F)CCCnlc2cc(F)ecc2e(nl)C(=0)C3C(C3(C)C)(C)C 9.1
195 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ec(OC)ce(c31)C 9.1
196 | FC(F)(F)CCCcle(c(c([nH]1)C(=0)C2C(C2(C)C)(C)C)CC)C 9
197 | Clele(ce(CCCC(F)(F)F)ecl C(=0)C2C(C2(C)C)(C)C)C(F)(F)F 9
198 | FC(F)(F)CCCnlc2cscc2c(nl)C(=0)C3C(C3(C)C)(C)C 9
199 | FC(F)(F)CCCclec(C(=0)C2C(C2(C)C)(C)C)ec3e(c([nH]c31)C)C 9
200 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ec(c(cc31)C)C 9
201 | FC(F)(F)CCCnlcc2-n(occo2)c(C(=0)C3C(C3(C)C)(C)C)cl 9
202 | FC(F)(F)CCCclc2C=CCCc2c(s1)C(=0)C3C(C3(C)C)(C)C 9
203 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)c3nlcns3 9
204 | FC(F)(F)CCCclc(O)c(cc(C(=0)C2C(C2(C)C)(C)C)cl)CC 9
205 | Clele(Clyc(nn1CCCC(F)(F)F)C(=0)C2C(C2(C)C)(C)C 9
206 | FC(F)(F)CCCclcc2ecoc2c(C(=0)C3C(C3(C)C)(C)C)cl 9
207 | FC(F)(F)CCCclc2C=CSC(=0)c2c([nH]1)C(=0)C3C(C3(C)C)(C)C 9
208 | FC(F)(F)CCCclcc2c(OCCO2)c(C(=0)C3C(C3(C)C)(C)C)cl 9
209 | FC(F)(F)CCCnlcc(sc-2cocnn21)C(=0)C3C(C3(C)C)(C)C 9
210 | FC(F)(F)CCCnlcc2-n(ones2)c(C(=0)C3C(C3(C)C)(C)C)cl 9
211 | FC(F)(F)CCCn1c2c(c(C(=0)C3C(C3(C)C)(C)C)cl)ecs2 9
212 | FC(F)(F)CCCn1c2cce(cc2c(C(=0)C3C(C3(C)C)(C)C)cl)C(F)(F)F 9
213 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ecdc(OCCO4)cc31 9
214 | FC(F)(F)CCCclce(cc(C(=0)C2C(C2(C)C)(C)C)cl)CCEN 9
215 | FC(F)(F)CCCnlcc2-n(sens2)c(C(=0)C3C(C3(C)C)(C)C)cl 9
216 | FC(F)(F)CCCnlc2cce(cc2c(nl)C(=0)C3C(C3(C)C)(C)C)CEN 9
217 | FC(F)(F)CCCclc2c(c([nH]1)C(=0)C3C(C3(C)C)(C)C)C(=0)C=CS2 9
218 | Clele(O)c(C(=0)C2C(C2(C)C)(C)C)cc(CCCC(F)(F)F)c10 9
219 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cl cc[nH]3 9
220 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)ec3cocc3l 9
221 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)c3nlncs3 9
222 | FC(F)(F)CCCln+]1ce(C(=0)C2C(C2(C)C)(C)C)e(n1C)N 9
223 | FC(F)(F)CCCclc2CCCCe2e([nH]1)C(=0)C3C(C3(C)C)(C)C 9
224 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)e(s1)OC 9
225 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3eecc(O)c31 9
226 | Clele(CC)ce(CCCC(F)(F)F)ecl C(=0)C2C(C2(C)C)(C)C 9
227 | FC(F)(F)CCCclc2C=CNC(=0)c2c([nH]1)C(=0)C3C(C3(C)C)(C)C 9
228 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ecec(OC)c31 9
229 | Clelecec2cIn(CCCC(F)(F)F)ec2C(=0)C3C(C3(C)C)(C)C 9
230 | Clele(C(=0)C2C(C2(C)C)(C)C)c3ee(Clyccc3n1CCCC(F)(F)F 9
231 | Clelec(CCCC(F)(F)F)ec(C(=0)C2C(C2(C)C)(C)C)clF 9
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232 | FC(F)(F)CCCclc(O)c(F)e(F)c(C(=0)C2C(C2(C)C)(C)C)cl 9
233 | Clele(OC)cc2e(n(CCCC(F)(F)F)ec2C(=0)C3C(C3(C)C)(C)C)cl 9
234 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ec(OC)cec3l 9
235 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)en1C(C)C 9
236 | FC(F)(F)CCCn1c2C=COC(=0)c2¢(C(=0)C3C(C3(C)C)(C)C)cl 9
237 | FC(F)(F)CCCnlc2cec([N+]([0-])=0)cc2c(nl)C(=0)C3C(C3(C)C)(C)C 9
238 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ce(OC(C)C)ecc3l 9
239 | FC(F)(F)CCCnlcc2-n(onco2)c(C(=0)C3C(C3(C)C)(C)C)cl 9
240 | FC(F)(F)CCCclce(sc1CCC)C(=0)C2C(C2(C)C)(C)C 8.9
241 | FC(F)(F)CCCclc(O)c(cc(C(=0)C2C(C2(C)C)(C)C)cl)C(C)(C)C 8.9
242 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ecc(cc31)C 8.9
243 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3coec3l 8.9
244 | FC(F)(F)CCCn1lcc(C(=0)C2C(C2(C)C)(C)C)c3ec([N+]([O-])=O)ccc3l 8.9
245 | FC(F)(F)CCCn1c2c(c(C(=0)C3C(C3(C)C)(C)C)cl)C(=0)NC(S2)=0 8.9
246 | FC(F)(F)CCCclc2encec2e(01)C(=0)C3C(C3(C)C)(C)C 8.9
247 | FC(F)(F)CCCn1lcc(C(=0)C2C(C2(C)C)(C)C)c3ec(ce(c31)C)C 8.9
248 | FC(F)(F)CCCclcc2c(nco2)e(C(=0)C3C(C3(C)C)(C)C)cl 8.9
249 | FC(F)(F)CCCn1lcc(C(=0)C2C(C2(C)C)(C)C)c3ecc(c(c31)C)C 8.9
250 | FC(F)(F)CCCnlc2cce(cc2c(C(=0)C3C(C3(C)C)(C)C)cl)CEN 8.9
251 | Brelec(C(=0)C2C(C2(C)C)(C)C)ec(CCCC(F)(F)F)cINC 8.9
252 | FC(F)(F)CCCclc2c(c([nH]1)C(=0)C3C(C3(C)C)(C)C)cns2 8.9
253 | FC(F)(F)CCCclce(n2clcns2)C(=0)C3C(C3(C)C)(C)C 8.9
254 | Clele(C(=0)C2C(C2(C)C)(C)C)c3eccc(F)c3n1CCCC(F)(F)F 8.9
255 | FC(F)(F)CCCn1c2c(c(C(=0)C3C(C3(C)C)(C)C)cl)e(OC)nc(n2)N 8.9
256 | FC(F)(F)CCCclee(cc(C(=0)C2C(C2(C)C)(C)C)c10)C 8.9
257 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)e(s1)C=0 8.9
258 | FC(F)(F)CCCclc2c(n(C(=0)C3C(C3(C)C)(C)C)cl)C(=0)C=CO2 8.9
259 | FC(F)(F)CCCclce(C(=0)C2C(C2(C)C)(C)C)ec(c1C)C 8.9
260 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ceen3l 8.9
261 | FC(F)(F)CCCclce(SC)ec(C(=0)C2C(C2(C)C)(C)C)cl 8.9
262 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ec(cc(OC)c31)C 8.9
263 | FC(F)(F)CCCnlcc(sn2nlccs2)C(=0)C3C(C3(C)C)(C)C 8.9
264 | FC(F)(F)CCCclc2c(c(01)C(=0)C3C(C3(C)C)(C)C)cco2 8.9
265 | Clelec(C(=0)C2C(C2(C)C)(C)C)ce(CCCC(F)(F)F)cINC 8.9
266 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3eec(cc31)C(=0)N 8.9
267 | FC(F)(F)CCCn1c2cc(OC)cec2e(n1)C(=0)C3C(C3(C)C)(C)C 8.9
268 | Clcleccc2cle(C(=0)C3C(C3(C)C)(C)C)en2CCCC(F)(F)F 8.9
269 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ce(OCC)cecdl 8.9
270 | FC(F)(F)CCCclce(F)e(F)e(C(=0)C2C(C2(C)C)(C)C)cl 8.9
271 | FC(F)(F)CCCclc2e(nco2)ce(C(=0)C3C(C3(C)C)(C)C)cl 8.9
272 | Clele(C(=0)C2C(C2(C)C)(C)C)c3eec(Cl)cc3n1CCCC(F)(F)F 8.9
273 | FC(F)(F)CCCclee(F)e(F)e(C(=0)C2C(C2(C)C)(C)C)clO 8.9
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274 | FC(F)(F)CCCclc(O)c2ceccc2c(C(=0)C3C(C3(C)C)(C)C)cl 8.9
275 | FC(F)(F)CCCn1c2c(c(C(=0)C3C(C3(C)C)(C)C)cl)ens2 8.9
276 | FC(F)(F)CCCclcc2c(0CO2)c(C(=0)C3C(C3(C)C)(C)C)cl 8.9
277 | FC(F)(F)CCCnlcc(n2nlscco2)C(=0)C3C(C3(C)C)(C)C 8.9
278 | FC(F)(F)CCCclc2c(c(s1)C(=0)C3C(C3(C)C)(C)C)CCC(C2)(C)C 8.9
279 | FC(F)(F)CCCn1c2c(c(C(=0)C3C(C3(C)C)(C)C)ecl)c(O)ne(n2)N 8.9
280 | FC(F)(F)CCCnlc2cnsc2c(n1)C(=0)C3C(C3(C)C)(C)C 8.9
281 | FC(F)(F)CCCn1lcc(C(=0)C2C(C2(C)C)(C)C)c3eccc(C(C)C)c3l 8.9
282 | FC(F)(F)CCCclee(cc(C(=0)C2C(C2(C)C)(C)C)c1)CC 8.9
283 | Clclec(CCCC(F)(F)F)ec(C(=0)C2C(C2(C)C)(C)C)c1CEN 8.9
284 | Clclecc2e(n(CCCC(F)(F)F)cc2C(=0)C3C(C3(C)C)(C)C)el 8.9
285 | FC(F)(F)CCCnlc2c(cccc2c(C(=0)C3C(C3(C)C)(C)C)cl)C 8.9
286 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3esccdl 8.9
287 | FC(F)(F)CCCn1lcc(C(=0)C2C(C2(C)C)(C)C)c3ecc(F)ecdl 8.9
288 | Clcle(F)ec(CCCC(F)(F)F)ecl C(=0)C2C(C2(C)C)(C)C 8.8
289 | FC(F)(F)CCCnlc2enccc2e(nl)C(=0)C3C(C3(C)C)(C)C 8.8
290 | FC(F)(F)CCCclc2C=CC(=0)Ne2c(s1)C(=0)C3C(C3(C)C)(C)C 8.8
291 | FC(F)(F)CCCcleec(F)c(C(=0)C2C(C2(C)C)(C)C)cl 8.8
292 | Clelec(CCCC(F)(F)F)ee(C(=0)C2C(C2(C)C)(C)C)cl 8.8
293 | FC(F)(F)CCCclec2e(neen2)c(C(=0)C3C(C3(C)C)(C)C)cl 8.8
294 | FC(F)(F)CCCclec2esec2c(C(=0)C3C(C3(C)C)(C)C)cl 8.8
295 | FC(F)(F)CCCln+]1c2n(c(C(=0)C3C(C3(C)C)(C)C)c1)CCCS2 8.8
296 | Brele(O)e(C(=0)C2C(C2(C)C)(C)C)c(O)c(CCCC(F)(F)F)cl 8.8
297 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ecec(F)c3l 8.8
298 | FC(F)(F)CCCclce(C(=0)C2C(C2(C)C)(C)C)en1C3CC3 8.8
299 | FC(F)(F)CCCclc2c(n(C(=0)C3C(C3(C)C)(C)C)cl1)C(SC=N2)=0 8.8
300 | FC(F)(F)CCCclc(c(c([nH]1)C(=0)C2C(C2(C)C)(C)C)C)C 8.8
301 | FC(F)(F)CCCclc2c(c([nH]1)C(=0)C3C(C3(C)C)(C)C)C(SC=N2)=0 8.8
302 | FC(F)(F)CCCclcc2e(ccec2e(C(=0)C3C(C3(C)C)(C)C)cl)C 8.8
303 | FC(F)(F)CCCN1C2=CSC(=0)N2C(C(=0)C3C(C3(C)C)(C)C)=C1 8.8
304 | FC(F)(F)CCCnlc2cc(F)ccc2c(C(=0)C3C(C3(C)C)(C)C)clC 8.8
305 | Brclec(CCCC(F)(F)F)ec(C(=0)C2C(C2(C)C)(C)C)clCl 8.8
306 | FC(F)(F)CCCn1c2cc(OC)cc(OC)c2c(C(=0)C3C(C3(C)C)(C)C)cl 8.8
307 | FC(F)(F)CCCclec2encec2c(C(=0)C3C(C3(C)C)(C)C)cl 8.8
308 | Clclece(CCCC(F)(F)F)c(0)clC(=0)C2C(C2(C)C)(C)C 8.8
309 | Fclo(C(=0)C2C(C2(C)C)(C)C)cce(CCCC(F)(F)F)ecl CIN+] 8.8
310 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecc(OCC)c31 8.8
311 | FC(F)(F)CCCclcc2c(N=CC(S2)=0)c(C(=0)C3C(C3(C)C)(C)C)cl 8.8
312 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)ec(c10)C(C)C 8.8
313 | Clcle(O)e(C(=0)C2C(C2(C)C)(C)C)c(O)c(CCCC(F)(F)F)cl 8.8
314 | FC(F)(F)CCCclcc2e(n[nHn2)e(C(=0)C3C(C3(C)C)(C)C)cl 8.8
315 | FC(F)(F)CCCclce(OCC)cc(C(=0)C2C(C2(C)C)(C)C)cl 8.8
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316 | FC(F)(F)CCCnlc2cce(F)cc2c(C(=0)C3C(C3(C)C)(C)C)clC 8.8
317 | FC(F)(F)CCCclc2encec2e(s1)C(=0)C3C(C3(C)C)(C)C 8.8
318 | FC(F)(F)CCCclc2ccsc2c([nH]1)C(=0)C3C(C3(C)C)(C)C 8.8
319 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3en[nH]c31 8.8
320 | FC(F)(F)CCCclec2eencc2c(C(=0)C3C(C3(C)C)(C)C)cl 8.8
321 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3c(ccecd1)C 8.8
322 | FC(F)(F)CCCnlcc2-n(scco2)e(C(=0)C3C(C3(C)C)(C)C)cl 8.8
323 | FC(F)(F)CCCnlc2cencc2e(C(=0)C3C(C3(C)C)(C)C)cl 8.8
324 | Brele(cc(C(=0)C2C(C2(C)C)(C)C)ccl CCCC(F)(F)F)C 8.8
325 | FC(F)(F)CCCclec2ecsc2c(C(=0)C3C(C3(C)C)(C)C)cl 8.8
326 | FC(F)(F)CCCN1C=C(C(=0)C2C(C2(C)C)(C)C)CCC1 8.8
327 | FC(F)(F)CCCclcc2eccce2e(C(=0)C3C(C3(C)C)(C)C)clO 8.8
328 | FC(F)(F)CCCclcc2cenn2e(C(=0)C3C(C3(C)C)(C)C)cl 8.8
329 | Clele(Clycc(CCCC(F)(F)F)ccl C(=0)C2C(C2(C)C)(C)C 8.8
330 | FC(F)(F)CCCnlc2ccen2e(nl)C(=0)C3C(C3(C)C)(C)C 8.8
331 | FC(F)(F)CCCclc2c(NC(S2)=0)c(s1)C(=0)C3C(C3(C)C)(C)C 8.8
332 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3clncen3 8.8
333 | Brcle(CCCC(F)(F)F)ec([nH]1)C(=0)C2C(C2(C)C)(C)C 8.8
334 | FC(F)(F)CCCln+]1cc(n2CCCe21)C(=0)C3C(C3(C)C)(C)C 8.8
335 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)ec(C3(CCI)CEN)cl 8.8
336 | FC(F)(F)CCCclce(F)e(O)c(C(=0)C2C(C2(C)C)(C)C)cl 8.8
337 | Brelec(CCCC(F)(F)F)c(O)c(C(=0)C2C(C2(C)C)(C)C)cl 8.7
338 | FC(F)(F)CCCclec(F)c(c(C(=0)C2C(C2(C)C)(C)C)cl)CEN 8.7
339 | FC(F)(F)CCCclee(cc(C(=0)C2C(C2(C)C)(C)C)c1)C(C)(C)C 8.7
340 | FC(F)(F)CCCclc2eccec2ec(C(=0)C3C(C3(C)C)(C)C)cl 8.7
341 | Brelec(CCCC(F)(F)F)co(C(=0)C2C(C2(C)C)(C)C)eclC 8.7
342 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3clncs3 8.7
343 | FC(F)(F)CCCcleec(c(C(=0)C2C(C2(C)C)(C)C)c1)CHC 8.7
344 | FC(F)(F)CCCcleec(c(C(=0)C2C(C2(C)C)(C)C)cl)CEN 8.7
345 | FC(F)(F)CCCclce(F)e(N)e(C(=0)C2C(C2(C)C)(C)C)cl 8.7
346 | FC(F)(F)clec(CCCC(F)(F)F)ce(C(=0)C2C(C2(C)C)(C)C)clO 8.7
347 | FC(F)(F)CCCN1c2¢(C(=0)C(C(=0)C3C(C3(C)C)(C)C)=C1)csn2 8.7
348 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3ecec(c31)CC 8.7
349 | Brelec(CCCC(F)(F)F)cc(C(=0)C2C(C2(C)C)(C)C)clO 8.7
350 | FC(F)(F)CCCN1C=CCC(C(=0)C2C(C2(C)C)(C)C)=C1 8.7
351 | FC(F)(F)CCCclc2eccec2e([nH]1)C(=0)C3C(C3(C)C)(C)C 8.7
352 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3eec(cc31)C(F)(F)F 8.7
353 | FC(F)(F)CCCcleecc(C(=0)C2C(C2(C)C)(C)C)cl 8.7
354 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)ecl)e(OC)nen2 8.7
355 | Clele(Clyc(sclCCCC(F)(F)F)C(=0)C2C(C2(C)C)(C)C 8.7
356 | FC(F)(F)CCCclcc2ccen2e(C(=0)C3C(C3(C)C)(C)C)el 8.7
357 | FC(F)(F)CCCn1c2c(c(C(=0)C3C(C3(C)C)(C)C)c1C)ces2 8.7
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358 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)el)cco2 8.7
359 | Clclec(CCCC(F)(F)F)c(O)e(C(=0)C2C(C2(C)C)(C)C)cl 8.7
360 | FC(F)(F)CCCclcc2e(nnnn2)e(C(=0)C3C(C3(C)C)(C)C)cl 8.7
361 | FC(F)(F)CCCnlcc(n2cecc21)C(=0)C3C(C3(C)C)(C)C 8.7
362 | FC(F)(F)CCCclce(C(=0)C2C(C2(C)C)(C)C)ec(N(C)C)cl 8.7
363 | FC(F)(F)CCCnlcc2-n(ocns2)c(C(=0)C3C(C3(C)C)(C)C)cl 8.7
364 | FC(F)(F)CCCclce([n+]([O-])c2cccec21)C(=0)C3C(C3(C)C)(C)C 8.7
365 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)ccl C[NH]C 8.7
366 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)el)cec(OC)n2 8.7
367 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)C(=0)C=NO2 8.7
368 | Clclec(CCCC(F)(F)F)ec(C(=0)C2C(C2(C)C)(C)C)clO 8.7
369 | FC(F)(F)CCCclcecc(C(=0)C2C(C2(C)C)(C)C)clO 8.7
370 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)esn2 8.7
371 | FC(F)(F)CCCclc2c(cc(C(=0)C3C(C3(C)C)(C)C)cl)ens2 8.7
372 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cINC(S3)=0 8.7
373 | FC(F)(F)CCCclc(CC)c(c(s1)C(=0)C2C(C2(C)C)(C)C)CEN 8.6
374 | FC(F)(F)CCCclce([N+]([O-])=0)c(O)c(C(=0)C2C(C2(C)C)(C)C)cl 8.6
375 | Clelecc2e(n(CCCC(F)(F)F)ec2C(=0)C3C(C3(C)C)(C)C)c1C 8.6
376 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)eclC 8.6
377 | FC(F)(F)CCCclee(F)e(c(C(=0)C2C(C2(C)C)(C)C)el)C 8.6
378 | FC(F)(F)CCCclee(F)e(SC)e(C(=0)C2C(C2(C)C)(C)C)cl 8.6
379 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3c(cec(OC)c31)C 8.6
380 | FC(F)(F)CCCcle(se(C(=0)C2C(C2(C)C)(C)C)cl)C(C)C 8.6
381 | FC(F)(F)CCCclec2e(nnen2)c(C(=0)C3C(C3(C)C)(C)C)cl 8.6
382 | FC(F)(F)CCCclcc2c(OC(S2)=0)c(C(=0)C3C(C3(C)C)(C)C)cl 8.6
383 | Clclece(CCCC(F)(F)F)ccl C(=0)C2C(C2(C)C)(C)C 8.6
384 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3c(O)ccecl 8.6
385 | Brclee([nH]c1C(=0)C2C(C2(C)C)(C)C)CCCC(F)(F)F 8.6
386 | FC(F)(F)CCCclc(c(c(s1)C(=0)C2C(C2(C)C)(C)C)CEN)C 8.6
387 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3c1SC(=0)N3 8.6
388 | FC(F)(F)CCCn1c2c(SC(S2)=0)c(C(=0)C3C(C3(C)C)(C)C)cl 8.6
389 | Brele(Clyce(CCCC(F)(F)F)ccl C(=0)C2C(C2(C)C)(C)C 8.6
390 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3C[N+]CCe31 8.6
391 | FC(F)(F)clen(CCCC(F)(F)F)ccl C(=0)C2C(C2(C)C)(C)C 8.6
392 | Brelec(C(=0)C2C(C2(C)C)(C)C)en1 CCCC(F)(F)F 8.6
393 | Clclecc(OC)c2cIn(CCCC(F)(F)F)cc2C(=0)C3C(C3(C)C)(C)C 8.6
394 | FC(F)(F)CCCclce(C(=0)C2C(C2(C)C)(C)C)c3e(n1)ceen3 8.6
395 | FC(F)(F)CCCnlc2ec(ce(c2c(C(=0)C3C(C3(C)C)(C)C)c1)C)C 8.6
396 | Clcle(OC)cc(CCCC(F)(F)F)ccl C(=0)C2C(C2(C)C)(C)C 8.6
397 | FC(F)(F)CCCclee(F)ec(C(=0)C2C(C2(C)C)(C)C)cl 8.6
398 | FC(F)(F)CCCclen2c(c(C(=0)C3C(C3(C)C)(C)C)cl)cen?2 8.6
399 | FC(F)(F)CCCnlc2c(O)cccc2c(C(=0)C3C(C3(C)C)(C)C)clC 8.6
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400 | FC(F)(F)CCCclee(sc1CC)C(=0)C2C(C2(C)C)(C)C 8.6
401 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3eencc3l 8.6
402 | FC(F)(F)CCCclee(C(C)C)ec(C(=0)C2C(C2(C)C)(C)C)cl 8.6
403 | FC(F)(F)CCCclcc2c(OC(=0)C=N2)c(C(=0)C3C(C3(C)C)(C)C)cl 8.6
404 | FC(F)(F)CCCC1=CN(N2C(SC=C12)=0)C(=0)C3C(C3(C)C)(C)C 8.6
405 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)ecen?2 8.6
406 | FC(F)(F)CCCclee(c([nH]1)C(=0)C2C(C2(C)C)(C)C)C 8.5
407 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)c(01)C 8.5
408 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecdcececdc3l 8.5
409 | Clele(Clye([nH]c1CCCC(F)(F)F)C(=0)C2C(C2(C)C)(C)C 8.5
410 | FC(F)(F)CCCclec2c(onn2)c(C(=0)C3C(C3(C)C)(C)C)cl 8.5
411 | FC(F)(F)CCCclce(C(=0)C2C(C2(C)C)(C)C)ec(cl)C(F)(F)F 8.5
412 | FC(F)(F)CCCnlc(c(c(C(=0)C2C(C2(C)C)(C)C)cIN)C)C 8.5
413 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3c(C)ecc(c31)C 8.5
414 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3clens3 8.5
415 | FC(F)(F)CCCclec2e(nenn2)c(C(=0)C3C(C3(C)C)(C)C)cl 8.5
416 | FC(F)(F)CCCclce(OC)cc(C(=0)C2C(C2(C)C)(C)C)cl 8.5
417 | FC(F)(F)CCCn1c2c(SC(=0)C=N2)c(C(=0)C3C(C3(C)C)(C)C)cl 8.5
418 | FC(F)(F)CCCclce(F)ec(C(=0)C2C(C2(C)C)(C)C)c10 8.5
419 | FC(F)(F)CCCclen(C(=0)C2C(C2(C)C)(C)C)c[n+]1C 8.5
420 | FC(F)(F)CCCcleec(c(C(=0)C2C(C2(C)C)(C)C)cl)C 8.5
421 | FC(F)(F)CCCclc2c(c([nH]1)C(=0)C3C(C3(C)C)(C)C)cco2 8.5
422 | Brele(C(=0)C2C(C2(C)C)(C)C)ec(s1)CCCC(F)(F)F 8.5
423 | FC(F)(F)CCCclcc2e(nno2)e(C(=0)C3C(C3(C)C)(C)C)cl 8.5
424 | FC(F)(F)CCCclce(C(=0)C2C(C2(C)C)(C)C)c3c(n)cenn3 8.5
425 | FC(F)(F)CCCclee(cc(C(=0)C2C(C2(C)C)(C)C)cl)CEN 8.5
426 | FC(F)(F)CCCn1c2c(c(C(=0)C3C(C3(C)C)(C)C)cl)e(O)nen2 8.5
427 | FC(F)(F)CCCclce(F)e(NC)c(C(=0)C2C(C2(C)C)(C)C)cl 8.5
428 | Sclecc(CCCC(F)(F)F)ecl C(=0)C2C(C2(C)C)(C)C 8.5
429 | FC(F)(F)CCCclen2-c(snes2)e([nH]1)C(=0)C3C(C3(C)C)(C)C 8.5
430 | Clcle(Clyce(CCCC(F)(F)F)c(0)clC(=0)C2C(C2(C)C)(C)C 8.5
431 | FC(F)(F)CCCC1=CN2C(SC=C2C(C(=0)C3C(C3(C)C)(C)C)=C1)=0 8.5
432 | Brelec(CCCC(F)(F)F)ce(C(=0)C2C(C2(C)C)(C)C)cl 8.5
433 | FC(F)(F)CCCln+]1cc(n2CCCCCe21)C(=0)C3C(C3(C)C)(C)C 8.5
434 | FC(F)(F)CCCn1lcc(C(=0)C2C(C2(C)C)(C)C)c3ecc(ne31)C 8.5
435 | FC(F)(F)CCCclee(sc1CO)C(=0)C2C(C2(C)C)(C)C 8.5
436 | FC(F)(F)CCCnlcc2-n(onno2)c(C(=0)C3C(C3(C)C)(C)C)cl 8.4
437 | Clelec(CCCC(F)(F)F)c(O)e(C(=0)C2C(C2(C)C)(C)C)clC 8.4
438 | FC(F)(F)CCCcle[n+](C(=0)C2C(C2(C)C)(C)C)enlC 8.4
439 | Brclec(CCCC(F)(F)F)c(N)c(C(=0)C2C(C2(C)C)(C)C)cl 8.4
440 | Clcle(Clyc(O)e(CCCC(F)(F)F)ecl C(=0)C2C(C2(C)C)(C)C 8.4
441 | FC(F)(F)CCCclcec(N#C)c(C(=0)C2C(C2(C)C)(C)C)cl 8.4
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442 | FC(F)(F)CCCnlcc2-n(snco2)c(C(=0)C3C(C3(C)C)(C)C)cl 8.4
443 | FC(F)(F)CCCclce(sc1CCO)C(=0)C2C(C2(C)C)(C)C 8.4
444 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)e(n1)C(=0)C 8.4
445 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3clen[nH]3 8.4
446 | FC(F)(F)CCCln+]1c(N)cec(C(=0)C2C(C2(C)C)(C)C)cl 8.4
447 | FC(F)(F)CCCn1c2c(c(C(=0)C3C(C3(C)C)(C)C)el)encn?2 8.4
448 | FC(F)(F)CCCcle[n+](cc(C(=0)C2C(C2(C)C)(C)C)cl)C 8.4
449 | FC(F)(F)CCCnlcc2-n(ocno2)e(C(=0)C3C(C3(C)C)(C)C)cl 8.4
450 | FC(F)(F)CCCclce(nc2ecen21)C(=0)C3C(C3(C)C)(C)C 8.4
451 | FC(F)(F)CCCclc2enoc2ec(C(=0)C3C(C3(C)C)(C)C)cl 8.4
452 | FC(F)(F)CCCclc2c([C@H]3CC[C@@H]2C3)c([nH]1)C(=0)C4C(C4(C)C)(C)C 8.4
453 | FC(F)(F)CCCcle(c(c([nH]1)C(=0)C2C(C2(C)C)(C)C)CEN)C 8.4
454 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)ec3encn3l 8.4
455 | FC(F)(F)CCCclee(cc(C(=0)C2C(C2(C)C)(C)C)cIN)C 8.4
456 | FC(F)(F)CCCclenc(c(C(=0)C2C(C2(C)C)(C)C)cl)C4N 8.3
457 | FC(F)(F)CCCnlcc2-n(sncs2)c(C(=0)C3C(C3(C)C)(C)C)cl 8.3
458 | FC(F)(F)CCCn1lcc(C(=0)C2C(C2(C)C)(C)C)c3enen3l 8.3
459 | FC(F)(F)CCCn1cc(C(=0)C2C(C2(C)C)(C)C)cclCO 8.3
460 | FC(F)(F)CCCclc2eencc2e([nH]1)C(=0)C3C(C3(C)C)(C)C 8.3
461 | Clele(C(=0)C2C(C2(C)C)(C)C)ec(s1)CCCC(F)(F)F 8.3
462 | Brele(C(=0)C2C(C2(C)C)(C)C)ec(ol)CCCC(F)(F)F 8.3
463 | FC(F)(F)CCCnlcc2-n([nH]ces2)e(C(=0)C3C(C3(C)C)(C)C)cl 8.3
464 | FC(F)(F)CCCclcc2e(c(C(=0)C3C(C3(C)C)(C)C)cl)ees2 8.3
465 | FC(F)(F)CCCn1c2c(SC(02)=0)c(C(=0)C3C(C3(C)C)(C)C)cl 8.3
466 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)el)enc(n2)C 8.3
467 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)ecl CIN+] 8.3
468 | FC(F)(F)CCCclc2c(sen2)c([nH]1)C(=0)C3C(C3(C)C)(C)C 8.3
469 | FC(F)(F)CCCclce(S(=0)(=0)N)ce(C(=0)C2C(C2(C)C)(C)C)cl 8.2
470 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)e(s1)CEN 8.2
471 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)e(s1)C 8.2
472 | FC(F)(F)CCCclce(C(=0)C2C(C2(C)C)(C)C)c3c(scn3)nl 8.2
473 | FC(F)(F)CCCn1lcc(C(=0)C2C(C2(C)C)(C)C)c3eenn3l 8.2
474 | FC(F)(F)CCCclee(C(=0)C2C(C2(C)C)(C)C)e(c(n1)C)CEN 82
475 | FC(F)(F)CCCelc(C[N+])ec([nH]1)C(=0)C2C(C2(C)C)(C)C 8.2
476 | Clele2c(n(CCCC(F)(F)F)cc2C(=0)C3C(C3(C)C)(C)C)nenl 82
477 | FC(F)(F)CCCn1c2c(c(C(=0)C3C(C3(C)C)(C)C)cl)con2 8.2
478 | Clele(C(=0)C2C(C2(C)C)(C)C)ec(o1)CCCC(F)(F)F 8.1
479 | Brele(c(InH]c1CCCC(F)(F)F)C(=0)C2C(C2(C)C)(C)C)CAN 8.1
480 | Clelec(CCCC(F)(F)F)ec(C(=0)C2C(C2(C)C)(C)C)clC 8.1
481 | FC(F)(F)CCCnlc2ncen2c(C(=0)C3C(C3(C)C)(C)C)cl 8.1
482 | Clclc[n+](C(=0)C2C(C2(C)C)(C)C)en1 CCCC(F)(F)F 8.1
483 | FC(F)(F)CCCclec(sclC[N+])C(=0)C2C(C2(C)C)(C)C 8.1
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484 | FC(F)(F)CCCclc(CC[N+])cc([nH]1)C(=0)C2C(C2(C)C)(C)C 8.1
485 | FC(F)(F)CCCclec2c(c(C(=0)C3C(C3(C)C)(C)C)cl)enen2 8.1
486 | FC(F)(F)CCCnlc2cnen2¢(C(=0)C3C(C3(C)C)(C)C)cl 8.1
487 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)cno2 8.1
488 | Sclc2e(n(CCCC(F)(F)F)cc2C(=0)C3C(C3(C)C)(C)C)nenl 8.1
489 | FC(F)(F)CCCnlc2ccecc2[n+](C(=0)C3C(C3(C)C)(C)C)cl 8.1
490 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)e(n1)C(F)F 8.1
491 | FC(F)(F)CCCnlc2cnnec2¢c(C(=0)C3C(C3(C)C)(C)C)cl 8
492 | FC(F)(F)CCC[n+]1cc(F)c(OC)c(C(=0)C2C(C2(C)C)(C)C)cl 8
493 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)cenn2 8
494 | FC(F)(F)CCCnlc2c(snn2)c(C(=0)C3C(C3(C)C)(C)CO)cl 8
495 | FC(F)(F)CCC[n+]1cc(cc(C(=O)C2C(C2(C)C)(C)C)cl)C 7.9
496 | FC(F)(F)CCC[n+]1ccc(c(C(=0)C2C(C2(C)C)(C)C)cl)C 7.8
497 | FC(F)(F)CCCnlc2c(c(C(=0)C3C(C3(C)C)(C)C)cl)c(nen2)NO 7.8
498 | FC(F)(F)CCCn+]1ccee(C(=0)C2C(C2(C)C)(C)C)cl 7.7
499 | Brclc[n+](CCCC(F)(F)F)cc(C(=0)C2C(C2(C)C)(C)C)cl 7.7
500 | FC(F)(F)CCC[n+]1lcc(C(=0)C2C(C2(C)C)(C)C)cc3ccccc3l 7.6

Table S16. List, SMILE and predicted pKi values for Series 6 in CBz receptor.

N° SMILES Pred pKi

1 Clcle(nn(C)c1)C(=0)c2c3cccec3n(CCCC(F)(F)F)c2 10.2
2 Clclecec2cle(no2)-c3cdcccecdn(CCCC(F)(F)F)c3 10.1
3 FC(F)(F)CCCnlecc(c2ccccc21)C(=0)c3cendccsc34 10
4 Brcle[nH]ncl1C(=0)c2c3cceccc3n(CCCC(F)(F)F)c2 9.9
5 Clclec(N)cec1C(=0)c2c3cccec3n(CCCC(F)(F)F)c2 9.9
6 FC(F)(F)CCCnlcc(C=2[C@@H]3CCCC[C@H]30N2)c4cccccdl 9.8
7 FC(F)(F)CCCnlcc(c2ccccc21)C(=0)c3ceccdc3ec[nH]4 9.8
8 FC(F)(F)CCCnlce(C(=0)[C@H]2C[C@H]3C=C[C@@H]2C3)c4ccccc4l 9.8
9 FC(F)(F)CCCnlce(C(=0)[C@@]23CCC[C@H]4C[C@@H](C2)CC[C@H]43)c5ccccc51 9.8
10 FC(F)(F)CCCnlecc(c2ccecec21)C(=0)[Ce@@H](C(C)(C)C)Ci#N 9.7
11 FC(F)(F)CCCnlcc(c2ccccc21)C(=0)c3cecec30C 9.7
12 FC(F)(F)CCCnlecc(c2ccecc21)-c3c4cec(OC)cccdon3 9.7
13 FC(F)(F)CCCnlcc(-c2c3¢(no2)CCCC3)c4cceccl 9.7
14 Clcl¢(ClsnclC(=0)c2c3cccce3n(CCCC(F)(F)F)c2 9.7
15 FC(F)(F)CCCnlce(C(=0)C2(OC)CCCC2)c3cccec3l 9.7
16 FC(F)(F)CCCn1c2ccecc2¢(S(=0)(=0)c3ccccc3F)cl 9.6
17 FC(F)(F)CCCnlcc(-c2c3¢(no2)CCC3)cdcccecd1 9.6
18 S=C(N)[C@H](C(=O)clc2cccec2n(CCCC(F)(F)F)c1)CC 9.6
19 FC(F)(F)CCCnlcc(c2cececc21)C(=0)c3csc(c3CC)C 9.6
20 FC(F)(F)CCCnlcc(C=2[C@@H]3CCC[C@@H]30ON2)c4cccccd 1 9.6
21 FC(F)(F)CCCnlec(c2ceecc21)C(=0)c3c4c(OCCO4)cs3 9.6
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22 FC(F)(F)CCCnlcc(c2cecec21)-c3¢(C)c(no3)C 9.6
23 FC(F)(F)CCCnlce(-c2c3c(no2)CC[C@@H](C3)C)cdcccccd 1 9.6
24 Brclc(nocl-c2c3ccecc3n(CCCC(F)(F)F)c2)C 9.6
25 FC(F)(F)CCCnlc2cccec2e(C(=0)C34CC5CC(C3)CC(C4)Ch)cl 9.6
26 Brclcec2e(c(no2)-c3cdcccecdn(CCCC(F)(F)F)c3)cl 9.5
27 Brclc(oncl-c2c3ccecc3n(CCCC(F)(F)F)c2)C 9.5
28 Clclec(c(cc1C(=0)c2en(CCCC(F)(F)F)c3ccece32)C)C 9.5
29 FC(F)(F)CCCnlcc(C(=0)[C@H](CCC)C)c2cccec21 9.5
30 FC(F)(F)CCCnlcc(c2ceccc21)-c3cdcccccdond 9.5
31 Clcle[nH]ncl1C(=0)c2c3ccece3n(CCCC(F)(F)F)c2 9.5
32 FC(F)(F)CCCnlce(c2ececc21)C(=0)c3c([N+]([O-])=0)ccc(c3)C 9.5
33 Clclecc2c(c(no2)-c3cdcccecdn(CCCC(F)(F)F)c3)cl 9.5
34 Brclec(C(=0)c2c3cccec3n(CCCC(F)(F)F)c2)ce(c1)C 9.4
35 FC(F)(F)CCCnlcc(C(=0)[C@H](CCC)CC)c2cccec21 9.4
36 FC(F)(F)CCCnlcc(c2cecec21)C(=0O)c3ccoc3C 9.4
37 FC(F)(F)CCCnlcc(C(=0)[C@H]2CCOC2)c3cccec3 94
38 FC(F)(F)CCCnlcc(c2cecec21)C(=0)c3cc[nH]c3C 9.4
39 FC(F)(F)CCCnlcc(-n2c3¢(nn2)CCCC3)c4cccccdl 9.4
40 FC(F)(F)CCCnlcc(c2cecec21)-c3cdcc(O)cccdon3 94
41 FC(F)(F)CCCnlcc(c2cecec21)-c3c4cc(F)cccdon3 9.4
42 FC(F)(F)CCCnlcc(c2cecec21)C(=0)c3c(oc(n3)C)C 9.4
43 Clcle(cecec1C(=0)c2c3cccec3n(CCCC(F)(F)F)c2)C 9.4
44 FC(F)(F)CCCnlce(c2ccecc21)C(=0)c3c([nH]c(c3)C)C 9.4
45 FC(F)(F)CCCnlcc(C(=0)[C@@H](CCC)C#N)c2cccec2l 9.3
46 FC(F)(F)CCCnlce(c2ccecc21)C(=0)C3=CSCCO3 9.3
47 FC(F)(F)CCCnlce(c2ececc21)C(=0)[C@H](SCC)C(C)C 9.3
48 FC(F)(F)CCCnlce(c2eccec21)-c3¢(C)c(no3)C(F) (F)F 9.3
49 FC(F)(F)CCCnlcc(c2cecec21)C(=0)c3cc(ccc3SC)C 9.3
50 FC(F)(F)CCCnlcc(c2ceccc21)C(=0)c3cc(F)cec30C 9.3
51 FC(F)(F)CCCnlcc(C(=0)C2C3CC4CC(CC2C4)C3)c5eecec51 9.3
52 FC(F)(F)CCCnlcc(c2cecec21)C(=0)c3cencec3C 9.3
53 FC(F)(F)CCCnlce(c2ccecc21)C(=0)[C@H](SC)CC 9.3
54 FC(F)(F)CCCnlcc(C(=0)C2[C@H]3CCCC[C@@H]23)c4cccccd 1 9.3
55 FC(F)(F)CCCnlcc(C(=0)C(C2CC2)C3CC3)c4cccccdl 9.3
56 FC(F)(F)CCCnlc2cccec2e(C(=0)C3(CCCC3)CC)cl 9.3
57 FC(F)(F)CCCnlcc(c2ceccc21)C(=0)c3cecc(F)c3 9.3
58 FC(F)(F)CCCnlcc(c2cecec21)-c3c4c(on3)cec(c4)C 9.3
59 FC(F)(F)CCCnlcc(C(=0)[Ce@H]2[C@](C2)(CC)C)c3cccec3l 9.3
60 FC(F)(F)CCCnlcc(c2cecec21)C(=0)c3c(cc(03)C)C 9.3
61 Clclen[nH]c1C(=0)c2c3ccece3n(CCCC(F)(F)F)c2 9.3
62 FC(F)(F)CCCnlcc(-c2c3c(on2)CCC3)cdcccecd 1 9.3
63 FC(F)(F)CCCnlcc(C(=0)[C@H]2CCCCO2)c3ccecc3l 9.3
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64 FC(F)(F)CCCnlc2cccec2e(C(=0)C(C(F)(F)F)C(F)(F)F)cl 9.3
65 FC(F)(F)CCCnlcc(c2cecec21)-c3cdcce(O)ccdon3 9.3
66 FC(F)(F)CCCnlcc(C(=0)N2CCC[CeH]([C@H]2C)C)c3ccecc31 9.3
67 Clclececc1 C(=0)c2c3cccce3n(CCCC(F)(F)F)c2 9.3
68 Clcleenecl C(=0)c2c3cccec3n(CCCC(F)(F)F)c2 9.3
69 FC(F)(F)CCCnlce(c2ececc21)C(=0)NC[C@@H](CC)C 9.2
70 FC(F)(F)CCCnlce(c2ccecc21)C(=0)CCCCC#C 9.2
71 FC(F)(F)CCCnlcc(c2ceccc21)C(=0)c3c(C)ces3 9.2
72 FC(F)(F)CCCnlcc(C(=O)[C@@H](c2ccccc2)C)c3ccecc3l 9.2
73 FC(F)(F)CCCnlcc(c2ceccc21)C(=0)c3cenc(s3)C 9.2
74 FC(F)(F)CCCnlc2cccec2¢(C(=0)[C@@H](COC)C)cl 9.2
75 FC(F)(F)CCCnlcc(c2cecec21)C(=O)c3cences3 9.2
76 FC(F)(F)[C@H]1CCCC[C@H]1C(=0)c2c3cccce3n(CCCC(F)(F)F)c2 9.2
77 FC(F)(F)CCCnlcc(c2cecec21)C(=0)[C@H](OC)c3ccccc3 9.2
78 FC(F)(F)CCCnlcc(c2ceccc21)C(=0)c3c(F)cc(F)cc3F 9.2
79 FC(F)(F)CCCnlce(C(=0)[C@@H]2C(C2)(C)C)c3cccce31 9.2
80 Brclceesc1C(=0O)c2c3cccec3n(CCCC(F)(F)F)c2 9.2
81 Fclec(C(=0)c2c3cccec3n(CCCC(F)(F)F)c2)ce(c1)C 9.2
82 FC(F)(F)CCCnlcc(c2ceccc21)C(=0)c3c(ccs3)C#N 9.2
83 Clcle(F)ecec1C(=0)c2en(CCCC(F)(F)F)c3ccccc32 9.2
84 FC(F)(F)CCCnlcc(C(=0)[C@H]2CCCS2)c3ccecc31 9.2
85 Clclec(C)ecc1C(=0)c2c3ccccc3n(CCCC(F)(F)F)c2 9.2
86 FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3¢(SC)ccs3 9.2
87 FC(F)(F)CCCnlcc(c2cecec21)C(=0)c3c(CC)ccs3 9.2
88 Clclec(C(=0)c2c3ccece3n(CCCC(F)(F)F)c2)c(Cl)sl 9.2
89 FC(F)(F)CCCnlcc(C(=0)C2=CCCCCC2)c3cccecc3l 9.2
90 FC(F)(F)CCCnlc2cceec2e(C(=0)C3(CCCC3)cdeccsd)cl 9.2
91 FC(F)(F)CCCnlcc(c2cecec21)-c3¢(C)cno3 9.2
92 FC(F)(F)CCCnlcc(C(=0)[C@H]2CSCCS2)c3ccccc31 92
93 Cl[C@@H](C(=0)clc2cccec2n(CCCC(F)(F)F)cl)c3cccec3 9.2
94 FC(F)(C(F)(F)C(=O)clc2cccec2n(CCCC(F)(F)F)cl)C(F)(F)F 9.2
95 Clclec(F)c(celC(=0)c2c3cccce3n(CCCC(F)(F)F)c2)C 9.2
96 FC(F)(F)CCCnlcc(c2cecec21)-c3c4cce(F)ccdon3 9.2
97 FC(F)(F)CCCnlcc(c2ceccc21)C(=0)c3cec(F)c(N)c3 9.1
98 FC(F)(F)CCCnlcc(c2cecec21)C(=O)c3nces3 9.1
99 FC(F)(F)CCCnlcc(c2ceccc21)C(=0)c3cc[nH]c3 9.1
100 | FC(F)(C(=0)clc2ccecc2n(CCCC(F)(F)F)c1)C(F)F 9.1
101 | FC(F)(F)CCCnlc2ccccc2e(C(=0)N3CC[C@H](C3)C)cl 9.1
102 | FC(F)(F)CCCnlce(c2cccec21)C(=0)c3cc(c(s3)C)C 9.1
103 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3cccec3C(OC)=0 9.1
104 | FC1(F)CCC(CC1)C(=0)c2c3cccec3n(CCCC(F)(F)F)c2 9.1
105 | FC(F)(F)CCCnlce(C(=0)C2(CC2)c3ccec(c3)C)cdeccccdl 9.1
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106 | FC1(F)CC(C1)C(=0)c2c3cccec3n(CCCC(F)(F)F)c2 9.1
107 | Clclecec(C(=0)c2c3ccccc3n(CCCC(F)(F)F)c2)cl 9.1
108 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3ccc(C)ec3 9.1
109 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)[C@H](C(C)C)cBcccec3 9.1
110 | ClcleesclC(=0)c2c3cccce3n(CCCC(F)(F)F)c2 9.1
111 | SC[Ce@H](C(=0)clc2ccccc2n(CCCC(F)(F)F)c1)C 9.1
112 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cc(F)ccc3[N+]([O-])=0 9.1
113 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3csc(n3)C 9.1
114 | FC(F)(F)CCCnlce(C(=0)C2(CC2)c3cccce3)cdeccecdl 9.1
115 | FC1(F)C[C@@H]1C(=0)c2c3cccec3n(CCCC(F)(F)F)c2 9.1
116 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3cccec30CC 9.1
117 | FC(F)(F)CCCnlce(c2cccec21)C(=0)c3c(sc(c3)C)C 9.1
118 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)C3=CCCC3 9.1
119 | FC(F)(F)CCCnlcc(c2cccec21)C(=0O)c3ccccdc3cc(04)C 9.1
120 | F[C@@H]1CCN(C1)C(=0)c2c3cccce3n(CCCC(F)(F)F)c2 9.1
121 | FC(F)(F)CCCnlc2ccccc2c(C(=0)C(CC(C)C)(C)C)cl 9.1
122 | FC(F)(F)CCCnlcc(C(=0)C2CCSCC2)c3cccec3l 9.1
123 | Br[C@@H](C(=0O)clc2cccec2n(CCCC(F)(F)F)c1)C(C)(C)C 9.1
124 | FC(F)(F)CCCnlcc(c2cccec21)-c3c4ccccc4no3 9.1
125 | FC(F)(F)CCCnlcc(C(=0)C2CC(=0)C2)c3cceec31 9.1
126 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3nc(C)cs3 9.1
127 | Clclecc2c(onc2-c3cdcccccdn(CCCC(F)(F)F)ce3)cl 9.1
128 | FC(F)(F)CCCnlcc(C(=O)N2CCS[C@@H]2CCC)c3cccec3l 9.1
129 | FC(F)(F)CCCnlce(-n2c3cce(cc3nn2)C)cdeccecdl 9.1
130 | FC(F)(F)CCCnlcc(C(=O)[C@H](CC)C)c2ccecec2l 9.1
131 | FC(F)(F)CCCnlcc(C(=0)[Ce@H]2CCCC[C@@H]2C)c3ccccc31 9.1
132 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)N[C@H](C(C)C)C 9
133 | FC(F)(F)CCCnlcc(C(=0)[Cee@H]([Se@](=0)CC)C)c2cccec2l 9
134 | FC(F)(F)CCCnlcc(C(=0)C2=COCCC2)c3cceec31 9
135 | FC(F)(F)CCCnlcc(-n2c3cceccc3nn?)cdeccecdl 9
136 | BrclccoclC(=0)c2c3cccec3n(CCCC(F)(F)F)c2 9
137 | FC(F)(F)CCCnlc2ccecc2c(C(=0)C(C(F)(F)F)(C(F)(F)F)C)cl 9
138 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3esnce3C 9
139 | CIC(Cl)=C[C@H]1C([C@H]1C(=0)c2c3ccccc3n(CCCC(F)(F)F)c2)(C)C 9
140 | FC(F)(F)CCCnlcc(C(=0)[C@@H](C(C)C)C)c2cccec2l 9
141 | FC(F)(F)CCCnlce(c2cccec21)C(=0)c3c(C)cco3 9
142 | FC(F)(F)CCCnlce(c2cccec21)-c3c(snn3)C 9
143 | FC(F)(F)CCCnlce(c2cccec21)C(=0)c3ccec(c3F)C 9
144 | FC(F)(F)CCCnlcc(C(=O)[Ce@H]2[C@@H](CCC2)C#N)c3cccec31 9
145 | Brclesc(C(=0)c2c3cccec3n(CCCC(F)(F)F)c2)cl 9
146 | Brclce(c(ol)C(=0O)c2c3cccec3n(CCCC(F)(F)F)c2)C 9
147 | FC(F)(F)CCCnlce(c2cccec21)C(=0)c3ccc(03)N 9
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148 | Clclec(F)ee(C(=0)c2c3cccec3n(CCCC(F)(F)F)c2)cl 9
149 | FC(F)(F)CCCnlcc(C(=0)[C@@H]2CC=CCC2)c3ccccc31 9
150 | FC(F)(F)CCCnlc2ccccc2c(C(=0)C34C5C[Ce@H](C3)C[C@@H](C4)C5)cl 9
151 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3cc(F)ccc3N 9
152 | Clclece(F)ec1C(=0)c2c3cccce3n(CCCC(F)(F)F)c2 9
153 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)[C@H](OC)C 9
154 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)[C@H](OC)CC 9
155 | FC(F)(F)CCCnlcc(c2ccecc21)-c3ce(C)cnn3 9
156 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)NCCC(C)C 9
157 | FC(F)(F)CCCnlcc(C(=0)C2CCCC2)c3ccccc3l 9
158 | FC(F)(F)CCCnlcc(c2ccecc21)-c3c(C)con3 9
159 | FC(F)(F)CCCnlce(C(=0)[C@@H](c2ccsc2)C)c3ccecc3l 9
160 | FC(F)(F)CCCnlcc(C(=0)C2C(C2(C)C)(C)C)c3cecec3l 9
161 | FC(F)(F)CCCnlcc(C(=O)[C@H]2C[C@@H]3CC[C@H]2C3)c4cccccdl 9
162 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3cecec3CC 9
163 | FC(F)(F)CCCnlcc(C(=0)C(CC)CC)c2ccecc21 9
164 | FC(F)(F)CCCnlcc(C(=0)[C@@H](CC#C)C)c2cccec2l 8.9
165 | FC(F)(F)CCCnlce(c2cccec21)C(=0)c3ccc(F)cc3C 8.9
166 | Clclece(o1)C(=0)c2c3ccccc3n(CCCC(F)(F)F)c2 8.9
167 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)Cc3cc[nH]c3 8.9
168 | FC(F)(F)CCCnlcc(-n2¢(C(C)C)enn2)c3cecec31 8.9
169 | FC(F)(F)CCCnlcc(C(=0)C2CCC2)c3cccce3l 8.9
170 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3ccc(O)c(F)c3 8.9
171 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3ccc(N)cc3F 8.9
172 | Clclece(s1)C(=0)c2c3cecec3n(CCCC(F)(F)F)c2 8.9
173 | Clclecc2e(n(nn2)-c3c4cccecdn(CCCC(F)(F)F)c3)cl 8.9
174 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)C(CC)=C 8.9
175 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)NCC/C=C/C 8.9
176 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)NC(CC)(CC)C#N 8.9
177 | CIC1(Cl)[CeeH]([C@@]1(CC)C(=0)c2c3ccccc3n(CCCC(F)(F)F)c2)C 8.9
178 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3c(F)ceen3 8.9
179 | Sclcccec1C(=0)c2c3cccee3n(CCCC(F)(F)F)c2 8.9
180 | Clclencec1C(=0)c2c3ccece3n(CCCC(F)(F)F)c2 8.9
181 | F[Ce@@H](C(=O)clc2ccccc2n(CCCC(F)(F)F)cl)C 8.9
182 | FC(F)(F)CCCnlcc(-c2c3c(on2)CC[C@@H](C3)C)cdcccecdl 8.9
183 | FC(F)(F)CCCnlcc(c2cccec21)-c3c4cccccdenn3 8.9
184 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)/C(C)=C/C 8.9
185 | FC(F)(F)CCCnlcc(C(=0)[Ce@H]2CCC[C@@H](0)C2)c3ccccc3l 8.9
186 | FC(F)CN(C1CC1)C(=0)c2c3ccccc3n(CCCC(F)(F)F)c2 8.9
187 | FC(F)(F)CCCnlc2ccccc2e(C(=0)[C@](O)(C(F)(F)F)C)cl 8.9
188 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)[C@H]3[C@H](CCO3)C 8.9
189 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3coc(n3)C 8.9
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190 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)NCCCC 8.9
191 | FC(F)(F)CCCnlcc(C(=O)[C@H]2CCSC2)c3ceccc3l 8.9
192 | CIC1(Cl[C@](C1)(C(=O)c2c3cccee3n(CCCC(F)(F)F)c2)C 8.9
193 | FC(F)(F)CCCnlcc(C(=O)[C@H](C(C)C)CC)c2cccec21 8.9
194 | FC(F)(F)CCCnlcc(-c2c3c(on2)CCCC3)cdcececdl 8.9
195 | FC(F)(F)CCCnlcc(C(=0)C2CCCCCCC2)c3cccec3l 8.9
196 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)C3=CCCCO3 8.9
197 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)[C@@H](CC)C#N 8.9
198 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)c3c(ocn3)C 8.9
199 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)C3=C(OCCS3)C 8.9
200 | FC(F)(F)CCCnlcc(C(=O)N2[Ce@H](CC[C@@H]2C)C)c3ccccc31 8.9
201 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cec(s3)C 8.9
202 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)C3=COCC3 8.9
203 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)Cc3cces3 8.9
204 | FC(F)(F)CCCnlce(c2cceec21)C(OC(CC)CC)=0 8.8
205 | FC(F)(F)CCCnlcc(C(=0)C2(CC2)C#N)c3cccec3l 8.8
206 | FC(F)(F)CCCnlc2cccec2¢(C(=0)C3(CCC3)C#N)cl 8.8
207 | FC(F)(F)CCCnlcc(C(=0)[Ce@eH]2CCC[C@@H](C2)C)c3ccccc31 8.8
208 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)c3cecc(c3)C 8.8
209 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)c3cec(F)ec3 8.8
210 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3ccoc3 8.8
211 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3ccc(O)cc3F 8.8
212 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)/C=C/C(C)(C)C 8.8
213 | FC(F)(F)CCCnlcc(-n2c3ccc(F)ec3nn2)cdcccecd1 8.8
214 | FC(F)(F)CCCnlcc(C(=0)[Ce@H]2CC[C@@H](02)C)c3ccccc31 8.8
215 | Brclece(s1)C(=O)c2c3cccec3n(CCCC(F)(F)F)c2 8.8
216 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C3=CCCCC3 8.8
217 | S[CeeH]([C@@H](CC)C)C(=0)clc2cccec2n(CCCC(F)(F)F)cl 8.8
218 | BrC(Br)C(=O)clc2ccccc2n(CCCC(F)(F)F)cl 8.8
219 | FC(F)(F)CCCnlcc(C(=0)[C@H]2[C@H](C2)C(OC)=0)c3cccec3l 8.8
220 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3ccdccocds3 8.8
221 | FC(F)(F)CCCnlcc(C(=0)[C@@H]2CCO[C@H]2C)c3ccccc31 8.8
222 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3ccecc3 8.8
223 | FC(F)(F)CCCnlc2cecec2¢(C(=0)C3(CCC3)COC)cl 8.8
224 | SC(C(=0)clc2ccccc2n(CCCC(F)(F)F)c1)(C)C 8.8
225 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3csen3 8.8
226 | S[Ce@@H](C(=0)clc2cccecc2n(CCCC(F)(F)F)c1)C(C)C 8.8
227 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCC=0 8.8
228 | FC(F)(F)CCCnlc2cccec2¢(C(=0)N3CC=CC3)c1 8.8
229 | FC(F)(F)CCCnlcc(c2ccecc21)-c3cc(on3)C 8.8
230 | FC(F)(F)CCCnlcc(C(=0)[C@@H](C2CC2)C)c3ccccc31 8.8
231 | Cleleec(Cl)e(C(=0)c2c3cccec3n(CCCC(F)(F)F)c2)cl 8.8
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232 | CIC(C)C(=0)clc2cceccc2n(CCCC(F)(F)F)cl 8.8
233 | FC(F)(F)CCCnlcc(c2cecec21)C(SC(C)C)=0 8.8
234 | FC(F)(F)CCCnlcc(c2ceccc21)C(=0)c3c(n[nH]n3)C 8.8
235 | FC(F)(F)C1(CC1)C(=0)c2c3cecee3n(CCCC(F)(F)F)c2 8.8
236 | FC(F)(F)CCCnlcc(C(=0)[C@@]2(CCCS2)C)c3ccecc31 8.8
237 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3ccc(03)C 8.8
238 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3ccc(F)cc3F 8.8
239 | FC(F)(F)CCCnlcc(c2ccecc21)-c3cc(no3)CC 8.8
240 | FC(F)(F)CCCnlcc(c2cceec21)C(=0)c3c([N+]([O-])=0O)en[nH]3 8.8
241 | FC(F)(F)CCCnlcc(C(OC(C(C)C)C(C)C)=0)c2ccecc21 8.8
242 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C(C)=C 8.8
243 | Brclec(C(=0)c2c3cccee3n(CCCC(F)(F)F)c2)csl 8.8
244 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cc(C)cs3 8.8
245 | S=C(N)[C@H](CCC)C(=O)clc2cccecc2n(CCCC(F)(F)F)cl 8.7
246 | FC(F)(F)CCCnlcc(c2ccccc21)C(=0)c3c(C)csc3 8.7
247 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)C(CCCC)=C 8.7
248 | FC(F)(F)CCCnlcc(C(=0)C[C@H](C(C)C)CC)c2ccccc21 8.7
249 | FC(F)(F)CCCnlc2cccec2¢(C(=0)[C@@H](CSC)C)cl 8.7
250 | FC(F)(F)CCCnlcc(C(=0O)[C@@H](c2cccs2)C)c3cccec31 8.7
251 | FC(F)(F)CCCnlc2cecec2¢(C(=0O)N3CCCC3)cl 8.7
252 | Clelnne(s1)-c2c3cccee3n(CCCC(F)(F)F)c2 8.7
253 | FC(F)(F)CCCnlc2cccec2¢(C(=0)C(C(F)(F)F)(C)C)cl 8.7
254 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cenec3CC 8.7
255 | FC(F)(F)CCCnlcc(c2ccccc21)C(=0)c3c(oc(c3)C)C 8.7
256 | Clcle(sen1)C(=0)c2c3cccec3n(CCCC(F)(F)F)c2 8.7
257 | FC(F)(F)CCCnlcce(S(=0)(=0)CC=C)c2cccec2l 8.7
258 | FC(F)(F)CCCnlc2cccec2¢(C(=0)C3(CC3)C)cl 8.7
259 | FC(F)(F)CCCnlcc(C(=0)[C@@H]2CC32CCC3)cdcccccdl 8.7
260 | FC(F)(F)CCCnlcc(C(=0)C2[C@@H]3CCC[C@H]23)c4cccecdl 8.7
261 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C3=C(OCCO3)C 8.7
262 | FC(F)(F)CCCnlcc(C(=0)[C@@H](C2CCCC2)C)c3cccec3l 8.7
263 | FC(F)(F)CCCnlcc(C(=0)C2(CC2)c3ccc(F)cc3)cdcecccdl 8.7
264 | FC(F)(F)CCCnlcc(C(=0O)[Cee@H]2[C@@H]([N+]([O-])=0)C2)c3ccccc31 8.7
265 | Clclee(F)cec1C(=0)c2c3cecec3n(CCCC(F)(F)F)c2 8.7
266 | FC(F)(F)CCCnlcc(C(=0)C2(CCC2)c3ccec(F)c3)cdcccccd1 8.7
267 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)c3¢(cc([nH]3)C)C 8.7
268 | Cl[C@@H](C(=O)clc2cccec2n(CCCC(F)(F)F)c1)C 8.7
269 | FC(F)(F)CCCnlc2cecec2¢(C(=0)C3(CCCC3)C)cl 8.7
270 | FC(F)(F)CCCnlc2cecec2¢(C(=0)C(CO)(C)C)cl 8.6
271 | CIC(C(=0)clc2cccec2n(CCCC(F)(F)F)c1)=C 8.6
272 | FC(F)(F)CCCnlcc(C(=0)C(O)(CC)CC)c2ccecc21 8.6
273 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)[C@@H]3c4cccec4C3 8.6
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274 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CS(=0)(=0)CC#C 8.6
275 | FC(F)(F)CCCnlcc(c2ccecc21)-c3cc(C)e(nn3)C 8.6
276 | FC(F)(F)CCCnlcc(C(=0)C2CCCCC2)c3ccecc3l 8.6
277 | FC(F)(F)CCCnlcc(c2cecec21)C(SC)=0 8.6
278 | FC(F)(F)CCCnlcc(C(=0)C(C)C)c2cccec21 8.6
279 | FC(F)(F)CCCnlcc(c2cecec21)C(SCCC)=0 8.6
280 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3ccec(OC)c3F 8.6
281 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cccce3SC 8.6
282 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cceccc3C#N 8.6
283 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)c3c(oc(c3)C)C(F)(F)F 8.6
284 | FC(F)(F)CCCnlc2cecec2¢(C(=0)C(CC)(C)C)cl 8.6
285 | Br[C@H](C(=O)clc2cccec2n(CCCC(F)(F)F)c1)C 8.6
286 | FC(F)(F)CCCnlcc(C(=0O)[Ce@H]2C[C@@H]2C3CC3)c4cccccdl 8.6
287 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)[C@H](O)C(C)(C)C 8.6
288 | Clcleee(s1)[C@H](C(=O)c2c3cccee3n(CCCC(F)(F)F)c2)C 8.6
289 | FC(C(=O)clc2cccec2n(CCCC(F)(F)F)c1)(C)C 8.6
290 | FC(F)(F)CCCnlcc(c2cceec21)C(SCC)=0 8.6
291 | FC(F)(F)CCCnlcc(c2ccecc21)-c3nncdn3ccsd 8.6
292 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cocn3 8.6
293 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CC3(CCCCC3)C 8.6
294 | FC(F)(F)CCCnlcc(C(=0)[C@@H](C2CCOCC2)C)c3cccce31 8.5
295 | FC(F)(F)CCCnlcc(c2cecec21)C=3CCON3 8.5
296 | FC(F)(F)CCCnlcc(c2cecec21)C(SC(C)(C)C)=0 8.5
297 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)/C=C(/C(C)C)C 8.5
298 | FC(F)(F)CCCnlcc(C(=0)CC(C2CC2)C3CC3)c4cceccdl 8.5
299 | CIC(F)(F)C(=O)clc2cccec2n(CCCC(F)(F)F)cl 8.5
300 | FC(F)(F)CCCnlc2cecec2¢(S(=0)(=0)C(CC)CC)cl 8.5
301 | CICI(C)C[C@H]1C(=0)c2c3ccece3n(CCCC(F)(F)F)c2 8.5
302 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3ccsc3 8.5
303 | Cl[C@H](F)C(S5(=0)(=0)clc2cccec2n(CCCC(F)(F)F)cl)(F)F 8.5
304 | FC(F)(F)CCCnlcc(C(=0)C2CCC(O)CC2)c3cecec3l 8.5
305 | FC(F)(F)CCCnlcc(C(=0)C2CC=CC2)c3ccccc3l 8.5
306 | FC(F)(F)CCCnlcc(c2ceeec21)C(=0)[C@H]([N+](C)C)c3encec3 8.5
307 | FC(F)(F)CCCnlcc(S(=0)(=0)CC(C)=C)c2ccccc21 8.5
308 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)/C=C/CCCC 8.5
309 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)c3cncc(F)c3 8.5
310 | FC(F)(F)CCCnlcc(C(=0)[C@H](CC#N)C)c2cccec2l 8.5
311 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CN#C 8.5
312 | FC(F)(F)CCCnlcc(C(=0)C2(0)CCC2)c3cccec3l 8.5
313 | FC(F)(F)CCCnlcc(C(=0)C2CC2)c3cccec3l 8.5
314 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3csc(c3)C 8.5
315 | FC(F)(F)CCCnlc2cccec2¢(C(=0)[C@@H](S5(=0)(=0)C(C)C)C)cl 8.5
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316 | BrC(C(=O)clc2ccccc2n(CCCC(F)(F)F)c1)(C)C 8.5
317 | CICI(CC(C1)(C(=0)c2c3cceec3n(CCCC(F)(F)F)c2)C)C 8.5
318 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CC(CC)CC 8.5
319 | FC(F)(F)CCCnlc2cccec2¢(C(=0)C3(CCCCC3)C)cl 8.5
320 | SCclce(onl)-c2c3cccec3n(CCCC(F)(F)F)c2 8.5
321 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cccol 8.5
322 | FC(F)(F)CCCnlcc(C(=0)C2CCOCC2)c3ccecc3l 8.5
323 | FC(F)(F)CCCnlcc(c2cecec21)C(OCC3CC3)=0 8.5
324 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C/C=C/CC 8.5
325 | FC(F)(F)CCCnlc2cecec2¢(C(=0O)N3CCSC3)cl 8.5
326 | FC(F)(F)CCCnlcc(c2cecec21)C(=0O)N[C@@H](C3CCC3)C 8.4
327 | S=C(N)[Ce@@H](C(=0)clc2cccec2n(CCCC(F)(F)F)c1)C(C)C 8.4
328 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CC(C)=C 8.4
329 | FCCCS(=0)(=0)clc2cccec2n(CCCC(F)(F)F)cl 8.4
330 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C(C(C)C)=C 8.4
331 | FC(F)(F)CCCnlc2cccec2¢(C(=0)C3(CCCCCC3)C#N)cl 8.4
332 | FC(F)(F)CCCnlcc(c2cecec21)-c3ccnod 8.4
333 | FC(F)(F)CCCnlcc(c2ccecc21)-c3cc(no3)C4CC4 8.4
334 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cec([nH]3)C 8.4
335 | FC(F)(F)CCCnlcc(c2cecec21)-c3ccon3 8.4
336 | FC(F)(F)CCCnlcc(C(=0)[C@@H]2CCCO2)c3ccccc31 8.4
337 | FC(F)(F)CCCnlcc(c2cceec21)C(=0)[C@@H](SCC)C 8.4
338 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)/C(C)=C/CO 8.4
339 | EC(F)(F)CCCnlcc(c2ccecc21)-c3cc(no3)C 8.4
340 | FC(F)(F)CCCnlcc(c2cccec21)C(SCF)=0 8.4
341 | S=C(N)C[C@H](C(=0)clc2ccccc2n(CCCC(F)(F)F)c1)C 8.4
342 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C/C=C/C 8.4
343 | Br[Ce@@H](C(=0)clc2cccec2n(CCCC(F)(F)F)c1)C(C)C 8.4
344 | BrC(C(=O)clc2cccec2n(CCCC(F)(F)F)c1)=C 8.4
345 | S[C@H](C(=0)clc2cccec2n(CCCC(F)(F)F)c1)C 8.4
346 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C(F)=C(C)C 8.4
347 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)/C=C(/CC)C 8.4
348 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cenec3F 8.4
349 | FC(F)(F)CCCnlcc([S@@](=0)CC)c2ccecc21 8.4
350 | FC(F)(F)CCCnlcc(CC2C(C2(C)C)(C)C)c3cccec3l 8.4
351 | FC(F)(F)CCCnlcc(C(=0)C(OC)(C)C)c2cceec21 8.4
352 | FC(F)(F)CCCnlcc(c2cecec21)C(=0O)NCCC 8.4
353 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3ccec(F)c3F 8.4
354 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cces3 8.4
355 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)CC[Ce@@H](O)C 8.4
356 | FC(F)(F)CCCnlc2cecec2¢(C(=0)C3CC(C3)(C)C)cl 8.3
357 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)/C=C/CCC 8.3
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358 | FC(F)(F)CCCnlcc(c2cecec21)C(OC(C)C)=0 8.3
359 | FC(F)(F)CCCnlcc(c2cecec21)C(OC3(CC3)C)=0 8.3
360 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)c3ccccc3F 8.3
361 | FC(F)(F)CCCnlcc(C(=0O)[Ce@@H](n2cncn2)C)c3ceccc3l 8.3
362 | FC(F)(F)CCCnlcc(c2cecec21)C(=O)NCC(F)F 8.3
363 | CIC(CI)(CHC(=0)clc2cccec2n(CCCC(F)(F)F)cl 8.3
364 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)CCCCC 8.3
365 | FC(F)(C(=0)clc2cccec2n(CCCC(F)(F)F)c1)C(F)(F)E 8.3
366 | FC(F)(F)CCCnlcc(c2cecec21)C(=O)N[Ce@H](CCC)C 8.3
367 | FC(F)(F)CCCnlcc(c2cceec21)C(=0)C[C@H](SC)C 8.3
368 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C=C(C3CC3)C4CC4 8.3
369 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CC#CC 8.3
370 | FC(F)(F)CCCnlcc(C(=0O)[Ce@H]2[C@@H](C2)C)c3ccccc3l 8.3
371 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CSCCC 8.3
372 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C3=C(OCCC3)C 8.3
373 | FC(F)(F)CCCnlcc(C(=0)[C@H]2COCCC2)c3cccec3l 8.3
374 | FC(F)(F)CCCnlcc(S(=0)(=0)CCCC)c2cccec2l 8.3
375 | FC(F)(F)CCCnlcc(c2cceec21)C(O[C@H](CC)C)=0 8.3
376 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C=C3CCC3 8.3
377 | FC(F)(F)CCCnlcc(C(=0O)[Ce@H]([N+](C)C)[C@H](CC)C)c2cccec21 8.2
378 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)/C=C/C(C)C 8.2
379 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CC(C)C 8.2
380 | FC(F)(F)CCCnlcc(c2cceec21)C(=0)CC(C)(C)C 8.2
381 | FC(F)(F)CCCnlcc(OC(C(F)(F)F)C(F)(F)F)c2cceec21 8.2
382 | FC(F)(F)CCCnlcc(C(=0)[Ce@H]2C([C@H]2C=C(C)C)(C)C)c3ccccc3l 8.2
383 | FC(F)(F)CCCnlcc(C(=0)CC(C(C)C)C(C)C)c2ccecc2l 8.2
384 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)[Ce@@H](SC)C 8.2
385 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCC#C 8.2
386 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3coc(c3)C 8.2
387 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CC=C 8.2
388 | Clclcec(nnl)-c2c3cecece3n(CCCC(F)(F)F)c2 8.2
389 | FC(F)(F)CS(=0)(=O)clc2cceccc2n(CCCC(F)(F)F)cl 8.2
390 | FC(F)(F)CCCnlc2cecec2¢(C(=0)C(C)(C)C)cl 8.2
391 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCC(F)(F)F 8.2
392 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)NOCC=C 8.2
393 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C[C@H](CCC)C 8.2
394 | FC(F)(F)CCCnlcc(c2cecec21)C(=0O)NCC3CCC3 8.2
395 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)NC3(CC3)C 8.2
396 | FC(S(=0)(=0)clc2cceccc2n(CCCC(F)(F)F)cl)(F)C(F)F 8.2
397 | FC(F)(F)CCCnlcc(C(=0)[C@@H](n2cccn?2)C)c3ccecc31 8.2
398 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cens3 8.2
399 | EC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cc(F)ccc3F 8.2
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400 | FC(F)(F)CCCnlcc(c2cccec21)C([S@@](=0)CC)=0 8.2
401 | FC(F)(F)CCCnlcc(C(=0)C[Ce@@H](C(C)C)C)c2ccecc21 8.2
402 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)CC3CCCC3 8.2
403 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)Cc3ccec(F)c3 8.2
404 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C[Ce@@H](CC)C 8.1
405 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)[Ce@H]([N+](C)C)C(C)C 8.1
406 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)C3=CC[N+]CC3 8.1
407 | FC(F)(F)CCCnlcc(c2cccec21)C(O[C@H](C3CC3)C)=0 8.1
408 | FC(F)(F)CCCnlcc(C(=0)CCC(C)C)c2cccec21 8.1
409 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3c(F)cc(F)en3 8.1
410 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCC=C 8.1
411 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)/C=C/C=C/C 8.1
412 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CC3CC3 8.1
413 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CC3CCC3 8.1
414 | FC(F)(F)CCCnlc2cccec2¢(C(=0)[C@@H](C[N+](C)C)C)cl 8.1
415 | FC(F)(F)CCCnlcc(C(=0)CCC2CC2)c3ccecc31 8.1
416 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3ccc[nH]3 8.1
417 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)NCC 8.1
418 | FC(F)(F)CCCnlcc([S@@](=0)CCC)c2cccec2l 8.1
419 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCC 8.1
420 | FC(F)(F)CCCnlcc(C(=O)NCC(C)C)c2cccec21 8.1
421 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)C(CCC)=C 8.1
422 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCO[N+]([O-])=O 8.1
423 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C=C(C)C 8.1
424 | Clclec(onl)-c2c3ccece3n(CCCC(F)(F)F)c2 8.1
425 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)NCCC=C 8.1
426 | FC(F)(F)CCCnlcc(C(=0)C2=CC[C@H]([N+])C2)c3cccce31 8.1
427 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)[C@H]([N+](C)C)c3cecec3 8.1
428 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)/C=C(\C3CC3)C 8
429 | FC(F)(F)CCCnlc2cccec2¢(C(=0)C(CCC)(C)C)cl 8
430 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)C[Ce@H](C(F)(F)F)C 8
431 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)/C=C/CC 8
432 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)CC 8
433 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CSC(F)(F)F 8
434 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)c3cnsn3 8
435 | FC(F)(F)CCCnlcc(C(=0)[C@@H]2CC[N+](C2)C)c3cccecc31 8
436 | FC(F)(F)CCCnlcc(c2ccccc21)C(=0)c3c(nes3)C 8
437 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C[C@@H](C3CC3)C 8
438 | FC(F)(F)CCCnlcc(OCC2CC2)c3ccecc31 8
439 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCC#N 8
440 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C=C(SC)SC 7.9
441 | FC(F)(F)CCCnlc2cccec2¢(C(=0)[C@@]3(CCC[N+]3)C)cl 7.9
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442 | FC(F)(F)CCCnlcc(C(=0)C2=CCC[N+](C2)C)c3ccccc3l 7.9
443 | FC(F)(F)CCCnlc2cccec2¢(C(=0)C3(CCC3)C[N+])cl 7.9
444 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)Cc3cc(F)c(F)cc3F 7.9
445 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CC3CCCCCC3 79
446 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)/C=C/SC 7.9
447 | FC(F)(F)CCCnlc2cccec2¢(C(=0)[C@@]([N+])(C(F)(F)F)C)cl 7.9
448 | FC(F)(F)CCCnlcc(S(=0)(=0)CC2CCC2)c3cccec3l 7.9
449 | FC(F)(F)CCCnlcc(C(=0)[C@@H]2CC32CC[N+]CC3)cdcceccdl 79
450 | FC(F)(F)CCCnlcc(C(=0)[C@H]([N+]C)CC)c2cccec21 7.9
451 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)N[Ce@H](CC)C 7.9
452 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)/C=C/C 7.9
453 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)C=C 7.9
454 | FC(F)(F)CCCnlcc(c2ccccc21)C(=0)Cc3c(nco3)C 7.9
455 | FC(F)(F)CCCnlcc(OC[C@H]2CS2)c3ccccc31 79
456 | F[Ce@H]1C[C@H]1C(=0)c2c3ccccc3n(CCCC(F)(F)F)c2 7.9
457 | FC(F)(F)CCCnlcc(c2cecec21)C(=O)C(F)(F)F 7.9
458 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCCCHC 7.9
459 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)CCCC 7.8
460 | FC(F)(F)CCCnlcc(C(=0)[C@@H]2CC[N+]2)c3ccccc3l 7.8
461 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)CCCC=C 7.8
462 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)CSC 7.8
463 | SCC(=0)clc2cccec2n(CCCC(F)(F)F)cl 7.8
464 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)C=C3CCCCC3 7.8
465 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)Cc3ccc[nH]3 7.8
466 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)Cc3ccoc3 7.8
467 | FC(F)(F)CCCnlcc(C(=0)[Ce@@H]([N+](CCC)C)C)c2ccecc21 7.7
468 | FC(F)(F)CCCnlcc(C(=O)[C@H](IN+]C)C(C)C)c2ccccc2l 7.7
469 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C=C3CCC(CC3)C 7.7
470 | FC(F)(F)CCCnlc2cceec2c(C(=0O)C3(CC3)C(N)=[N+])c1 7.7
471 | FC(F)(F)CCCnlcc(C(=0O)[C@H]([N+])C2CCCC2)c3ccecc3l 7.7
472 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)[C@H]([N+])C(C)(C)C 7.7
473 | FC(F)(F)CCCnlcc(c2cceec21)C(=0)CSC(C)(C)C 7.7
474 | FC(F)(F)CCCnlce(C(=0O)[C@@H]([N+](CC)C)C)c2ccccc2l 7.7
475 | FC(F)(F)CCCnlc2cceec2c(C(=0)C3([N+])CC3)cl 7.6
476 | FC(F)(F)CCCnlcc(C(=0)[C@H]2CSC[N+]2)c3cccec31 7.6
477 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCCCHN 7.6
478 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CSCC3CC3 7.6
479 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCc3ccco3 7.6
480 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)C[S@@](=0)C 7.6
481 | FC(F)(F)CCCnlcc(c2cccec21)C(=0)C[C@H](C)C#N 7.6
482 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CSCC 7.6
483 | FC(F)(F)CCCnlcc(C(=0)[CeH]2[C@@H](CCC[N+]2)C)c3ccccc31 7.6
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484 | FC(F)(F)CCCnlcc(C(=0O)[C@H](C[N+])CC)c2cccec21 7.6
485 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CC(F)(F)F 7.6
486 | FC(F)(F)CCCnlcc(C(=O)[C@@H]([N+](C)C)CC)c2ccecc21 7.5
487 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)C[C@H](CC)C#N 7.5
488 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CCOC 7.5
489 | FC(F)(F)CCCnlcc(C(=0)C[C@H](O)C(C)C)c2ccecc21 7.5
490 | FC(F)(F)CCCnlcc(C(=0)[Ce@H]2[C@H]([N+])C2)c3cccec31 74
491 | FC(F)(F)CCCnlcc(C(=O)[C@H]([N+])C(C)C)c2cccec21 7.3
492 | FC(F)(F)CCCnlcc(C(=0)C[C@@H](C(C)C)C[N+])c2ccccc21 7.2
493 | FC(F)(F)CCCnlcc(c2ccecc21)C(=O)CIN+[(C)(O)C 7.1
494 | FC(F)(F)CCCnlcc(c2ccecc21)C(=0)CCCC[N+] 7
495 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CS(=0)(=0)C 7
496 | FC(F)(F)CCCnlcc(C(=0)CS(=0)(=0)CC)c2ccecc21 7
497 | FC(F)(F)CCCnlcc(C(=0O)[C@H]([N+])CCC)c2cccec21 7
498 | FC(F)(F)CCCnlcc(C(=0)C[C@H]2CCC[N+]2)c3cccec31 6.9
499 | FC(F)(F)CCCnlcc(c2cecec21)C(=0O)N[Ce@@H](CC[N+])C 6.9
500 | FC(F)(F)CCCnlcc(c2cecec21)C(=0)CC[N+] 6.8




