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Statistical analysis information for the models

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 (S5Y):

i =1- PRESS _ 1 ™ (Yexp — Ypred)?
SsY ™, (Yexp — Ymean)?

where Yexp is the experimental activity of training set compound, Ypred is the predicted activity
of 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, r%es, using the following equation:
™, (Ypredtest — Ytest)?

™, (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
set compound.

ritest =1—

The two kNN QSAR models were developed using a 2D fingerprint similarity (FCFP6 and
ECFP6). The optimal k value were selected by Leave-One-Out cross-validation: each compound in
the training set is removed in turn from the modelling and its activity is predicted as the average
activity of its k nearest neighbors. These training set predicted activities are used to calculate a g2
value for the model Figure (S5,6).
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Conformation Hunt Alignment Build Model

Calculation Method: |[Custom] v Save As... Delete
[[] Delete existing conformations
Perform Conformation Hunt
Maximum number of conformations ISOO S I
No. of high-T dynamics runs for flexible rings IZO = |
Gradient cutoff for conformer minimization [0,100 kcal/mol/A = |
Filter duplicate conformers at RMS l0,50 A S l
Energy window l2,50 kcal/mol = l
Acyclic secondary amide handling Use input amide geometry <
Turn off Coulombic and attractive vdW forces
Use external tool for conformation generation
Fig. S1. Forge’s parameters used for the conformation hunt.
Conformation Hunt Alignment Build Model
Calculation Method: |[Normal < Save As... Delete
[] Delete existing alignments
Perform Alignment
Invert achiral imported confs
Take shortcuts in alignments O
[] Maximum-common-substructure conformers and alignment
Matching rules Normal (element + hybridisation) R
Allow conformations to move
Perform Scoring
Score method for multiple references Weighted Average -
Fraction of score from shape similarity |D.50 = |
Reference into db fieldpoints weight |0.50 = |

Hardness of protein excluded volume | Soft

Add/remove field constraints Mark field points

Fig. S2. Forge’s parameters used for the alignment.
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Conformation Hunt ~ Alignment Build Madel

Calculation Method: Field QSAR Normal “ Save As.. Delete
Activity: [CIKinMm - Activity Manager
Field QSAR model
Maximum number of components |20 = |
Sample point minimum distance |1.DA :|
Generate samples from references [
Number of ¥ scrambles |50 :|
Fields to use
] Weight molecules by similarity
Weight ramp type |Linear
Minimum similarity |0.00 =
Maximum similarity | 1.00 =
Cross-validation
Cross-validation type Leave-one-out <
Training set to use as validation data 20% S
Repeats 1000 =
. , .
Fig. S3. Forge’s parameters used for the build of the model.
Model statistics:
Comps RMZ Q"2 Test R"Z RMSE BMSEpred Tau Tau-pred
0 0.000 -0.021 -0.088 1.026 1.037 0.156 -0.980
1 0.488 0.229 0.473 0.734 0.901 0.484 0.331
2 0.725 0.413 0.580 0.538 0.787 0.588 0.384
3 0.822 0.501 0.620 0.433 0.725 0.667 0.435
4 0.908 0.587 0.754 0.311 0.660 0.752 0.474
5 0.924 0.602 0.725 0.262 0.647 0.785 0.471
€ 0.966 0.631 0.736 0.190 0.623 0.824 0.494
7 0.977 0.648 0.748 0.154 0.609 0.871 0.527
8 0.989 0.667 0.758 0.108 0.592 0.924 0.540
] 0.994 0.672 0.755 0.080 0.588 0.939 0.550
10+ 0.957 0.677 0.751 0.059 0.584 0.957 0.552
11 0.998 0.675 0.754 0.041 0.585 0.971 0.548
12 0.999 0.675 0.754 0.034 0.585 0.975 0.550
13 0.999 0.679 0.754 0.025 0.582 0.978 0.551
14 1.000 0.681 0.754 0.018 0.580 0.985 0.556
15 1.000 0.682 0.753 0.014 0.579 0.987 0.554
16 1.000 0.683 0.752 0.011 0.578 0.950 0.555
17 1.000 0.682 0.754 0.008 0.578 0.989 0.559
18 1.000 0.683 0.754 0.006 0.578 0.991 0.560
19 1.000 0.683 0.753 0.004 0.578 0.993 0.559
20 1.000 0.683 0.753 0.003 0.578 0.9591 0.560
Fig. S4. Model statistics for the 3D-field model.
Modsl statistics:
4 Distance o~z RMSEpred Tau-pred
Avg Std. dev.
o 0.00 1.00 -0.023 1.038 -0.5933
1 0.30 0.12 0.608 0.642 0.615
2% 0.33 0.12 0.650 0.607 0.5596
2 0.36 0.12 0.550 0.657 0.554
4 0.38 0.13 0.578 0.667 0.550
5 0.40 0.13 0.555 0.6€85 0.543
& 0.41 0.13 0.581 0.664 0.531
7 0.42 0.12 0.578 0.667 0.525
g8 0.45 0.12 0.581 0.664 0.511
9 0.46 0.12 0.574 0.670 0.514
10 0.47 0.11 0.574 0.670 0.541
11 0.45 0.11 0.565 0.677 0.523
12 0.50 0.11 0.554 0.6€85 0.512
13 0.52 0.11 0.552 0.687 0.459
14 0.52 0.10 0.536 0.6€99 0.480
15 0.54 0.10 0.526 0.706 0.464
16 0.55 0.10 0.517 0.713 0.458
17 0.5€6 0.10 0.498 0.727 0.445
18 0.57 0.10 0.481 0.739 0.440
15 0.57 0.09 0.481 0.73% 0.443
20 0.58 0.09 0.462 0.753 0.432

Fig. S5. Model statistics for the 2D-FCFP6 kNN model.
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Model statistics:

E Distance Qr2 BMSEpred Tau-pred
RAvg 2td. dev
0 0.00 1.00 -0.022 1.040 -0.948
1 0.27 0.14 0.e458 0.e08 0.e42
2 0.41 0.13 0.e90 0.572 0.el8
3% 0.43 0.12 0.708 0.555 0.e17
4 0.45 0.12 0.e90 0.5732 0.e0e
5 0.47 0.12 0.e97 0.5e6 0.e07
3 0.49 0.12 0.e84 0.578 0.e02
7 0.50 0.12 0.e77 0.585 0.554
8 0.51 0.12 0.e55 0.e04 0.57%
] 0.53 0.12 0.e42 0.ele 0.571
10 0.55 0.11 0.e25 0.e30 0.5e32
11 0.56 0.11 0.el5 0.e38 0.5e32
1z 0.58 0.11 0.598 0.e52 0.558
13 0.5%9 0.10 0.581 0.666 0.551
14 0.60 0.10 0.561 0.e81 0.544
15 0.61 0.10 0.54¢6 0.693 0.532
16 0.62 0.0%9 0.534 0.702 0.537
17 0.63 0.0%9 0.518 0.714 0.523
18 0.64 0.0%9 0.515 0.71e 0.531
19 0.65 0.08 0.502 0.725 0.522
20 0.66 0.08 0.486 0.737 0.515

Fig. S6. Model statistics for the 2D- ECFP6 kNN model.
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Table S1
SMILES, experimental and predicted pKi values of the molecules in the training set.
pKi

N | SMILES Exp Pred
°

1 FCOC(=O)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcBcecec3 9.9 9.9
2 | O=Cl[C@H](c2ccccc2N1C3CCIN+](CC3)CCC(c4cecccd)cScecec5)CC 8.7 8.7
3 | O=C1Cc2ccccc2N1C3CC[N+](C4C5CCCC4CCCH)CC3 8.6 8.6
4 O=Cl1[C@@H](c2ccccc2N1C3CC[N+]([C@@H]4c5cccc6 CCC[C@H](c65)CC4)CC3)CC 8.1 8.2
5 O=C1[C@H](c2ccccc2N1C3CC[N+](CC3)Cc4ccccbedec[nH]5)CC 8.0 8.1
6 | OCCOclccce(-c2nc3ccccc3n2C4CCIN+H](C5(CCCCCCC5)C)CC4)cl 8.0 8.0
7 | O=C1Cc2ccccc2N1C3CC[N+](C4CCC(CC4)C(CC)(C)O)CC3 7.8 7.8
8 0O=C1Cc2ccccc2N1C3CC[N+]([C@H]4c5cccc6 CCC[C@H](c65)CC4)CC3 7.5 74
9 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CCCCCCCCNC(N)=[N+])CC 7.4 7.4
10 | Clclce(F)cce(-c2nc3cecce3n2C4CC[N+])(C5(CCCCCCC5)C)CC4)cl 7.4 74
11 | O=C(N(C)C)[C@@H]1Cc2ccccc2N1C(=O)CC[N+]3CCC(CC3)c4ccccc4C 7.2 7.1
12 | Clcleec(O)c2c1C[C@@H]([N+]C2)C[N+]3CCC4(CC3)c5eccec5CC4 7.2 7.2
13 | O=C(N(C)C)[C@@H]1Cc2ccccc2N1C(=O)CC[N+]3CCC(CC3)c4cccccs 7.1 7.1
14 | O=C(N1c2cccec2C[C@H]1C(=O)N(C)C)CC[N+]3CCC(CC3)c4c(ccec4C)C 7.1 7.2
15 | O=C(N(C)C)[C@@H]1Cc2ccccc2N1C(=O)CC[N+]3CCC(CC3)c4ccccc4C 6.9 6.9
16 | OCCIN+]1C[Ce@H]2[C@H](C1)CN(C32CC[N+](C4CCC(CC4)C(C)C)CC3)cbeceecd 6.8 6.7
17 | O=Clc2ccccc2C[C@H](N1C)C[N+]3CCC4(CC3)c5ccecc5CC4 6.6 6.6
18 | CC(CICCC(IN+]2CCC3([C@H]4[C@H](C[N+](C4)CCCC)CN3c5cccec5)CC2)CC1)C 6.6 6.5
19 | Fclcee(C2CC[N+](C[C@@H]3Cc4cccecdC[N+]3)CC2)c(c1)C 6.5 6.4
20 | [N+]1([C@@H]2c3ccccdecce(C2)c43)CCC(CC1)cbe[nH]cb6c5cecenb 6.4 6.4
21 | O=C(N1CCC2(CC1)c3ccccc3CC2)[C@@H]4Cc5cccec5C[N+]4 6.4 6.3
22 | Fcleec2¢(c(C3CCIN+](CC3)Cc4ccccbeccec54)c[nH]2)cl 6.3 6.3
23 | Fcleec2e(n(C[C@H](O)C[N+](C)C)cc2C3CC[N+]([C@H]4c5ccec6ccce(C4)c65)CC3)cl 6.1 6.1
24 | Fcleec2e([nH]ec2C3CCIN+]([C@H]4c5ccceHecce(C4)c65)CC3)cl 6.1 6.1
25 | O=C(NCC1(Nc2ccecc2)CC[N+](CC1)Cc3ccecc3)CNC(N)=[N+] 5.3 54
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26 | [N+]1(CC2CCCCC2)CCC(CC1)c3c[nH]c4c3ccen4 53 54
27 | O=C1[C@H](c2ccccc2N1C3CC[N+](CC3)CCCc4cccec4)CC 8.0 8.0
28 | CC(C1CCC(IN+]2CCC3([C@@H]4C[N+](C[C@@H]4CN3c5cccec5)CC[N+]6CCOCC6)C | 6.8 6.8
C2)CC1)C
29 | Clclecc2e(c(C3CCIN+]([C@H]4c5ccccbecec(C4)c65)CC3)e([nH]2)C)cl 6.6 6.6
30 | O=C(N1Cc2ccccc2C[C@@H]1C[N+]3CCC4(CC3)c5cceccc5CC4)N 7.0 7.0
31 | OCC1([N+]2CCC(n3c4cccccdnc3N5C[C@H]6C[N+](C[C@H]6C5)Cc7ccccc7)CC2)CCC | 6.9 6.9
CCCC1
32 | OCC1(IN+]2CCC(n3c4ccceccdnc3NSC[C@H]6C[N+]C[C@H]6C5)CC2)CCCCCCC1 6.7 6.7
33 | O=C(OC)C1(IN+]2CCC(n3c4cccccdnc3N5CCIN+](CC5)C)CC2)CCCCCCC1 6.4 6.4
34 | C[N+]1C[C@@H]2CN(C3([C@@H]2C1)CC[N+](C4CCCCCCCCC4)CC3)c5ececcs 7.1 7.0
35 | Clelece2e(c(C3CCIN+](CC3)Ccéccccbecccc54)c([nH]2)C)cl 6.1 6.0
36 | [N+]Cclccec(-c2ne3cccec3n2C4ACCIN+](C5(CCCCCCC5)C)CC4)cl 7.7 7.7
37 | O=C1Cc2ccccc2N1C3CC[N+]([C@H]4c5cccc6 CCC[C@@H](c65)CC4)CC3 7.1 7.2
38 | O=C1[C@H](c2ccccc2N1C3CC[N+](CC3)CCCCc4cce(-c5cecceb)ccd)CC 6.8 6.8
39 | Clelece(-c2nc3cccce3n2C4CCIN+](C5(CCCCCCC5)CO)CC4)ccl 6.8 6.7
40 | [N+]1(C[C@@H]2Cc3cccecc3C[N+]2)CCC4(CC1)c5cccec5CC4 6.7 6.6
41 | Clecle(F)ece(-c2ne3cecec3n2C4CCIN+](C5(CCCCCCC5)CO)CC4)cl 6.5 6.5
42 | CCCCCCIN+]1CCC(CC1)c2c[nH]c3c2ccen3 5.3 5.2
43 | OCCIL([N+]2CCC(n3c4cccccdnc3NSCCIN+]C(C5)(C)C)CC2)CCCCCCCl 6.4 6.3
44 | O=C(NCC1(Nc2cc(OC)ce(OC)c2)CCI[N+](CC1)CcBccece3)CNC(N)=[N+] 6.2 6.2
45 | C[N+]1C[Ce@@H]2[C@H](C1)CN(C32CC[N+](C4CCC(CC4)C(C)C)CC3)c5eececs 6.5 6.4
46 | Clclecc2c(c(C3CCIN+](CC3)Ccécccecd)c[nH]2)cl 6.6 6.6
47 | F[C@H](C(=O)N(C1(CC[N+](CC1)CCc2cccs2)COC)c3cccec3)C 9.9 9.7
48 | FCCCCC[N+]1CCC(N(C(=0)CC)c2ccecc2)(CC1)C(OC)=0 9.1 9.3
49 | O=C1Cc2ccccc2N1C3CC[N+](CC3)[C@H](c4ccccc4)C 8.6 8.6
50 | O=C1Cc2ccccc2N1C3CC[N+]([C@@H](C4CCCCC4)C)CC3 8.5 8.3
51 | O=Cl[C@H](c2ccccc2N1C3CCIN+]([C@H]4Cc5ccecce5CC4)CC3)CC 8.0 8.0
52 | C[N+]1Cc2cccecc2C[C@@H]1C[N+]3CCC4(CC3)c5ccecce5CC4 7.2 7.2
53 | O(clcec(CIN+]2CCC(CC2)c3c[nH]c4c3ccen4)ccl)cScececs 6.5 6.4
54 | Fcleec(N2C[C@H]3C[N+](C[C@H]3C42CC[N+](C5CCC(CC5)C(C)C)CC4)CC6CCh)cc | 6.2 6.4
1
55 | O=C(N(CC)C)C1(CC[N+](CC1)CCCCCC)c2cccc(O)c2 8.4 8.4
56 | OCCIL([N+]2CCC(N3C(=O)Nc4cccecd3)CC2)CCCCCCCL 7.8 7.8
57 | Clclece(O)c2c1C[C@H]([N+]C2)C[N+]3CCC(CC3)c4ccc(F)ccdC 6.4 6.4
58 | O=C(N1c2ccccc2C[C@H]1C(=O)N(C)C)CC[N+]3CCC([N+]4CCCCC4)CC3 6.4 6.3
59 | O=Cl[C@H](c2ccccc2N1C3CC[N+]([C@H]4c5¢cccce5CCC4)CC3)CC 9.0 9.0
60 | OCCI([N+]2CCC(n3c4cccccdnc3N5CCIN+](CC5)C)CC2)CCCCCCCL 6.6 6.7
61 | O=C(OC)[C@]1(N(c2ccccc2)C(=0)CC)CCIN+](C[C@H]1C)CCc3cccec3 9.9 9.8
62 | O=C(N1Cc2ccccc2C[C@@H]1C[N+]3CCC4(CC3)c5cccec5CC4)C 7.1 7.3
63 | CC(C1CCC(IN+]2CCC3([C@@H]4CN(C[C@@H]4CN3c5cccec5)cbeecec6)CC2)CCL)C 6.9 6.8
64 | Olc2ccecc2C[C@H](C[N+]3CCC4(CC3)c5cecec5CC4)C1 7.3 7.2
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65 | CC(CICCC(IN+]2CCC3([C@@H]4C[N+](C[C@@H]4CN3c5ccccc5)Cebeeeec6)CC2)CCL | 6.8 6.9
)C
66 | CCI(IN+]2CCC(n3c4cceccednc3N5C[Ce@@H]([N+][C@@H](C5)C)C)CC2)CCCCCCC1 7.7 7.7
67 | Clclc(F)cce(-c2ne3cccec3n2C4ACCIN+](C5(CCCCC5)CO)CC4)cl 6.4 6.4
68 | O=Cl[C@@H](c2ccccc2N1C3CC[N+](C4CCC(CC4)C(C)C)CC3)C 8.4 8.4
69 | FCCCCC[N+]1CCC(N(C(=0)CC)c2cccec2)CCl 7.9 79
70 | Oclcecc2c1C[N+][C@@H](C[N+]3CCC4(CC3)c5cccec5CC4)C2 6.5 6.6
71 | N/C(=[N+]\ clcec2e(ne(n2C3CC[N+](CC3)C)Ccécec(OCC)ccd)cl)c5eecsb 55 5.5
72 | O=C1[C@H](c2ccccc2N1C3CC[N+](C4CCC(CC4)C(C)C)CC3)CC 9.0 9.0
73 | O=Cl[C@@H](c2ccccc2N1C3CC[N+]([C@H]4c5cccc6 CCC[C@H](c65)CC4)CC3)CC 8.8 8.8
74 | O=C1Cc2ccccc2N1C3CC[N+](C4CCC(CC4)CCO)CC3 8.3 8.2
75 | CCI(IN+]2CCC(n3c(ncdcccecd3)-c5ccbeccec605)CC2)CCCCCCCL 7.0 7.0
76 | Clclecec2cl [nH]cc2C3CCIN+]([C@H]4c5cccc6ecec(C4)c65)CC3 6.6 6.5
77 | OCCI([N+]2CCC(n3c4ccecednc3NSCC[N+][C@@H](C5)C)CC2)CCCCCCC1 6.4 6.4
78 | CC(C1ICCC(IN+]2CCC3([C@@H]4C[N+]C[C@@H]4CN3c5cccec5)CC2)CC1)C 6.3 6.3
79 | Fcleec2e(c(C3CCIN+](CC4CCCCCCCA)CC3)en2C[C@H](O)C[N+](C)C)cl 5.6 55
80 | O=C(NCC1(Nc2ccec3cecec32)CCIN+](CC1)Ccéeecced)CNC(N)=[N+] 5.7 5.7
81 | Fcleec2e(c(C3CCIN+]([C@H]4c5ccccbcecc(C4)c65)CC3)c[nH]2)cl 6.3 6.3
82 | O=C1Cc2ccccc2N1C3CC[N+](C4CCCCCCC4)CC3 7.5 7.7
83 | Cnlc2c(c(C3CCIN+]([C@H]4c5cccc6eece(C4)c65)CC3)cl)ecen2 6.1 6.0
84 | CCI(IN+]2CCC(n3c(ncdcccccd3)-cSeec6ec[nH]c6c5)CC2)CCCCCCCL 6.8 6.8
85 | Fclecc(C2CCIN+](CC2)CCC(=0)N3c4ccccc4C[C@H]3C(=0O)N(C)C)ccl 6.6 6.6
86 | CCI(IN+]2CCC(n3c4ccccednc3[C@H]5CCCIN+](C5)C)CC2)CCCCCCC1 8.0 7.9
87 | [N+]1(CC2CCCCCCC2)CCC(CC1)c3c[nH]c4c3ccend 5.7 57
88 | O=C(N(C)O)[C@@H]1Cc2ccccc2N1C(=0)CC[N+]3CCC(CC3)c4cccecd 6.3 6.3
89 | [N+]1(CCC(CC1)c2c[nH]c3c2ccen3)Cedccccbeccec54 6.5 6.5
90 | OCCn1c2¢(c(C3CC[N+]([C@H]4c5cccc6cece(C4)c65)CC3)cl)ccen2 6.3 6.3
91 | Clelecec2cl[nH]ec2C3CCIN+](CC4CCCCCCC4)CC3 6.4 6.3
92 | O=C1CCc2ccccc2N1C3CC[N+](C4CCC(CC4)C(O)C)CC3 8.1 8.1
93 | Fcleec2¢(c(C3CCIN+](CC4CCCCCCC4)CC3)c[nH]2)cl 6.0 6.0
94 | O=Cl[C@H](c2ccccc2N1C3CC[N+](C4CCCCCCC4)CC3)C 8.0 8.0
Table S2
SMILES, experimental and predicted pKi values of the molecules in the test set.
pKi

N | SMILES Exp | Pred
o

1 O=C(OC)C1(N(c2ccece2)C(=0)CC)CC[N+](CC1)CCc3cccec3 10.2 | 9.8
2 | O=Cl[C@H](c2ccccc2N1C3CC[N+](C4CCCCCCC4)CC3)CC 78 |77
3 0O=C1Cc2ccccc2N1C3CC[N+]([C@e@H]4c5cccc6 CCC[C@H](c65)CC4)CC3 74 7.6
4 | FC(F)(F)clecee(-c2nc3cecce3n2C4CCIN+](C5(CCCCCCC5)C)CC4)cl 7.2 6.8
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5 | CIN+]1C[C@@H]2CN(C3([C@@H]2C1)CC[N+]([C@H]4CC[C@@H]5CCCC[C@@H]5C4) | 64 | 6.2
CCB)cbecccch

6 | O=C1Cc2ccccc2N1C3CC[N+](C4CCC(CC4)C(C)C)CC3 8.1 8.1

7 | [IN+]1(C[C@H]2Cc3ccccc3CC2)CCC4(CC1)c5cccec5CC4 6.5 6.7

8 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)CCCNC(N)=[N+])CC 76 | 80

9 | Brcleec(O)c2c1C[C@@H]([N+]C2)C[N+]3CCC4(CC3)c5ceccc5CC4 6.9 6.6

10 | Oclccc2c(C[C@H]([N+]C2)C[N+]3CCC4(CC3)c5cecec5CC4)cl 6.4 6.2

11 | O=C1CCc2ccccc2N1C3CC[N+](C4CCCCCCC4)CC3 73 | 8.0

12 | FCCOC(=O)C1(N(c2ccccc2)C(=0)CC)CCIN+](CC1)CCc3cccec3 8.9 9.7

13 | Fcleec(C2CCIN+](CC2)CCC(=0)N3cdccccc4C[C@H]3C(=0)N(C)C)c(C)cl 6.9 6.1

14 | O=C1C[C@H](c2ccccc2N1C3CC[N+](C4CCCCCCC4)CC3)C 76 | 82

15 | F[C@H](C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C 8.7 8.5

16 | C[N+]1C[C@@H]2CN(C3([C@@H]2C1)CC[N+](C4CCCCCCCC4)CC3)c5cccceh 6.1 6.7

17 | O=Cl1[C@@H](c2ccccc2N1C3CC[N+](CC3)C/C=C/cdcccec4)CC 75 | 69

18 | O=C1Cc2ccccc2N1C3CC[N+](CC3)Cc4cccccd 7.0 7.6

19 | O=C(NCCNC(N)=[N+])C1(Nc2ccccc2)CC[N+](CC1)Cc3cccec3 6.7 7.5

20 | [O-]C(=O)CI(IN+]2CCC(n3c4ccceccdnc3NSCCIN+](CC5)C)CC2)CCCCCCC1 64 |69

21 | CIN+]1C[Ce@H]2[C@H](C1)CN(C32CC[N+](C4CCC(CC4)C(C)C)CC3)c5cecech 63 | 6.7

Table S3
List, SMILE and predicted pKivalues for Series 1.

N° SMILES Pred pKi

1 O=C(N(C1CC[N+](CC1)CCc2ccccc?)c3ceccc3)CCO 9.0
2 O=C(N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3)Cedc[nH]cn4 9.0
3 O=C(N(CICC[N+](CC1)CCc2ccccc2)c3ccece3)Cedc[nH]nn4 8.9
4 O=C(N(CICC[N+](CC1)CCc2ccccc2)c3ccecc3)CCC=0 8.8
5 O=C(N(CICC[N+](CC1)CCc2ccccc?)c3cccec3)[Ca@]4(CO4)C 8.8
6 O=C(N(CICC[N+](CC1)CCc2ccccc2)c3ccece3)CCOC 8.8
7 O=C(N(CICC[N+](CC1)CCc2ccccc2)c3ccecc3)CCCCHEN 8.8
8 O=C(N(CICC[N+](CC1)CCc2ccccc2)c3ccece3)CCOCC 8.8
9 O=C(N(CICC[N+](CC1)CCc2ccccc2)c3cccce3)Cedncec[nH]4 8.8
10 O=C(N)CCON(C1CC[N+](CC1)CCc2ccccc2)c3ccece3 8.8
11 OC1(CC1)CC(=O)N(C2CC[N+](CC2)CCc3cccce3d)c4cccccd 8.8
12 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)Cedn[nH]end 8.8
13 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cceec3)CCCC=0 8.8
14 O=C(N(CICC[N+](CC1)CCc2ccccc2)c3ccecc3)COC(=0)C 8.7
15 FC(F)C(=0)CC(=O)N(CI1CC[N+](CC1)CCc2ccccc2)c3ceece3 8.7
16 O=C(OC)CCON(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.7
17 O=C(N(CICC[N+](CC1)CCc2ccccc2)c3ccecc3)CCOCCHC 8.7
18 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)CCC(OC)=0 8.7
19 O=C(N(CI1CC[N+](CC1)CCc2ccccc?)c3cccec3)/C=C/N 8.7
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20 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)Ccdec[nH[nd 8.7
21 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C(C)C 8.6
22 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C(C)=C 8.6
23 CIC(C(=O)N(C1CCIN+](CC1)CCc2ccccc2)c3ceccc3)=C 8.6
24 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccccd)[C@@H](O)C 8.6
25 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)C(OC)=C 8.6
26 O=C(N(CICC[N+](CC1)CCc2ccccc2)c3cccce3)N/C=C\C 8.6
27 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)N4CC4 8.6
28 FC1CN(C(=O)N(C2CC[N+](CC2)CCc3cccce3)cdcccecd)Cl 8.6
29 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)c4c[nH]cc4 8.6
30 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C4(SC)CC4 8.6
31 O=C(N(CI1CC[N+](CC1)CCc2ccccc?)c3cecec3)/C=C/C=C/C 8.6
32 O=C(N(C1CC[N+](CC1)CCc2ccccc?)c3cccccd)[ Ce@H]4C=CCO4 8.6
33 O=C(OC[C@H]1CO1)N(C2CC[N+](CC2)CCc3cccecc3)cdcccecd 8.6
34 O=C(N(C1CC[N+](CC1)CCc2ccccc?)c3cccecc3)NCCO 8.6
35 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccecd)[Ce@H[4CC[Ce@H]4C#N 8.6
36 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[Ce@H](OCC)C 8.6
37 O=C(N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3)CN#C 8.6
38 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)Cednocnd 8.6
39 O=C(N(CI1CC[N+](CC1)CCc2ccccc2)c3cccce3)C/C=C/CC 8.6
40 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)Cednc(ond)C 8.6
41 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[C@@H](C)C(OC)=0 8.6
42 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)CCc4cocnd 8.6
43 O=C(N(C1CC[N+](CC1)CCc2ccccc?)c3cecec3)/C=C/CO 8.6
44 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)Cednn(nnd)C 8.6
45 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)COc4ccond 8.6
46 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cceec3)CC 8.5
47 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C=C 8.5
48 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cecec3)/C=C=C 8.5
49 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)C4CC4 8.5
50 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)/C=C/C 8.5
51 F[C@H](C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)C 8.5
52 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[Ce@H[4CS4 8.5
53 Cl[C@@H](F)C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3 8.5
54 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)C4=CC4 8.5
55 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[CeH[4C[C@@H[4C 8.5
56 Cl[C@H](C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C 8.5
57 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)N(C)C 8.5
58 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C4=CCC4 8.5
59 O=C([S@@](=0)CC)N(C1CC[N+](CC1)CCc2ccccc2)c3cecce3 8.5
60 O=C(N(CICC[N+](CC1)CCc2ccccc2)c3ccccc3)CCIN+]([O-])=0 8.5
61 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CCCEN 8.5
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62 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)N(N)C 8.5
63 O=C(N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3)CSCACCA 8.5
64 O=C(N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3)N(CC)C 8.5
65 F[C@H](OC)C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccecd 8.5
66 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C[C@H](OC)C 8.5
67 O=C(OCC[N+](JO-])=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cecec3 8.5
68 O=C(N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3)CCEN(C)C 8.5
69 O=C(OC(C)=C)N(C1CC[N+](CC1)CCc2ccccc2)c3cccecd 8.5
70 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)Ccden[nH]c4 8.5
71 [O-][N+](=O)CCON(C1CC[N+](CC1)CCc2ccccc2)c3cccecd 8.5
72 O=C(OCC#N)N(C1CC[N+](CC1)CCc2ccccc2)c3cceec3 8.5
73 O=C(OCSC)N(C1CC[N+](CC1)CCc2ccccc2)c3cceec3 8.5
74 O=C(OCCC#N)N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3d 8.5
75 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)cdencsd 8.5
76 OC1(CC1)C(=O)N(C2CC[N+](CC2)CCc3cccec3)cdeccecd 8.5
77 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)C4=COCC4 8.5
78 C#CCCON(C1CC[N+](CC1)CCc2ccccc?)c3cccec3 8.5
79 FC(F)CS(=O)(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cecec3 8.5
80 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C4(CC4)CC 8.5
81 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CN(OC)C 8.5
82 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cecec3)/C=C/C(C)C 8.5
83 O=C(N(CI1CC[N+](CC1)CCc2ccccc?)c3ccecec3)/C=C\O 8.5
84 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)N4CSCC4 8.5
85 O=C(N(CICC[N+](CC1)CCc2ccccc2)c3cccec3)/C=C(\O)C 8.5
86 O[Ce@@H]1C[C@@H]1NC(=O)N(C2CC[N+](CC2)CCc3ccccc3)cdcccccsd 8.5
87 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[Ce@H[4CCCO4 8.5
88 FC(F)(CNC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)C 8.5
89 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)C(O)(C)C 8.5
90 Cl[C@H](/C=C/C(=0)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C 8.5
91 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CCHC 8.5
92 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CCHCC 8.5
93 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[C@H](C)C=C 8.5
94 O=C(N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3)CCCHCC 8.5
95 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CCSC 8.5
96 O=C(N(CI1CC[N+](CC1)CCc2ccccc)c3ccccc3)/C=C/CC 8.5
97 FCCCCC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cceccd 8.5
98 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CCCCCHC 8.5
99 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CCB(0)O 8.5
100 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccece3)CSCC=C 8.5
101 | O=C(O/C=C/C)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.5
102 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)NCCH#CC 8.5
103 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CC=C(C)C 8.5
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104 | O=C(N1CCC1)N(C2CC[N+](CC2)CCc3cccce3)cdcccccd 8.5
105 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[Ce@H]4CCCS4 8.5
106 | O=C(OCOC)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.5
107 | O=C(N(CI1CC[N+](CC1)CCc2ccccc?)c3cccec3)NC/C=C/C 8.5
108 | FC[C@H]1CC[C@H]1C(=O)N(C2CC[N+](CC2)CCc3ccccc3)cdcecccd 8.5
109 | FC(F)(C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CO 8.5
110 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[C@H](CC=C)C 8.5
111 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cecce3)cdec(cs4)C 8.5
112 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)N(C=C)C=C 8.5
113 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)Nedesend 8.5
114 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CCCC(C)C 8.5
115 | OC[C@@H](CC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C 8.5
116 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3d)cdenc(s4)O 8.5
117 | FCCC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3ceccc3 8.4
118 | O=C(SC)N(C1CC[N+](CC1)CCc2ccccc2)c3cceecd 8.4
119 | SCCC(=0O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.4
120 | S[C@H](C(=O)N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3)C 8.4
121 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)NCHC 8.4
122 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C=C4CC4 8.4
123 | O=C(SCC)N(C1CC[N+](CC1)CCc2ccccc2)c3cecec3 8.4
124 | FCOC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cecce3 8.4
125 | OC/C=N/N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.4
126 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C4CCC4 8.4
127 | F[C@H](C(=O)N(C1CC[N+](CC1)CCc2ccccc?)c3cecec3)CC 8.4
128 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)C4(CC4)C 8.4
129 | O=C(OC)N(C1CC[N+](CC1)CCc2ccccc2)c3ceccc3 8.4
130 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)NC 8.4
131 | FC1(CC1)C(=O)N(C2CC[N+](CC2)CCc3cccec3)cdcccccd 8.4
132 | Cl[C@@H](CC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C 8.4
133 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)CS([O-])(=0)=0 8.4
134 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)C[C@HJ4C[C@H]4C 8.4
135 | O=[S@@](N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)CC 8.4
136 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccece3)C4N=N4 8.4
137 | Cl[C@H](C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CC 8.4
138 | O=S5(=0)(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CC 8.4
139 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[Ce@@H](CC)C 8.4
140 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)[C@H4C[Ce@H]4CC 8.4
141 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[C@H]4C=CCC4 8.4
142 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)NCCC 8.4
143 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)CN=N 8.4
144 | S=C(N)CC(=O)N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3 8.4
145 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[Ce@@H](CC#C)C 8.4
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146 | O=C(OCC)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.4
147 | FC(F)(C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)C 8.4
148 | FC(C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)(C)C 8.4
149 | CCON(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.4
150 | S[C@H](C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CC 8.4
151 | O=C(N(CI1CC[N+](CC1)CCc2ccccc?)c3cccec3)CC/C=C/C 8.4
152 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)C(CCC)=C 8.4
153 | O=C(N(CI1CC[N+](CC1)CCc2ccccc?)c3cccec3)/C=C/CCC 8.4
154 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)NNCC 8.4
155 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)C[Se@](=0)CC 8.4
156 | FC1(CCC1)C(=O)N(C2CC[N+](CC2)CCc3ccccc3)cdcceccsd 8.4
157 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cecec3)CCCOC 8.4
158 | FC(F)(F)CCC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3d 8.4
159 | O=5(=0)(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C 8.4
160 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C4CC=CC4 8.4
161 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)cdcoccd 8.4
162 | Cl[C@@H](C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CO 8.4
163 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C4(CCC4)C 8.4
164 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)c3cecec3)/C(=C/C)C 8.4
165 | OC(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CIN+]([O-])O 8.4
166 | Cl[C@@H](C(C)C)C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.4
167 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)N[C@HJ4CO4 8.4
168 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)NC[C@H]4CO4 8.4
169 | CIC(C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)(C)C 8.4
170 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccece3)C(CC)CC 8.4
171 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[Ce@H]4[C@H](04)C 8.4
172 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[Ce@H](CCCO)C 8.4
173 | Cl[C@@H](C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)CCC 8.4
174 | F[Ce@H]1C[C@@H](CC1)C(=O)N(C2CC[N+](CC2)CCc3ccccc3)cdcccecd 8.4
175 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)C[C@H](C)CEN 8.4
176 | C=CON(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.4
177 | O(N(C1ICC[N+](CC1)CCc2ccccc2)c3cccec3)C4CC4a 8.4
178 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CN(C)CH#N 8.4
179 | FC(F)(F)CNC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cceec3 8.4
180 | FC(SC)(F)C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.4
181 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C(CO)=C 8.4
182 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)cdecc(s4)C 8.4
183 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cecec3)C(CACC4)=C 8.4
184 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)c3cccec3)/C(0)=C/C 8.4
185 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)/C(CC)=C/C 8.4
186 | S[C@H](C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)CCC 8.4
187 | O[C@@]1(N(C2CC[N+](CC2)CCc3ccccc3d)cdcccccd)COCCCL 8.4
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188 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[C@H]4[C@H](CCO4)C 8.4
189 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C4=CCCC4 8.4
190 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CCCHC 8.4
191 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CCCC 8.4
192 | O=C(SCC#C)N(C1CC[N+](CC1)CCc2ccccc2)c3cceccld 8.4
193 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)CCC4CC4 8.4
194 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CCCCC 8.4
195 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)NCC=C 8.4
196 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CCC(C)C 8.4
197 | C#CCON(CICCIN+](CC1)CCc2ccccc2)c3ceccc3 8.4
198 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[Ce@@H](C)CHCC 8.4
199 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)c3cccec3)/C=C/4C[Ce@@H]4C 8.4
200 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)/C=C/C4CC4 8.4
201 | O=C(OC1CC1)N(C2CC[N+](CC2)CCc3ccccc3)cdcecccd 8.4
202 | CIC(CI)(C(=O)N(CICC[N+](CC1)CCc2cccec2)c3cccec3)C 8.4
203 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C[C@H](SC)C 8.4
204 | Cl[C@@H](CCC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3ccece3)C 8.4
205 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CCC4CCC4 8.4
206 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CCCC=C 8.4
207 | SC/C=C/CC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.4
208 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C4CC5(CCh)C4 8.4
209 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CCC(C)=C 8.4
210 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CCCCC=C 8.4
211 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)N(CCHCO)C 8.4
212 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)cdesccsd 8.4
213 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CCCCCC 8.4
214 | O=C(Oclcccol)N(C2CC[N+](CC2)CCc3ccecc3d)cdcccccd 8.4
215 | O=C(OCC=C)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.4
216 | O=C(N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3)cdccsnd 8.4
217 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CCC 8.3
218 | FCC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3 8.3
219 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C 8.3
220 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CC=C 8.3
221 | SC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cceec3 8.3
222 | FCSC(=0O)N(C1CC[N+](CC1)CCc2ccccc2)c3cecec3 8.3
223 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CC4CC4 8.3
224 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CC(C)C 8.3
225 | CIC(Cl)C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3 8.3
226 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CCC=C 8.3
227 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)C#C 8.3
228 | FC(F)OC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cceecd 8.3
229 | FC(F)C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cceccd 8.3
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230 | F[CeH]1C[C@@H]1C(=O)N(C2CC[N+](CC2)CCc3ccccc3)cdcccecd 8.3
231 | [O-][N+](N(C1ICC[N+](CC1)CCc2ccccc2)c3cccccd)C 8.3
232 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)C4CC(C4)C 8.3
233 | FCCON(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.3
234 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)C(CC)=C 8.3
235 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cceccc3)NC=C 8.3
236 | FC(C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)=C 8.3
237 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)NCCHC 8.3
238 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C[C@H](CC)C 8.3
239 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[C@@HJ4CC[C@@H]4C 8.3
240 | CCCON(C1CC[N+](CC1)CCc2cccec?)c3cceec3 8.3
241 | S=C(N)C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.3
242 | CIC(F)(F)C(=O)N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3 8.3
243 | CIC(CI)(F)C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cecec3 8.3
244 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CH#CC 8.3
245 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[C@@H[4CC54CC5 8.3
246 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)/C(C)=C/O 8.3
247 | O=C(SCCC)N(C1CC[N+](CC1)CCc2ccccc2)c3cecce3 8.3
248 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[C@H](SC)C 8.3
249 | F[CeH]1C[C@]1(C(=O)N(C2CC[N+](CC2)CCc3ccccc3)cdcccecd)C 8.3
250 | FC1(F)C[C@@H]1CC(=O)N(C2CC[N+](CC2)CCc3ccccc3)cdcccecd 8.3
251 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[C@H](C4CC4)C 8.3
252 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C(C)(C)C 8.3
253 | F[C@@H](C(C)C)C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cceec3 8.3
254 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C(C(C)C)=C 8.3
255 | CSCON(C1CC[N+](CC1)CCc2ccccc?)c3cecec3 8.3
256 | O=S(=0)(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CCC 8.3
257 | Fclese(C(=O)N(C2CC[N+](CC2)CCc3ccccc3)cdcccecd)cl 8.3
258 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccccd)[Ce@]4(C[Ce@H]4C)C 8.3
259 | SCCON(C1CC[N+](CC1)CCc2ccccc?)c3cecec3 8.3
260 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CCC4A(N=N4)C 8.3
261 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)N[C@H]4C[C@H]4C 8.3
262 | O[C@@H](N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CSC 8.3
263 | O=C(OC(C)C)N(C1CC[N+](CC1)CCc2ccccc2)c3cceec3 8.3
264 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CCCCHCC 8.3
265 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CC4(CCC4)C 8.3
266 | Fcleee(s1)C(=O)N(C2CC[N+](CC2)CCc3cccec3)cdeccecsd 8.3
267 | O=C(N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3)[C@@H][4CC4(C)C 8.3
268 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C[C@H](C4CC4)C 8.3
269 | FCCN(C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C 8.3
270 | FC(F)(C(=O)N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3)CC 8.3
271 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)C4[Ce@H]([C@e@H]4C)C 8.3
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272 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[C@H]4C[C@@H](CC4)C 8.3
273 | CC[C@H](OC)N(C1CC[N+](CC1)CCc2ccccc2)c3cecce3 8.3
274 | COCCON(C1CCIN+](CC1)CCc2ccccc2)c3cccec3 8.3
275 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccecc3)NCCCHC 8.3
276 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[C@H]4CCC[C@@H]4C 8.3
277 | EC(F)(CCC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)C 8.3
278 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)NC(C)=C 8.3
279 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccece3)/C(=[N+]=[N-])C 8.3
280 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)NCOC 8.3
281 | FclecoclC(=O)N(C2CC[N+](CC2)CCc3cccec3)cdeccecd 8.3
282 | O=C(OCCC)N(C1CC[N+](CC1)CCc2ccccc?)c3cceec3 8.3
283 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)COCC 8.3
284 | FCCCOC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cceecd 8.3
285 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)NCCCCHC 8.3
286 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)N 8.3
287 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccccd)[C@@H]4C[Ce@H]([C@@H]4C)C 8.3
288 | CC(CON(CICCIN+](CC1)CCc2ccccc2)c3cecce3)C 8.3
289 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[C@@H[4CSCC4 8.3
290 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)cdenc(o4)O 8.3
291 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)COCC=C 8.3
292 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)cdeensd 8.3
293 | O=[S@@](N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C=C 8.3
294 | Cl/C=C/C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3ccece3 8.3
295 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)C/C=C/C 8.3
296 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CCCCHC 8.3
297 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)CC4CCC4 8.3
298 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CSCCHC 8.3
299 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)[C@HJ4C[C@@HJ4C#C 8.3
300 | O=S(=O)(N(C1CC[N+](CC1)CCc2ccccc2)c3cecec3)CCHC 8.3
301 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)C4CCCC4 8.3
302 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)NC(C)C 8.3
303 | FC(F)ON(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3d 8.3
304 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)Ccdcocnd 8.3
305 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[C@H](C(C)C)C 8.3
306 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)/C=C/SC 8.3
307 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccccd)[C@@H](CCC)C=C 8.3
308 | SC(C(=O)N(CI1CC[N+](CC1)CCc2ccccc2)c3cccce3)(C)C 8.3
309 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CC(CC)CC 8.3
310 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cceec3)C4[C@H]5CCC[Ce@H]45 8.3
311 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CCC4(CC4)C 8.3
312 | SCCCCC(=O)N(CICC[N+](CC1)CCc2ccccc2)c3ceccc3 8.3
313 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CCCC4ACC4 8.3
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314 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)Celescnd 8.3
315 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)Cednccsd 8.3
316 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)C(/C=C\C)=C 8.3
317 | S[C@@H](CCC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)C 8.3
318 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccccd)[C@@H]4C=CCCC4 8.3
319 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)CCCSC 8.3
320 | Fclnee(s1)C(=0O)N(C2CC[N+](CC2)CCc3cccce3)cdcccecd 8.3
321 | O=S(=0)(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CCC=C 8.3
322 | FC(F)(F)[C@H](C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C 8.3
323 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C(C)(C)C=C 8.3
324 | O=S(=0)(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CC(C)C 8.3
325 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)Ccicoc(nd)C 8.3
326 | O=C(OCCC#C)N(C1CC[N+](CC1)CCc2ccccc2)c3cecec3 8.3
327 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)C(CC)(C)C 8.3
328 | FC1(F)C[C@]1(C(=O)N(C2CC[N+](CC2)CCc3ccccc3)cdcccecd)C 8.3
329 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C4CC(C4)CC 8.3
330 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)NC4CCC4A 8.3
331 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[C@]45CCC[C@@H]5C4 8.3
332 | O[C@H](CC(=O)N(CICC[N+](CC1)CCc2ccccc2)c3ccccc3)CC 8.3
333 | O=C(OCC#C)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.3
334 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CC(O)(C)C 8.3
335 | FC(F)[Ce@@H]1C[C@H]1C(=O)N(C2CC[N+](CC2)CCc3ccccc3)cdcccecsd 8.3
336 | OC/C=C/N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3 8.3
337 | SCC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cecec3 8.2
338 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)NCC 8.2
339 | FCCCC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cecce3 8.2
340 | FCON(C1CC[N+](CC1)CCc2cccec?)c3cccec3 8.2
341 | FC(F)CON(C1CC[N+](CC1)CCc2ccccc2)c3cecec3 8.2
342 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)NCO 8.2
343 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)CC4(CC4)C 8.2
344 | FC(F)(F)C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cecec3 8.2
345 | O=C(N(C1CC[N+](CC1)CCc2cccce2)c3cccce3)/C=C/C=C 8.2
346 | FC1CC(C1)C(=O)N(C2CC[N+](CC2)CCcBccccc3d)c4cccccd 8.2
347 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)NCACC4 8.2
348 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CCO[N+]([O-])=0 8.2
349 | O=C(SC(C)C)N(C1CC[N+](CC1)CCc2ccccc2)c3cecee3 8.2
350 | O=C(OCC(=O)N)N(CI1CC[N+](CC1)CCc2ccccc2)c3ccecc3d 8.2
351 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CS(=0)(=0)C 8.2
352 | FC(F)(C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C(F)F 8.2
353 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)C4(CC4)CHC 8.2
354 | SCCNC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3 8.2
355 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)NOC 8.2
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356 | O=[S@@](N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C 8.2
357 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CC4COC4 8.2
358 | FC(F)(F)OCC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.2
359 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)C4(CC4)C=C 8.2
360 | O=C(N(CICC[N+](CC1)CCc2ccccc2)c3ccccc3)NS(=0)(=0)C 8.2
361 | CICICC(C1)C(=O)N(C2CC[N+](CC2)CCc3cccec3)cdcccecd 8.2
362 | Cl[C@H](OC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C 8.2
363 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CC4CCCC4 8.2
364 | FCCS(=0)(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3 8.2
365 | [O-]/[N+](N(C1ICC[N+](CC1)CCc2ccccc2)c3ccccc3)=C\ cdcccod 8.2
366 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[Ce@@H[4C[C@@H]4C5CC5 8.2
367 | FC(F)COC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.2
368 | SC[C@@H](C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C 8.2
369 | O=C(OCCO)N(CI1CC[N+](CC1)CCc2ccccc2)c3cceec3 8.2
370 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)NC4(CC4)C 8.2
371 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)C[C@@H]4C=CCC4 8.2
372 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)N[C@H](O)C 8.2
373 | CO/N=C/N(C1CC[N+](CC1)CCc2ccccc2)c3ccece3 8.2
374 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CC(C)(C)C=C 8.2
375 | FC(CON(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3d)(C)C 8.2
376 | SENN(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.2
377 | [N+]1(CCC(N(c2cccee2)/C=C/c3ncc[nH]3)CC1)CCc4cccccsd 8.2
378 | FCC(=O)C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3d 8.2
379 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C4C[C@H]5C[C@H]5C4 8.2
380 | O=[S@](N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3)CCCC 8.2
381 | NO[C@H](N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C 8.2
382 | S[C@@H](C(C)C)C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cecce3 8.2
383 | C#CON(CICC[N+](CC1)CCc2ccccc2)c3ccecc3d 8.2
384 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CC(C)(C)CHN 8.2
385 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[C@@H](SC)CC 8.2
386 | CCO/N=C/N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3d 8.2
387 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)C(C)(C)CHC 8.2
388 | O=C(N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3)[C@H](OC)CC 8.2
389 | Cl/C(=C\C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C 8.2
390 | FC(CON(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)=C 8.2
391 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)CSCCC 8.2
392 | O=C(SCC=C)N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3 8.2
393 | F/C(C(=O)N(C1ICC[N+](CC1)CCc2ccccc2)c3cccce3)=C\OC 8.2
394 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)Ccdeccod 8.2
395 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[C@H]4CCC=CO4 8.2
396 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C[C@H](CCO)C 8.2
397 | O=[S@@](N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3)CC(C)C 8.2
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398 | FcleseclC(=O)N(C2CC[N+](CC2)CCc3cccec3)cdceccccsd 8.2
399 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CC4=CCCC4 8.2
400 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)c3ccccc3)N[C@H](C)C#C 8.2
401 | FC(F)CCCC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cceecd 8.2
402 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)Ccdc(O)nond 8.2
403 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[C@H](C)CE#N 8.2
404 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cceec3)CSC 8.1
405 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)COC 8.1
406 | FC[C@H](O)N(C1CC[N+](CC1)CCc2ccccc2)c3cecce3 8.1
407 | FC(F)(F)NC(=O)N(C1CC[N+](CC1)CCc2ccccc?)c3cceec3 8.1
408 | O=C(N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3)C4CSC4 8.1
409 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)C=C4CCC4 8.1
410 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CSSC 8.1
411 | FCCNC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.1
412 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CC(C)(C)C 8.1
413 | F[C@H]1CC[C@@H]1C(=O)N(C2CC[N+](CC2)CCc3ccccc3)cdcceccd 8.1
414 | FCC1(CC1)C(=O)N(C2CC[N+](CC2)CCcB3cccccld)cdcccccd 8.1
415 | FC(F)CCC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cecce3 8.1
416 | FCCOC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3ceccc3 8.1
417 | O=5(=0)(CON(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C 8.1
418 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cceec3)CSC(C)C 8.1
419 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)NCC4CC4A 8.1
420 | O=C(N)[C@@H](N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CC 8.1
421 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CO 8.1
422 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)/C=C/OC 8.1
423 | O1CC(CON(C2CC[N+](CC2)CCc3cccec3)cdeccecd)Cl 8.1
424 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)Ccdecen[nH]4 8.1
425 | FC1(F)CC[C@@H]1C(=O)N(C2CC[N+](CC2)CCc3ccccc3)cdcccecd 8.1
426 | O=C(O[C@H](C)C#N)N(C1CC[N+](CC1)CCc2ccccc2)c3ceccc3 8.1
427 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)NOCC 8.1
428 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)c3ccecc3)CCSCC 8.1
429 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CCCON 8.1
430 | FC(F)(CON(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)C 8.1
431 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)NCC(O)C 8.1
432 | FC[C@H](OC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3ccece3)C 8.1
433 | OC[C@@H](OC(=0O)N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3)C 8.1
434 | Cl[Ce@H]([C@H](O)N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3)C 8.1
435 | FC(F)(F)C(=0)C(=O)N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3 8.1
436 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CC4(CC4)CHEN 8.1
437 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CSCC 8.1
438 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)COCCHC 8.1
439 | O=S(=0)(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C=C 8.1
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440 | O=C(OC1COC1)N(C2CC[N+](CC2)CCc3cccec3)cdcccccsd 8.1
441 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)Ccécoccd 8.1
442 | FC(F)CSN(C1CCIN+](CC1)CCc2ccccc2)c3ccece3 8.1
443 | FCCCON(CI1CC[N+](CC1)CCc2ccccc2)c3cceecd 8.1
444 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccece3)C/C=N/OC 8.1
445 | O[C@H](N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)C=C 8.1
446 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)NS(=0)(=0)N 8.1
447 | FCCCSC(=O)N(C1CC[N+](CC1)CCc2ccccc?)c3cceec3 8.1
448 | O=[S@@](N(C1CC[N+](CC1)CCc2ccccc2)c3ceccc3)N 8.1
449 | O[C@H](N(CICC[N+](CC1)CCc2ccccc2)c3cccce3)CCHC 8.1
450 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CCHN 8.1
451 | O=C(N)/C=C/N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3 8.1
452 | FC(F)(F)CC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cceccd 8.0
453 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)C[C@@H]4C(C4)=C 8.0
454 | FCS(=O)(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.0
455 | O=[S@](CON(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)C 8.0
456 | S=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CC 8.0
457 | FC(F)(F)OC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3ceccc3 8.0
458 | FC1(F)C[C@H]1C(=O)N(C2CC[N+](CC2)CCc3ccccc3)cdcccccd 8.0
459 | FC(F)(F)[Ce@H](F)C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3 8.0
460 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cceccc3)NOCCHC 8.0
461 | F[C@@H](CNC(=O)N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3)C 8.0
462 | FC(F)(F)C(C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)=C 8.0
463 | Clclec(N(C2CCIN+](CC2)CCc3cceccld)cdeccccd)nol 8.0
464 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CC(CC)(O)C 8.0
465 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)N[C@H](C)C=0 8.0
466 | O1C[C@H]1CCON(C2CC[N+](CC2)CCc3ccccc3)cdcccecd 8.0
467 | FC(F)(F)[C@H](O)C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cceecd 8.0
468 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[C@@H](OC)C 8.0
469 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)N[C@@H](C)CHN 8.0
470 | O=C(OC(C)(C)C#N)N(C1CC[N+](CC1)CCc2cccecc2)c3cccec3 8.0
471 | O=C(O[C@H](C)C#C)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 8.0
472 | FCCCNC(=O)N(C1CC[N+](CC1)CCc2cccecc?)c3cccec3 8.0
473 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)NOC(C)C 8.0
474 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)[C@@HJ4[C@@H](0O4)C(=O)N 8.0
475 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)CC4=COCC4 8.0
476 | FC(F)CC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cceecd 7.9
477 | O=CN(C1CC[N+](CC1)CCc2ccccc2)c3cecce3 7.9
478 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C[S@](=0)C 7.9
479 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3)CC(C)=C 7.9
480 | S=CON(C1CC[N+](CC1)CCc2ccccc2)c3cceec3 7.9
481 | FC(F)(CC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)C 7.9
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482 | S=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CCC 7.9
483 | CIC(F)(F)CON(C1CC[N+](CC1)CCc2ccccc2)c3cceec3 7.9
484 | CIC(Cl)=CC(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cecec3 7.9
485 | O=C(N)[C@@H](N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)CCC 7.9
486 | FC(F)(F)CON(C1CC[N+](CC1)CCc2cccecc?)c3cccec3 7.9
487 | [O-][N+](=O)CCCON(CICC[N+](CC1)CCc2ccccc2)c3cceecd 7.9
488 | O=C(/C=C/N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C 7.9
489 | S=C(N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3)C 7.8
490 | O/C(N(CICC[N+](CC1)CCc2ccccc2)c3cccec3)=C\C 7.8
491 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)NC[N+] 7.8
492 | FC(F)(F)C[C@H](O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 7.8
493 | O=C(N)[C@@H](N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C 7.8
494 | CO/N=C/C=C/N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3 7.8
495 | O/C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)=C\S(=0)(=0)C 7.8
496 | CC(CON(CICCIN+](CC1)CCc2ccccc2)c3cccce3)=C 7.8
497 | O=C/C=C/N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3 7.8
498 | [N-]=[N+]=C(/N(C1CC[N+](CC1)CCc2ccccc2)c3cecec3)C 7.7
499 | FC1(CON(C2CC[N+](CC2)CCc3cccec3)cdceccecd)COCT 7.7
500 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)NCA4COC4E 7.7
Table S4
List, SMILE and predicted pKivalues for Series 2.

Ne° SMILES Pred pKi

1 O=C(N(C1CC[N+](CC1)CCc2ccccc2)C=3C=CNCC3)CC 9.0
2 O=C(N(CICC[N+](CC1)CCc2ccccc2)c3cc[nH+]c(N)c3)CC 8.9
3 Fcle(N)ccecIN(C2CC[N+](CC2)CCcBcccec3)C(=0)CC 8.9
4 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc30CC)CC 8.9
5 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cecc(0)c3)CC 8.8
6 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccec(O)c3N)CC 8.8
7 Oclc(N)ceecIN(C2CCIN+](CC2)CCc3ccecc3)C(=0)CC 8.7
8 O=C(N(CICC[N+](CC1)CCc2ccccc2)c3ccec(c30)C)CC 8.7
9 O=C(N(C1ICC[N+](CC1)CCc2ccccc2)C3=CNCCC3)CC 8.7
10 Clcle(N)ccecIN(C2CCIN+](CC2)CCcBcecec3)C(=0)CC 8.7
11 O=C(N(N1CC=CCO1)C2CC[N+](CC2)CCc3ccccc3)CC 8.7
12 O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=CCCCO3)CC 8.7
13 O=C(N(N1C=CNC1)C2CC[N+](CC2)CCc3ccccc3)CC 8.7
14 O=C(N(CICC[N+](CC1)CCc2ccccc2)c3cccc4CCOc43)CC 8.7
15 FeleccecIN(C2CCIN+](CC2)CCc3ccece3)C(=0)CC 8.6
16 O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=CCC=C3)CC 8.6
17 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccececc30C)CC 8.6
18 FCOclceecelN(C2CC[N+](CC2)CCc3cccec3)C(=0)CC 8.6
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19 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecen3)CC 8.6
20 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cen(N)c3)CC 8.6
21 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(s3)CO)CC 8.6
22 Oclcecc(O)c1N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC 8.6
23 Clcleeec(O)cIN(C2CC[N+](CC2)CCc3cccec3)C(=0)CC 8.6
24 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccec(OC)c3)CC 8.6
25 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccec(OC(=0)N)e3)CC 8.6
26 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(N)c(O)c3)CC 8.6
27 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc(NC)e3)CC 8.6
28 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cocdc3cc[nH]4)CC 8.6
29 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccc(CCN#C)e3)CC 8.6
30 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc([nH+]c(N)c3)N)CC 8.6
31 Clclee(N)ce(N(C2CCIN+](CC2)CCc3ccecc3)C(=0)CO)cl 8.6
32 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cceec3)CC 8.5
33 O=C(N(CICC[N+](CC1)CCc2ccccc2)C=3C=CCCC3)CC 8.5
34 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc[nH]c3)CC 8.5
35 ClclceeccIN(C2CCIN+](CC2)CCc3cccec3)C(=0)CC 8.5
36 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(OC=0)cc3)CC 8.5
37 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(N)ec3)CC 8.5
38 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3csc(N)c3)CC 8.5
39 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3CHC)CC 8.5
40 FCclcece(N(C2CCIN+](CC2)CCc3ccece3)C(=0)CO)cl 8.5
41 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3coc(N)c3)CC 8.5
42 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3c(O)ncc(0)c3)CC 8.5
43 SclcceccIN(C2CC[N+](CC2)CCc3cccec3)C(=0)CC 8.5
44 O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=CCCS3)CC 8.5
45 O=C(N([Ce@]12CCCC[C@@H]102)C3CC[N+](CC3)CCc4ccccc4)CC 8.5
46 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3CN#C)CC 8.5
47 FCOclceec(N(C2CC[N+](CC2)CCc3cceec3)C(=0)CCO)cl 8.5
48 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecdc3nc(04)O)CC 8.5
49 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(OC(=O)N)cc3)CC 8.5
50 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cceccc30O[N+]([O-])=0)CC 8.5
51 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccec(c3)CO)CC 8.5
52 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccdccocd3)CC 8.5
53 F[C@@H](c1ccec(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)cl)C 8.5
54 OclcescIN(C2CCIN+](CC2)CCc3ccecc3)C(=0)CC 8.5
55 FCCclcceccIN(C2CC[N+](CC2)CCc3cccce3)C(=0)CC 8.5
56 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccdc(CCN4)c3)CC 8.5
57 O=C(N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3SC)CC 8.5
58 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(N)c(c3)C#C)CC 8.5
59 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc30ON)CC 8.5
60 O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=CSCCO3)CC 8.5
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61 O=C(N(CICC[N+](CC1)CCc2ccccc2)c3cccce3/C=C/C)CC 8.5
62 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cscc30C)CC 8.5
63 ClcleescIN(C2CCIN+](CC2)CCc3cccec3)C(=0)CC 8.5
64 Oclce(N)cecIN(C2CCIN+](CC2)CCc3cceec3)C(=0)CC 8.5
65 O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=CNCN3)CC 8.5
66 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccccSANC=0)CC 8.5
67 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecdcsncd3)CC 8.5
68 O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=CCC=CC3)CC 8.4
69 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccec(c3)C)CC 8.4
70 O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=CC=CCS3)CC 8.4
71 O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=CCCCCI)CC 8.4
72 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccec(c3)CH#C)CC 8.4
73 Clclecee(N(C2CCIN+](CC2)CCc3eccec3)C(=0)CC)cl 8.4
74 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(s3)N)CC 8.4
75 F[C@H]1C=CC(N(C2CC[N+](CC2)CCc3cccce3)C(=0)CC)=CC1 8.4
76 Felecee(IN(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)c10 8.4
77 O=C(N(N1C=CCCC1)C2CC[N+](CC2)CCc3ccccc3)CC 8.4
78 O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=CCCOC3)CC 8.4
79 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3c[nH]c(c3)C)CC 8.4
80 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(N)cs3)CC 8.4
81 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3csc(O)c3)CC 8.4
82 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccee(c3)C=C)CC 8.4
83 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccn(c3)C)CC 8.4
84 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3c(O)cec(c3)C)CC 8.4
85 O=C(N(N1CCCCC1)C2CC[N+](CC2)CCc3ccccc3)CC 8.4
86 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(N)c(N)c3)CC 8.4
87 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccec(N)e3)CC 8.4
88 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccee(c3)CN#C)CC 8.4
89 O=C(N(CICC[N+](CC1)CCc2ccccc2)C=3C=C[C@@H](CC3)C)CC 8.4
90 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3C=C)CC 8.4
91 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3c(C)c[nH]c3)CC 8.4
92 Oclc(N(C2CC[N+](CC2)CCc3cceec3)C(=0)CC)ccc([nH+]1)N 8.4
93 SCclecee(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)cl 8.4
94 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3CC)CC 8.4
95 Fele(ecccIN(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)C 8.4
96 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccc(O[N+]([O-])=0)c3)CC 8.4
97 Clclc(ccecIN(C2CCIN+](CC2)CCcBcceec3)C(=0)CO)C 8.4
98 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccec(c3)CC=C)CC 8.4
99 Clcle(N)ece(N(C2CC[N+](CC2)CCc3ccece3)C(=0)CO)cl 8.4
100 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cec(O)c(N)e3)CC 8.4
101 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cecc(NN)c3)CC 8.4
102 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc4c(NCN4)c3)CC 8.4
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103 | Sclec(ecc(N(C2CCIN+](CC2)CCc3cccec3)C(=0)CC)c1)C 8.4
104 | O[C@@H]1CC=C(N(C2CC[N+](CC2)CCc3ccccc3)C(=0)CC)CC1 8.4
105 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3c[nH+]c(N)c(N)c3)CC 8.4
106 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3NCE#N)CC 8.4
107 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=COCCS3)CC 8.4
108 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=COCCO3)CC 8.4
109 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccece3C4CC4)CC 8.4
110 | O=C(N(nlccc2clcec[nH]2)C3CC[N+](CC3)CCc4cecccd)CC 8.4
111 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3c[nH]c4csccd3)CC 8.4
112 | Fcleeee(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)c10C 8.4
113 | ScleescIN(C2CC[N+](CC2)CCc3cccec3)C(=0)CC 8.4
114 | Fclee(N)cec1N(C2CCIN+](CC2)CCc3cccec3)C(=0)CC 8.4
115 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3N#C)CC 8.4
116 | O=C(N(CICC[N+](CC1)CCc2ccccc2)[C@H]([C@H]3CO3)C)CC 8.4
117 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecdc30C0O4)CC 8.4
118 | Sclecc(F)e(IN(C2CC[N+](CC2)CCc3ccccc3)C(=0)CC)cl 8.4
119 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3C(C)=C)CC 8.4
120 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cec(03)N)CC 8.4
121 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cec(OC(=0)C=C)cc3)CC 8.4
122 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cecs3)CC 8.3
123 | Fcleeee(N(C2CCIN+](CC2)CCc3cccec3)C(=0)CCO)cl 8.3
124 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(C)es3)CC 8.3
125 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cesc3N)CC 8.3
126 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cec[nH]3)CC 8.3
127 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cecce3C)CC 8.3
128 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)C3=CCCC3)CC 8.3
129 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)C=3C=CCNC3)CC 8.3
130 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3c(O)ncec3)CC 8.3
131 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccc(c3)CC)CC 8.3
132 | O=C(N(N1C=CCC1)C2CC[N+](CC2)CCc3ccccc3)CC 8.3
133 | FclescclN(C2CCIN+](CC2)CCc3cccec3)C(=0)CC 8.3
134 | FCclece(N(C2CCIN+](CC2)CCc3ccecc3)C(=0)CC)ccl 8.3
135 | FCclecececIN(C2CCIN+](CC2)CCc3cceec3)C(=0)CC 8.3
136 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cec(O)c(O)c3)CC 8.3
137 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cec([nH+]c3)N)CC 8.3
138 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=COCCC3)CC 8.3
139 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccc(SC)e3)CC 8.3
140 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ce(ce(c3)C)C)CC 8.3
141 | FC(F)OcleccecIN(C2CCIN+](CC2)CCc3cceccd)C(=0)CC 8.3
142 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccc(c3)CHCC)CC 8.3
143 | Oclecee(cIN(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)C 8.3
144 | Ocle([nH+]cccIN(C2CCIN+](CC2)CCc3ccecc3)C(=0)CC)N 8.3
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145 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccec(O)n3)CC 8.3
146 | O=C(N(CICC[N+](CC1)CCc2ccccc2)[C@@H]3CC=CCC3)CC 8.3
147 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccc(N#C)ce3)CC 8.3
148 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cecdc(c3)ec[nH]4)CC 8.3
149 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(ccc30)CHC)CC 8.3
150 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccc(C4CC4)c3)CC 8.3
151 | Ocle(N)ce[nH+]cIN(C2CC[N+](CC2)CCc3cccec3)C(=0)CC 8.3
152 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3c(N)ces3)CC 8.3
153 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccdc[nH]cc4c3)CC 8.3
154 | Fcleeee(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)cl1C 8.3
155 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3¢c(O)ncec30)CC 8.3
156 | Scle(N)ccc(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)cl 8.3
157 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccc(c3)CCC)CC 8.3
158 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)/C(=C/C)C=C)CC 8.3
159 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)C3=CCCC[C@H]3C)CC 8.3
160 | FCCN(N(C1CC[N+](CC1)CCc2ccccc2)C(=0)CC)C 8.3
161 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=CN(CCC3)C)CC 8.3
162 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cscn3)CC 8.3
163 | Clclecce(N(C2CCIN+](CC2)CCc3cceccd)C(=0)CC)c10 8.3
164 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3c(O)nc(s3)0)CC 8.3
165 | Fclee(N(C2CCIN+](CC2)CCc3cccecc3)C(=0)CC)cccINC 8.3
166 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(N)c[nH]3)CC 8.3
167 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(N)c(O)c(N)c3)CC 8.3
168 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccc(N(C)C)e3)CC 8.3
169 | Oclec(O)cecIN(C2CCIN+](CC2)CCc3cccec3)C(=0)CC 8.3
170 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccce(c3)C(C)C)CC 8.3
171 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)C3=CC=C(N)CC3)CC 8.3
172 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cec(s3)NN)CC 8.3
173 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccce(c3)C(C)=C)CC 8.3
174 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc[nH+]c(NN)c3)CC 8.3
175 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccc(c3)C(N)=[N+])CC 8.3
176 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cndc(c3)ccs4)CC 8.3
177 | SCC/C=C/N(C1CC[N+](CC1)CCc2ccccc2)C(=0)CC 8.3
178 | O=C(N(nlccc2ccoc21)C3CCIN+](CC3)CCc4cceccd)CC 8.3
179 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(cc(c3)C)CC)CC 8.3
180 | Scle(ceccclN(C2CCIN+](CC2)CCc3ccccc3)C(=0)CO)C 8.3
181 | Clclecce(N(C2CCIN+](CC2)CCc3ceccc3)C(=0)CC)cIN 8.3
182 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cecdc(C4)c3)CC 8.2
183 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)C3=CC=CCC3)CC 8.2
184 | Sclcece(N(C2CCIN+](CC2)CCc3ccece3)C(=0)CCO)cl 8.2
185 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc4CCc4c3)CC 8.2
186 | OclesccIN(C2CCIN+](CC2)CCc3cccec3)C(=0)CC 8.2
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187 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccce([nH+]3)N)CC 8.2
188 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cesc30)CC 8.2
189 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=CCCCN3)CC 8.2
190 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3NO)CC 8.2
191 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=CCC=CN3)CC 8.2
192 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ce(c[nH]3)C)CC 8.2
193 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3csc(O)n3)CC 8.2
194 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cenc(O)ec3)CC 8.2
195 | O=C(N(N1CC=CCC1)C2CC[N+](CC2)CCc3ccccc3)CC 8.2
196 | Fclceec(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)c1N 8.2
197 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cec(c(c3)C)C)CC 8.2
198 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccdcoccd3)CC 8.2
199 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cecdccocdc3)CC 8.2
200 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(cc3)CCH#C)CC 8.2
201 | Fclec(ee(N(C2CCIN+](CC2)CCc3cccec3)C(=0)CC)c1)C 8.2
202 | O=C(N(C1CC[N+](CC1)CCc2ccccc2?)c3ccc(NC)ec3)CC 8.2
203 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(CN#C)ee3)CC 8.2
204 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccoc3N)CC 8.2
205 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(N)c(O)n3)CC 8.2
206 | OclcecencIN(C2CCIN+](CC2)CCc3cccec3)C(=0)CC 8.2
207 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(n(c3)C)C)CC 8.2
208 | SCclecececIN(C2CCIN+](CC2)CCc3cccec3)C(=0)CC 8.2
209 | O=C(N(N1C=CC=CN1)C2CC[N+](CC2)CCc3ccccc3)CC 8.2
210 | FC[C@H](N(C1CC[N+](CC1)CCc2ccccc2)C(=0)CC)CC 8.2
211 | Fclece(eccIN(C2CCIN+](CC2)CCc3ccccc3)C(=0)CC)C 8.2
212 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)C3=C[C@H]4CC[C@H](C4)C3)CC 8.2
213 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cen(c3)CC)CC 8.2
214 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3enc(nc3O)N)CC 8.2
215 | O=C(N(CICC[N+](CC1)CCc2ccccc)/C(CC)=C/C)CC 8.2
216 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)C3=CC[C@@H](CC3)C)CC 8.2
217 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc[nH+]c3N)CC 8.2
218 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc30C(=0)N)CC 8.2
219 | Brclec(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)c[nH]1 8.2
220 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3c(O)nce(c3)C)CC 8.2
221 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(N)c(c3)C=C)CC 8.2
222 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)C3=CC[C@H](CC3)CC)CC 8.2
223 | Oclc(N)c(O)cecIN(C2CCIN+](CC2)CCc3cccec3)C(=0)CC 8.2
224 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc4CCOc4c3)CC 8.2
225 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc4CCNc4c3)CC 8.2
226 | Clelec(ce(N(C2CCIN+](CC2)CCc3cceccld)C(=0)CC)c1)C 8.2
227 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)C3=C[C@@H]4C=C[C@H]3CC4)CC 8.2
228 | Clclenc(O)c(N(C2CCIN+](CC2)CCc3cccec3)C(=0)CCO)cl 8.2
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229 | EC(F)(F)clccce(N(C2CCIN+](CC2)CCc3cccec3)C(=0)CCO)cl 8.2
230 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cscdcocc43)CC 8.2
231 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(s3)CC=C)CC 8.2
232 | Clclee(scIN(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)C 8.2
233 | O=C(N(C1CC[N+](CC1)CCc2ccccc?)c3ccccdc3oc(O)nd)CC 8.2
234 | Clclecee(N(C2CC[N+](CC2)CCc3cecec3)C(=0)CC)cl1C 8.2
235 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(cce3C)C)CC 8.2
236 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccde(ncod)c3)CC 8.2
237 | Sclecee(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)c1C 8.2
238 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc4CCSc4c3)CC 8.2
239 | O=C(N(CICC[N+](CC1)CCc2ccccc2)/C=C/CCC)CC 8.2
240 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(O)en3)CC 8.2
241 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccdCCCc43)CC 8.2
242 | O=C(N(CICC[N+](CC1)CCc2ccccc2)c3ccc(CCN#C)cc3)CC 8.2
243 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccecc3CO)CC 8.2
244 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)c3ccc(NC)c(c3)C)CC 8.2
245 | Fcleec(N(C2CCIN+](CC2)CCc3cccec3)C(=0)CC)c(OC)cl 8.2
246 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccsc3)CC 8.1
247 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(ce3)C)CC 8.1
248 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(s3)C)CC 8.1
249 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=CCCSC3)CC 8.1
250 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3esc(c3)C)CC 8.1
251 | Clelece(N(C2CCIN+](CC2)CCc3cccec3)C(=0)CC)ccl 8.1
252 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(cs3)C#C)CC 8.1
253 | Sclece(s1)N(C2CCIN+](CC2)CCc3cceccl3)C(=0)CC 8.1
254 | Fclese(N(C2CCIN+](CC2)CCc3cecce3)C(=0)CO)cl 8.1
255 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccce(O)c30)CC 8.1
256 | Clclese(IN(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)cl 8.1
257 | OclceecclN(C2CCIN+](CC2)CCc3cccec3)C(=0)CC 8.1
258 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccdc(O4)c3)CC 8.1
259 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(CC)cc3)CC 8.1
260 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3ANC)CC 8.1
261 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccdcoccdc3)CC 8.1
262 | Fcle(N)cee(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)cl 8.1
263 | Oclce(cecIN(C2CCIN+](CC2)CCc3cccec3)C(=0)CO)C 8.1
264 | Fcleec(N(C2CCIN+](CC2)CCc3cccec3)C(=0)CC)c(O)cIN 8.1
265 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(c(s3)C)C)CC 8.1
266 | O=C(N(N(C=C)C=C)C1CC[N+](CC1)CCc2ccccc2)CC 8.1
267 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3c(C)csc3)CC 8.1
268 | Fcleec(N(C2CCIN+](CC2)CCc3cccec3)C(=0)CC)cc1N 8.1
269 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C=3CC[C@H](C3)C)CC 8.1
270 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cnc(s3)O)CC 8.1
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271 | EC(F)Oclcccc(N(C2CC[N+](CC2)CCc3ccccc3)C(=0)CC)cl 8.1
272 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(CC)cs3)CC 8.1
273 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(O[N+]([O-])=0)cc3)CC 8.1
274 | O[C@H]1[C@H](O)C=CC(N(C2CC[N+](CC2)CCc3ccccc3)C(=0)CC)=C1 8.1
275 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccec(ON)c3)CC 8.1
276 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)C3=CCC3)CC 8.1
277 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc4CCCc4c3)CC 8.1
278 | Clcle(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)ccsl 8.1
279 | Fclenc(O)c(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)cl 8.1
280 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)c3cccdec[nH]c4c3)CC 8.1
281 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cnsc3)CC 8.1
282 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccen3C=C)CC 8.1
283 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(s3)NC)CC 8.1
284 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccsc3NN)CC 8.1
285 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(SC)es3)CC 8.1
286 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccn4c3cco4)CC 8.1
287 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3enc(O)cc30)CC 8.1
288 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccdn(nco4)c3)CC 8.1
289 | O=C(N(N1CCSCC1)C2CC[N+](CC2)CCc3ceccec3)CC 8.1
290 | Sclece(N(C2CCIN+](CC2)CCc3cccce3)C(=0)CC)cclC 8.1
291 | Fcle(O)ecccIN(C2CCIN+](CC2)CCc3cccec3)C(=0)CC 8.1
292 | Clelece(N(C2CCIN+](CC2)CCc3ccece3)C(=0)CC)c(O)cl 8.1
293 | Oclece2e(ccIN(C3CC[N+](CC3)CCclcccecd)C(=0)CC)cco2 8.1
294 | SCclcec(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)ccl 8.1
295 | FC(F)clcece(N(C2CCIN+](CC2)CCc3ccece3)C(=0)CO)cl 8.1
296 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(OC)cc3)CC 8.1
297 | O=C(N(N1CCSC1)C2CC[N+](CC2)CCc3cccce3)CC 8.1
298 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccdcc[nH]c4s3)CC 8.1
299 | Clclece(N(C2CCIN+](CC2)CCc3cccce3)C(=0)CC)cclN 8.1
300 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(s3)CCC)CC 8.1
301 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccde(nc(04)O)c3)CC 8.1
302 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccce(c3C)C)CC 8.1
303 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(cc3)CO)CC 8.1
304 | FCOclcee(N(C2CCIN+](CC2)CCc3ccccc3)C(=0)CC)ccl 8.1
305 | CI/C(N(CICC[N+](CC1)CCc2ccccc2)C(=0)CC)=C\C 8.1
306 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=CCCCCC3)CC 8.1
307 | O=C(N(nlccc2c[nH]cc21)C3CC[N+](CC3)CCc4cccecd)CC 8.1
308 | Sclc(O)cee(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)cl 8.1
309 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(OC=C)cc3)CC 8.1
310 | FCCclece(N(C2CCIN+](CC2)CCc3ccccc3)C(=0)CC)ccl 8.1
311 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(C(C)C)cs3)CC 8.1
312 | FC(F)=Cclcce(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)ecl 8.1
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313 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce([nH+]c3)NN)CC 8.1
314 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=C(N)CCC3)CC 8.1
315 | Brcle[nH]c(N(C2CC[N+](CC2)CCc3cccce3)C(=0)CCO)cl 8.1
316 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc4c[nH]cc4s3)CC 8.1
317 | FC/C=C/N(C1CC[N+](CC1)CCc2ccccc2)C(=0)CC 8.1
318 | O=C(N(C1CC[N+](CC1)CCc2ccccc?)c3ccccdc3nc(s4)O)CC 8.1
319 | Oclcec(O)ncIN(C2CC[N+](CC2)CCc3cccec3)C(=0)CC 8.1
320 | ClclesecIN(C2CCIN+](CC2)CCc3cceccd)C(=0)CC 8.1
321 | O=C(N(OC/C=C\C)C1CC[N+](CC1)CCc2ccccc2)CC 8.1
322 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3c(sc(c3)C)N)CC 8.1
323 | FC(F)clce(N(C2CCIN+](CC2)CCc3ccece3)C(=0)CC)col 8.1
324 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccdn3ncod)CC 8.1
325 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(CCC)cc3)CC 8.1
326 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3csc(SCC)c3)CC 8.1
327 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(OC(OC)=0)cc3)CC 8.1
328 | O=C(N(nlccccl)C2CC[N+](CC2)CCc3cceecc3)CC 8.0
329 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)C=3C=COCC3)CC 8.0
330 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc4C=Cc4c3)CC 8.0
331 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=CC=CC3)CC 8.0
332 | Fclec(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)cs1 8.0
333 | Fcleee(s1)N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC 8.0
334 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(sc3)C#C)CC 8.0
335 | Clclec(N(C2CCIN+](CC2)CCc3ccecc3)C(=0)CC)csl 8.0
336 | Clclece(s1)N(C2CCIN+](CC2)CCc3cceccd)C(=0)CC 8.0
337 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)C3=CCC(=CC3)C)CC 8.0
338 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(s3)CC)CC 8.0
339 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3c(O)nc(O)cc3)CC 8.0
340 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(O)cc3)CC 8.0
341 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(C)co3)CC 8.0
342 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3coc(c3)C)CC 8.0
343 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccdc(OCO4)c3)CC 8.0
344 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc([nH]3)C)CC 8.0
345 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3csc(c3)CC)CC 8.0
346 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccse3NC)CC 8.0
347 | O=C(N(N1C=CC(C=C1)(C)C)C2CC[N+](CC2)CCc3ccccc3)CC 8.0
348 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccec(NO)c3)CC 8.0
349 | O=C(N(CICC[N+](CC1)CCc2ccccc2)c3ccc(O)e(c3)C)CC 8.0
350 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccdc(c3)C=CC4)CC 8.0
351 | Clclece(N(C2CCIN+](CC2)CCc3cccee3)C(=0)CC)[nH]1 8.0
352 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cn4c(c3)cco4)CC 8.0
353 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cenc(0)c3)CC 8.0
354 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(s3)C4CC4)CC 8.0
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355 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3c(N)cc[nH]3)CC 8.0
356 | Clele(cce(N(C2CCIN+](CC2)CCc3cceccld)C(=0)CC)c1)C 8.0
357 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(SC)cc3)CC 8.0
358 | Oclc(O)c(cecIN(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)C 8.0
359 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3csc(CCC)c3)CC 8.0
360 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(c(c3)C#C)C)CC 8.0
361 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)c3cc(CC)co3)CC 8.0
362 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(03)C)CC 8.0
363 | FC(F)Oclcce(N(C2CC[N+](CC2)CCcBcecec3)C(=0)CC)ccl 8.0
364 | Clcle(ce(s1)N(C2CC[N+](CC2)CCcBcecec3)C(=0)CC)C 8.0
365 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(s3)C(C)C)CC 8.0
366 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)c3c[nH+]c4c(CCN4)c3)CC 8.0
367 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C(C=C)=C)CC 8.0
368 | Oclce(cecIN(C2CCIN+](CC2)CCc3cceec3)C(=0)CC)CHC 8.0
369 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccdn(c3)ces4)CC 8.0
370 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(c(s3)CC)C)CC 8.0
371 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(c(N)c3)C#C)CC 8.0
372 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cocdcoccd3)CC 8.0
373 | Oclc2ccoc2cecIN(C3CCIN+](CC3)CCc4cccccd)C(=0)CC 8.0
374 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(C4CC4)cs3)CC 8.0
375 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(sc3)C(C)C)CC 8.0
376 | Br/C=C(\CI)N(C1CC[N+](CC1)CCc2ccccc2)C(=0)CC 8.0
377 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(C(C)C)ec3)CC 8.0
378 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccde(c3)cns4d)CC 8.0
379 | O=C(N(C1CC[N+](CC1)CCc2ccccc2?)c3cncdce(c3)cc[nH]4)CC 8.0
380 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=C(OCC3)N)CC 8.0
381 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3c(oc(c3)C)N)CC 8.0
382 | Oclce(N(C2CCIN+](CC2)CCc3ccece3)C(=0)CC)ccdec[nH]c14 8.0
383 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(c(c3)CC)C)CC 8.0
384 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3c(cc(s3)C)C)CC 8.0
385 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccndccccdc3)CC 8.0
386 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccdc([Ce@H]5C[Ce@H]5C4)c3)CC 8.0
387 | Sclenc(O)c(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)cl 8.0
388 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cceccc3N)CC 7.9
389 | Fcleec(N(C2CCIN+](CC2)CCc3cccec3)C(=0)CC)ccl 7.9
390 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(ce3)C#C)CC 7.9
391 | O=C(N(CICC[N+](CC1)CCc2ccccc2)c3ccc(03)O)CC 7.9
392 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(s3)0)CC 7.9
393 | Oclc([nH+]ce(N(C2CCIN+](CC2)CCc3ccecc3)C(=0)CC)c1)N 7.9
394 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccsc3C)CC 7.9
395 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccoc3)CC 7.9
396 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(s3)C#C)CC 7.9




Int. J. Mol. Sci. 2019, 20, 2311

30 of 80

397 | Fcleec(N(C2CCIN+](CC2)CCc3ccecc3)C(=0)CC)cclC 7.9
398 | O=C(N(nlcc(c(c1)C)C)C2CC[N+](CC2)CCc3cccec3)CC 7.9
399 | Fcle(cee(N(C2CCIN+](CC2)CCc3cceec3)C(=0)CC)c1)C 7.9
400 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(s3)SC)CC 7.9
401 | ClclecenIN(C2CCIN+](CC2)CCc3cccec3)C(=0)CC 7.9
402 | Brclcoc(N(C2CC[N+](CC2)CCc3ccccc3)C(=0)CCO)cl 7.9
403 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccde(c3)ccod)CC 7.9
404 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)c3cce(cc3)C=C)CC 7.9
405 | Clclece(N(C2CCIN+](CC2)CCc3ccecc3)C(=0)CC)cclC 7.9
406 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(s3)OC)CC 7.9
407 | Fcleec(N(C2CCIN+](CC2)CCc3ccecc3)C(=0)CC)c(O)cl 7.9
408 | O=C(N(C1CC[N+](CC1)CCc2ccccc?)c3ccc(ce3N)C)CC 7.9
409 | Clcle(se(N(C2CCIN+](CC2)CCc3ccecc3)C(=0)CC)c1)C 7.9
410 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)C3=C[C@H]J4CC[C@H](04)C3)CC 79
411 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc4C=CCc4c3)CC 7.9
412 | Brclece(N(C2CC[N+](CC2)CCc3ccccc3)C(=0)CC)[nH]1 7.9
413 | SCclcec(s1)N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC 7.9
414 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(cc3)CHCC)CC 7.9
415 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(NO)cc3)CC 79
416 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3csc(C4CC4)c3)CC 7.9
417 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(C4CC4)cc3)CC 79
418 | Scle(cce(N(C2CCIN+](CC2)CCc3ccecc3)C(=0)CC)c1)C 7.9
419 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccsc3CC)CC 7.9
420 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc[nH+]c3NN)CC 79
421 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(sc3)SC)CC 7.9
422 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccdecscdc3)CC 7.9
423 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccc4CCNce43)CC 7.9
424 | FC(F)clesc(N(C2CCIN+](CC2)CCc3cccec3)C(=0)CO)cl 7.9
425 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(c(c3)C)C#C)CC 7.9
426 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccdc(oc(O)nd)c3)CC 7.9
427 | Sclecec(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)cIN 7.9
428 | Brclec(N(C2CCIN+](CC2)CCc3ccecc3)C(=0)CC)col 7.9
429 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccdcoccds3)CC 7.9
430 | O=C(N(CICC[N+](CC1)CCc2ccccc?)/C(C)=C/C)CC 79
431 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3c(c(cs3)C)C)CC 7.9
432 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccdc(s3)CCC4)CC 7.9
433 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(CC)c(s3)C)CC 7.9
434 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3c(C)ec[nH]3)CC 7.9
435 | Sclece(N(C2CCIN+](CC2)CCc3cccce3)C(=0)CC)c(N)cl 7.9
436 | O=C(N(nlcccc1CC)C2CC[N+](CC2)CCc3cccec3)CC 7.9
437 | Fcleec(N(C2CCIN+](CC2)CCc3ccecc3)C(=0)CC)cclCC 7.9
438 | Clclec(N(C2CCIN+](CC2)CCc3cceccd)C(=0)CC)col 7.9
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439 | Sclc(F)cecc(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)cl 7.9
440 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccdccocdc(c3)C)CC 7.9
441 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecdc3ccod)CC 7.9
442 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(CC=C)cc3)CC 79
443 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccccANCC#C)CC 7.9
444 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)c3cscdcscca3)CC 7.9
445 | Sclece(N(C2CCIN+](CC2)CCc3ccccc3)C(=0)CC)ccl 7.8
446 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=CCSCC3)CC 7.8
447 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cscc3N)CC 7.8
448 | O=C(N([n+]1cccccl)C2CC[N+](CC2)CCc3cccec3)CC 7.8
449 | Fclcoc(N(C2CC[N+](CC2)CCc3cceec3)C(=0)CCO)cl 7.8
450 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=CC=C(CC3)C)CC 7.8
451 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccdesccdc3)CC 7.8
452 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(s3)C=C)CC 7.8
453 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3csc(c3)CO)CC 7.8
454 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccc(c3NN)C)CC 7.8
455 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(O)c(O)n3)CC 7.8
456 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccde(c3)ces4)CC 7.8
457 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccdcc[nH]c403)CC 7.8
458 | FC(F)clcec(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)ccl 7.8
459 | F[C@H](clcce(N(C2CC[N+](CC2)CCcBcccec3)C(=0)CC)ccl)C 7.8
460 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(CC)c(O)c3)CC 7.8
461 | Fclec(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)ccclCC 7.8
462 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)c3cce(s3)SCC)CC 7.8
463 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccdc(CCO4)c3)CC 7.8
464 | FCclceec(N(C2CCIN+](CC2)CCc3cccec3)C(=0)CC)cINN 7.8
465 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccdc(oen4)c3)CC 7.8
466 | O=C(N(nlcc2c(cl)cc[nH]2)C3CC[N+](CC3)CCc4cececd)CC 7.8
467 | Sclc(O)c(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)cenl 7.8
468 | FCC1(N(C2CC[N+](CC2)CCc3ccecc3)C(=0)CC)CC1 7.8
469 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccdc(CCS4)c3)CC 7.8
470 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccdc(s3)CSC4)CC 7.8
471 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccdc(s3)ccsd)CC 7.8
472 | O=C(N(N1CCS[C@H](C1)C)C2CC[N+](CC2)CCc3ccccc3)CC 7.8
473 | OclencecIN(C2CCIN+](CC2)CCe3cceec3)C(=0)CC 7.7
474 | O=C(N([n+]1cccccIN)C2CC[N+](CC2)CCc3cccec3)CC 7.7
475 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)C3=C(SCC3)N)CC 7.7
476 | SOclecc(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)ccl 7.7
477 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc4COCc4c3)CC 7.7
478 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)C3=CCC[N+](C3)C)CC 7.7
479 | O=C(N(nlcccc1C)C2CC[N+](CC2)CCc3cccec3)CC 7.7
480 | O=C(N(nlcc2c(c1)cco2)C3CC[N+](CC3)CCclcccecd)CC 7.7
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481 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)c3ccen3N)CC 7.7
482 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cenc(c3)C)CC 7.7
483 | FCC(N(C1CC[N+](CC1)CCc2ccccc2)C(=0)CC)=C 7.7
484 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccdecendc3)CC 7.7
485 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce(cc3)C(C)=C)CC 7.7
486 | FC(clccc(N(C2CCIN+](CC2)CCc3cceccld)C(=0)CC)ccl)=C 7.7
487 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccdenscdc3)CC 7.7
488 | Oclc2¢(cecIN(C3CCIN+](CC3)CCc4cccecd)C(=0)CC)cc[nH]2 7.7
489 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)c3c(sc(c3)CC)N)CC 7.7
490 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(s3)OCC)CC 7.7
491 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccnec3)CC 7.6
492 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(ON)cc3)CC 7.6
493 | O=C(N(nlc(cc(c1)C)C)C2CC[N+](CC2)CCc3cccec3)CC 7.6
494 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccdn3cesd)CC 7.6
495 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccdcsccds3)CC 7.6
496 | Fcleec(N(C2CCIN+](CC2)CCc3cccec3)C(=0)CC)c(N)cl 7.5
497 | Clclece(N(C2CCIN+](CC2)CCc3cccce3)C(=0)CC)c(N)cl 7.5
498 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cce([S@](=O)N)cc3)CC 7.5
499 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3=CCC[S@+](C3)C)CC 7.4
500 | O=C(N([n+]1lcccc(cIN)C)C2CCIN+](CC2)CCc3ccecc3)CC 7.2
Table S5
List, SMILE and predicted pKivalues for Series 3.

Ne° SMILES Pred pKi

1 Clclec2e(nsn2)c(nl)C3CC[N+](CC3)CCc4cccccd 8.9
2 O=C1C=Cc2c(N1C3CC[N+](CC3)CCc4cccccd)nsn2 8.8
3 O=C(C[C@H](C1CC[N+](CC1)CCc2ccccc2)c3ccece3)C 8.5
4 O=CIN=Cc2c(N1C3CC[N+](CC3)CCc4cccccd)ncen?2 8.5
5 O=C1C=NN2C(SC=N2)=C1C3CC[N+](CC3)CCc4ccccc4 8.5
6 O=CIN=C(C2CC[N+](CC2)CCc3ccccc3)cdc(S1)ncend 8.5
7 [N+]1(CCC(CC1)/C(c2ccccc2)=C/c3cccen3)CCcéceccecd 8.4
8 O=C(/C=C(/C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)C 8.4
9 0=C1C[C@]2(N1C3CC[N+](CC3)CCc4cccccd)CSCCC2 8.4
10 O=C1C[C@@]2(N1C3CC[N+](CC3)CCc4cccccd)CCC[C@H](C2)C 8.4
11 O=C(C[C@H](C1CC[N+](CC1)CCc2ccccc2)c3cces3)C 8.4
12 Cl[C@@H]1C(=O)N(C2CC[N+](CC2)CCc3ccccc3)[C@H]1c4cccod 8.4
13 O=C1C=NN2C=CSC2=C1C3CC[N+](CC3)CCc4ccccc4 8.4
14 O=C1C=Nc2c(N1C3CC[N+](CC3)CCc4cccccd)csn2 8.4
15 O=C(N)clcc2cecec2c(nl)C3CCIN+](CC3)CCc4cceccd 8.4
16 Cclne(C2CC[N+](CC2)CCc3cccce3)c(01)OCC 8.4
17 Clclec2e(ncen2)c(n1)C3CCIN+](CC3)CCc4cecccd 8.4
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18 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cceccd)C4CC4 8.3
19 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C(C)C 8.3
20 FclecececIN(C2CCIN+]|(CC2)CCcBcceccd)C(=0)C 8.3
21 O=C(N(CICC[N+](CC1)CCc2ccccc2)C3CCCCC3)C 8.3
22 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(N)ce3)C 8.3
23 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C=C 8.3
24 F[C@@H](C(=O)N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C 8.3
25 O=C1[C@@](SC)(C2CC[N+](CC2)CCc3ccccc3)cdccccc4N1 8.3
26 O=C1C=Cc2¢(N1C3CC[N+](CC3)CCc4cccccd)csn2 8.3
27 O=C1C=Nc2c(N1C3CC[N+](CC3)CCc4cccccd)nco2 8.3
28 O=C1C[C@@]2(N1C3CC[N+](CC3)CCc4cccccd)CCC[C@H](C2)CC 8.3
29 O=C1C2=C(O[C@@H](C2)C)c3cccnc3N1C4CC[N+](CC4)CCc5ceccecs 8.3
30 Clclne(n(nl)[C@H]2CCCCO2)C3CC[N+](CC3)CCc4cccccd 8.3
31 O=C1C=Cc2ccoc2N1C3CC[N+](CC3)CCc4cccccd 8.3
32 O=C1C=Nc2c(N1C3CC[N+](CC3)CCc4cccccd)ncs?2 8.3
33 O=C(N(CICC[N+](CC1)CCc2ccccc2)CC3CC3)C4CC4 8.3
34 Cnlc([C@H](C2CC[N+](CC2)CCc3cccec3)cdeccecd)cenl 8.3
35 O=C1C=Cc2¢(N1C3CC[N+](CC3)CCc4cccccd)cc[nH]2 8.3
36 O=C(N(CICC[N+](CC1)CCc2ccccc2)C3CCCC3)CC 8.2
37 Fclecee(IN(C2CCIN+](CC2)CCc3cccec3)C(=0)C)cl 8.2
38 FcleccecIN(C2CCIN+](CC2)CCc3ceccc3)C(=0)CC 8.2
39 O=C(N(CICC[N+](CC1)CCc2ccccc2)C3CCCC3)C 8.2
40 ClclcceccIN(C2CCIN+](CC2)CCc3cccec3)C(=0)CC 8.2
41 O=C1C[C@@]2(N1C3CC[N+](CC3)CCc4cccccd)CCC[Ce@@H]5C[C@@H]52 8.2
42 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccecen3)CC 8.2
43 C[Ce@H]([C@H](C1CC[N+](CC1)CCc2ccccc?)c3cccec3)CC 8.2
44 [N+]1(CCC(CC1)/C(=N/c2ccccc2)c3cccec3)CCeéeccccd 8.2
45 O=C(C[C@H](C1CC[N+](CC1)CCc2ccccc2)c3ccec(c3)C)C 8.2
46 Felececec1 C2(C3CCIN+](CC3)CCc4cecccd)CCC(O)CC2 8.2
47 O=C1C=Cc2ccccc2N1C3CC[N+](CC3)CCc4cccecd 8.2
48 CC(cle(nc(o01)C)C2CCIN+](CC2)CCcBcccec3)C 8.2
49 O=C1CC2(N1C3CC[N+](CC3)CCc4cccccd)CCCCC2 8.2
50 O=CIN(C2CC[N+](CC2)CCc3ccccc3)c4c(S1)nsn4 8.2
51 O=C(N(CICC[N+](CC1)CCc2ccccc2)C3CC3)CC(=0)C 8.2
52 O=C1[C@](C2CC[N+](CC2)CCc3ccccc3)(CC)cdceccc4N1 8.2
53 COc1nc2ccsc2¢(n1)C3CCIN+](CC3)CCc4cecccd 8.2
54 COclcc2cecec2e(nl)C3CCIN+](CC3)CCc4cceccsd 8.2
55 O=C1C(C2CC[N+](CC2)CCc3cccce3)=C4C(N1C)=CSS4 8.2
56 O=C1Nc2cscc2C(=N1)C3CC[N+](CC3)CCc4cccecd 8.2
57 O=CIN=Nc2c¢(N1C3CC[N+](CC3)CCc4cccccd)ncen2 8.2
58 O=C1C[C@@]2(N1C3CC[N+](CC3)CCc4cccecd)CC[C@@H](C[C@H]2C)C 8.2
59 Clclece(OC(F)F)e(n1)C2CC[N+](CC2)CCc3ccccc3 8.2
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60 ON1[C@@H]([N+]([O-])=C(C2CC[N+](CC2)CCc3ccccc3)C1(C)C)C 8.2
61 Brclnn(c(n1)C2CC[N+](CC2)CCc3ccccc3)CC 8.2
62 O=C(N(CICC[N+](CC1)CCc2ccccc2)C3CCCCCI)C4CC4 8.1
63 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cc(ccc3C)C)C 8.1
64 Clcleeec(N(C2CCIN+](CC2)CCc3cccec3)C(=0)C)cl 8.1
65 O=C1C[C@@]2(N1C3CC[N+](CC3)CCc4cccecd)CC[C@@H]5C[C@@H]52 8.1
66 O=C1C2(N(C3CC[N+](CC3)CCc4cccecd)C(=O)N1)CCCCC2 8.1
67 O=C(N(CICC[N+](CC1)CCc2ccccc2)C(C)C)C 8.1
68 O=C1CCC2(N1C3CC[N+](CC3)CCc4cccecd)CCIN+]CC2 8.1
69 Fclec(OC(F)F)ce(n1)C2CCIN+](CC2)CCc3cccec3 8.1
70 O=C(N(CICC[N+](CC1)CCc2ccccc2)C3CCCC3)C4CC4 8.1
71 O=C(N)[C@]1(C2CC[N+](CC2)CCc3ccccc3)cdccccc4CCl 8.1
72 O=C1CC2(N1C3CC[N+](CC3)CCc4cceccd)CCC2 8.1
73 OC[C@@H](C1CC[N+](CC1)CCc2ccccc2)c3cceccd 8.1
74 O=C(N(CICC[N+](CC1)CCc2ccccc2)C(C)C)[Ce@@H]3[C@H](C3)C 8.1
75 CS[C@@H](C1CC[N+](CC1)CCc2ccccc2)c3cccccd 8.1
76 O=C(N(CICC[N+](CC1)CCc2ccccc2)CC(C)O)C 8.1
77 O=CIN(C2CC[N+](CC2)CCc3ccccc3)c4c(S1)csnd 8.1
78 ClclececcIN(C2CCIN+](CC2)CCcBcccec3)C(=0)C 8.1
79 O=C(N(OC(=O)C)CI1CC[N+](CC1)CCc2ccccc2)C 8.1
80 O=C1C[C@]2(N1C3CC[N+](CC3)CCc4cccecd)CCOCCC2 8.1
81 CC(C[C@H](C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C 8.1
82 Clclec(OC(F)F)ee(n1)C2CC[N+](CC2)CCc3cceec3 8.1
83 O=CIN(C2CC[N+](CC2)CCc3ccccc3)c4c(S1)scnd 8.1
84 O=C1C[C@@]2(N1C3CC[N+](CC3)CCc4cccecd)CCC[C@H]2C 8.1
85 O=C1C[C@H](N1C2CC[N+](CC2)CCc3ccccc3)cdcscnd 8.1
86 Fclecc(OCF)c(n1)C2CC[N+](CC2)CCc3cccec3 8.1
87 O=C1CC[C@H](N1C2CC[N+](CC2)CCc3ccccc3)CC 8.1
88 O=5(=0)(N(C1CC[N+](CC1)CCc2ccccc2)C(=0)C)C 8.1
89 O=C1C=Nc2ccoc2N1C3CC[N+](CC3)CCc4cccccs 8.1
90 Clclccec([C@@H](C2CCIN+](CC2)CCc3cccce3)CC(=0)C)cl 8.1
91 O=C(N(CICC[N+](CC1)CCc2ccccc2)CCC)[Ce@H]3[C@@H](C3)C 8.1
92 ClcInc2c(ne(s2)C)c(n1)C3CC[N+](CC3)CCcécccccd 8.1
93 Clclec2e(c(n1)C3CCIN+](CC3)CCc4cececd)cco2 8.1
94 O=C1C=Nn2n(scco2)N1C3CC[N+](CC3)CCc4cccccsd 8.1
95 Sclcc2ceecec2c(nl)C3CCIN+](CC3)CCc4cceccsd 8.1
96 CC(clnc(nn1C2CC[N+](CC2)CCc3cccec3)C)C 8.1
97 O=C1C[C@]2(N1C3CC[N+](CC3)CCc4cccecd)CCCC[C@@H]20C 8.1
98 Clclec2ecsc2c(nl)C3CCIN+](CC3)CCc4cecccd 8.1
99 O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccen3)C 8.1
100 | Clclnc(C2CCIN+](CC2)CCc3ccece3)c(s1)C 8.1
101 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)C(=0)CC)CC 8.1
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102 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CC)N(C)C 8.1
103 | O=C1N=Cn2cccc2N1C3CC[N+](CC3)CCc4cccccs 8.1
104 | Fclcec(OC(F)F)c(n1)C2CCIN+]|(CC2)CCc3ccecc3d 8.1
105 | CIC1=CN(C(=O)C(C2CC[N+](CC2)CCcBccccc3)=C1)C 8.1
106 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)C3CC3)c4ccocd 8.1
107 | N#CCclce(n(n1)C2CC[N+](CC2)CCc3cceccc3)C(C)C 8.1
108 | Fclcee(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)ccl 8.0
109 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3)C[N+] 8.0
110 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)C 8.0
111 | COC[C@H](C1CC[N+](CC1)CCc2ccccc2)c3ceccc3 8.0
112 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CCC)C=C 8.0
113 | CCC[C@@H](C1CC[N+](CC1)CCc2ccccc?)c3cccec3 8.0
114 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CCCC)C 8.0
115 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cenecc3)C 8.0
116 | O=C1CC2(N1C3CC[N+](CC3)CCc4ccecccd)CCCC2 8.0
117 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CCOC)C 8.0
118 | O=CI1C2(N(C3CC[N+](CC3)CCc4cccecd)C(=0)N1)CCCC2 8.0
119 | O=CC[C@H](C1CC[N+](CC1)CCc2ccccc2)c3cceccd 8.0
120 | O=C1C=Nc2c¢(N1C3CC[N+](CC3)CCc4cccccd)cco2 8.0
121 | Clclec2c(e(n1)C3CC[N+](CC3)CCc4cccecd)ccen2 8.0
122 | O=C1C=Cc2c(N1C3CC[N+](CC3)CCc4cccccd)ccs2 8.0
123 | O=C1CCCc2ccccc2N1C3CC[N+](CC3)CCc4cccccs 8.0
124 | C=C[C@H](C1CC[N+](CC1)CCc2ccccc2)c3ceccc3 8.0
125 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3CC3)C4CCC4 8.0
126 | Clclecc(N(C2CC[N+](CC2)CCc3ccecc3)C(=0)C(C)C)ccl 8.0
127 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cec(OC)cc3)CCC 8.0
128 | slccec1CN(C2CCIN+](CC2)CCc3cccec3)cdnccsd 8.0
129 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3CC3)[C@HJ4CCCO4 8.0
130 | Brclec(OC(F)F)cc(n1)C2CC[N+](CC2)CCc3ccccc3 8.0
131 | O=C1C=Cc2¢(scn2)N1C3CC[N+](CC3)CCc4cccccd 8.0
132 | O=CIN(C2CC[N+](CC2)CCc3cccecc3)cdc(S1)ocn4 8.0
133 | CC1CCC(C2CC[N+](CC2)CCcBccecec3)(CC1)cdcccccs 8.0
134 | Fclceceel[C@@H](C2CC[N+](CC2)CCc3cccec3)CC 8.0
135 | Clclec2ececc2e(n1)C3CCIN+](CC3)CCc4cecccd 8.0
136 | Clcleecec1C2(C3CCIN+](CC3)CCelcccecd)CCC(O)CC2 8.0
137 | O=C1N=Nc2ccccc2N1C3CC[N+](CC3)CCc4cccecd 8.0
138 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C[C@H]3CCCO3)C 8.0
139 | Clcleee([C@@H](OCC)C2CC[N+](CC2)CCc3cccec3)ccl 8.0
140 | Fcleee(e(n1)C2CCIN+](CC2)CCc3cccec3)C(F)(F)F 8.0
141 | ClcInc2CCCc2¢(n1)C3CC[N+](CC3)CCc4cecccd 8.0
142 | O=CI1C[C@]2(N1C3CC[N+](CC3)CCc4cccccd)CCC[C@@H]2CC 8.0
143 | Clclec(OCCnc(n1)C2CCIN+](CC2)CCc3ccecc3 8.0




Int. J. Mol. Sci. 2019, 20, 2311

36 of 80

144 | O=CI1C[C@]2(N1C3CC[N+](CC3)CCc4cccccd)COCCC2 8.0
145 | ClcInc2CCSc2¢(n1)C3CC[N+](CC3)CCc4cccccs 8.0
146 | Brclnc(C2CC[N+](CC2)CCc3cccce3)c(s1)C4CC4 8.0
147 | O=C1C=Nc2¢(N1C3CC[N+](CC3)CCc4cccccd)ncen? 8.0
148 | O=CIN(C2CC[N+](CC2)CCc3ccccc3)cdc(S1)cecend 8.0
149 | O=C1CN=C(SCC)N1C2CC[N+](CC2)CCc3ccccc3 8.0
150 | O=C(NC)/C=C(/C1CC[N+](CC1)CCc2ccccc2)c3ccccc3d 8.0
151 | O=C1CSc2ccenc2N1C3CCIN+](CC3)CCc4cccecd 8.0
152 | O=C1C[C@H]2CCCC[C@H]2N1C3CC[N+](CC3)CCc4cccccd 8.0
153 | O=C1C[C@@](N1C2CC[N+](CC2)CCc3ccccc3)(CC)C 8.0
154 | O=CIN(C2CC[N+](CC2)CCc3ccccc3)cdesncaS1 8.0
155 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)CC)c3cc[nH]In3 8.0
156 | Clcleec2¢(N(C3CCIN+](CC3)CCc4cceccd)C(=0)CCS2)cl 8.0
157 | FC(F)(F)clc(nc(o1)C)C2CC[N+](CC2)CCc3ccccc3 8.0
158 | O=CI1C[C@]2(N1C3CC[N+](CC3)CCc4ccceccd)CCC(C[C@@H]2C)(C)C 8.0
159 | O=CIN(C2CC[N+](CC2)CCc3cccec3)cdccocdS1 8.0
160 | O=C1C=C(O)c2ccccc2N1C3CC[N+](CC3)CCc4cceccs 8.0
161 | O=C1N=C(C2CC[N+](CC2)CCc3ccccc3)cdcncec4S1 8.0
162 | slcencIN(C2CC[N+](CC2)CCc3cccec3)Ccécccod 8.0
163 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CC)[Ce@H]3[C@@H](C3)C 8.0
164 | O=CIN(C2CC[N+](CC2)CCc3ccecce3)C=4C(SC=CC451)=0 8.0
165 | O=5(=0)(cInc(C2CC[N+](CC2)CCc3cccec3)c(s1)NCC)C 8.0
166 | O=S(=0)(C1CC[N+](CC1)CCc2ccccc2)c3cc[nH]c3 8.0
167 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccc(c3C)C)C 7.9
168 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3CC3)CC 79
169 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cecce3C)CC 7.9
170 | Fcleeccc1CN(C2CCIN+](CC2)CCc3ccecc3)C(=0)C 7.9
171 | O=C1C[C@]2(N1C3CC[N+](CC3)CCc4ccccc4)CC[C@@H](C2)C 79
172 | N#C[C@@H](N(C1CC[N+](CC1)CCc2ccccc?)c3cccec3)C 7.9
173 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CC(C)C)C=C 79
174 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3CC3)C=C 79
175 | O=C1C[C@H](N1C2CC[N+](CC2)CCc3ccccc3)cdcccsd 7.9
176 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CCC(C)O)C 79
177 | O1CC(C2CC[N+](CC2)CCc3cccec3)(Cl)cdcecccs 7.9
178 | CSC[C@H](C1CC[N+](CC1)CCc2ccccc2)c3cccec3 7.9
179 | O=C1[C@H]([C@H](N1C2CC[N+](CC2)CCc3ccccc3)cdcccecd)CC 7.9
180 | O=C1[C@@](OC)(C2CC[N+](CC2)CCc3ccccc3)cdcccccaN1 7.9
181 | Brcleec(O)c(C(=S)C2CC[N+](CC2)CCc3cceccld)cl 7.9
182 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CCC)C3CC3 7.9
183 | O=C[C@H](C1CC[N+](CC1)CCc2ccccc2)c3ccecc3 7.9
184 | O=ClC[C@@]2(N1C3CC[N+](CC3)CCc4cccccd)C[C@@H]5CC[C@H]2C5 79
185 | O=C1CC2(N1C3CC[N+](CC3)CCc4cccecd)CCCCCC2 79
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186 | FC(F)(F)C(=O)N(C1CC[N+](CC1)CCc2ccccc2)CC 7.9
187 | O=C1C[C@]2(N1C3CC[N+](CC3)CCc4cccccd)CC[C@@H](C2)CC 7.9
188 | O=C1CSC2(N1C3CC[N+](CC3)CCc4cececd)CCC(CC2)CC 79
189 | O=C1C2(CC2)c3ccccc3N1C4CC[N+](CC4)CCcbeccec5 7.9
190 | O=C1[C@@H](OC)[C@H](N1C2CC[N+](CC2)CCc3ccccc3)cdcccccd 7.9
191 | O=C1C=Cc2cscc2N1C3CC[N+](CC3)CCc4cccccd 7.9
192 | O=C1CC2(N1C3CC[N+](CC3)CCc4cccecd)CCC(CC2)C 7.9
193 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CC=C)C3CC3 79
194 | O=C1N=Nc2cscc2N1C3CC[N+](CC3)CCc4cccecd 7.9
195 | O=C1[C@H](Sc2ccccc2N1C3CC[N+](CC3)CCc4cccccd)C 7.9
196 | CIC(CH[C@@H](C1CC[N+](CC1)CCc2ccccc2)c3ccccc3d 7.9
197 | Clcleccec]l[C@@H]2[C@H](OC)C(=0)N2C3CC[N+](CC3)CCc4cccecd 7.9
198 | CC(CN(CICC[N+](CC1)CCc2ccccc2)c3ccccc3)(C)C 7.9
199 | Clclnc(C2CC[N+](CC2)CCc3cccce3)c(s1)CCC 7.9
200 | O=C1C(5c2ccsc2N1C3CCIN+](CC3)CCc4cccccd)=0 7.9
201 | ClcleceecIN(S(=0)(=0)C)C2CC[N+](CC2)CCc3cccec3 7.9
202 | O=C1C[C@](N1C2CC[N+](CC2)CCc3cccec3)(C4CC4)C 7.9
203 | Brclne(C2CC[N+](CC2)CCc3cccec3)c(s1)C(C)C 7.9
204 | Clelne(C2CC[N+](CC2)CCc3cccec3)c(s1)CC(C)C 7.9
205 | O=C1CC2(N1C3CC[N+](CC3)CCc4cceccd)CCC(CC2)CC 7.9
206 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)C3CC3)C4CC4 79
207 | Cclncenl[C@H](C2CCIN+](CC2)CCc3ccccc3)cdcccecd 7.9
208 | O=C1C[C@@](N1C2CC[N+](CC2)CCc3ccccc3)(CCC)CC 79
209 | Br[C@H]1Cc2ccccc2[C@@H]1C3CC[N+](CC3)CCcécccecd 7.9
210 | O=C1C[C@](N1C2CC[N+](CC2)CCc3cccec3)(C4CC4)CC 7.9
211 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CC)C(C)C 7.9
212 | Brclne(C2CC[N+](CC2)CCc3cccec3)c(s1)C 7.9
213 | O=C1CC[C@H](N1C2CC[N+](CC2)CCc3cccce3)C 79
214 | OC[C@@H](C1CC[N+](CC1)CCc2ccccc?)c3ccce(c3)C 7.9
215 | O=C1C[C@](N1C2CC[N+](CC2)CCc3ccccc3)(C4CC4)COC 7.9
216 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CCC)C=C(C)C 79
217 | O=C1C(C[N+]C)=CC=2CCCC2N1C3CC[N+](CC3)CCc4cccccsd 79
218 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)Cc3c[nH]cn3)C 7.9
219 | O=C1C=NN2C(=C1C3CC[N+](CC3)CCc4cccccd)C=NC=N2 7.9
220 | Fcleee(SC)e(n1)C2CCIN+](CC2)CCc3cccec3 7.9
221 | CIC1=C(C2CC[N+](CC2)CCc3ccccc3)C(=0)N(C1)C 79
222 | Fcleccecl[C@H](C2CC[N+](CC2)CCc3ccccc3)CC=C 7.9
223 | CIC1=CC(=CN(C2CC[N+](CC2)CCc3ccccc3)C1=0)C(F)(F)F 79
224 | O=C1C[C@@](N1C2CC[N+](CC2)CCc3ccccc3)(CC4CC4)C 7.9
225 | Clelecec2cIN(C3CCIN+](CC3)CCc4cceccd)C(S2)=0 7.9
226 | O=C1C=Nc2c(scn2)N1C3CC[N+](CC3)CCc4cccccsd 7.9
227 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccec3)CC 7.8
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228 | Breclecee(N(C2CC[N+](CC2)CCc3cccec3)C(=0)C)cl 7.8
229 | O=C(OC)N(CICC[N+](CC1)CCc2ccccc2)CCC 7.8
230 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3CCCCC3)C(C)C 7.8
231 | O=C1CC2(N1C3CC[N+](CC3)CCc4cceccd)CCSCC2 7.8
232 | C[C@@](OC)(C1CC[N+](CC1)CCc2ccccc2)c3cceccld 7.8
233 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C(C)C)C=C 7.8
234 | Cclese(IN(C2CC[N+](CC2)CCc3cccec3)cdeccecd)nl 7.8
235 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccco3)C 7.8
236 | OC1([C@H](C2CC[N+](CC2)CCc3cccccld)cdcccccd)CCCl 7.8
237 | Cleclece(O)e(C(=S)C2CC[N+](CC2)CCc3cccec3)cl 7.8
238 | Fcleecec1C2(C3CCIN+](CC3)CCececcecd)COC2 7.8
239 | O=C1C[C@]2(N1C3CC[N+](CC3)CCc4cccecd)CC[C@H]([Ce@H](C2)C)C 7.8
240 | C[C@](CICC[N+](CC1)CCc2ccccc2)(CCC)c3cceec3 7.8
241 | O=CIN(C2CC[N+](CC2)CCc3ccccc3)c4c(S1)ncend 7.8
242 | O=CIN(C2CC[N+](CC2)CCc3ccccc3)c4ccecca4C(S1)=0 7.8
243 | O=C1C[C@H](N1C2CC[N+](CC2)CCc3ccccc3)cdcccod 7.8
244 | Clcleece([C@@H](C2CC[N+](CC2)CCc3ccccc3)CC(=0)C)ccl 7.8
245 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)[C@@H](CC)C)C 7.8
246 | O=C1C=Nc2ccsc2N1C3CC[N+](CC3)CCc4cccccs 7.8
247 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)CC(C)C)CC 7.8
248 | O=C1C[C@@]2(N1C3CC[N+](CC3)CCc4ccecccd)CCC(C2)(C)C 7.8
249 | O=CIN(C2CC[N+](CC2)CCc3ccccc3)cdc(S1)ncs4 7.8
250 | O=CIN=Cc2c(N1C3CC[N+](CC3)CCc4cccccd)enen2 7.8
251 | Oclceecc1SC2CCIN+](CC2)CCc3cccec3 7.8
252 | O=5(=0)(N(C1CC[N+](CC1)CCc2ccccc2)C(=0)CC)C 7.8
253 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)CC=C)CC 7.8
254 | Fclec2ccecc2e(nl)C3CCIN+](CC3)CCc4cececd 7.8
255 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)C3CC3)C(C)C 7.8
256 | Cl[C@H]1C(=O)N(C2CC[N+](CC2)CCc3ccccc3)[C@@H]1c4cccsd 7.8
257 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3nc(c(03)C)C)C 7.8
258 | O=C1COc2ccsc2N1C3CC[N+](CC3)CCc4cceccs 7.8
259 | Fcleec(N(C2CCIN+](CC2)CCc3cceec3)C(=0)C(C)C)ccl 7.8
260 | Clclececcl[C@H]2N(C3CC[N+](CC3)CCc4cccecd)C(=0)CS2 7.8
261 | O=C1CC2(N1C3CC[N+](CC3)CCc4ccccc4)C[CeH](C[C@@H](C2)C)C 7.8
262 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CC)CSC 7.8
263 | O=CINC(=O)[C@]2(N1C3CC[N+](CC3)CCc4ccecccd)CCC[C@@H](C2)C 7.8
264 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CC)CH#C 7.8
265 | O=CINN=C(SCC=C)N1C2CC[N+](CC2)CCc3ccccc3 7.8
266 | O=CIN(C2CC[N+](CC2)CCc3ccccc3)C4=C(S1)CCCC4 7.8
267 | O=C([C@]1(C2CC[N+](CC2)CCc3cccce3)C(=N1)C)C 7.8
268 | O=CIN=C(C2CC[N+](CC2)CCc3ccccc3)c4cnencdS1 7.8
269 | O=C(N(C1CC1)C2CC[N+](CC2)CCc3cccce3)cdcecccd 7.8
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270 | O[C@@H]1CCCc2ccccc2[C@H]1C3CC[N+](CC3)CCc4cceccd 7.8
271 | O=C1C[C@@]2(N1C3CC[N+](CC3)CCc4cccccd)CC[C@@H](CCC2)C 7.8
272 | SCC1=CC=2CCCCC2N(C3CC[N+](CC3)CCc4ccccc4)C1=0 7.8
273 | Clelecec(C2(C3CCIN+](CC3)CCelcccecd)CCC(O)CC2)cl 7.8
274 | O=CIN(N=C(N1C2CC[N+](CC2)CCc3ccccc3)CCCC)C 7.8
275 | slcc2cene(C3CCIN+](CC3)CCe4ccececd)c2cl 7.8
276 | O=CIN=Nc2ccnnc2N1C3CC[N+](CC3)CCc4cccccd 7.8
277 | Sclec(OC(F)F)ce(n1)C2CC[N+](CC2)CCc3cccec3 7.8
278 | Fcle(ec(OC(F)(F)F)c(n1)C2CCIN+](CC2)CCc3ccccc3)C 7.8
279 | O=C1C[C@](NT1C2CC[N+](CC2)CCc3ccccc3)(C(C)C)C 7.8
280 | Brclec(F)ne(C2CC[N+](CC2)CCc3cccec3)cl 7.8
281 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)C3CC3)c4cc(nod)C 7.8
282 | O=C1C[C@H](N1C2CC[N+](CC2)CCc3ccccc3)C4CC4 7.8
283 | CIC(Cl)C(=O)N(C1CC[N+](CC1)CCc2ccccc2)CC=C 7.8
284 | FC(F)(F)CN(C1CC[N+](CC1)CCc2ccccc2)C(=0)C 7.8
285 | Clclece(F)e(n1)C2CCIN+](CC2)CCc3ccccc3 7.8
286 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3CC3)C4CCCC4 7.8
287 | Fclec(OCF)cc(n1)C2CCIN+](CC2)CCc3ccccc3 7.8
288 | OCCN(C1CC[N+](CC1)CCc2ccccc2)C(=0)C=C 7.8
289 | slc(C2CCIN+](CC2)CCc3cccce3)cdc(snnd)nl 7.8
290 | Cleclec2e(cecc2e(n1)C3CCIN+](CC3)CCc4cccccd)C 7.8
291 | Clclec2eec(F)ec2e(n1)C3CCIN+](CC3)CCc4cccccs 7.8
292 | O[C@H](C1CC[N+](CC1)CCc2ccccc2)c3cc[nH]c3 7.8
293 | Cleclec2eec(cc2e(n1)C3CCIN+](CC3)CCc4cecccd)C 7.8
294 | O=C(N(nlccccl)C2CC[N+](CC2)CCc3cccce3)C 7.7
295 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccc(CC)cc3)C 7.7
296 | Brclece(N(C2CCIN+](CC2)CCc3ccecc3)C(=0)C)ccl 7.7
297 | Clclece(N(C2CCIN+](CC2)CCc3cccec3)C(=0)CC)ccl 7.7
298 | S=C(C1CC[N+](CC1)CCc2ccccc2)c3cccec30 7.7
299 | O1CC[C@](C2CC[N+](CC2)CCc3cccec3)(Cl)cdcccccd 7.7
300 | S(C1CCIN+](CC1)CCc2ccccc2)c3cecce3 7.7
301 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccdc(OCCO4)c3)C 7.7
302 | O=CN(C1CC[N+](CC1)CCc2ccccc2)C3CCCC3 7.7
303 | O=C(OC)N(CICC[N+](CC1)CCc2ccccc2)CC 7.7
304 | O=CIN(C2CC[N+](CC2)CCc3cccec3)cdccscaS 7.7
305 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CC3CC3)C 7.7
306 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CCC)NC 7.7
307 | FC(F)(C1CC[N+](CC1)CCc2ccccc2)c3cccec3 7.7
308 | Cl[C@](F)(C1CC[N+](CC1)CCc2ccccc2)c3cecec3 7.7
309 | C#CCN(CICC[N+](CC1)CCc2ccccc2)c3ccecc3d 7.7
310 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CC)C3CC3 7.7
311 | O=C1CC2(N1C3CC[N+](CC3)CCc4cccecd)Ccheecec5C2 7.7
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312 | O=C(OC)N(CICC[N+](CC1)CCc2ccccc2)COC 7.7
313 | CCCC[C@H](C1CC[N+](CC1)CCc2ccccc2)c3ccsc3 7.7
314 | O=C1CC2(N1C3CC[N+](CC3)CCc4cccccd)CCOCC2 7.7
315 | Fcleccecl[S@](=O)C2CC[N+](CC2)CCc3cccec3 7.7
316 | O=CIN(C2CC[N+](CC2)CCc3ccccc3)cdc(S1)ccod 7.7
317 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)CCC)C 7.7
318 | SCC1=CC=2CCCC2N(C3CC[N+](CC3)CCc4ccccc4)C1=0 7.7
319 | O=CIN(C2CC[N+](CC2)CCc3cccecc3)cdcccccaC(O1)=0 7.7
320 | Clclececcl[S@](=0)C2CC[N+](CC2)CCc3ccccc3 7.7
321 | Fcleec2C(=CC(=O)N(C3CC[N+](CC3)CCc4cccecd)c2c1)C 7.7
322 | O=C1C[C@]2(N1C3CC[N+](CC3)CCc4cccecd)CCOC[C@@H]2C 7.7
323 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CCC)CC 7.7
324 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)CC)c3ccon3 7.7
325 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)C3=NCCCS3)C 7.7
326 | O=CIN(C2CC[N+](CC2)CCc3cccecc3)c4c(S1)ncod 7.7
327 | O=CIN(c2c(N1C3CC[N+](CC3)CCc4cceecd)ccen2)C(C)C 7.7
328 | O=C(N(OC)CICC[N+](CC1)CCc2ccccc2)C 7.7
329 | Clclec2e(F)ecec2e(nl)C3CCIN+](CC3)CCc4cccccs 7.7
330 | Fclecec2c1CC[C@]23CC(=0)N3C4ACC[N+](CC4)CCcbeceech 7.7
331 | O=Cl1[C@@H]2CCCN2c3c¢(N1C4CC[N+](CC4)CCc5ccccc5)cec[nH+]3 7.7
332 | Clelecc2e(IN(C3CCIN+](CC3)CCc4ccecccd)C(=0)[C@H](02)C)cl 7.7
333 | O=Cl1C[C@H](N1C2CC[N+](CC2)CCc3ccccc3)cdccecend 7.7
334 | Fcleccec][C@](OC)(C2CCIN+](CC2)CCc3cccce3)C 7.7
335 | O=C1CC2(N1C3CC[N+](CC3)CCc4cccecd)CCCCCCC2 7.7
336 | O=C1C[C@](N1C2CC[N+](CC2)CCc3cccec3)(CC(C)C)C 7.7
337 | Sclec(F)ne(C2CC[N+](CC2)CCc3cccec3)cl 7.7
338 | O=C(N(CICC[N+](CC1)CCc2ccccc2)[C@@H](CC)C#N)C 7.7
339 | O=C1C[C@@]2(N1C3CC[N+](CC3)CCc4ccecccd)CCO[C@H]2C 7.7
340 | CIC(ClH)C(=O)N(C1CC[N+](CC1)CCc2ccccc2)CCC 7.7
341 | F[Ce@H](C1CC[N+](CC1)CCc2ccccc2?)c3cceen3 7.7
342 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)CC)c3ccsc3 7.7
343 | O=[S@](C1CC[N+](CC1)CCc2ccccc2)c3ccc(NC)ec3 7.7
344 | O=C1C=Cc2cocc2N1C3CC[N+](CC3)CCc4cccccd 7.7
345 | O=5(=0)(cInc2¢(c(n1)C3CC[N+](CC3)CCc4cccccd)ces2)C 7.7
346 | O=[S@](C1CC[N+](CC1)CCc2ccccc2)c3cccecc30C 7.7
347 | Fcleecec1S(=0)(=0)C2CC[N+](CC2)CCc3cccec3 7.7
348 | Fclec(ee(n1)C2CCIN+](CC2)CCc3ccecce3)C(F)(F)F 7.7
349 | Clclece(N(C2CCIN+](CC2)CCc3ccecc3)C(=0)C)ecl 7.6
350 | Clelecee(N(C2CC[N+](CC2)CCc3cccec3)C(=0)CC)cl 7.6
351 | O=CCN(C1CC[N+](CC1)CCc2ccccc2)c3cceecd 7.6
352 | O[C@@](OC)(C1CC[N+](CC1)CCc2ccccc2)c3ccecc3d 7.6
353 | O=CIN(C2CC[N+](CC2)CCc3cccec3)cdesccaSl 7.6
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354 | O=CIN(C2CC[N+](CC2)CCc3ccccc3)c4c(S1)ccs4 7.6
355 | O=Cl1C[C@@]2(N1C3CC[N+](CC3)CCc4cccccd)CCOC2 7.6
356 | O=CN(CI1CC[N+](CC1)CCc2ccccc2)C3CCCCC3 7.6
357 | O1C[C@@]1(C2CC[N+](CC2)CCc3cccecc3)cdcccccd 7.6
358 | O=S(=0)(C1CC[N+](CC1)CCc2ccccc?)c3cccec3 7.6
359 | SICC(C2CCIN+](CC2)CCc3ccecc3)(Cl)cdcccecd 7.6
360 | Fclenc2C=CC(=O)N(C3CC[N+](CC3)CCc4cccecd)c2cl 7.6
361 | O=[S@](C1CC[N+](CC1)CCc2ccccc2)c3cccs3 7.6
362 | O=Cl[Cee@H]([C@H](N1C2CC[N+](CC2)CCc3ccccc3)cdcccsd)C 7.6
363 | O=C1C=Nc2c(N1C3CC[N+](CC3)CCc4cccecd)cns2 7.6
364 | Clcleceecl[C@H](OC)C2CC[N+](CC2)CCc3cccec3 7.6
365 | O=CIN(C2CC[N+](CC2)CCc3cccccld)cdcecencdS1 7.6
366 | O=C1C2(N(C3CC[N+](CC3)CCc4cceccd)C(=0O)N1)CCC(CC2)C 7.6
367 | O=C(SC)N(CICC[N+](CC1)CCc2ccccc2)C 7.6
368 | O=C1CSc2¢(N1C3CC[N+](CC3)CCc4cccccd)cecen2 7.6
369 | [N+]1(CCC(CC1)Cc2ccecc2)CCc3cccec3 7.6
370 | Br[C@@H](C1CC[N+](CC1)CCc2ccccc2)c3cccccd 7.6
371 | Fclecee([C@H](C2CC[N+](CC2)CCc3cccec3)CCC)cl 7.6
372 | Fcleecec1SC2CCIN+](CC2)CCc3cccec3 7.6
373 | O=Cl1C[C@@](N1C2CC[N+](CC2)CCc3ccccc3)(CCC)C 7.6
374 | O=C1C[C@]2(N1C3CC[N+](CC3)CCc4cccecd)CCO[Ce@@H](C2)C 7.6
375 | Clclnc2cce(F)cc2e(n1)C3CC[N+](CC3)CCclcccecd 7.6
376 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)CC=C)C 7.6
377 | O=C1C=Nn2cccc2N1C3CC[N+](CC3)CCc4cccecd 7.6
378 | Cleleceec1SC2CCIN+](CC2)CCe3cccec3 7.6
379 | Breclecee(N(C2CC[N+](CC2)CCc3cccec3)CCO)cl 7.6
380 | FC(F)(C1CC[N+](CC1)CCc2ccccc2)c3cces3 7.6
381 | O=C1CC2(N1C3CC[N+](CC3)CCc4cceccd)CC(C2)C(C)C 7.6
382 | O=C1C(=C([C@@H](OC)N1C2CC[N+](CC2)CCc3ccccc3)C)C 7.6
383 | N#CC([C@@H](C1CC[N+](CC1)CCc2ccccc2)c3cccec3)=C 7.6
384 | Clclec2ee(F)cec2e(nl)C3CCIN+](CC3)CCc4cccccs 7.6
385 | Fcleee(c(n1)C2CCIN+](CC2)CCc3ccecc3)CF 7.6
386 | O=C1CC2(N1C3CC[N+](CC3)CCc4cceccd)CC(OCC)C2 7.6
387 | O=CIN=Nc2¢(N1C3CC[N+](CC3)CCc4ccceccd)nnen?2 7.6
388 | N#C/C(C1CC[N+](CC1)CCc2ccccc2)=C/OCC 7.6
389 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CC)[C@H]([N+])C 7.6
390 | O=C1C2([C@H](N1C3CC[N+](CC3)CCc4cccccd)c5ececc5)CCCCC2 7.6
391 | Cl[C@](C1CC[N+](CC1)CCc2ccccc2)(c3cccec3)CHN 7.6
392 | Fclee(F)eecl[C@@H]2CC(=O)N2C3CC[N+](CC3)CCc4cccccd 7.6
393 | Fcleec(OC2CCIN+](CC2)CCc3cccecld)c(CC(=0)C)cl 7.6
394 | O=CIN(n2¢(51)cen2)C3CC[N+](CC3)CCc4cceccs 7.6
395 | Scleceec1SC2CCIN+](CC2)CCe3cceec3 7.6
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396 | FC(F)clce(n(nl)C2CC[N+](CC2)CCc3ccccc3)C4CC4 7.6
397 | Sclece(F)c(n1)C2CCIN+](CC2)CCc3cceccld 7.6
398 | O=C1IN(n2cccc2S1)C3CC[N+](CC3)CCclcccecd 7.6
399 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3CC3)NCCHC 7.6
400 | O=CN(CI1CC[N+](CC1)CCc2ccccc2)CCC(C)C 7.6
401 | S=C(SC(C)C)CICC[N+](CC1)CCc2cccecc2 7.6
402 | FC(F)CN(C1CC[N+](CC1)CCc2ccccc2)c3cccec3F 7.5
403 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3CCCC3)C[N+] 7.5
404 | FC(F)(F)C(=O)N(CI1CC[N+](CC1)CCc2ccccc2)CCHC 7.5
405 | O=C(SC)N(C1CC[N+](CC1)CCc2ccccc2)CC 7.5
406 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3CC3)C[N+] 7.5
407 | Cl[C@H](C1CC[N+](CC1)CCc2ccccc2)c3cccec3d 7.5
408 | O[C@H](C1CC[N+](CC1)CCc2ccccc2)c3cccec3 7.5
409 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccec(OC)c3)C 7.5
410 | F[Ce@H](C1CC[N+](CC1)CCc2ccccc?)c3cccec3 7.5
411 | O=[S@](C1CC[N+](CC1)CCc2ccccc2)c3cccec3 7.5
412 | O1CC[C@@H](N(C2CC[N+](CC2)CCc3ccccc3)cdeccecd)Cl 7.5
413 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)COC)NC 7.5
414 | Fcleec2CCC(=0O)N(C3CC[N+](CC3)CCc4cccecd)c2cl 7.5
415 | O=C1CC[C@@H](OC)N1C2CC[N+](CC2)CCc3ccccc3 7.5
416 | O=C1C=Nc2cocc2N1C3CC[N+](CC3)CCc4cccccs 7.5
417 | O(C1CC[N+](CC1)CCc2ccccc2)c3cecec3 7.5
418 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3CC3)[C@H](C)CEN 7.5
419 | FC(F)clce(nnl1C2CCIN+](CC2)CCc3ccccc3)C(F)F 7.5
420 | O=CN(CICC[N+](CC1)CCc2ccccc2)CCC 7.5
421 | Clelecc2CC(=O)N(C3CC[N+](CC3)CCc4cceccd)c2cl 7.5
422 | Fcleec2¢(N(C3CCIN+](CC3)CCc4cccccd)C(=0)CO2)cl 7.5
423 | CIC(CI)(C1CC[N+](CC1)CCc2ccccc2)c3ccccc3 7.5
424 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CC)CO 7.5
425 | Clclecec([C@H](C2CCIN+](CC2)CCc3ccecc3)CCC)cl 7.5
426 | FC(F)(C1CC[N+](CC1)CCc2ccccc?)c3cccec3F 7.5
427 | BrC(CN(CICC[N+](CC1)CCc2ccccc2)C(=0)C)=C 7.5
428 | [N+]CCclnc(nn1C2CC[N+](CC2)CCcBcceeccld)C 7.5
429 | FC(F)(C1CC[N+](CC1)CCc2cccecc)c3ccce(c3)C 7.5
430 | Fcleee-2c(N(C3CC[N+](CC3)CCc4cccecd)C(=0)c5becen52)cl 7.5
431 | Fclee(SC(F)(F)F)cec(n1)C2CCIN+](CC2)CCc3cccec3 7.5
432 | SC[C@@H]1C(=O)N(C2CC[N+](CC2)CCc3cccec3)CCC1 7.5
433 | Fcle(F)cee(IN(C2CCIN+](CC2)CCc3ccccc3)C(=0)C)cl 74
434 | N#CCC[C@@H](C1CC[N+](CC1)CCc2ccccc?)c3cccec3 74
435 | O=S1(=0)CCC(C2CC[N+](CC2)CCc3ccccc3)(CC1)cdcccccs 74
436 | O=C1CC(C2CC[N+](CC2)CCc3ccccc3)(Cl)cdcecccs 74
437 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)CC)C[N+] 7.4
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438 | N#CC[C@@H](C1CC[N+](CC1)CCc2ccccc2)c3cccec3 74
439 | N#CN(CI1CC[N+](CC1)CCc2ccccc2)c3ccccc3d 74
440 | Fcleec2e(N(C3CCIN+](CC3)CCc4cceccd)C(=0)C=N2)cl 74
441 | O=CIN(C2CC[N+](CC2)CCc3ccccc3)cdcocc4S1 74
442 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)CC)[C@H]3CCC[N+]3 7.4
443 | Sclecec(SC2CCIN+](CC2)CCc3cccce3)cl 74
444 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C3CC3)NCC 7.4
445 | O=C1C[C@H](N1C2CC[N+](CC2)CCc3ccccc3)cdcec(04)C 7.4
446 | O=CIN=Nc2ccncc2N1C3CC[N+](CC3)CCc4cccecd 74
447 | O=[S@](C1CC[N+](CC1)CCc2ccccc2)c3ccce(c3)C 74
448 | N#CC1(C2CC[N+](CC2)CCc3ccecc3)Ceéeccec4Cl 74
449 | S[C@@H](C1CC[N+](CC1)CCc2ccccc2)c3ceece3 74
450 | O=C(OC(C)C)N(CICC[N+](CC1)CCc2ccccc2)CC 7.4
451 | O=C(SCC=C)C1CC[N+](CC1)CCc2ccccc2 74
452 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)C(C)C)C[N+] 7.4
453 | O=CINc2cccec?2[C@@](0O1)(OC)C3CC[N+](CC3)CCc4cccccd 74
454 | O=CN(C1CC[N+](CC1)CCc2ccccc2)C3CCC3 7.4
455 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)C)NC 7.4
456 | Cl[C@H](CICC[N+](CC1)CCc2ccccc?)c3cccec3Cl 74
457 | O=5(=0)(C1CC[N+](CC1)CCc2ccccc?)c3cccec30 74
458 | Cclececc1SC2CCIN+](CC2)CCc3cceec3d 74
459 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3ccnce3)C 7.3
460 | Clclece([C@H](OC)C2CCIN+](CC2)CCc3cccec3)ccl 7.3
461 | O=C(N(CICC[N+](CC1)CCc2ccccc2)CO)[Ce@@H]3[C@@H]([N+])C3 7.3
462 | Fcleeee(SC2CCIN+](CC2)CCc3cccec3)cl 7.3
463 | COC1CC(C2CC[N+](CC2)CCc3cccec3)(Cl)cdcceccs 7.3
464 | O=C(N(CICC[N+](CC1)CCc2ccccc2)[C@H](CC)C(=O)N)C 7.3
465 | O=CIN(C2CC[N+](CC2)CCc3cccccld)c4enencdS1 7.3
466 | Clclecec(SC2CC[N+](CC2)CCc3cccec3)cl 7.3
467 | Cclecec(SC2CCIN+](CC2)CCc3ccecc3)cl 7.3
468 | O=CIN(C2CC[N+](CC2)CCc3cccec3)c4c(S1)nenn4 7.3
469 | O=C(N(CICC[N+](CC1)CCc2ccccc2)C(C)C)CC[N+] 7.3
470 | O=C(C1(C2CC[N+](CC2)CCc3cccecc3)CcécecccaCl)C 7.3
471 | FC(F)(C1CC[N+](CC1)CCc2ccccc2)c3ccc(ce3)C 7.3
472 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)C3CC3)[C@@H]([N+]))C 7.3
473 | Clclecec(C2(C3CC[N+](CC3)CCclcccecd)CC(=0)C2)cl 7.3
474 | Cclece([C@H](OC)C2CC[N+](CC2)CCc3cccec3)cecl 7.2
475 | Fcleee([C@H](OC)C2CCIN+](CC2)CCc3cccec3)cecl 7.2
476 | C#CCN(CI1CC[N+](CC1)CCc2ccccc2)c3cc[nH+]cc3 7.2
477 | O=C(|C@H](C1CC[N+](CC1)CCc2ccccc2)c3cccce3)C 7.2
478 | O=[S@](C1CC[N+](CC1)CCc2ccccc2)c3ccsc3 7.2
479 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)CC)CCEN 7.2
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480 | O=CIN=Nc2¢(N1C3CC[N+](CC3)CCc4cccccd)cnen? 7.2
481 | O=[S@](C1CC[N+](CC1)CCc2ccccc2)c3cccec3C 7.2
482 | O=CIN(C2CC[N+](CC2)CCc3cccecc3)cdenscaS1 7.2
483 | O=C1C[C@H](N1C2CC[N+](CC2)CCc3ccccc3)cdccc(s4)C 7.2
484 | Cl[C@H](C1CC[N+](CC1)CCc2ccccc2)c3cc(Cl)cec3 7.2
485 | S=C(C1CC[N+](CC1)CCc2ccccc?)c3ccsc3 7.2
486 | O=S(=0)(C1CC[N+](CC1)CCc2ccccc2)c3ccc(cc3)C 7.2
487 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)CCC)C[NH] 7.1
488 | S=C(C1CC[N+](CC1)CCc2ccccc2)CCC 7.1
489 | O=CIN(C2CC[N+](CC2)CCc3ccccc3)cdencecdS1 7.1
490 | N#CC[C@@H](C1CC[N+](CC1)CCc2ccccc?)c3cccs3 7.1
491 | Cclece(SC2CCIN+](CC2)CCc3ccecc3)ccl 7.1
492 | O=S(=0)(C1CC[N+](CC1)CCc2ccccc2)c3cesc3 7.1
493 | Ccle(SC2CCIN+](CC2)CCc3ccecc3)cesl 7.1
494 | S(C1CCIN+](CC1)CCc2ccccc2)c3cesc3 7.0
495 | O=S1(=0)CC[C@@]2(C1)CC(=O)N2C3CC[N+](CC3)CCc4cccccs 7.0
496 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2)CC)[C@@H](C[N+])C 7.0
497 | Clclece([C@H](F)C2CC[N+](CC2)CCc3ccccc3)ccl 7.0
498 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)C)CC[N+] 7.0
499 | Fcleec(OC2CCIN+](CC2)CCc3cccec3)ccl 6.9
500 | Clclece(SC2CCIN+](CC2)CCc3cccec3)ccl 6.9
Table S6
List, SMILE and predicted pKivalues for Series 4.

Ne° SMILES Pred pKi

1 O=C(O[C@H]1CCCO1)C2(N(c3cccee3)C(=0)CC)CC[N+](CC2)CCc4cccccd 10.8
2 O=C(OCOC)C1(N(c2ccecc2)C(=0)CC)CC[N+](CC1)CCc3ccecc3 10.6
3 O=C(N(CI(CC[N+](CC1)CCc2ccccc2)C3=NOCCO3)c4cccccd)CC 10.6
4 O=C(NS(=0)(=0)N)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cceccc3 10.6
5 O=C(C1(N(c2ccccc2)C(=0O)CC)CC[N+](CC1)CCc3cccec3)[C@H]4CCO4 10.5
6 FC(F)cInnc(o1)C2(N(c3cccec3)C(=0)CC)CCIN+](CC2)CCc4cccccsd 10.5
7 O=C(N(C1(n2c3¢c(nn2)c[nH]n3)CC[N+](CC1)CCc4cccecd)c5eccec5)CC 10.5
8 O=C(N(CI(CC[N+](CC1)CCc2ccccc2)C3=NCCCO3)c4cceccd)CC 10.4
9 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nnc(s3)O)cdcececd)CC 10.4
10 O=[S@@](N(C)C)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 10.4
11 O=C(OCC[N+]([O-])=0O)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCcBcecec3 10.4
12 O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3)[C@H]4CCC=N4 10.4
13 FCCNS(=0)(=0O)C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3cccec3 10.4
14 O=C(C1(N(c2cccee2)C(=0)CC)CCIN+](CC1)CCc3ccccc3)/C(C)=C/O 10.4
15 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nnn(n3)CC)cdeccccd)CC 10.4
16 O=C(OCCCO)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecc3d 10.4
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17 O=C(NS(=0)(=0)C)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCcBcccec3 10.4
18 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3noc(n3)CO)cdcccccd)CC 10.4
19 O=C(C1(N(c2cceec2)C(=0)CC)CC[N+](CC1)CCc3ccece3)[C@H]4CCCO4 10.4
20 O=C(O[C@@H](C)C#N)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 10.4
21 O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccccc3d)[Ce@H]4C=CCC4 10.4
22 O=C(N(C1(CC[N+](CC1)CCc2ccccc?)c3nncdn3nnsd)c5ececc5)CC 10.4
23 O=C(N[C@@H](C)C=0)C1(N(c2ccccc2)C(=O)CC)CC[N+](CC1)CCc3ccccc3 10.4
24 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nn(nn3)CC#C)cdceeccd)CC 10.4
25 O=C(OC(CC)CC)C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCcBcecec3 10.4
26 O=C(N(O)C)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecc3 10.3
27 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nc(on3)C)cdcccccd)CC 10.3
28 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nc(no3)N)cdcccecd)CC 10.3
29 O=C(OC1(CC1)C)C2(N(c3cccec3)C(=0)CC)CCIN+](CC2)CCclcccccs 10.3
30 O=C(N(C1(n2nnc(n2)N)CC[N+](CC1)CCc3ccccc3)cdcccccd)CC 10.3
31 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3noc(O)n3)cdcccccd)CC 10.3
32 O=C(OCC(=O)N)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 10.3
33 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nn(nn3)C)cdcceccd)CC 10.3
34 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nnns3)cdcccccd)CC 10.3
35 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3noc(n3)C=C)cdcceccd)CC 10.3
36 S[C@@H](C(=0)C1(N(c2ccecc2)C(=0)CC)CC[N+](CC1)CCcBcccec3)C 10.3
37 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3noc(n3)NC)cdcececed)CC 10.3
38 O=C(N1CCC=N1)C2(N(c3ccccc3)C(=0)CC)CC[N+](CC2)CCc4cccccd 10.3
39 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nnc(03)OCC)c4cceccd)CC 10.3
40 O=C(OCCO[N+]([O-])=0)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 10.3
41 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nnc(cn3)C)cdeccccd)CC 10.3
42 O=C(NCCO)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcBcecec3 10.3
43 O=C(N(C1(CC[N+](CC1)CCc2ccccc?)c3nncd[nH]nnn43)c5cccec5)CC 10.3
44 O=C(N1CCCO1)C2(N(c3cccec3)C(=0)CC)CC[N+](CC2)CCc4cceccs 10.3
45 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3noc(n3)C(C)C)cdeececd)CC 10.3
46 O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3ccccc3)cdc(oecn4)C 10.3
47 O=C(OC(C)(C)C#C)C1(N(c2cceec2)C(=O)CC)CC[N+](CC1)CCc3cccec3 10.3
48 O=C(N(CC#C)C)C1(N(c2cceec2)C(=0)CC)CCIN+](CC1)CCcBccecc3 10.3
49 O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)cdccsnd 10.3
50 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nnc(03)/C=C/C)cdcccecd)CC 10.3
51 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nsnn3)cdcccccd)CC 10.2
52 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3conn3)cdcccccd)CC 10.2
53 FC(F)(C(=O)C1(IN(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3cccec3)C 10.2
54 O=C(OC/C=C/C)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 10.2
55 O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccece3)/C=C=C 10.2
56 O=C(OC1COC1)C2(N(c3cccec3)C(=0O)CC)CCIN+](CC2)CCc4cececd 10.2
57 S=CIN=NC(=N1)C2(N(c3ccccc3)C(=0)CC)CC[N+](CC2)CCc4cceccd 10.2
58 O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccccc3)[Ce@H]4C[C@H]4C 10.2
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59 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3noc(n3)CC)cdcccecd)CC 10.2
60 O=C(NCOC)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcBcecec3 10.2
61 O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCcBcccec3)cdcocnd 10.2
62 O=C(NC(C)=C)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCcBceccec3 10.2
63 FC(F)(C(=O)C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCcBccecc3)CC 10.2
64 O=C(O[C@H](C1CC1)C)C2(N(c3ccccc3)C(=0)CC)CC[N+](CC2)CCc4cccccd 10.2
65 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3noc(n3)C4CC4)c5eccec5)CC 10.2
66 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nnce(n3)C)cdeccccd)CC 10.2
67 FCCCNC(=0O)C1(IN(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 10.2
68 O=C(O[C@H](CC)C=C)C1(N(c2ccccc2)C(=O)CC)CC[N+](CC1)CCc3cccec3 10.2
69 O=C(OC1(CCC1)C)C2(N(c3cccec3)C(=0)CC)CCIN+](CC2)CCc4cceccs 10.2
70 O=C(N(C1(n2c3¢c(nn2)cco3)CC[N+](CC1)CCc4cccecd)c5eccec5)CC 10.2
71 O=C(N(C1(n2c3c(scn3)nn2) CC[N+](CC1)CCc4cccecd)c5eccec5)CC 10.2
72 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3c4c(no3)ccod)c5ceecc5)CC 10.2
73 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3cdc(on3)ccod)c5cecec5)CC 10.2
74 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nnc(03)NC)cdcececd)CC 10.2
75 O=C(OCCCC#N)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecc3 10.2
76 S[C@@H](C(=0)C1(N(c2ccecc2)C(=0)CC)CC[N+](CC1)CCcBcecec3)CC 10.2
77 O=C(OCCC#N)C1(N(c2cceec2)C(=0)CC)CC[N+](CC1)CCc3ccecc3 10.2
78 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)C3=COCCO3)c4ccecc4)CC 10.2
79 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nnncdcennd3)c5ceece5)CC 10.2
80 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nncdcennnd3)c5ececc5)CC 10.2
81 O=C(OCCCC=C)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cceccc3 10.2
82 O=C(OC[S@@](=O)C)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 10.2
83 O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccece3)C(=0)C(OC)=0 10.2
84 O=C(OCCSC)C1(N(c2ccecec2)C(=0)CC)CC[N+](CC1)CCcBcecec3 10.2
85 O=C(OCC=C)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCcB3ccccc3 10.1
86 O=C(OC1CC1)C2(N(c3ccecec3)C(=0)CC)CC[N+](CC2)CCc4cececd 10.1
87 O=C(OCCC=C)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCcBcecec3 10.1
88 O=C(OCCC#C)C1(N(c2cccec2)C(=O)CC)CC[N+](CC1)CCc3cccec3 10.1
89 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3c(O)con3)cdcccecd)CC 10.1
90 Sclnnc(o1)C2(N(c3ccece3)C(=0)CC)CCIN+](CC2)CCclcccecd 10.1
91 O=C(OC1CCC1)C2(N(c3cccec3)C(=0O)CC)CCIN+](CC2)CCc4cececd 10.1
92 O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3)C(=0)C(=0)C 10.1
93 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3noc(OC)n3)cdcccecd)CC 10.1
94 O=C(N(C1(n2nnc(n2)CC)CC[N+](CC1)CCc3cccecc3)cdcccecd)CC 10.1
95 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nnc(03)OC)cdcccccd)CC 10.1
96 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nncen3)cdeccccd)CC 10.1
97 O=C(O[C@H](C)C=C)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3ccecec3 10.1
98 O=C(O[C@H](CC)C)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccccc3 10.1
99 O[C@H](OC)C1(N(c2ccecc2)C(=0)CC)CCIN+](CC1)CCc3ccecc3 10.1
100 | O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)C4CCC4 10.1
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101 | O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)C(C)=C 10.1
102 | O=C(N(C1(n2c3c(0cn3)nn2)CC[N+](CC1)CCc4ceccccd)cScecec5)CC 10.1
103 | O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCcBcccec3)[C@H](O)C#C 10.1
104 | Sclen(nn1)C2(N(c3ccece3)C(=0)CC)CCIN+](CC2)CCc4cccecd 10.1
105 | O=C(N(C1(CC[N+](CC1)CCc2ccccc?)c3nc(no3)CC)cdcccccd)CC 10.1
106 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nnc(03)CC)cdcccccd)CC 10.1
107 | O=C(N(C1(CC[N+](CC1)CCc2ccccc?)c3nncdcnon43)c5cecce5)CC 10.1
108 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)/C=C(\O)C(=0O)N)c3ccccc3)CC 10.1
109 | O=C(SCC=C)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3ccccc3 10.1
110 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nnc(SC)o3)cdcccecd)CC 10.1
111 | O=C(OC1CCCC1)C2(N(c3cccce3)C(=0)CC)CC[N+](CC2)CCc4cccccd 10.1
112 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3ncc(03)C)cdeccecd)CC 10.1
113 | O=C(SCCC)C1(N(c2ccece2)C(=0)CC)CC[N+](CC1)CCc3cccec3 10.1
114 | O=C([C@H]1CC21CC2)C3(N(c4cccecd)C(=0)CC)CC[N+](CC3)CCc5cccech 10.1
115 | Clclene(nnl)C2(N(c3cccec3)C(=0)CC)CCIN+](CC2)CCc4cccccs 10.1
116 | O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)[C@@H](CC)C 10.1
117 | O=5(=0)(NCC)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cceccc3 10.1
118 | O=C(Oclcccs1)C2(N(c3ccece3)C(=0)CC)CCIN+](CC2)CCclcccecd 10.1
119 | FC(C(=0O)C1(N(c2cceec2)C(=0)CC)CCIN+](CC1)CCc3ccecc3)=C(C)C 10.1
120 | O=C(O[C@H](C1CC1)C#C)C2(N(c3ccccc3)C(=0)CC)CC[N+](CC2)CCc4cceccs 10.1
121 | O=C(OC(C)(C)C)C1(N(c2ccece2)C(=0)CC)CCIN+](CC1)CCc3cccec3 10.1
122 | FC(F)(F)CNC(=O)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 10.1
123 | O=C(OC1C[C@@H]2C[C@@H]2C1)C3(N(c4ccccc)C(=0O)CC)CC[N+](CC3)CCc5cccec5 10.1
124 | O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)cdcoc(nd)N 10.1
125 | O=C(NN(C)C)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 10.1
126 | O=C(N(CI1(/[N+]([O-])=N/OCC)CC[N+](CC1)CCc2ccccc2)c3cecec3)CC 10.1
127 | O=C(N[C@@H](C)C=C)C1(N(c2ccccc2)C(=O)CC)CC[N+](CC1)CCc3cccec3 10.1
128 | SCclce(on1)C2(N(c3cccec3)C(=0)CC)CCIN+](CC2)CCc4cceccs 10.1
129 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nc(N(C)C)no3)cdcceccd)CC 10.1
130 | O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)cdccond 10.1
131 | O=C(N(C1(CC[N+](CC1)CCc2ccccc?)c3nocn3)cdcccecd)CC 10.0
132 | O=C(OC(C)C)C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3cceec3d 10.0
133 | O=C(N(C1(CC[N+](CC1)CCc2ccccc?)c3nnc(03)O)cdcccecd)CC 10.0
134 | O=C(O[C@@H](C)C#C)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3ccccc3 10.0
135 | O=C(ON(C)C)C1(N(c2ccecce2)C(=0)CC)CC[N+](CC1)CCcBcccec3 10.0
136 | O=C(N(N)C)C1(N(c2cccce2)C(=0)CC)CC[N+](CC1)CCc3cccec3 10.0
137 | Cl[C@H](OC(=0)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3)C 10.0
138 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)C(OCC)=N)c3ccccc3)CC 10.0
139 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nc(no3)C)cdcccecd)CC 10.0
140 | FC1I(C(=0O)C2(N(c3cccce3)C(=0)CC)CC[N+](CC2)CCc4ccecc4)CCl 10.0
141 | O=C(OCC#CC)C1(N(c2ccecc2)C(=0O)CC)CC[N+](CC1)CCcBcccec3 10.0
142 | O=C(NC1CC1)C2(N(c3cccec3)C(=0)CC)CC[N+](CC2)CCc4cceccsd 10.0
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143 | O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)C(C)C 10.0
144 | O=C(OCC(C)C)C1(N(c2ccece2)C(=0)CC)CC[N+](CC1)CCcBcccec3 10.0
145 | O=C(SCC#C)C1(N(c2ccece2)C(=0O)CC)CC[N+](CC1)CCc3cccec3 10.0
146 | FC(F)(F)C(=O)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3ccccc3 10.0
147 | Cl/C=C\COC(=0O)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3ccecc3 10.0
148 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3noc(n3)N)cdcccccd)CC 10.0
149 | O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)cdnccs4 10.0
150 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)C(OC(C)C)=N)c3cccec3)CC 10.0
151 | O=C(N(OC)C)C1(N(c2ccece2)C(=0)CC)CC[N+](CC1)CCcBcccec3 10.0
152 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3)C(OC)=C 10.0
153 | O=C(N(C)C)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 10.0
154 | O=C(N(O)CC)C1(N(c2ccece2)C(=0)CC)CC[N+](CC1)CCcBcccec3 10.0
155 | O=C(NC(C)C)C1(N(c2cceecc2)C(=0O)CC)CCIN+](CC1)CCc3cccec3 10.0
156 | O=C(N1C=CCC1)C2(N(c3ccccc3)C(=0)CC)CC[N+](CC2)CCc4cccccs 10.0
157 | CIC(F)(F)C(=0)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecec3 10.0
158 | O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)cdenc(o4)O 10.0
159 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3)cdec[nH]n4 10.0
160 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3)CCC=C 10.0
161 | O=C(C(=O)C1(N(c2cccec2)C(=0)CC)CCI[N+](CC1)CCc3cccec3)C(C)C 10.0
162 | O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)C4(CC4)C 10.0
163 | O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)CCCCHC 10.0
164 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccccc3)[C@H](O[N+]([O-])=0)C 10.0
165 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nc(no3)CO)cdcecccd)CC 10.0
166 | O=C(N(C1(n2nnc(n2)C3CC3)CC[N+](CC1)CCc4cceccd)c5ceccc5)CC 10.0
167 | FC(F)(F)C1(N=N1)C2(N(c3ccccc3)C(=0)CC)CC[N+](CC2)CCc4cececd 10.0
168 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecc3)/C(=C/C)C 10.0
169 | O=C(NCO)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecec3d 10.0
170 | O=C(O[C@H](C(C)C)C)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecc3 10.0
171 | O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)cdcoc(nd)C 10.0
172 | O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)cdncc(s4)C 10.0
173 | SCCCOC(=O)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 10.0
174 | O=C(N(C1(n2nnc(n2)CCC)CC[N+](CC1)CCc3cccec3)cdceccccd)CC 10.0
175 | O=[S@](C1(N(c2ccecc2)C(=0)CC)CCIN+](CC1)CCc3ccecc3)CC 10.0
176 | O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)CCC4ACC4 10.0
177 | O=C(O[C@H](CCC)C)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 10.0
178 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3noc(n3)CCC)cdcccecd)CC 10.0
179 | FIC@H](CNC(=0O)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3)C 10.0
180 | SC[C@H](C(=O)C1(N(c2ccecc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)C 10.0
181 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nc(no3)C(C)C)cdceccecd)CC 10.0
182 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)C(OCCCC)=N)c3ccece3)CC 10.0
183 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nocdcennd3)c5eceec5)CC 10.0
184 | O=C(N(C1(CC[N+](CC1)CCc2ccccc?)c3nc(SC)no3)cdcccecd)CC 10.0
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185 | O=C(NCCC=C)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 10.0
186 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3)cdcceend 10.0
187 | O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)cdccnod 10.0
188 | O=C(OC)C1(N(c2ccecc2)C(=0)CC)CC[N+](CC1)CCcBcccec3 9.9
189 | O=C(OCC)C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3cceccc3 9.9
190 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)C(OC)=N)c3cccec3)CC 9.9
191 | O=C(OCC#C)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.9
192 | O=C(C1(N(c2ccccc2)C(=0)CC)CCIN+](CC1)CCc3ccecc3)CC 9.9
193 | O=C(OCCC)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.9
194 | O=C(SC)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cceccc3 9.9
195 | O=C(O/C=C/C)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3ccecc3 9.9
196 | O=C(OC(C)=C)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.9
197 | Sclnc(nol)C2(N(c3cccec3)C(=0)CC)CCIN+](CC2)CCc4cceccsd 9.9
198 | O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)C(=0)C 9.9
199 | O=C(N(C1(n2nc(nn2)C)CC[N+](CC1)CCc3cccce3)cdcecccd)CC 9.9
200 | O=C(C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3cecccc3)C4CC4 9.9
201 | O=C(OCC1CC1)C2(N(c3cccccd)C(=0)CC)CC[N+](CC2)CCc4cccccd 9.9
202 | O=C(N(C1(n2ccnn2)CC[N+](CC1)CCc3cccec3)cdcccecd)CC 9.9
203 | SCCC(=O)C1(N(c2cceec2)C(=0)CC)CCIN+](CC1)CCc3cccec3 9.9
204 | O=C(N(CI(CC[N+](CC1)CCc2ccccc2)C3=NCCO3)c4cccccd)CC 9.9
205 | FC[C@H](OC(=O)C1(N(c2ccecec2)C(=0)CC)CC[N+](CC1)CCc3cccec3)C 9.9
206 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcBcccec3)/C(O)=C/C 9.9
207 | Clelnnn(n1)C2(N(c3cceee3)C(=0)CC)CC[N+](CC2)CCclcccecd 9.9
208 | O=C(Oclcccol)C2(N(c3cccee3)C(=0)CC)CC[N+](CC2)CCclcccecd 9.9
209 | O=C(N(CI(CC[N+](CC1)CCc2ccccc2)c3c(O)non3)cdcceccd)CC 9.9
210 | Fclen(nn1)C2(N(c3cecee3)C(=0)CC)CC[N+](CC2)CCcécccecd 9.9
211 | O=C(SCC)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.9
212 | S=C(OCC)C1(N(c2cceec2)C(=0)CC)CCIN+](CC1)CCc3cccec3 9.9
213 | O=C(N(C1(n2cc(nn2)C)CC[N+](CC1)CCc3cceccc3)cdcccccd)CC 9.9
214 | Cl[C@H](C(=O)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)C 9.9
215 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccece3)CC4CC4 9.9
216 | O=C(N(CI(CCIN+](CC1)CCc2ccccc2)C3=NC[C@@H](O3)C)cdccccc4)CC 9.9
217 | O=[S@](C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCcBceccec3)C 9.9
218 | O=C(NCC=C)C1(N(c2ccccc2)C(=O)CC)CC[N+](CC1)CCc3cccec3 9.9
219 | O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCcB3cccecd)CCCC 9.9
220 | O=C(O[C@H](CC#C)C)C1(N(c2ccccc2)C(=0)CC)CCIN+](CC1)CCc3cccec3 9.9
221 | FC(F)(F)NC(=O)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.9
222 | O=C(OCC1CCC1)C2(N(c3cccec3)C(=0)CC)CCI[N+](CC2)CCc4cccccs 9.9
223 | O=C(C1(N(c2ccccc2)C(=0)CC)CCIN+](CC1)CCcB3cccecd)C=C(C)C 9.9
224 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcB3ccece3)C=C4CC4 9.9
225 | O=C(N(CI(CC[N+](CC1)CCc2ccccc2)C(OC)=C)c3ccecee3)CC 9.9
226 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nnc(o3)N)cdceccecd)CC 9.9
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227 | Fclne(C(=0)C2(N(c3cccee3)C(=0)CC)CC[N+](CC2)CCclcccecd)col 9.9
228 | O=C(N(N)N)C1(N(c2cceee2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.9
229 | O=C(OCCCI1CC1)C2(N(c3cccec3)C(=0)CC)CC[N+](CC2)CCc4cceccs 9.9
230 | O=C(C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3cceee3)C4=NCCS4 9.9
231 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nncdc(n3)nno4)cseccec5)CC 9.9
232 | O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3ccece3)C4=CCCO4 9.9
233 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3)C(=O)N 9.9
234 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccece3)CCSC 9.9
235 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nncc(O)n3)cdcececcd)CC 9.9
236 | O=C(NCC#C)C1(N(c2cceec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.9
237 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nncdn3nno4)c5cecec5)CC 9.9
238 | O=C(C1(N(c2ccccc2)C(=0)CC)CCIN+](CC1)CCc3cccecd)C(CC)=C 9.9
239 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcBcccec3)C/C=C/C 9.9
240 | FC(F)(cInc(nol)C2(N(c3ccecc3)C(=0)CC)CCIN+](CC2)CCc4cccccd)C 9.9
241 | O=C(OCCC(C)C)C1(N(c2ccece2)C(=O)CC)CC[N+](CC1)CCc3cccec3 9.9
242 | O=C(NCC1CC1)C2(N(c3cccec3)C(=0)CC)CC[N+](CC2)CCc4cccccs 9.9
243 | O=C(N(C1(SCCC)CC[N+](CC1)CCc2ccccc2)c3ccece3)CC 9.9
244 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nncdcenennd3)c5ececc5)CC 9.9
245 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecc3)cdc(n[nH]n4)C 9.9
246 | O=C(N1CC1)C2(N(c3cccee3)C(=0)CC)CC[N+](CC2)CCclcccecd 9.9
247 | FC(F)[C@H]1C[C@@H]1C(=0)C2(N(c3ccccc3)C(=0)CC)CC[N+](CC2)CCc4cceccs 9.9
248 | O=C(OC[C@H]1C[C@@H]1C)C2(N(c3ccccc3)C(=0)CC)CC[N+](CC2)CCc4cccccsd 9.9
249 | O=C(OCC(C)=C)C1(N(c2ccccc2)C(=O)CC)CC[N+](CC1)CCc3cccec3 9.9
250 | O=C(NCC(C)C)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.9
251 | O=C(Oclesccl)C2(N(c3cccec3)C(=0)CC)CCIN+](CC2)CCc4cceccsd 9.9
252 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3)C[C@@H]4C(C4)=C 9.9
253 | O=C(N[C@H](C)C#C)C1(N(c2ccccc2)C(=O)CC)CC[N+](CC1)CCc3cccec3 9.9
254 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)C=3N=CCN3)c4ccccc4)CC 9.9
255 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nncdc(onnd)n3)c5eccec5)CC 9.9
256 | O=C(C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3cccccld)cdcenend 9.9
257 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecc3)C(=0)C4CC4 9.9
258 | F[Ce@H]1CC[C@H]1C(=0)C2(N(c3ccccc3)C(=0)CC)CC[N+](CC2)CCc4cceccsd 9.9
259 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccece3)cdnc(ns4)C 9.9
260 | FC(F)(OC1(N(c2cccec2)C(=0O)CC)CC[N+](CC1)CCcBcecec3)C 9.9
261 | O=C(O[C@H]1CSCC1)C2(N(c3cccec3)C(=0)CC)CC[N+](CC2)CCc4cccccs 9.9
262 | FCCOC(=0)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.8
263 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)C=3N=NCN3)c4ccccc4)CC 9.8
264 | S=C(OC)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecec3 9.8
265 | O=C(NC#C)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccccc3 9.8
266 | O=C(N(C1(n2nncn2)CC[N+](CC1)CCc3cccce3)cdcececd)CC 9.8
267 | F[C@H](C(=O)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccccc3)C 9.8
268 | O=C(OCSC)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccccc3 9.8
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269 | O/C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcBcccec3)=C\C 9.8
270 | CIC(C(=O)C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3ccccc3)=C 9.8
271 | Clelnne(o1)C2(N(c3ccecc3)C(=0)CC)CC[N+](CC2)CCc4cecccd 9.8
272 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccccld)CCHC 9.8
273 | O=C(NNC)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecec3d 9.8
274 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcBcecec3)CCC 9.8
275 | O=C(C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3ccecc3)CN#C 9.8
276 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3ncco3)cdeccecd)CC 9.8
277 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccece3)C(=0)CC 9.8
278 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)/C=C/CO)c3ccccc3)CC 9.8
279 | SCclnnc(o1)C2(N(c3cccec3)C(=0)CC)CCIN+](CC2)CCclcccecd 9.8
280 | FC(F)CCC(=0)C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3ccecec3 9.8
281 | O=C(N(CI(CC[N+](CC1)CCc2ccccc2)C(SC)=N)c3cccec3)CC 9.8
282 | O=C(OCCCC#C)C1(N(c2cccecc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.8
283 | F[C@H](C(=O)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3)CC 9.8
284 | FC/C=C/C(=0)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3ccecc3 9.8
285 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)C#CC=C)c3cccec3)CC 9.8
286 | O=C(C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3cceccld)CCHCC 9.8
287 | O=C(N/N=C/O)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3ccccc3 9.8
288 | O=C(nlccenl)C2(N(c3cccec3)C(=0)CC)CCIN+](CC2)CCc4cccccs 9.8
289 | FCC(=O)COC(=0)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecec3 9.8
290 | FC(F)[C@@H](O)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cceccld 9.8
291 | Cl[C@H](C(=O)C1(N(c2ccecc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)CC 9.8
292 | O=C(NCCC#C)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.8
293 | O=C(N(C1(n2nnc(n2)C(C)C)CC[N+](CC1)CCc3ccccc3d)cdcccccd)CC 9.8
294 | FC(F)COC(=0O)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecec3d 9.8
295 | O=C(N(C1(n2cc(nn2)C=C)CC[N+](CC1)CCc3ccccc3)cdcceccd)CC 9.8
296 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3)cdcccod 9.8
297 | O=C(N(C1(n2cc(nn2)CC)CC[N+](CC1)CCc3ccccc3d)cdcccccd)CC 9.8
298 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)/C=C/COC)c3cccec3)CC 9.8
299 | O=C(OCOC(OC)=0)C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3ccececld 9.8
300 | O=C(C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3ccecc3)C4(CC4)CHC 9.8
301 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cceec3)cdescnd 9.8
302 | FC(F)CNC(=0O)C1(N(c2cceec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.8
303 | O=C(N(C1(O/N=C\C)CC[N+](CC1)CCc2ccccc2)c3ccccc3)CC 9.8
304 | SCCNC(=0)C1(N(c2cceec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.8
305 | O=C(N(C1(OC2CC2)CC[N+](CC1)CCc3cccce3)cdeccecd)CC 9.8
306 | O=C(C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3cceccc3)cdcc(O)nend 9.8
307 | O=C(O/C(=C/C)C)C1(N(c2cccec2)C(=0O)CC)CC[N+](CC1)CCcBcccec3 9.8
308 | Fclenc(C(=0)C2(N(c3cccec3)C(=0)CC)CCIN+](CC2)CCc4cecccd)ccl 9.8
309 | F[C@H](OC)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecec3 9.8
310 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccecd)cdnccod 9.8
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311 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccece3)[C@H](C)C=C 9.8
312 | O=C(C1(N(c2ccece2)C(=0)CC)CC[N+](CC1)CCc3cececld)/C=C/4C[C@@H]4C 9.8
313 | O=C(OC[C@@H](CC)C)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.8
314 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nncdnnon43)c5cecec5)CC 9.8
315 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)/C=C(/OC)C)c3cccec3)CC 9.8
316 | Fcleec(o1)C(=0)C2(N(c3cccec3)C(=0)CC)CC[N+](CC2)CCc4cccccd 9.8
317 | FCOC(=O)C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3cccec3 9.7
318 | O=C(NC)C1(N(c2ccecec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.7
319 | O=C(ONC)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.7
320 | FC(F)(F)OC(=O)C1(N(c2ccecce2)C(=0)CC)CC[N+](CC1)CCcBcccec3 9.7
321 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3ncno3)cdceccecd)CC 9.7
322 | FC(C(=0O)C1(IN(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3cccec3)=C 9.7
323 | SCCOC(=O)C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3cceccc3 9.7
324 | O=C(OC[C@H]1CO1)C2(N(c3cccce3)C(=0)CC)CC[N+](CC2)CCc4cccecd 9.7
325 | O=C(OCCCC)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecec3 9.7
326 | F[Ce@H]1C[C@H]1C(=0)C2(N(c3ccccc3)C(=0)CC)CC[N+](CC2)CCc4cccccs 9.7
327 | O=C(/N=C/CC)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.7
328 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)C30CCO3)c4cccecd)CC 9.7
329 | O=C(C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3cceecd)CCCHC 9.7
330 | FCclnc(nol)C2(N(c3ccecee3)C(=0)CC)CC[N+](CC2)CCclcccecd 9.7
331 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cceecld)CC=C 9.7
332 | FCCCOC(=O)C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3cccec3 9.7
333 | O=C(N(CI(CC[N+](CC1)CCc2ccccc2)C3(N=N3)C)c4cccccd)CC 9.7
334 | FCCNC(=O)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.7
335 | O=C(C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCcBccccec3)[Ce@H]4[C@H](04)C 9.7
336 | FCCCC(=0O)C1(N(c2cceec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.7
337 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)[C@H]3N=C(O)C=N3)c4ccccc4)CC 9.7
338 | O=C(NNCC)C1(N(c2ccece2)C(=0)CC)CC[N+](CC1)CCcBcccec3 9.7
339 | O=C(N(C1(n2cccn2)CC[N+](CC1)CCc3ccecccld)cdcccccd)CC 9.7
340 | O=C(C1(N(c2ccccc2)C(=0O)CC)CCIN+](CC1)CCc3ccecec3)CSC 9.7
341 | O=C(OCCC#CC)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.7
342 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3cen[nH]3)c4cccecd)CC 9.7
343 | O=C(N(C1(/N=N/CC)CC[N+](CC1)CCc2ccccc2)c3ccecc3)CC 9.7
344 | O=C(OCC(OC)=0)C1(N(c2cccce2)C(=O)CC)CC[N+](CC1)CCc3cccec3 9.7
345 | O=C(C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCcB3cceec3)CC(C)=C 9.7
346 | O=C(C1(N(c2cccec?)C(=0)CC)CCIN+](CC1)CCc3cccec’)/C=C/C 9.7
347 | O=C(C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3ccccc3)[C@@H]4C=CCO4 9.7
348 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcBcecec3)/C=C/C=C 9.7
349 | FC(F)(F)CCC(=0)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cceec3 9.7
350 | BrC(C(=0)C1(N(c2ccecc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)=C 9.7
351 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3c(non3)N#C)cdcccccd)CC 9.7
352 | O=C(OCOCC)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cceccc3 9.7
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353 | O=5(=0)(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3ccecec3)C=C 9.7
354 | O=C(N[C@H](IN+])C)C1(N(c2cccce2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.7
355 | F/C(C(=O)C1(N(c2cceecc2)C(=0)CC)CCIN+](CC1)CCcBecece3)=C\OC 9.7
356 | O=C(N(C1(N2CC=CO2)CC[N+](CC1)CCc3ccccc3)cdcccccd)CC 9.7
357 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcBcccec3)/C=C/SC 9.7
358 | O=C(N(C1(ON(C)C)CC[N+](CC1)CCc2ccccc2)c3ccccc3)CC 9.7
359 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)/C=C/C(C)=C)c3cccec3)CC 9.7
360 | O=C(O[C@@H]1COCC1)C2(N(c3ccccc3)C(=0)CC)CC[N+](CC2)CCc4cceccs 9.7
361 | O=C(ON)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.6
362 | FCCC(=0O)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cceccld 9.6
363 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcBcccec3)/C=C\O 9.6
364 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcB3cccecc3)B(O)O 9.6
365 | O=C(NN)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.6
366 | Clclne(nol)C2(N(c3ccecc3)C(=0)CC)CC[N+](CC2)CCc4cccccd 9.6
367 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccccc3)[Ce@H]4CS4 9.6
368 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcBcecec3)CHC 9.6
369 | O=C(NCC)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccccc3 9.6
370 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nnncn3)cdceccccd)CC 9.6
371 | O=C(N/C=C\C)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.6
372 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)/C=C/C=C)c3ccccc3)CC 9.6
373 | O=C([S@@](=0)CC)C1(N(c2ccccc2)C(=O)CC)CC[N+](CC1)CCc3cccec3 9.6
374 | FC(F)OCC1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3cccec3 9.6
375 | O=C(NCCC)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.6
376 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)[C@@H]30[C@H](CO3)C)c4cccecd)CC 9.6
377 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nonn3)cdcccccd)CC 9.6
378 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)/C=C/O)c3ccccc3)CC 9.6
379 | FC(C(=O)C1(IN(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3cccec3)(C)C 9.6
380 | O=C(C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3ccccc3)c4cnond 9.6
381 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)C=3C=CC3)c4cccccd)CC 9.6
382 | O=C(C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3ccecc3)C4=CC4 9.6
383 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcBcecec3)C=0 9.6
384 | F[C@]1(C2(N(c3ccece3)C(=0)CC)CC[N+](CC2)CCc4cccec4)C(F)(F)O1 9.6
385 | O=C(N(C1(CC[N+](CC1)CCc2ccccc?)/C=C/C(=0O)N)c3ccccc3)CC 9.6
386 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)[C@H]3C=CCO3)c4cccecd)CC 9.6
387 | FC(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3)=C 9.6
388 | O=S(=0)(NC)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecec3 9.6
389 | O=C(N(CI(CC[N+](CC1)CCc2ccccc2)c3nnc(03)C=C)cdcccccd)CC 9.6
390 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcBccecc3)C(OC)=0 9.6
391 | S=COC1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cceccld 9.6
392 | O=C(N(C1(n2nccn2)CC[N+](CC1)CCc3cccec3)cdceccecd)CC 9.6
393 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcBcccec3)[C@@H]4C[C@H]4C#C 9.6
394 | O=C(NCC#CC)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.6
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395 | OC(C1(N(c2cceecc2)C(=0)CC)CCIN+](CC1)CCc3ccccc3)CIN+]([O-])O 9.6
396 | OC(C1(N(c2cceec2)C(=0)CC)CCIN+](CC1)CCc3cccee3)=C 9.6
397 | FC1(C(=O)C2(N(c3cccec3)C(=0)CC)CCIN+](CC2)CCc4cccecd)CCC1 9.6
398 | S=C(OC1(N(c2ccecc2)C(=0)CC)CCIN+](CC1)CCc3cceccc3)OC 9.6
399 | SC(=N)C1(N(c2ccecec2)C(=0)CC)CC[N+](CC1)CCcBcccec3 9.6
400 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)CN=N)c3ccccc3)CC 9.6
401 | O=C(NC1CCC1)C2(N(c3cccec3)C(=0)CC)CCIN+](CC2)CCc4cceccs 9.6
402 | O=C(N(C1(/N=C/CC)CC[N+](CC1)CCc2ccccc)c3cccec3)CC 9.6
403 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcBcccec3)/C=C/CC 9.6
404 | O=C(N=C)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3ccccc3 9.5
405 | O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3)C=C 9.5
406 | O=C(C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3ccccc3d)[Ca@@H]4CO4 9.5
407 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcB3cceecld)C 9.5
408 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cceccc3)C4N=N4 9.5
409 | Cl/C=C/C(=O)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.5
410 | FCSC(=0)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccececld 9.5
411 | O=C(NOC)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.5
412 | O=C(N(C1(CC[N+](CC1)CCc2ccccc?)/C=C/CC)c3cccec3)CC 9.5
413 | O=C(N[C@@H]1CO1)C2(N(c3ccccc3)C(=0)CC)CC[N+](CC2)CCc4cccccd 9.5
414 | O=C(OCCIN+])C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3ccecec3 9.5
415 | O=C(N(C1([C@@]2(CO2)C)CC[N+](CC1)CCc3ccccc3)cdcccecd)CC 9.5
416 | O=C(N(C1(ONC)CC[N+](CC1)CCc2ccccc2)c3cccec3)CC 9.5
417 | SCC(=0)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecec3 9.5
418 | O=C(N(C1(OC=C)CC[N+](CC1)CCc2ccccc2)c3cccec3)CC 9.5
419 | CIC(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cecec3)=C 9.5
420 | O=C(NO)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.5
421 | O=C(N(C1(CCIN+](CC1)CCc2ccccc2)C#CC)c3cccec3)CC 9.5
422 | O=C(N(C1(N2C(OC=N2)=0)CC[N+](CC1)CCc3ccccc3)cdcececd)CC 9.5
423 | O=C(N(C1(OC#C)CC[N+](CC1)CCc2ccccc?)c3cccec3)CC 9.5
424 | O=C(NCB(O)O)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cceec3 9.5
425 | O=C(NCC[N+])C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.5
426 | OC(=N)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cceec3d 9.5
427 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)C=C3CC3)c4cccccd)CC 9.5
428 | FCC(=O)C(=0)C1(N(c2cceec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.5
429 | O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccccld)c4en[nH]n4 9.5
430 | O=C(C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3cccccld)[Ce@@H](0O)C 9.5
431 | O=C(OCCCCC)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.5
432 | BrC#CC1(N(c2cceec2)C(=0)CC)CCIN+](CC1)CCc3ccccc3 9.5
433 | SC(=O)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecc3 94
434 | FC(F)OC(=O)C1(N(c2ccecc2)C(=0)CC)CCIN+](CC1)CCc3cccec3 9.4
435 | O=C(NC=C)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3ccecec3 9.4
436 | O=C(NC[N+])C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.4
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437 | O=C(OC[N+])C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3d 9.4
438 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)/C=C/C)c3ccccc3)CC 9.4
439 | Cl/C=C/C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.4
440 | BrC(C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3ccece3)=C 94
441 | Br/C=C/C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.4
442 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcBceccec3)CHEN 94
443 | O[C@H](C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcBcecec3)CHC 9.4
444 | O=C(N(C1([C@H]2CCN(O2)C)CC[N+](CC1)CCc3cccecc3)cdcccecd)CC 9.4
445 | FCSC1(N(c2cecec2)C(=0)CC)CC[N+](CC1)CCc3ccecec3 94
446 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)/C=C/OC)c3ccccc3)CC 9.4
447 | S=CINC(=NO1)C2(N(c3cccce3)C(=0)CC)CC[N+](CC2)CCchcccecd 9.4
448 | O=C(C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3ccece3)C[N+]C 9.4
449 | FC(F)C(=O)C1(N(c2ccecce2)C(=0)CC)CC[N+](CC1)CCcBcccec3 9.3
450 | O=C(N)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cceec3 9.3
451 | S=C(N)C(=0)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecec3 9.3
452 | FC(F)(F)COC(=O)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.3
453 | Cl[C@@H](F)C(=0)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecec3 9.3
454 | O=C(O[C@H](CO)C)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cceccc3 9.3
455 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCcBcccec3)CN=N 9.3
456 | O=C(N(C1([C@H]2[C@@H](02)C(C)=C)CC[N+](CC1)CCc3ccccc3)cdcccccd)CC 9.3
457 | SSC1(N(c2ccecc2)C(=0)CC)CC[N+](CC1)CCcBcccec3 9.3
458 | FCCSC1(N(c2cceec2)C(=0)CC)CC[N+](CC1)CCc3ccccc3 9.3
459 | O=[S@@](C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCcBceccec3)C=C 9.3
460 | O=C(OCC(=0)C)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecec3 9.3
461 | O=C(N(C1(/NN\N)CC[N+](CC1)CCc2ccccc2)c3ccccc3)CC 9.3
462 | O=C(N(C1(SSC)CCIN+](CC1)CCc2ccccc2)c3cccec3)CC 9.3
463 | O=C(N(C=C)C=C)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3ccccc3 9.3
464 | OC(N)C1(N(c2cceec2)C(=0)CC)CCIN+](CC1)CCc3ccccc3 9.2
465 | O=C(N(CI1(CCIN+](CC1)CCc2ccccc2)c3nnco3)cdcecccd)CC 9.2
466 | O=C(N(CI1(CCIN+](CC1)CCc2ccccc2)C3=CC3)cdcccccd)CC 9.2
467 | O=C(OCCO)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.2
468 | FCC(=O)C1(N(c2ccccc2)C(=0)CC)CCIN+](CC1)CCc3cccec3 9.2
469 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)[C@H]3CCO3)c4cccccd)CC 9.2
470 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)c3nnc(03)C)cdeccecd)CC 9.2
471 | O=C(N(C1([C@H]2[C@@H](02)CC)CC[N+](CC1)CCc3ccccc3)cdcccecd)CC 9.2
472 | O=[S@@](N)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.2
473 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)C3N=N3)c4cccccd)CC 9.2
474 | F/C(=N\OC)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.2
475 | O=C(N(C1(N=N)CC[N+](CC1)CCc2ccccc2)c3ccccc3)CC 9.2
476 | O=C(N(C1(CCIN+](CC1)CCc2ccccc2)C(=N)C)c3cccec3)CC 9.2
477 | O=C(N(C1(N2N=N2)CC[N+](CC1)CCc3ccccc3)cdcccccd)CC 9.2
478 | IC1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3cceccld 9.2
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479 | O=C(N(C1(SC)CC[N+](CC1)CCc2ccccc2)c3cccec3)CC 9.2
480 | O=C(N(C1(SCCCH#C)CC[N+](CC1)CCc2ccccc2)c3ccccc3)CC 9.2
481 | ON(C1(N(c2cceec2)C(=0)CC)CC[N+](CC1)CCc3cccec3)C=N 9.2
482 | SCI(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecec3d 9.1
483 | BrC1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecccld 9.1
484 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)/C=C=C)c3ccccc3)CC 9.1
485 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)[C@H]3C=NC=N3)c4ccccc4)CC 9.1
486 | O=C(N(C1(SC#C)CC[N+](CC1)CCc2ccccc2)c3cccec3)CC 9.1
487 | O=C(N(C1(SO)CC[N+](CC1)CCc2ccccc2)c3cccce3)CC 9.0
488 | O=C(N(C1(NC=C)CC[N+](CC1)CCc2ccccc2)c3ccece3)CC 9.0
489 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)/C=C/[S@](=O)C)c3cccec3)CC 9.0
490 | O=C(N(C1([C@H]2[C@@H](02)C)CC[N+](CC1)CCc3cccccld)cdcecccd)CC 8.9
491 | O=CC1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 8.9
492 | CICI(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3ccecccld 8.9
493 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)C#C)c3ccecc3)CC 8.9
494 | FC1(N(c2cceec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 8.9
495 | O=C(N(CI(NC#C)CC[N+](CC1)CCc2ccccc2)c3cecec3)CC 8.8
496 | FC(F)(O)C1(N(c2cceec2)C(=0)CC)CC[N+](CC1)CCc3ccccc3 8.8
497 | S=CNC1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 8.8
498 | O=C(OCC#N)C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3ccecec3 8.7
499 | O=C(N(C1([C@H]2CO2)CC[N+](CC1)CCc3ccccc3)cdcececd)CC 8.6
500 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)/C=N/OC)c3cccec3)CC 8.6

Table S7

List, SMILE and predicted pKivalues for Series 5.

N° | SMILES Pred pKi

1 O=C(N(CI(CC[N+](CC1)CCc2ccccc2)CC(OC)=0O)c3cccec3)CC 9.8
2 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)CCCC)c3cccec3)CC 9.7
3 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)CC(C)C)c3cccec3)CC 9.7
4 O=C(N([N+]1(CCCC1)CC(=O)NCCc2ccccc2)c3cccec3)CC 9.7
5 O=C(N([C@]([N+]C)(CSCCCclcccccl)C)c2cccec2)CC 9.7
6 O=C(N(CL(|N+][C@@H](CC)C)CC[N+](CC1)CCc2ccccc2)c3cccec3)CC 9.7
7 O=C(N(CI(CC[N+](CC1)CCc2ccccc2)CCC)c3ccecc3)CC 9.6
8 O=C(N(C1(CC2CC2)CC[N+](CC1)CCc3cccec3)cdeccccd)CC 9.6
9 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)CNC(=O)C)c3cccec3)CC 9.6
10 O=C(N([C@@]1(C2CCC2)CC[N+](C[C@H]1C)CCc3ccccc3)cdcecccd)CC 9.6
11 O=C(N(CIL(]N+](CCCCc2ccccc2)C)CCCCT)c3cccec3)CC 9.6
12 O=C(N(CL(]N+]CCC)CC[N+](CC1)CCc2ccccc2)c3cccec3)CC 9.5
13 O=C(N(CI(CC[N+](CC1)CCc2ccccc2)C[N+](C)C)c3ccecc3)CC 9.5
14 O[CeH]1C[Ce@H](CC[C@@H]1N(c2ccccc2)C(=0)CC)CCc3cccec3 9.5
15 O=C(N(CL(]N+]CC(C)C)CC[N+](CC1)CCc2ccccc2)c3cccec3)CC 9.5
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16 O=C(N([CeeH]([C@@H](CC)C)CC(=O)NCCclcccccl)c2cccec2)CC 9.5
17 O=C(N([C@@]1(CO[C@@H](C[N+]1)CCc2ccccc2)CC)c3ccccc3)CC 9.5
18 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)C(C)C)c3ccecc3)CC 9.4
19 O=C(N([C@@]1(C2CC2)CCC[N+](CC1)CCc3ccccc3)cdcccecd)CC 9.4
20 O=C(N([C@H](CC(=O)NCCclcccecl)C=C)c2ccecc2)CC 94
21 O=C(N(C1(CCC(CC1)CCc2ccccc2)C[N+])c3ccece3)CC 94
22 O=C(NCCclcccecl)[C@H](N(N(c2cceec2)C(=0)CC)CO)C 94
23 S=C(SCN(clcceccl)C(=0)CC)NCCc2cccec2 94
24 SC[Ce@H]([C@@H](N(clcccecl)C(=0)CC)C)C(=O)NCCc2ccccc2 94
25 O=C(N([C@]1(C[N+]CCc2ccccc2) CCC[N+]C1)c3cccec3)CC 9.4
26 O[C@@H]1C[N+](C[C@@]1(N(c2ccccc2)C(=0)CC)CSC)CCc3cccec3 9.4
27 O[C@]1(N(c2cccec2)C(=0)CC)CC[N+](C[C@@H]1CC(C)C)CCc3cccec3 9.4
28 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)C([O-])=0)c3cccec3)CC 9.4
29 O=C(NCCclccececl)[C@H](N(N(c2cceec2)C(=0)CC)CC)C 94
30 O=C(N([C@@]1(CCC[N+](CC1)CCc2ccccc2)CC)c3cccec3)CC 9.3
31 O=C(N([Ce@]12CCCC[C@@H]2C[N+](CC1)CCc3ccccc3)cdcccccd)CC 9.3
32 O=C(N(CI1(|N+]C2CC2)CC[N+](CC1)CCc3cccce3)cdcccecd)CC 9.3
33 O=C(NO)C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cceec3d 9.3
34 O=C(C1(N(c2ccccc2)C(=0)CC)CC[N+](CC1)CCc3cccee3)CC 9.3
35 O=C(N([C@@H](C(C)C)CC(=O)NCCclccceccl)c2cecec2)CC 9.3
36 O=C(N([C@H](IN+]([C@H](CCCclcccccl)C)CC)C)c2ccecc2)CC 9.3
37 O=C(N(C1(CCC1)CC(=O)NCCc2ccccc2)c3cecce3)CC 9.3
38 O=C(N(C1(n2cccn2)CC[N+](CC1)CCc3cccce3)cdceccecd)CC 9.3
39 O=C(N(C1(OC(=O)CC)CC[N+](CC1)CCc2ccccc2)c3ccccc3)CC 9.3
40 O=C(N(C1(n2cncc2)CC[N+](CC1)CCc3cccce3)cdeccecd)CC 9.3
41 O=C(N(SCC(=O)NCCclecccecl)c2cccec2)CC 9.3
42 S[C@@H]([C@@H](N(clcccecl)C(=0)CC)C)C(=O)NCCc2ccccc2 9.3
43 O=C(N(C[N+](CC(=O)NCCclcccecl)CC#C)c2ccecc2)CC 9.3
44 O=C(N([S@](=O)CC(=O)NCCclcccccl)c2cecec2)CC 9.3
45 O[Ce@@H]1C[Ce@H]([C@H](O[N+]([O-])=O)C[C@H]1N(c2ccccc2)C(=0)CC)CCc3cccec3 9.3
46 O=C(N([C@]1(CCC[N+]1CCNCCc2ccccc2)C)c3ccecc3)CC 9.3
47 O=C(N(N(CC(=O)NCCclccecccl)CC#C)c2cecec2)CC 9.3
48 O=C(N([C@@H](|[N+](CC)CC(OCCclcccccl)=0)C)c2cccec2)CC 9.3
49 O=C(N([C@H]([N+](C)C)CNCCCclcccccl)c2ccecc2)CC 9.3
50 O=C(N(C1(]N+]C)CCC(CC1)CCc2ccccc2)c3ccece3)CC 9.3
51 O=C(N(C1(OCC)CC[N+](CC1)CCc2ccccc2)c3ccecc3)CC 9.2
52 OC[C@H]1C[N+](CC[C@@H]1N(c2ccccc2)C(=0)CC)CCc3cceccld 9.2
53 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)C[N+]C)c3ccecc3)CC 9.2
54 O=C(N(C1(OC(=0O)C)CC[N+](CC1)CCc2ccccc2)c3cccec3)CC 9.2
55 O=C(N(C1(CC1)CC(=O)NCCc2ccccc2)c3cccec3)CC 9.2
56 O=C(N([C@@]1(C2CC2)CC[N+](C[C@H]1C)CCc3ccccc3)cdcccccd)CC 9.2
57 O=C(N([C@@H](CC)CC(=O)NCCclcccccl)c2cecec2)CC 9.2
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58 O=C(N([C@H]1CC[N+](C[C@@H]1CCCC)CCc2ccccc2)c3cccec3)CC 9.2
59 O=C(N(|C@@H](C[N+])CC(OCCclcccccl)=0)c2ccecc2)CC 9.2
60 O[Ce@H]1[Ce@H](O)[C@H](O)[C@@H](N(c2cccec2) C(=0)CC)C[N+][C@H]1CCc3ccccc3 9.2
61 O=C(N)C1(N(c2cccecc2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.2
62 O=C(N([C@@H](C1CC1)CC(=O)NCCc2ccccc2)c3cccec3)CC 9.2
63 O=C(NCCclcccecl)[C@@H](CCN(c2ccecc2)C(=0)CCO)C 9.2
64 O=C(N(N(CC)CC(=O)NCCclcccecl)c2ccecc2)CC 9.2
65 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)COC(=0)C)c3ccece3)CC 9.2
66 O=C(N([C@]1(NCCC)C[N+](CC1)CCc2ccccc2)c3ccccc3)CC 9.2
67 O=C(N([C@@H](CCC)CC(=O)NCCclcccecl)c2eccec2)CC 9.2
68 S=C(N(CN(clcecceel)C(=0)CC)CC)NCCc2cccec2 9.2
69 O=C(N(S[C@@H](CCCclcccccl)C#N)c2ccecc2)CC 9.2
70 O=C(N([C@@H](NC)C[N+](CCclcccccl)C)c2cecec2)CC 9.2
71 O=C(N([|C@]1(CC[N+](C[C@H]1C)CCc2ccccc2)CCOC)c3ccecce3)CC 9.2
72 O=C(N(|C@@H](|[N+]C(C)C)CC(=O)NCCclcccecl)c2eccec2)CC 9.2
73 O=C(N(CCS[C@H]([C@@H]([N+])C)CCclcccecl)c2ccecc2)CC 9.2
74 O=C(N(C[N+](CC)CC(=0)CCCclecccecl)c2eccec2)CC 9.2
75 S=C(OCN(clcceccl)C(=0)CC)NCCc2cccec2 9.2
76 O=C(N([CeH]1CC[C@H]([C@H](n2cncn2)C1)CCc3ccccc3d)cdcccccd)CC 9.2
77 O=C(NCCclcccecl)[C@@H](CCN(c2ccecc2)C(=0)CC)CC 9.2
78 O=C(N([CeH]([C@@H]([N+]CCCclcccccl)C(=O)N)C)c2cccec2)CC 9.2
79 OC1(N(c2cceec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.1
80 O=C(N(C1(CC[N+](CC1)CCc2ccccc2)CC)c3ccece3)CC 9.1
81 0O=5S1(=0)C[C@H](|N+]C[C@H]1CCc2ccccc2)N(c3cccece3)C(=0)CC 9.1
82 S=C(S[C@@H](N(clcccecl)C(=0)CC)C)NCCc2ccccc2 9.1
83 O=C(N([C@@H]1C(=O)C[N+](CC1)CCc2ccccc2)c3cccec3)CC 9.1
84 O=C(N([C@H]([N+]1CC[C@@H](C1)CCc2ccccc2)C)c3ccccc3)CC 9.1
85 O=C(OCC)C1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCcBccecc3 9.1
86 O=C(N(SCC(=O)[C@@H](CCclcccccl)C#N)c2ccecc2)CC 9.1
87 O=C(N(C1(|N+])CCC(CC1)CCc2ccccc?)c3cccec3)CC 9.1
88 O[C@@H](N(clcccecl)C(=0)CC)[C@@H]([N+])C(=O)NCCc2ccccc2 9.1
89 O=C(N(CCC(=O)NCCclcccecl)c2ccecc2)CC 9.1
90 O=C(N(C(C[C@H](]N+]CCclcccccl)C)(C)C)c2ccccc2)CC 9.1
91 O=C(N([C@]1(C[N+](CC1)CCc2ccccc2)C[N+](C)C)c3ccece3)CC 9.1
92 O=C(NCCclcccecl)[C@@H]2C[N+]C[C@H]2N(c3cccec3)C(=0)CC 9.1
93 O=C(N([C@@](NC)(C1CC1)C[N+](CCc2ccccc2)C)c3ccccc3)CC 9.1
94 O=C(N(CL(IN+](CC)CC)CC[N+](CC1)CCc2ccccc2)c3cccec3)CC 9.1
95 O=C(N(C1(IN+][C@@H](CCc2ccccc2)C)CCC1)c3cccec3)CC 9.1
96 O=S(=0)(N[C@H](CN(clcccecl)C(=0)CC)C[N+])CCc2ccccc2 9.1
97 O=C(N([C@H]1C=C(CC[N+]1C)CCc2ccccc?)c3ccccc3)CC 9.1
98 S=C(N(clcccecl)C(=0)CC)C[C@H]([N+](CCc2ccccc2)C)C 9.1
99 OC[C@@]([N+])(CCN(cleceecl)C(=0)CC)CCCc2ccccc2 9.1
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100 | O=C(N([C@@H]([N+]CC(=O)NCCclcccccl)C(C)C)c2cccec2)CC 9.1
101 | O=C(NCCclcccecl)[C@@H]2C[C@@H]2N(c3cccec3)C(=0)CC 9.1
102 | O=C(N([C@]1(C[N+]CCc2ccccc2)COCCC1)c3cccec3)CC 9.1
103 | SC[C@H](CCN(clcececl)C(=0)CC)C(=O)NCCc2ccccc2 9.1
104 | O=C(N(C1(SC)CC[N+](CC1)CCc2ccccc2)c3cccec3)CC 9.0
105 | O=C(C1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cccec3)C 9.0
106 | O=C(OC)C1(N(c2ccecec2)C(=0)CC)CC[N+](CC1)CCc3cccec3 9.0
107 | O=C(N([C@@]1(C[N+](CC1)CCc2ccccc2)C(C)C)c3cccec3)CC 9.0
108 | O=C(N(SCC[N+]CCclcccecl)c2eccec2)CC 9.0
109 | O=C(N([CeH]([N+]1C[Ce@@H]([C@@H](C1)CCc2ccccc2)C)C)c3ccecc3)CC 9.0
110 | O=C(N([C@@]1(CO[C@@H](C[N+]1)CCc2ccccc2)C)c3cccec3)CC 9.0
111 | O=C(N([C@H](IN+]1CC[C@@H](C1)CCc2ccccc2)CC)c3ccccc3)CC 9.0
112 | O=C(N([C@H]1CC[N+](C[C@H]1C([O-])=0)CCc2ccccc2)c3ccece3)CC 9.0
113 | O=C(NCCclccceel)[C@H](CN(c2ccecc2)C(=0)CC)C[N+] 9.0
114 | S=C(NCCclcceecl)CCN(c2ccecc2)C(=0)CC 9.0
115 | O[Cee@H]1[Ce@H](O)[Cee@H](O[Ce@H]([C@e@H]1CCc2ccccc2)C[N+])N(c3cccec3)C(=0) 9.0
CC
116 | O=C(N([Ce@H]1C[CeH]([Cee@H]([C@e@H](|[N+])C1)CCc2ccccc2)C)c3ccccc3)CC 9.0
117 | O=C(N(C1(CC1)C[N+]CCCc2ccccc2)c3cccec3)CC 9.0
118 | O=C(N(C1([N+]CCCCc2ccccc2)CC1)c3cccec3)CC 9.0
119 | O=C(N(C[C@H]([N+]CC)CNCCclccccel)c2cecec2)CC 9.0
120 | O=C(N([C@](N)(C[N+]CCCclcccecl)C)c2eceec2)CC 9.0
121 | O=C(NCCclcccecl)[C@H]([N+]N)CN(c2ccecc2)C(=0)CC 9.0
122 | O=C(N([C@@]1(CC[N+][C@@H](CC1)CCc2ccccc2)C)c3ccecc3)CC 9.0
123 | O=C(N(N1CC[N+][C@@H](CC1)CCc2ccccc?)c3ccccc3)CC 9.0
124 | O=C(N([Ce@e@H](IN+]([C@H](CCCclcccccl)C)C)C)c2ccecc2)CC 9.0
125 | O=C(N(CC[C@@H](CCclcccccl)C#N)c2cccec2)CC 9.0
126 | O=C(N(C[N+](CC(OCCclcccecl)=0)C)c2cccec2)CC 9.0
127 | O=C(N(CC/C(NCCclcccecl)=[N+]\C)c2ccecc2)CC 9.0
128 | O=C(N(C[N+]1CCC[C@H]1CCCc2ccccc2)c3ccece3)CC 9.0
129 | F[C@@H]1C[N+](C[C@H]1CCc2ccccc2)CN(c3cccec3)C(=0)CC 9.0
130 | O[C@@H](CCCclcccecl)CN(c2cecec2)C(=0)CC 9.0
131 | O=C(N(C([C@H](]N+]N)CCCclcccecl)(C)C)c2cccec2)CC 9.0
132 | O=C(N([C@H](C[N+](CCCclcccccl)C)C)c2ccecc2)CC 9.0
133 | O=C(N([C@@H]([N+]CC)CC(OCCclcccccl)=0)c2cccec2)CC 9.0
134 | O=C(N([C@H](CN/C(NCCclcccccl)=[N+]\ C)C)c2ccecc2)CC 9.0
135 | O=C(N([C@@](C[N+]CCclcccccl)(CC)C)c2cccec2)CC 9.0
136 | O=C(N([N+]1(JO-])CC[N+](CC1)CCc2ccccc2)c3cccec3)CC 8.9
137 | O=C(OC)[Ce@H]1C[C@@H](N(c2ccccc2)C(=0)CC)CC[N+]1CCc3ccccc3 8.9
138 | O=C(N([C@]1(C[N+](CC1)CCc2ccccc2)C#N)c3cccec3)CC 8.9
139 | O=C(N([C@]1(C[N+](CC1)CCc2ccccc2)CCC)c3cccec3)CC 8.9
140 | O=5(=0)(C[C@H](|N+])N(clcccecl)C(=0)CC)CCCc2ccccc2 8.9
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141 | O=C(N([C@e@H]1CCC[N+](C[C@@H]1N)CCc2ccccc2)c3cccec3)CC 8.9
142 | O=C(N([C@H]1C[C@H](NCCc2ccccc2)C[N+]1C)c3ccecc3)CC 8.9
143 | O[C@@H](N(clcceecl)C(=0)CC)C[N+]CCCc2ccccc2 8.9
144 | O=C(N(OCC[N+](CCclcccecl)C)c2ceccec2)CC 8.9
145 | O=C(N([C@@H](CC[N+])CC(=O)NCCclcccecl)c2eccec2)CC 8.9
146 | O[CeH]1[C@H](O)[C@@H](N(c2ccccc2)C(=0)CC)[C@H](IN+][C@H]1CCc3ccccc3)CC 8.9
147 | O=C(N(C[N+]([C@H](CCCclcccecl)C)C)c2ccecc2)CC 8.9
148 | O=C(N([C@@H]([N+]CC)CC(=O)NCCclcccecl)c2eccec2)CC 8.9
149 | O=C(N([C@@H]([N+]C)CC(OCCclcccccl)=0)c2ccecc2)CC 8.9
150 | O[C@H]1C[N+](CC[C@H]([C@H]1N(c2cccec2)C(=0)CC)C)CCc3cccec3 8.9
151 | O=C(N([C@H]1C[N+](C[C@H]1CCC)CCc2ccccc2)c3ccccc3)CC 8.9
152 | ON(C1(N(c2cceec2)C(=0)CC)CCIN+](CC1)CCc3ccecc3)C=0 8.9
153 | O=C(N([C@@H](|[N+](CCCCclcccecl)C)CC)c2cccec2)CC 8.9
154 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)C[N+]C3CC3)c4cecccd)CC 8.9
155 | O=C(N([C@@H]1CC=C(C[N+]1)CCc2ccccc2)c3ccccc3)CC 8.9
156 | O=C(N([C@H]([N+]C/C=C/CCclcccccl)C)c2ccccc2)CC 8.9
157 | O=C(N(CC[N+]([C@@H](CCclcccecl)C#N)C)c2cccec2)CC 8.9
158 | O=C(N(C[N+]1CC[C@@H](|[C@H]1C)CCc2ccccc2)c3ccece3)CC 8.9
159 | O=C(N(C[Ce@H]([C@@H]([N+])C(=O)NCCclcccccl)C)c2ccecc2)CC 8.9
160 | O=C(N([C@H](CC[N+]CCclcccccl)C)c2cecec2)CC 8.9
161 | O=C(N(C1([N+]CCCc2ccccc2)CC1)c3ccecc3)CC 8.9
162 | O=C(N([C@@H](N)C[N+]CCCclcccccl)c2cececc2)CC 8.9
163 | O=C(N([C@@]1(COCC[N+]1CCCCc2ccccc2)C)c3cceccc3)CC 8.9
164 | O=C(N([C@H]1CN[C@H](C[N+]1CC)CCc2ccccc2)c3cccec3)CC 8.9
165 | O=C(N(C[N+]1C[C@H]([C@H](C1)CC)CCc2ccccc2)c3cccec3)CC 8.9
166 | O=C(N(C[C@H](NCC)C[N+]CCclcccccl)c2cecec2)CC 8.9
167 | O=C(N([C@@H]([N+](CCCclcccccl)CC)C)c2ccecc2)CC 8.9
168 | O=C(NCCclcccecl)[C@@H]([N+][C@H](N(c2cccec2)C(=0)CC)CC)C 8.9
169 | O=C(N(OC[C@H]1[C@H]([N+]1CCc2ccccc2)C)c3ccecc3)CC 8.9
170 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)CC(=O)NO)c3cccec3)CC 8.9
171 | O=C(N(C[N+](CCCCclccecccl)CCC)c2cccec2)CC 8.9
172 | O=C(N([C@]1(C[N+](CC1)CCc2ccccc2)c3nces3)cdeccccd)CC 8.9
173 | O=C(N(N([C@H](C[N+]CCclcccecl)C)C)c2ccecc2)CC 8.9
174 | S=C(N(clcccecl)C(=0)CC)[C@H]2C[N+](CCc3ccccc3)CCO2 8.9
175 | O=C(N(N(CC[N+]CCcleccecl)CCC)c2ccecc2)CC 8.9
176 | O=C(N([C@H]([N+])C/C=C/CCclcccccl)c2ccecc2)CC 8.9
177 | O=C(N([C@]1(C[N+](CCO1)CCc2ccccc2)CC)c3cceec3)CC 8.9
178 | O=C(N([C@H](IN+]C[C@@H](CCclcccccl)c2ccco2)C)c3ccccc3)CC 8.9
179 | O=5(=0)(N(clcccccl)C(=0)CC)CC[N+]CCc2ccccc2 8.9
180 | O=C(N([C@@]1([C@H]([N+][C@@H](51)CCc2ccccc2)C(=O)N)C)c3cccec3)CC 8.9
181 | O=C(N(C[N+](C(C)C)CCCCclcccecl)c2eccec2)CC 8.9
182 | O=C(N(C[N+][C@H](CCCclccecccl)C)c2cccec2)CC 8.9
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183 | O=C(N(C[N+]1CCN([C@H]1C)CCc2ccccc2)c3cccec3)CC 8.9
184 | O=C(N([Ce@e@H](IN+])CS[C@@H](CCclcccccl)C)c2ccecc2)CC 8.9
185 | O=C(N(C1(OC)CC[N+](CC1)CCc2ccccc?)c3cccec3)CC 8.8
186 | F[Ce@H](C[C@@H]([N+])N(clcccecl)C(=0)CC)CCc2ccccc2 8.8
187 | O[C@]1(N(c2cccec2)C(=0)CC)CIN+](C[C@@H]10)CCc3ccccc3 8.8
188 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)COC)c3cccec3)CC 8.8
189 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)CNC(N)=[N+])c3ccecce3)CC 8.8
190 | O[C@@](N(clcccecl)C(=0)CC)(CC(=O)NCCc2ccccc2)C 8.8
191 | O[C@H](]N+]CN(clcccecl)C(=0)CC)CCCc2ccccc2 8.8
192 | O=C(N(C[N+]1CC[C@@H](C1)CCc2ccccc2)c3cccec3)CC 8.8
193 | O=C(N([Ce@H]1CC[Ce@H]([C@@H]([N+])C1)CCc2ccccc2)c3ccece3)CC 8.8
194 | O=C(N([C@@]1(N)C[N+](CC1)CCc2ccccc2)c3ccccc3)CC 8.8
195 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)C[N+]CC)c3cccec3)CC 8.8
196 | O=C(N(SC[C@H](IN+]CCclcccccl)C)c2cccec2)CC 8.8
197 | O=C(N([C@@H]([N+])CC(OCCclcccccl)=0)c2ccecc2)CC 8.8
198 | O=C(N(CC/C(=[N+]/CCclcccccl)N)c2ccecc2)CC 8.8
199 | O=C(NCCclcccecl)[C@H]2[C@H](N(c3ccece3)C(=0)CC)C[N+]2 8.8
200 | O=C(N([C@e@H](|[N+](|[C@H](CNCCclcccccl)C)C)C)c2cecec2)CC 8.8
201 | O=C(N(C1(OCCCc2ccccc2)C[N+]C1)c3cccec3)CC 8.8
202 | O=C(N(C[N+](CCCCclcccecl)CC)c2cccec2)CC 8.8
203 | O=C(N(C[C@H](IN+])NC(=0)CCclcccccl)c2cecec2)CC 8.8
204 | O=C(N([C@@H]1CC[N+][C@H]1CCCc2ccccc2)c3ccece3)CC 8.8
205 | O=C(N([C@H](IN+]1C[C@H](N)[C@@H](C1)CCc2ccccc2)C)c3cccec3)CC 8.8
206 | O=C(N([C@@]1(CCC[N+](CC1)CCc2ccccc2)C[N+])c3cccec3)CC 8.8
207 | O=C(N([C@H](|[N+]CCNCCclccececl)CC)c2cccec2)CC 8.8
208 | O[C@@]1(N(c2cccec2)C(=0)CC)C[C@@H]([N+](C1)CCc3ccccc3)C([O-])=0 8.8
209 | O=C(N(CC[N+][C@@H](CCclcccecl)C)c2ccecc2)CC 8.8
210 | FC(F)(F)[C@H](N(c1lcccecl)C(=0)CC)CC(=O)NCCc2ccccc2 8.8
211 | O=C(N(C([C@@H]([N+])CCCclcccecl)(C)C)c2cccec2)CC 8.8
212 | S/C(N(CN(clceeecl)C(=0)CC)C)=[N+]\ CCc2ccccc2 8.8
213 | O=C(N(C[N+]CC(OCCclcccccl)=0)c2cccec2)CC 8.8
214 | O=C(N([C@H](C[N+](CCclcccecl)C)COC)c2cccec2)CC 8.8
215 | O=C(N(C[N+](CCCCclccceccl)CC#C)c2cceec2)CC 8.8
216 | O=C(N(clcccecl)CS/C(NCCc2cccec2)=N/C#N)CC 8.8
217 | O=C(N(C1(CC1)C[N+]CCc2ccccc2)c3cccce3)CC 8.8
218 | O=C(N(S[C@H](C[N+]CCclcccecl)C)c2ccecc2)CC 8.8
219 | O=C(N([C@]1(C2CCC2)C[N+](C[C@@H]1C)CCc3ccccc3)cdcccecd)CC 8.8
220 | O=C(N(N([C@@H](C[N+]CCclcccccl)CC)C)c2ccecc2)CC 8.8
221 | O=C(N([C@@](N)(C1CC1)C[N+](CCc2ccccc2)C)c3cccec3)CC 8.8
222 | O=C(N(C[N+]1C[Ce@H](|[C@@H](C1)CCc2ccccc2)C)c3cccec3)CC 8.8
223 | O=C(N([C@@H](][N+]CCCCclccceccl)C)c2ccecc2)CC 8.8
224 | O=C(N([C@@H]1CCCCC[C@H]1[N+](CCc2ccccc2)C)c3ccccc3)CC 8.8
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225 | FC1(N(c2cccec2)C(=0)CC)CC[N+](CC1)CCc3cceec3 8.7
226 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)C)c3cccec3)CC 8.7
227 | O=C(N([C@@H]1CC[N+](C[C@@H]1N)CCc2ccccc2)c3ccecc3)CC 8.7
228 | O=C(N([C@H]1CC[N+]([Ce@H]([C@H]1C)C)CCc2ccccc2)c3cccec3)CC 8.7
229 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)C#N)c3ccecc3)CC 8.7
230 | O=C(N([C@]1(C[N+](CC1)CCc2ccccc2)CC)c3cccec3)CC 8.7
231 | O=C(N([C@]1(CC[N+](C[C@H]1C)CCc2ccccc2)C)c3ccecc3)CC 8.7
232 | O=C(N(CC[N+][C@@H](CCclcccecl)C#N)c2ccecc2)CC 8.7
233 | FC1(F)CIN+](CC[C@@H]1N(c2cccec2)C(=0)CC)CCc3cceecld 8.7
234 | O=C(N(N1C[C@H](IN+]([C@@H](C1)C)CCc2ccccc2)C)c3ccccc3)CC 8.7
235 | O=C(N(S[C@@H]([N+]CCCclcccecl)N)c2cececc2)CC 8.7
236 | O=C(NCCclcccecl)[C@@H]([N+])[C@@H](N(c2cccec2)C(=0)CC)CC 8.7
237 | O=C(N([C@]1(CC[N+](C[C@H]1CC)CCc2ccccc2)C)c3cccec3)CC 8.7
238 | O=C(N([C@@H]1CO[C@@H](C[N+]1)CCc2ccccc2)c3ccecc3)CC 8.7
239 | O=C(N(N(CC[N+]CCclcccccl)C)c2ceccc2)CC 8.7
240 | O=C(N([C@H]1C[N+](C[C@H]1CC)CCc2ccccc2)c3ccccc3)CC 8.7
241 | O=C(N([C@@H]1CCCC[N+]([C@H]1CC)CCc2ccccc2)c3ccccc3)CC 8.7
242 | O[Ce@H]1[C@@H](N(c2cccec2)C(=0)CC)[C@H](O[C@H]([C@H]1[N+])CCc3ccccc3)O 8.7
243 | O=C(NCCclcccecl)[Ce@@H]([N+])[C@@H](N(c2cccec2)C(=0)CC)C(C)C 8.7
244 | O=C(N(CC[N+](CCclccececl)CC#C)c2ccccc2)CC 8.7
245 | O=C(N(OC[C@@H]1C[N+]1CCc2ccccc2)c3cccec3)CC 8.7
246 | OC[C@@H](][N+]CCclccecel)CCN(c2cecec2)C(=0)CC 8.7
247 | O=C(N(N(C[C@H]([N+]CCclccccc1)C)C)c2ccecc2)CC 8.7
248 | O=C(N([C@]1(CC[N+](C[C@H]1CC(C)C)CCc2ccccc2)C)c3ccccc3)CC 8.7
249 | O=C(N(N(CCI[N+])CC(=O)NCCclcccecl)c2ccecc2)CC 8.7
250 | O=C(N(CI1(C[N+]C1)CCCCc2ccccc2)c3ccecc3)CC 8.7
251 | O=C(N([C@]1(C2CC2)C[N+](C[C@@H]1C)CCc3ccccc3)cdcccccd)CC 8.7
252 | O=C(N(SC[C@@H](][N+]CCclcccecl)C#N)c2cccec2)CC 8.7
253 | O=C(N(C[N+](C1CC1)CCCCc2ccccc2)c3cccec3)CC 8.7
254 | O=C(N([C@]1(NCC(C)C)C[N+](CC1)CCc2ccccc2)c3ccccc3)CC 8.7
255 | O=C(N(C(C[N+]CCclcccccl)(C)C)c2ccecc2)CC 8.7
256 | O=C(N([C@@]1(C[N+](CC1)CCc2ccccc2)CCCCC)c3ccecc3)CC 8.7
257 | O=C(N([C@@H]1CC[N+]1CCCCc2ccccc2)c3ccccc3)CC 8.7
258 | O=C(N([C@@]1(CC[N+][C@H]1CCCc2ccccc2)C)c3ccccc3)CC 8.7
259 | O=C(N)C1(N(c2cccec2)C(=0)CC)CCC(CC1)CCc3cccec3 8.7
260 | O=C(N(SC/C(=[N+]/CCclcccccl)N)c2cecec2)CC 8.7
261 | O=C(N(CI1(CC[N+](CC1)CCc2ccccc2)C[N+]C(C)C)c3cccec3)CC 8.7
262 | O=C(N([C@@H]1CC[C@H](IN+]1C)CCCc2ccccc2)c3cccec3)CC 8.7
263 | O=C(N(CCN[N+]CCcleccecl)c2ccecc2)CC 8.7
264 | S[CeH]([C@@H]([N+])CN(clcccecl)C(=0)CC)C(=O)NCCc2ccccc2 8.7
265 | O=C(N(N1CCC[N+]([Ce@H](C(C)C)C1)CCc2ccccc2)c3ccece3)CC 8.7
266 | O=C(N(N([C@@H]1C[N+](CC1)CCc2ccccc2)CC)c3cccec3)CC 8.7




Int. J. Mol. Sci. 2019, 20, 2311

63 of 80

267 | O=C(OCC)[C@]1(N(c2cccec2)C(=0)CC)C[N+](CC1)CCc3ccecc3d 8.7
268 | O=C(N([Ce@]1(C[C@H](IN+](C[C@e@H]1C)CCc2ccccc2)C)CC[N+])c3cccec3)CC 8.7
269 | O=C(N([Ce@]1(C[C@H](O[C@@H]([N+]1)CCc2ccccc2)C)C)c3cccec3)CC 8.7
270 | O=C(N([C@@H](CC[N+](CCclcccccl)C)C)c2cccec2)CC 8.7
271 | O=C(N([C@H]([N+][C@H](CCCclcccccl)CC)C)c2cecec2)CC 8.7
272 | O=C(N(C[N+][C@@H](C(C)C)C(=O)NCCclccceccl)c2eccec2)CC 8.7
273 | O[Ce@H]([C@@H]([N+])N(clcceecl)C(=0)CC)C(OCCc2ccccc2)=0 8.7
274 | O=C(N(C[N+]1CCOC[C@H]1CCCc2ccccc2)c3ccccc3)CC 8.7
275 | O=C(N(C[N+]1CCCC[C@H]1CNCCc2ccccc2)c3cccec3)CC 8.7
276 | O=C(N([C@H]1CC[N+]([C@@H](C1)C)CCc2ccccc?)c3cccec3)CC 8.6
277 | O=C(N([C@H]1CC[N+](C[C@H]1CC)CCc2ccccc2)c3ccece3)CC 8.6
278 | O=C(N(N1CCC[N+](CC1)CCc2ccccc2)c3cccce3)CC 8.6
279 | O[C@@]1(C[N+](CC[C@H]1N(c2cccec2)C(=0)CC)CCc3cccec3)C 8.6
280 | O=C(OC)[C@@H]1C[N+](CC[C@@H]1N(c2ccccc2)C(=0)CC)CCc3cceccld 8.6
281 | O=C(N([C@H]1CC[N+]([C@@H](C1)c2ccco2)CCc3cccce3)cdcccccd)CC 8.6
282 | O=C(N([C@@H](C[N+])CC(=O)NCCclccceccl)c2eccec2)CC 8.6
283 | O=C(N([C@H]1CC[N+]([C@@H](C1)CC(C)C)CCc2ccccc2)c3cccec3)CC 8.6
284 | O=C(NCCclcccecl)[Ce@@H]([N+])[C@@H](N(c2cccec2)C(=0)CC)C 8.6
285 | O=C(N([C@H]1CC[C@H](C[N+]1C)CCc2ccccc?)c3cccec3)CC 8.6
286 | O=C(N([C@H]1CC[C@H]([N+]C1)CCc2ccccc2)c3cccec3)CC 8.6
287 | O=C(N(CI(IN+]CC(=O)NCCc2ccccc2)CC1)c3cccec3)CC 8.6
288 | OCCC[C@@H]1C[N+](CC[C@@H]1N(c2ccccc2)C(=0)CC)CCc3ccccc3 8.6
289 | O=C(N(C[C@H]1C[N+](CC1)CCc2ccccc2)c3ccccc3)CC 8.6
290 | O=C(N(N1CC[C@H]2[C@H]1CC[N+]2CCc3ccccc3)cdcccecd)CC 8.6
291 | O=C(N([C@@H]1CC=CC[N+](C1)CCc2ccccc2)c3ccccc3)CC 8.6
292 | FC(F)(F)[CeH]1C[N+](C[C@H]1CCc2ccccc2)CN(c3cccee3)C(=0)CC 8.6
293 | O=C(OO)[C@]1(N(c2ccccc2)C(=0)CC)C[N+](CC1)CCc3cccec3 8.6
294 | O=C(N([Ce@]1(C[C@H](IN+](C[C@@H]1C)CCc2ccccc2)CCC)C)c3ccccc3)CC 8.6
295 | FC(F)(F)[C@]1(N(c2cceec2)C(=0)CC)C[N+](CC1)CCc3ccecc3 8.6
296 | FC(F)(F)C[N+]([C@e@H](N(clcceecl)C(=0)CC)C)CCCc2ccccc2 8.6
297 | OC[C@H]([N+]C/C=C/CCclcccccl)N(c2cccec2)C(=0)CC 8.6
298 | O=C(NO)[Ce@H]1C[C@@H](N(c2ccccc2)C(=0)CC)C[N+]([C@H]1CCc3ccccc3)C 8.6
299 | OC[C@H](CCclceccecl)CIN+](CN(c2ccece2)C(=0)CO)C 8.6
300 | O=C(N([C@H](IN+](CCCclecccecl)CC(C)C)C)c2cccec2)CC 8.6
301 | F[C@]1(N(c2cceec2)C(=0)CC)C[N+](CC1(F)F)CCc3cccec3d 8.6
302 | O=C(N(CI(]N+]CC2CC2)CC[N+](CC1)CCc3cccecc3)cdcccccd)CC 8.6
303 | O=C(NCCclcceecel)[C@H]([N+]C(N(c2cccec2)C(=0)CC)(C)O)C 8.6
304 | O=C(NCCclcccecl)[C@H]2[C@H]([N+]2)N(c3cccec3)C(=0)CC 8.6
305 | O=C(N(C(]N+]CCCclcccccl)(C)C)c2ccecc2)CC 8.6
306 | O=C(N([C@H]1CN[C@@H](C[N+]1C(C)C)CCc2ccccc2)c3cccec3)CC 8.6
307 | O=C(N([C@]1(C[C@H](C[N+](CC1)C)CCc2ccccc2)C)c3cccec3)CC 8.6
308 | O=C(N([C@@H](|[N+]CC(=O)NCCclcccccl)C2CC2)c3ccccc3)CC 8.6
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309 | O=C(N([C@@]1(CC=CC[N+](C1)CCc2ccccc2)C)c3ccccc3)CC 8.6
310 | O=C(N(C[C@H](N)C[N+]CCclcccecl)c2eccec2)CC 8.6
311 | O=C(N(C[N+](CC(=0O)CCCclcccecl)C)c2ccecc2)CC 8.6
312 | OC[C@@]1(N(c2cccec2)C(=0)CC)CO[C@@H](C[N+]1)CCc3ccccc3 8.6
313 | O=C(N(N(CC[N+](CCclccececl)C)C)c2ccecc2)CC 8.6
314 | O=C(N(C[N+]([C@@H](CCCclcccccl)C)CC)c2ccecc2)CC 8.6
315 | O=C(N([C@@H]1C[N+]1CC(OCCc2ccccc2)=0)c3ccccc3)CC 8.6
316 | O=C(N([C@](]N+])(CCCCclcccecl)C)c2ecccc2)CC 8.6
317 | O=C(NN)[C@@H]([N+]CCclcccccl)CCN(c2cceec2)C(=0)CC 8.6
318 | O=C(N([C@@H]1CN([C@@H](C[N+]1)CCc2ccccc2)C(=0)COC)c3cccec3)CC 8.6
319 | O=C(N([C@@](|[N+]C)(CCCCclcccccl)C)c2ccecc2)CC 8.6
320 | O[C@H](ON(clcceecl)C(=0)CC)CIN+]CCc2ccccc2 8.6
321 | O=C(N(C[N+](CCCCclcccecl)CC(=O)N)c2ccecc2)CC 8.6
322 | O=C(N([C@H]1C[N+](C[C@H]1CSC)CCc2ccccc2)c3cccce3)CC 8.6
323 | O=C(N(C[C@H](IN+])[C@@H](CCclcccccl)C)c2ccecc2)CC 8.6
324 | O=C(N([C@H]([N+])CSCCCclcccecl)c2ccecc2)CC 8.6
325 | O=C(N(C[N+]1CCS[C@@H](C1)CCc2ccccc2)c3cccec3)CC 8.6
326 | O=C(N(C[N+]1CCC[C@@H]1NCCCc2ccccc2)c3cccec3)CC 8.6
327 | O=C(N([C@]1(C(C)C)C[N+](C[C@@H]1C)CCc2ccccc?)c3cccec3)CC 8.6
328 | O=C(N(C[C@H]1[N+][C@@H](CCc2ccccc2)CS1)c3ccece3)CC 8.6
329 | OC[CeH]1[C@@H](N(c2cccec2)C(=0)CC)C[C@H]([N+])[C@H](O1)CCc3cccec3 8.6
330 | O=C(N([C@H]1CC[N+](C[C@H]1C)CCc2ccccc2)c3ccccc3)CC 8.5
331 | O=C(N([C@@H](|[N+])CC(=O)NCCclcccccl)c2ccccc2)CC 8.5
332 | O=C(N([C@H](C[C@](|[N+]CCclcccccl)(C)C#N)C)c2cecec2)CC 8.5
333 | O=C(N(N1C[C@H](|N+](C[C@@H]1C)CCc2ccccc2)C)c3ccecc3)CC 8.5
334 | O=C(N([C@]1(C[N+](C[C@H]1C)CCc2ccccc2)C)c3cccec3)CC 8.5
335 | O=C(N([C@]1(NCC)C[N+](CC1)CCc2ccccc2)c3ccccc3)CC 8.5
336 | F[C@]1(N(c2cccec2)C(=0)CC)C[C@@H]([N+](C1)CCc3ccccc3)CO 8.5
337 | O=C(N([C@H]1CC[C@H](C[N+]1)CCc2ccccc2)c3cccec3)CC 8.5
338 | O[C@@](N(clcceeccl)C(=0O)CC)(C[N+]CCCc2ccccc2)C 8.5
339 | F[C@@]1(N(c2ccecc2)C(=0)CC)CC[N+][C@H](C1)CCc3cccec3 8.5
340 | O=C(N(N1CCC[N+](C[C@H]1C)CCc2ccccc2)c3ccecc3)CC 8.5
341 | O[CeeH]1[Ce@H](OC[C@H](N(c2ccccc2)C(=0)CC)[C@H]1[N+])CCc3ccccc3 8.5
342 | O=C(N(N(C[C@](IN+]CCclcccecl)(C)C#N)C)c2ccecc2)CC 8.5
343 | O=C(N([C@]1(NC2CC2)C[N+](CC1)CCc3ccccc3)cdcccccd)CC 8.5
344 | O=C(NCCclcccecl)[C@@H]([N+]CN(c2cccec2)C(=0)CC)C 8.5
345 | O=C(NCCclcccecl)[C@@H]([N+])CN(c2ccecc2)C(=0)CC 8.5
346 | O=C(N(N1C[C@H]([N+](C[C@@H]1CC)CCc2ccccc2)CC)c3ccecce3)CC 8.5
347 | O=C(NCCclcccecl)[C@H]([N+])N(c2cecec2)C(=0)CC 8.5
348 | O=C(N(C[N+]CC(=O)CCCclcccccl)c2ccecc2)CC 8.5
349 | O=C(N(C1(CC[N+](CC1)CCc2ccccc2)CCOC)c3cccec3)CC 8.5
350 | O=C(NCCclcccecl)[C@@]([N+])(N(c2ccecec2)C(=0)CC)C 8.5
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351 | O=C(N([Ce@H]1C[C@H]([N+](C1)CCc2ccccc2)COC)c3cccec3)CC 8.5
352 | O[C@H]1C[N+](C[C@@H]10ON(c2cccec2)C(=0)CC)CCc3cccec3 8.5
353 | O=C(N(OC[C@]([N+]CCclecccccl)(C)C#N)c2cceec2)CC 8.5
354 | O=C(N(NCC[N+]CCcleccecl)c2ccecc2)CC 8.5
355 | O=C(N(N([C@@H]1C[N+](CC1)CCc2ccccc2)C)c3cccec3)CC 8.5
356 | OC[C@@H](][N+]CCN(clcceccl)C(=0)CC)CCc2ccccc2 8.5
357 | O=C(N([C@H]1CCCC[N+]([C@@H]1C2CC2)CCc3ccccc3)cdcccccd)CC 8.5
358 | O=C(N(C[N+](C[C@H](OC)CCclccecccl)C)c2cecec2)CC 8.5
359 | O[Cee@H]1[C@@H](N(c2cccec2)C(=0)CC)[C@@H]([N+]([C@H]1CC)CCc3cccec3)CO 8.5
360 | O=C(N(C[C@@H]1CCC[N+](C1)CCc2ccccc?)c3cccec3)CC 8.5
361 | O=C(N(C[C@H](C[N+]CCclcccecl)C)c2ccecc2)CC 8.5
362 | O=C(N([C@@H](C[N+](CCclcccccl)C)C)c2cccec2)CC 8.5
363 | O=C(NCCclcccecl)[C@@H]([N+]CC)CN(c2ccecc2)C(=0)CC 8.5
364 | O=C(N1C[C@H]([N+]C[C@H]1CCc2ccccc2)N(c3cccec3)C(=0)CC)N(C)C 8.5
365 | O=C(N(C[N+](C[C@H](OCC)CCclcccecl)C)c2ccecc2)CC 8.5
366 | O=C(N([C@H](C[N+]CCclcccccl)C)c2cccec2)CC 8.5
367 | O=C(N(C[C@H](N)C[N+](CCclcccecl)C)c2ccecc2)CC 8.5
368 | O[CeH]([C@@H]([N+])CN(clcccecl)C(=0)CC)C(=O)NCCc2ccccc2 8.5
369 | O=C(N([C@](N)(C[N+]CCclcccccl)C)c2cecec2)CC 8.5
370 | O=C(NCCclcccecl)[C@@H]([N+]C)CN(c2cccec2)C(=0)CC 8.5
371 | O=C(N(C[C@@H]1C[C@H]([N+](C1)CCc2ccccc2)C)c3cccec3)CC 8.5
372 | O=C(N([C@]1(CNC[C@@H]([N+]1C)CCc2ccccc2)C)c3cccec3)CC 8.5
373 | O=C(N(C[N+]1CCCN[C@H](C1)CCc2ccccc2)c3ccecc3)CC 8.5
374 | O=C(N([C@@H]1CC[N+](C[C@@H]1C=C)CCc2ccccc2)c3ccccc3)CC 8.4
375 | O=C(N(IN+]1(CC[N+](CC1)CCc2ccccc2)C)c3ccecc3)CC 8.4
376 | O=C(N([C@@H]1CC[N+](C[C@@H]1N(C)C)CCc2ccccc2)c3cccec3)CC 8.4
377 | O=C(N(CC[C@]([N+]CCclcccecl)(C)C#N)c2cccec2)CC 8.4
378 | O=C(N(C[N+]CC(=O)NCCclcccecl)c2ccecc2)CC 8.4
379 | O=C(NCCclcccecl)[C@H]([N+])CCN(c2cceec2)C(=0)CC 8.4
380 | O[Ce@eH]1C[C@H]([N+]C[C@H]1N(c2cccec2)C(=0)CC)CCc3cccec3 8.4
381 | O=C(N([C@H]1C[N+]1CCCCc2ccccc2)c3cccec3)CC 8.4
382 | F[C@@]1(N(c2ccecc2)C(=0)CC)C[C@H]([N+](C1)CCcBcecec3)COC 8.4
383 | O=C(N([CeH]1C[CeeH]([C@H](C[C@@H]1[N+])CCc2ccccc2)C[N+])c3cccec3)CC 8.4
384 | O[C@@H](C[N+]CCclccececl)CN(c2ccecc2)C(=0)CC 8.4
385 | O[C@]1(N(c2cccec2)C(=0)CC)CCIN+]([C@@H]3CCCC[C@@H]13)CCc4cccccd 8.4
386 | O=C(N(C[C@@H](OC)C[N+]CCclcccccl)c2cccec2)CC 8.4
387 | O=C(N([C@e@H]1C[C@H](IN+](C1)CCc2ccccc2)CC(C)C)c3cccec3)CC 8.4
388 | O=C(N(C[C@H](ONCCclccccel)[N+])c2ecceec2)CC 8.4
389 | O=C(N(OC[C@@H]([N+]CCclcccccl)C#N)c2cceec2)CC 8.4
390 | SC[C@H](]N+]CN(clceccecl)C(=0)CC)C(=O)NCCc2ccccc2 8.4
391 | O=C(NCCclcccecl)[C@@H]([N+]CN(c2cccec2)C(=0)CC)CC 8.4
392 | OC[C@H](N(clcceecl)C(=0O)CC)C[N+]CCCc2ccccc2 8.4
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393 | O=C(N(C[N+](N)CCCclecccecl)c2ccecc2)CC 8.4
394 | O[C@@H](N(clcceeel)C(=0)CCO)[C@@H]([N+]CCc2ccccc2)CO 8.4
395 | O=C(N([C@H]1CCC[N+]1[C@@H](CCc2ccccc2)C(=O)N)c3cccec3)CC 8.4
396 | O[CeeH]1[Ce@H](O)[Ce@@H](IN+](|[C@H]1CCCc2ccccc2)C)N(c3cccce3)C(=0)CC 8.4
397 | O=C(N(C[N+](CCCclcccecl)CCC)c2ccccc2)CC 8.4
398 | O=C(N([C@H]1CNC[C@@H]1[N+](CCc2ccccc2)CC=C)c3ccccc3)CC 8.4
399 | O=C(N(C[N+](C1ICNC1)CCCc2ccccc2)c3ccece3)CC 8.4
400 | O=C(N(C[N+]CCCclcccecl)c2eccec2)CC 8.4
401 | O=C(N([Ce@]1(C[N+][C@@H](C1)CCc2ccccc2)C)c3cccec3)CC 8.4
402 | O=C(N([C@H]1CN[C@H](C[N+]1CC=C)CCc2ccccc2)c3cccec3)CC 8.4
403 | OC[C@](|[N+]CCCcleccecl)(N(c2ceeec2)C(=0)CCO)C 8.4
404 | O=C(NCCclcceeel)C(IN+]CN(c2cceec2)C(=0)CC)(C)C 8.4
405 | O[C@H]1C[N+](CC[C@H]1N(c2cccec2)C(=0)CC)CCc3cccec3 8.3
406 | F[C@]1(N(c2cccec2)C(=0)CC)C[N+](CC1)CCc3ccecc3 8.3
407 | O=C(N([C@H]1CC[N+]([C@@H]1CC)CCc2ccccc2)c3cccec3)CC 8.3
408 | O=C(N([C@H]1CC[N+]([C@@H]1C2CC2)CCc3ccccc3)cdcccccd)CC 8.3
409 | O=C(N(CI(IN+]C)CC[N+](CC1)CCc2ccccc?)c3cccec3)CC 8.3
410 | O[C@H]1C[N+](CCC[C@H]1N(c2ccccc2)C(=0)CC)CCc3cccec3 8.3
411 | O=C(N([C@](N)(C[N+](CCclecccecl)C)C)c2ccecc2)CC 8.3
412 | O=C(N([C@@H]1CC[N+]([C@H]2CCO[C@H]12)CCc3ccccc3)cdcccccd)CC 8.3
413 | O=C(N([C@@H]1CC=C(C[N+]1C)CCc2ccccc2)c3ccccc3)CC 8.3
414 | O[C@@H]1C[N+](C[C@@H]1N(c2cccec2)C(=0)CC)CCc3cccec3 8.3
415 | O=C(N(C[N+](CCCclcccccl)CC)c2ccecc2)CC 8.3
416 | O=C(NCCclcccecl)[C@H]([N+])CSN(c2cccec2)C(=0)CC 8.3
417 | O[C@H]([C@H](IN+])N(clcccecl)C(=0)CC)C(=0O)CCc2ccccc2 8.3
418 | O[C@@]1(N(c2cccec2)C(=0)CC)C[N+](C[C@H]10)CCCc3cccccld 8.3
419 | O=C(N(S[C@@H]1C[N+](CC1)CCc2ccccc2)c3ccccc3)CC 8.3
420 | O=C(NO)[C@H]1C[N+](CC[C@H]1N(c2ccccc2)C(=0)CC)CCc3ccccc3 8.3
421 | O=C(N([C@H]1CN[C@H](C[N+]1C)CCc2ccccc2)c3cccec3)CC 8.3
422 | O=C(N(C[C@H](]N+](CCclcccecl)C)C2CC2)c3cccec3)CC 8.3
423 | O=C(N([C@@H]1CN([N+](C1)CCc2ccccc2)CC)c3cccec3)CC 8.3
424 | O=C(N([C@@H]1C[C@H]([N+](C1)CCc2ccccc2)CCC)c3cccec3)CC 8.3
425 | O=C(N([C@H](C[N+](CCclcccecl)C)CC[N+])c2cceec2)CC 8.3
426 | OC[Ce@H]1[C@@H](N(c2ccccc2)C(=0)CC)CC[C@H]([N+]1)CCc3ccccc3 8.3
427 | O=C(N([C@H]1C[N+]([C@H](C1)CCCC)CCc2ccccc2)c3ccece3)CC 8.3
428 | O[CeH]1[Cee@H](O[C@H]([C@H](N(c2ccccc2)C(=0)CCO)[C@H]1[N+])C[N+])CCc3ccccc3 8.3
429 | O=C(N(CC[N+]CCclcccecl)c2eccec2)CC 8.3
430 | O=C(N(SC[C@]([N+]CCclcccecl)(C2CC2)C#N)c3ccece3)CC 8.3
431 | O=C(N([C@]1([N+])C[C@H]([N+]([C@H](C1)CCc2ccccc2)C)C)c3ccece3)CC 8.3
432 | O=C(N(CC[C@@H]([N+]CCclcccccl)C)c2cccec2)CC 8.3
433 | O=C(N(C[C@H]1C[N+]C[C@@H]1NCCc2ccccc2)c3cccec3)CC 8.3
434 | O=C(N([C@@H](]N+](CCCC)CCCclcccccl)C)c2cccec2)CC 8.3
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435 | OC[Ce@@H]1[C@H](CC[N+]1CCc2ccccc2)CN(c3ccccc3)C(=0)CC 8.3
436 | O=C(N([C@H](C[N+](CCclcccccl)C)C#N)c2cecec2)CC 8.3
437 | O=C(N(C[C@@H]([N+](CCclcccecl)C)C)c2ccccc2)CC 8.2
438 | O[C@]1(N(c2cccec2)C(=0)CC)CCIN+](C[C@@H]10)CCc3cccccld 8.2
439 | O=C(N([C@@H]1CC[N+](C[C@@H]10C)CCc2ccccc2)c3cccce3)CC 8.2
440 | O=C(N(CC[C@@H]([N+]CCclcccccl)C#N)c2cccec2)CC 8.2
441 | O=C(N(CI1(CC[N+](CC1)CCc2ccccc2)C[N+])c3cceec3)CC 8.2
442 | OC[C@@]1(N(c2cccec2)C(=0)CC)C[N+](CC1)CCc3cceec3d 8.2
443 | O=CIC[N+](C[C@H]1N(c2cccec2)C(=0)CC)CCc3cccec3 8.2
444 | O=C(N(C[N+][C@@H](CCCclcccccl)C#N)c2ccecc2)CC 8.2
445 | F[C@H]1C[N+](C[C@H]10ON(c2ccccc2)C(=0)CC)CCc3cccec3 8.2
446 | O=C(OCC)[CeH]1C[C@@H](N(c2ccccc2)C(=0)CC)C[N+]1CCc3cceccc3 8.2
447 | O=C(N(C[N+][C@@H](CCclcccccl)C#N)c2cccec2)CC 8.2
448 | FC(F)(F)[Ce@H]1C[N+](C[C@@H]1N(c2ccccc2)C(=0)CC)CCc3ccecc3d 8.2
449 | O=C(N([C@H]1CC[N+](C[C@H]1n2cncc2)CCc3cccec3)cdeccecd)CC 8.2
450 | O=C(NC)[C@H]1CN(N(c2ccccc2)C(=0)CC)CC[N+](C1)CCc3cceccc3d 8.2
451 | O=C(NC)[C@]1(N(c2ccccc2)C(=0)CC)C[N+](CC1)CCc3cceccc3 8.2
452 | O=C(N([C@H]1C[N+](C[C@H]10C(=0)C)CCc2ccccc2)c3ccccc3)CC 8.2
453 | O=C(N([C@H]1C[N+]([Ce@H](C1)C(=O)N)CCc2ccccc2)c3ccccc3)CC 8.2
454 | OC[Ce@@H]1[C@H](N(c2ccecc2)C(=0)CC)[Ce@@H](N)[Ce@H]([N+])[Ce@H](O1)CCc3cc 8.2
ccc3
455 | O=C(N(CI(IN+](C)C)CCIN+](CC1)CCc2ccccc2)c3ccece3)CC 8.2
456 | O[Ce@H]1[C@H](N(c2cccec2)C(=0)CCO)[C@@H]([N+][Ce@@H]([C@H]1C)CCc3ccccc3)C 8.2
@)
457 | O=C(N([C@]1(COCC[N+]1CCCc2ccccc2)C)c3cecec3)CC 8.2
458 | O=C(N([C@@H]1C[N+]([C@@H](C1)CCc2ccccc2)C)c3ccecc3)CC 8.2
459 | O=C(N([C@]1(CCCC[N+](C1)CCc2ccccc2)C[N+])c3cecec3)CC 8.2
460 | F[C@H]1C[N+](CC[C@H]1N(c2ccccc2)C(=0)CC)CCc3ccccc3 8.1
461 | O=C(N([C@@H]([N+])CC[N+]CCclcccecl)c2cecec2)CC 8.1
462 | O=C(N([C@H](N)[C@@H]([N+](CCclcccccl)C)C)c2ccecc2)CC 8.1
463 | O=C(N(CC[N+](CCclcccecl)C)c2ccccc2)CC 8.1
464 | O=C(N([C@@]1(C[N+](CC1)CCc2ccccc2)CC[N+])c3ccece3)CC 8.1
465 | O[Ce@H]1C[N+]([Ce@H]([C@H]1N(c2cccec2)C(=0)CC)CO)CCcBccccc3 8.1
466 | O=C(NO)[C@H]1C[C@H](N(c2cccec2)C(=0)CC)C[N+][C@@H]1CCc3cccec3 8.1
467 | O=C(N(C1(IN+])C[Ce@@H]([N+]([C@@H](C1)C)CCc2ccccc2)C)c3cccce3)CC 8.1
468 | O=C(N([C@H]1C[N+](C[C@H]1C#N)CCc2ccccc2)c3ccecc3)CC 8.1
469 | O[CeeH]l[C@@H](N(c2ccccc2)C(=0)CC)C[N+][C@H]1CCc3ccccc3 8.1
470 | S=C(N)CI1(N(c2cccee2)C(=0)CC)CC[N+](CC1)CCc3ceccec3 8.1
471 | O[Ce@H]([C@H]([N+])N(clcccecl)C(=0)CC)CCCc2ccccc2 8.1
472 | O=C(N(N1CC[N+]([C@e@H]1c2ccco2)CCc3ccccc3)cdcccccd)CC 8.1
473 | O=C(N([C@@H]1CC[N+]([C@H]1CC(C)(C)C)CCc2ccccc2)c3ccccc3)CC 8.1
474 | O=C(N)[C@]1(N(c2ccccc2)C(=0)CC)C[N+](CC1)CCc3cccec3 8.1
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475 | O=C(N([C@H]([N+]CCCclccecccl)CN)c2ececc2)CC 8.1
476 | O[C@@H](N(clcceecl)C(=0)CCO)[C@@H]([N+])CCCc2ccccc2 8.1
477 | O=C(N(C[N+](CCCclccceccl)CCCCH#N)c2ccecc2)CC 8.1
478 | O=C(N(C[N+]([C@H](CCCclccecccl)C(=O)N)C)c2cceccc2)CC 8.1
479 | O=C(NO)[C@@H]1C[N+](C[C@@H]1N(c2ccccc2)C(=0)CC)CCc3ccccc3 8.1
480 | O[C@@]1(N(c2cccec2)C(=0)CO)[Ce@e@H](O[Ce@H](C[C@@H]1[N+])CCc3ccccc3)C 8.1
481 | OCC1(N(c2cccec2)C(=0)CC)CCIN+](CC1)CCc3ccecec3 8.0
482 | O=C(N([C@]1(NC)C[N+](CC1)CCc2ccccc2)c3ccccc3)CC 8.0
483 | O=C(N([C@@H]1C[N+](C[C@@H]1N)CCc2ccccc2)c3cccec3)CC 8.0
484 | O=C(N([C@H]1C[N+]([C@H](C1)c2nc(no2)C)CCc3ccccc3)cdeccecd)CC 8.0
485 | O[C@H](N(clcececl)C(=0)CC)C[N+]CCc2ccccc2 8.0
486 | O[C@@H](N(clcceecl)C(=0)CO)C[C@@H]([N+]CCc2ccccc2)C 8.0
487 | O[CeH]([C@@H](IN+])N(clccccel)C(=O)CC)C(=O)NCCc2cccec2 8.0
488 | O[C@@H]([N+]CCCclceccecl)N(c2cecec2)C(=0)CC 8.0
489 | O=C(N([C@@H]1C[N+]([C@@H](O1)CCc2ccccc2)CC)c3cccec3)CC 8.0
490 | O[C@]1(N(c2cceecc2)C(=0)CC)C[N+](CC1)CCc3cccec3 7.9
491 | O=S(=0)(NCCclcccccl)C[C@@H]([N+])N(c2cccec2)C(=0)CC 7.9
492 | O=C(N([C@@]1(C[N+](CC1)CCc2ccccc2)C[N+])c3cccec3)CC 7.9
493 | O=C(N([C@H](N)C[N+](CCclcccecl)C)c2ccecc2)CC 7.9
494 | O[CeH]1[C@H](O)[C@H](N(c2cccec2)C(=0)CC)C[N+][C@@H]1CCc3cccec3 79
495 | O=C(N([CeH]1[C@H](O[CeH]([CeH]2[C@@H]1[N+]2)CCc3ccccc3)C[N+])cdcccecd)CC 7.8
496 | O=C(N([C@@H]1CC[N+]([C@H]1c2cnccc2)CCc3cccec3)cdeccecd)CC 7.8
497 | O[C@H]1C[S@+](N(c2cccec2)C(=0)CC)[C@H]([C@@H]1CCc3cccec3)CO 7.7
498 | O=C(N([C@H]1CC[N+]([C@@H]1CC[N+])CCc2ccccc?)c3cccec3)CC 7.6
499 | O[C@@H]1C[N+](C[C@H](O)C1N(c2ccccc2)C(=0)CC)CCc3cccec3 7.6
500 | O=C(N([C@@H](|N+](CCCclcccecl)C)CC#N)c2ccecc2)CC 7.6
Table S8
List, SMILE and predicted pKivalues for Series 6.

N° | SMILES Pred pKi

1 O=C(N(CICC[N+](CC1)C[C@@H](c2cccec2)CC#C)c3cccec3)CC 9.5
2 O=C(N(CI1CC[N+]([Ce@H]2[C@](02)(c3ccccc3)C)CC1)cdcececd)CC 94
3 O=C(N(C1CC[N+](C[C@H]2c3cccce3CCS2)CC1)cdcccccd)CC 9.4
4 O=C(N(CI1CC[N+](C[C@H](NC)c2cccec2)CC1)c3cccec3)CC 9.3
5 O=C(N(CI1CC[N+|(C[C@H](C(C)C)c2cccec2)CC1)c3ccece3)CC 9.3
6 O=C(N(CICC[N+](C[C@H](N(C)C)c2cceccc2)CC1)c3cccec3)CC 9.3
7 O=C(N(C1CC[N+]([C@H](Cc2ccccc2)CC#C)CCT)c3cccec3)CC 9.3
8 O=C(N(C1CC[N+](CC1)CCc2ccccc2C#N)c3ccecc3)CC 9.3
9 O=C(N(C1CC[N+](CC1)CCc2c(O)cce(c2)C)c3cccec3)CC 9.2
10 O=C(N(C1CC[N+]|(CC(C)(C)c2ccee(c2)C)CCT)e3cceec3)CC 9.2
11 O=C(N(C1CC[N+](C[C@H]2c3ccccc3CCCC2)CCT)cdeccccd)CC 9.2
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12 O=C(N(C1CC[N+]([C@H]2C[C@@]2(c3ccccc3)C)CC1)cdcccecd)CC 9.2
13 O=C(N(C1CC[N+|([C@H]2C[C@@H]3c4cccec4[ C@H]203)CC1)c5cccec5)CC 9.2
14 O=C(N(CICC[N+](CC1)C[C@](CC)(c2ccccc2)C)c3cccec3)CC 9.2
15 O=C(N(C1CC[N+](CC1)C[C@@H](c2ccccc2)C)c3cccec3)CC 9.1
16 O=C(N(C1CC[N+](CC1)[C@H](Sc2cccec2)C)c3cccec3)CC 9.1
17 O=C(N(C1CC[N+](C[C@H]2c3ccccc3CCN2)CC1)cdeccccd)CC 9.1
18 O=C(N(C1CC[N+](CC1)[C@H](Sc2ccccc2)CC)c3ccecc3)CC 9.1
19 O=C(N(C1CC[N+]([C@@H](N)Cc2ccccc2)CC1)c3cccec3)CC 9.1
20 O=C(N(C1CC[N+](CC1)CCc2ccccc20)c3cccec3)CC 9.0
21 O=C(N(C1CC[N+](CC1)CCc2ccccc2CC)c3ccecc3)CC 9.0
22 Cl[C@@H](C[N+]1CCC(N(c2cccec2)C(=0)CC)CC1)c3ceccc3 9.0
23 Oclce(cec1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)C 9.0
24 O=C(N(C1CC[N+](CC1)CSc2¢(N)ccen2)c3cccec3)CC 9.0
25 O=C(N(C1CC[N+|([Ce@H]2[C@@](C2)(C)c3cccs3)CC1)cdcccccd)CC 9.0
26 Fclec(N)cec1SCIN+]2CCC(N(C(=0)CC)c3cceec3)CC2 9.0
27 O=C(N(C1CC[N+](C[C@@H](c2ccccc20C)C)CC1)c3cceec3)CC 9.0
28 FC(F)(F)clcceec1 CCIN+]2CCC(N(c3cccec3)C(=0)CC)CC2 9.0
29 Clcleccccl[C@H](C[N+]2CCC(N(C(=0)CC)c3cccec3)CC2)C 9.0
30 Clclee(N)cec1SCIN+]2CCC(N(C(=O)CC)c3ceece3)CC2 9.0
31 O=C(N(C1CC[N+](CC1)CSc2c[nH]c3cccee32)c4cccccd)CC 9.0
32 F[C@@H](C[N+]1CCC(N(c2cccec2)C(=0)CC)CC1)c3cceec3 8.9
33 O=C(N(C1CC[N+](CC1)CC(c2cceccc2)=C)c3cccce3)CC 8.9
34 Fclececec1SCIN+]2CCC(N(C(=0)CC)c3cccce3)CC2 8.9
35 O=C(N(C1CC[N+](CC1)C[C@@H](c2ccccc2)C=C)c3ccecc3)CC 8.9
36 O=C(N(C1CC[N+](CC1)CSc2cccc(N)c2)c3ccecc3)CC 8.9
37 O=C(N(C1CC[N+](CC1)CSc2ccc(N)cc2)c3ccecc3)CC 8.9
38 F[C@](C[N+]1CCC(N(c2cccec2)C(=0)CC)CC1)(c3cccec3)C 8.9
39 Fclec(N)cecc1 CCIN+]2CCC(N(C(=0)CC)c3cceec3)CC2 8.9
40 Fclece(CCIN+]2CCC(N(C(=0)CC)c3cccee3)CC2)c(O)cl 8.9
41 O=C(N(C1CC[N+]([C@H](Cc2ccccc2C)C)CC1)c3cccce3)CC 8.9
42 O=C(N(C1CC[N+](CC1)CCc2ccc(N)cc2C)c3ccecc3)CC 8.9
43 Fcleccecl[S@@](=O)C[N+]2CCC(N(C(=0)CC)c3cceec3)CC2 8.9
44 O=C(N(C1CC[N+](CC1)CCc2ccccc20C(=0)C)c3cccec3)CC 8.9
45 O=C(N(CI1CC[N+](CC1)CCc2ccc(C)cn2)c3cccec3)CC 8.9
46 O=C(N(C1CC[N+](CC1)C[C@H](N)c2cccs2)c3cccec3)CC 8.9
47 Clclec(N)cec1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.9
48 ClclccecclS[C@@H]([N+]2CCC(N(C(=0)CC)c3ccccc3)CC2)C 8.9
49 Sclce(N)cec1CC[N+[2CCC(N(C(=0O)CC)c3ceeccc3)CC2 8.9
50 Sclcee(N)ec1CCIN+]2CCC(N(C(=O)CC)c3ccecce3)CC2 8.9
51 O=C(N(C1CC[N+]([Ce@H](N)Cc2ccccc2C)CC1)c3cccec3)CC 8.9
52 Oclcecc2CCN[C@@H](C[N+]3CCC(N(C(=0)CC)cdcccec4)CC3)cl12 8.9
53 Clclececc1SCIN+]12CCC(N(C(=0)CC)c3ccccc3)CC2 8.8
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54 O=[S@@](C[N+]1CCC(N(C(=0O)CC)c2ccccc2)CC1)c3cces3 8.8
55 FC(F)(C[N+]1CCC(N(c2cccec2)C(=0)CC)CC1)c3cccec3 8.8
56 O=C(N(C1CC[N+](CC1)CCc2ccc(N)cc2)c3ccecce3)CC 8.8
57 O=C(N(C1CC[N+](CC1)CSc2ccccc2CC)c3ccecc3)CC 8.8
58 O=C(N(C1CC[N+](CC1)[C@H](Sc2ccccc2N)C)c3ccecc3)CC 8.8
59 Sc1c(O)ceccl1 CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.8
60 Fcleccec1C[C@@H]([N+]2CCC(N(C(=O)CC)c3ccecc3)CC2)C 8.8
61 O=C(N(C1CC[N+](C[C@@H](c2cccs2)C)CC1)c3ccece3)CC 8.8
62 F[C@@H](C[N+]1CCC(N(C(=0)CC)c2ccccc2)CC1)c3cce(F)cc3 8.8
63 O=C(N(C1CC[N+](CC1)CSc2ccccc2SC)c3ccecc3)CC 8.8
64 FC(F)(CIN+]1CCC(N(C(=0O)CC)c2ccccc2)CC1)c3cccce3F 8.8
65 O=C(N(C1CC[N+](CC1)CCc2cc(N)ccc2C)c3cceec3)CC 8.8
66 O=C(N(C1CC[N+](CC1)[C@H](Sc2ccccc2C)C)c3ccecc3)CC 8.8
67 O=C(N(C1CC[N+](CC1)CCc2ccc(N)c(N)c2)c3cceec3)CC 8.8
68 O=C(N(C1CC[N+](CC1)CCc2ccc(O)c(N)c2)c3ccecc3)CC 8.8
69 Clclece([C@H](C[N+]2CCC(N(C(=0)CC)c3cccec3)CC2)C)ecl 8.8
70 O=C(N(CI1CC[N+](CC1)CCc2ccc(N)cc2N)c3cccec3)CC 8.8
71 Clclenc(CCIN+]2CCC(N(C(=0)CC)c3ccecc3)CC2)cecl 8.8
72 O=C(N(C1CC[N+](CC1)[C@H](Sc2ccc(cc2C)C)C)c3cceec3)CC 8.8
73 O=C(N(C1CC[N+](CC1)C[C@H](N)c2ccccc2)c3cccec3)CC 8.8
74 O=C(N(C1CC[N+](CC1)CSc2ccce(n2)C)c3cceec3)CC 8.8
75 O=C(N(C1CC[N+](CC1)CSc2ccc(N)cc2C)c3ccecc3)CC 8.8
76 O=C(N(C1CC[N+](CC1)CCc2cccc(N)c2C)c3cccec3)CC 8.8
77 O=C(N(C1CC[N+](|[C@H](Cc2cccc(CC)c2)C)CC1)c3cceec3)CC 8.8
78 O=C(N(C1CC[N+](CC1)[C@H](Sc2ccc(cc2)C)C)c3ccece3)CC 8.8
79 O=C(N(C1CC[N+](CC1)CCc2ccc(CC)c(N)c2)c3cccec3)CC 8.8
80 O=C(N(CI1CC[N+](CC1)[C@H](Sc2cccen2)C)c3cccce3)CC 8.8
81 Cl[C@@H](C[N+]1CCC(N(C(=0)CC)c2ccccc2)CC1)c3ccc(F)ec3 8.8
82 Fclece(F)ccl[C@@H](N)C[N+]2CCC(N(C(=O)CC)c3ccecc3)CC2 8.8
83 O=C(N(C1CC[N+](CC1)CCc2ccc(N)cc2CC)c3cccec3)CC 8.8
84 Fcleccec1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.7
85 O=C(N(C1CC[N+]([C@H](Cc2ccccc2)C)CC1)c3cceec3)CC 8.7
86 O=C(N(C1CC[N+](CC1)CCc2cc[nH]c2)c3cccec3)CC 8.7
87 O=C(N(C1CC[N+](CC1)CCc2ccccn2)c3cccec3)CC 8.7
88 Fcle(cccc1CCIN+]2CCC(N(C(=O)CC)c3cceccld)CC2)C 8.7
89 O=C(N(C1CC[N+](CC1)CSc2cccc(c2)C)c3cccec3)CC 8.7
90 O=C(N(C1CC[N+](CC1)CSc2ccccc2N)c3ccecc3)CC 8.7
91 O=C(N(C1CC[N+](CC1)CCc2ccn(c2)C)c3cccec3)CC 8.7
92 Cl[C@H]([N+]1CCC(N(c2cccec2)C(=0)CC)CC1)Cc3cccec3 8.7
93 O=C(N(C1CC[N+](CC1)CCc2ccccc2SC)c3ccecc3)CC 8.7
94 Oclceec(c1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)C 8.7
95 O=C(N(C1CC[N+](CC1)CSc2cccen2)c3cecce3)CC 8.7
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96 O=C(N(C1CC[N+](CC1)CCc2ccc(c(N)c2)C)c3ccecc3)CC 8.7
97 Clcleec(O)c(CCIN+]2CCC(N(C(=0)CC)c3cceec3)CC2)cl 8.7
98 FclecceclS[C@@H]([N+]2CCC(N(C(=O)CC)c3ccece3)CC2)C 8.7
99 O=[S@](C[N+]1CCC(N(C(=0)CC)c2ccccc2)CC1)c3ccecc3C 8.7
100 | Clcleece(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)c10 8.7
101 | O=C(N(C1CC[N+](CC1)CCc2cccc(c20C)C)c3cccec3)CC 8.7
102 | FC(F)(C[N+]1CCC(N(c2ccece2)C(=0)CC)CC1)c3cccec3C 8.7
103 | Clcleecec1C[C@@H]([N+]2CCC(N(C(=0)CC)c3cccec3)CC2)C 8.7
104 | O=C(N(C1CC[N+](CC1)CCc2ccc(NC)cc2)c3cecce3)CC 8.7
105 | Clclec(ccc1CCIN+]2CCC(N(C(=0O)CC)c3cccec3)CC2)C 8.7
106 | O=C(N(C1CC[N+](CC1)CCc2ccc(N)c(0O)c2)c3cccec3)CC 8.7
107 | O=C(N(C1CC[N+](CC1)CSc2ccc(CC)cc2)c3cecec3)CC 8.7
108 | Sclcec(CCIN+]2CCC(N(C(=0)CC)c3ccecce3)CC2)c(F)cl 8.7
109 | O=C(N(C1CC[N+](CC1)CSc2cce([nH+]c2)N)c3cccec3)CC 8.7
110 | O=C(N(C1CC[N+](CC1)CSc2ccc(O)cc2)c3ccecc3)CC 8.7
111 | O=C(N(C1CC[N+](CC1)CCc2cccc(N)c20C)c3ccece3)CC 8.7
112 | O=C(N(C1CC[N+](CC1)CCc2cc(C)cen2)c3cccec3)CC 8.7
113 | Fcle(F)ecec1SCIN+]2CCC(N(C(=0)CC)c3ccecc3)CC2 8.7
114 | O=C(N(C1CC[N+](CC1)CCc2ccc(O)c(c2)C)c3ccecc3)CC 8.7
115 | Clclecce(N)c1SCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.7
116 | Sclecc(F)cec1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.7
117 | O=C(N(C1CC[N+](CC1)CSc2cce(cc2N)C)c3ceecce3)CC 8.7
118 | Clclecce(S)c1CCIN+]2CCC(N(C(=0O)CC)c3cceec3)CC2 8.7
119 | Fclee(O)ecc1CCIN+]2CCC(N(C(=0O)CC)c3cccec3)CC2 8.7
120 | O=C(N(C1CC[N+](CC1)[C@@H](N)Cc2ccsc2)c3cccec3)CC 8.7
121 | O=C(N(C1CC[N+](CC1)CCc2cc(ccc20C)C)c3cecec3)CC 8.7
122 | O=[S@](C[N+]1CCC(N(C(=0O)CC)c2ccccc2)CC1)c3c(N)ccen3 8.7
123 | ClclecenclSCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.7
124 | Fclceee(F)c1C[C@@H]([N+]2CCC(N(C(=0)CC)c3cccec3)CC2)C 8.7
125 | Clcleec(C(F)(F)CIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)ccl 8.7
126 | O=C(N(C1CC[N+]([C@H](Cc2ccc(CC)cc2)C)CC1)c3ccecce3)CC 8.7
127 | O=C(N(C1CC[N+](CC1)C[C@@H](c2ccccc2)CC#N)c3cccec3)CC 8.7
128 | O=C(N(C1CC[N+](CC1)CCc2c[nH]c3ccccc32)cdcccccd)CC 8.7
129 | O=C(N(C1CC[N+](CC1)CCc2c(N)cccc2SC)c3cccec3)CC 8.7
130 | OB1c2c(CO1)cccc2CCIN+]3CCC(N(C(=0)CC)cdcceecd)CC3 8.7
131 | O[C@@H]([N+]1CCC(N(c2ccccc2)C(=0)CC)CC1)[C@@H](c3cccec3)C 8.7
132 | O=C(N(C1CC[N+](CC1)CSc2cceccc2)c3ccece3)CC 8.6
133 | O=C(N(C1CC[N+](CC1)CSc2cccs2)c3cccec3)CC 8.6
134 | Sclececec1CCIN+]2CCC(N(C(=O)CC)c3ccecc3)CC2 8.6
135 | FI[C@H]([N+]1CCC(N(c2cccec2)C(=0)CC)CC1)Cc3ceccec3 8.6
136 | O=C(N(C1CC[N+](CC1)CCc2ccc(cc2)C)c3ccece3)CC 8.6
137 | O=C(N(C1CC[N+](CC1)CCc2c(O)cccc20)c3ccccc3)CC 8.6
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138 | Clcleecec1CCIN+]2CCC(N(C(=O)CC)c3ccecc3)CC2 8.6
139 | O=C(N(C1CCIN+](CC1)C[S@@](=O)c2ccccc2N)c3ccecc3)CC 8.6
140 | O=C(N(C1CC[N+](CC1)CSc2cce(cc2)C)c3ccccc3)CC 8.6
141 | O=C(N(C1CC[N+](CC1)CCc2cccc(N)c2)c3cccec3)CC 8.6
142 | Clcleec(SCIN+]2CCC(N(C(=O)CC)c3ccecc3)CC2)ccl 8.6
143 | O=C(N(C1CC[N+](CC1)CCc2cccc(O)c2N)c3cecec3)CC 8.6
144 | Clcle(N)cecc1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.6
145 | O=C(N(C1CC[N+](CC1)CCc2ccc([nH+]c2)N)c3cccec3)CC 8.6
146 | O=C(N(C1CC[N+](CC1)CCc2cccc(NC)c2)c3cecec3)CC 8.6
147 | O=C(N(C1CC[N+](CC1)CSc2c(cccc2C)C)c3cccec3)CC 8.6
148 | Fclee(cec1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)C 8.6
149 | Clcleee(F)e(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cl 8.6
150 | Scle(ceccc1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)C 8.6
151 | Clecle(cecc1CCIN+]2CCC(N(C(=0O)CC)c3cccec3)CC2)C 8.6
152 | Fcleee(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)ccIN 8.6
153 | O=C(N(C1CC[N+](CC1)CCc2ccc3c(c2)cc[nH]3)cdcccccd)CC 8.6
154 | O=C(N(C1CC[N+](CC1)CSc2ccec(O)c2)c3ccecc3)CC 8.6
155 | Clclecce(N)c1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.6
156 | Fclcee(SCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cclC 8.6
157 | O=C(N(C1CC[N+](CC1)CCc2ccc(cc2N)C)c3cecec3)CC 8.6
158 | O=C(N(C1CC[N+]([C@e@H]2[C@H](02)c3cccce3)CC1)cdeccccd)CC 8.6
159 | Fcle(CC)ecec1CCIN+]2CCC(N(c3ccece3)C(=0)CC)CC2 8.6
160 | Fclenc(CCIN+]2CCC(N(C(=0)CC)c3ccece3)CC2)ccl 8.6
161 | O=C(N(C1CC[N+](CC1)COc2ccc(cc2)C)c3ccece3)CC 8.6
162 | O=C(N(C1CC[N+](CC1)CSc2cc(ce(c2)C)C)c3cccec3)CC 8.6
163 | O=C(N(C1CC|N+]([Ce@H]2[C@H](02)c3cccc(c3)C)CC1)cdceccecd)CC 8.6
164 | O=C(N(C1CC[N+](CC1)CCc2cccnc20C)c3ccecc3)CC 8.6
165 | Fclceec(CCIN+]2CCC(N(C(=O)CC)c3ccecc3)CC2)c1C(F)F 8.6
166 | O=C(N(C1CC[N+](CC1)CCc2c(N)cccc2CC)c3cccec3)CC 8.6
167 | O=C(N(C1CC[N+](CC1)CSc2cccc(SC)c2)c3cccec3)CC 8.6
168 | O=C(N(C1CC[N+](CC1)CCc2ccc(N)c(c2)C)c3cccec3)CC 8.6
169 | Sclecece(S)c1CCIN+]2CCC(N(c3ccecc3)C(=0)CC)CC2 8.6
170 | O=C(N(C1CC[N+](CC1)CCc2ccc(C3CC3)cc2)cdcccccd)CC 8.6
171 | Fcleeee(c1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)CC 8.6
172 | O=C(N(C1CC[N+](CC1)CCCc2ccccc20)c3cccec3)CC 8.6
173 | O=C(N(C1CC[N+](CC1)CSc2cc[nH+]c(NN)c2)c3cccec3)CC 8.6
174 | Fcleeec(OC)c1CCIN+]2CCC(N(C(=0)CC)c3ccece3)CC2 8.6
175 | FcleeenclCCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.6
176 | O=C(N(C1CC[N+](CC1)CCc2ccc(N)c(c2)CC)c3cccec3)CC 8.6
177 | O=C(N(C1CC[N+](CC1)CCc2ccc(cc20C)C)c3cccec3)CC 8.6
178 | O=C(N(C1CC[N+](CC1)CCc2cc(N)ccc2CC)c3cceec3)CC 8.6
179 | O=C(N(C1CC[N+](CC1)CSc2ccne(O)n2)c3cccce3)CC 8.6
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180 | O[C@H](|[N+]1CCC(N(c2ccecc2)C(=0)CC)CC1)[C@H](O)c3ccecc3 8.6
181 | FC(F)clce(N)cec1CCIN+]2CCC(N(C(=O)CC)c3ccecc3)CC2 8.6
182 | O=C(N(C1CC[N+](CC1)CCc2cccc(SC)c2N)c3cceec3)CC 8.6
183 | O=C(N(C1CC[N+](CC1)CCc2cccc(N)c2CC)c3cccec3)CC 8.6
184 | O=C(N(C1CC[N+](CC1)CCc2c(C)cccc20C)c3cccec3)CC 8.6
185 | O=C(N(C1CC[N+](CC1)CCc2ccccc20C)c3ccecc3)CC 8.6
186 | O=C(N(C1CC[N+](CC1)CCc2ccc(cc2CC)C)c3ccecc3)CC 8.6
187 | O=C(N(C1CC[N+](CC1)CCc2ccccc2)c3cccce3)CC 8.5
188 | O=C(N(C1CC[N+](CC1)CCc2cc(C)cs2)c3ccecc3)CC 8.5
189 | O=C(N(C1CC[N+](CC1)CSc2ccecc2C)c3ccecc3)CC 8.5
190 | O=C(N(C1CC[N+](CC1)CC(c2cccec2C)=C)c3cccec3)CC 8.5
191 | Fcleee(SCIN+]12CCC(N(C(=0)CC)c3cccec3)CC2)ccl 8.5
192 | Fcle(N)ecec1CCIN+]2CCC(N(C(=O)CC)c3ccece3)CC2 8.5
193 | Fcleeec(CCIN+]2CCC(N(C(=O)CC)c3ccece3)CC2)c10 8.5
194 | O=C(N(C1CC[N+](CC1)CCc2ccc(cc2)C=C)c3ccccc3)CC 8.5
195 | O=C(N(C1CC[N+](CC1)CCc2c(N)ccec2C)c3cecec3)CC 8.5
196 | FC(F)(C[N+]1CCC(N(C(=O)CC)c2ccccc2)CC1)c3cecs3 8.5
197 | O=C(N(C1CC[N+](CC1)CCc2c(cccc2C)C)c3cccec3)CC 8.5
198 | O=C(N(C1CC[N+](CC1)CCc2cccc(c2N)C)c3cecec3)CC 8.5
199 | O=C(N(C1CC[N+](CC1)CCc2ccc02)c3cccec3)CC 8.5
200 | Sclecec(F)c1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.5
201 | Clelecec(c1CCIN+]2CCC(N(C(=O)CC)c3ccecc3d)CC2)C 8.5
202 | Clelecec(F)c1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.5
203 | O=C(N(C1CC[N+](CC1)CCc2cscn2)c3ccece3)CC 8.5
204 | O=C(N(C1CC[N+](C[C@@H](c2ccccc2)C(N)=[N+])CC1)c3cccec3)CC 8.5
205 | Fclee(F)ecec1SCIN+]2CCC(N(C(=0)CC)c3ccccc3)CC2 8.5
206 | Sclece(F)c(CCIN+]2CCC(N(C(=O)CC)c3ccece3)CC2)cl 8.5
207 | Cleclecec(c1SC[IN+]2CCC(N(C(=O)CC)c3ccecc3)CC2)C 8.5
208 | O=C(N(C1CC[N+](CC1)CCc2¢(C)ccc(c2)C)c3cccec3)CC 8.5
209 | O=C(N(C1CC[N+](CC1)C[C@@H](c2ccccc2C)C)c3ccccc3)CC 8.5
210 | Clelece(cc1CCIN+]2CCC(N(C(=O)CC)c3ccecc3)CC2)C 8.5
211 | O=C(N(C1CC[N+](CC1)CSc2ccoc2C)c3ccecc3)CC 8.5
212 | Fcleece(SCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)c1C 8.5
213 | Sclecee(c1CCIN+]2CCC(N(C(=O)CC)c3cceecld)CC2)C 8.5
214 | Fcleenc(CCIN+]2CCC(N(C(=0O)CC)c3cecce3)CC2)cl 8.5
215 | Fcleec(O)ec1CCIN+]2CCC(N(C(=O)CC)c3ccecc3)CC2 8.5
216 | Clclecec(CCIN+]2CCC(N(C(=0)CC)c3cceec3)CC2)c1S 8.5
217 | O=C(N(C1CC[N+](CC1)CSc2ccc(cc2C)C)c3cccec3)CC 8.5
218 | Clclec(N)ee(CCIN+]2CCC(N(C(=0)CC)c3cecec3)CC2)cl 8.5
219 | O[C@H](C[N+]1CCC(N(c2ccccc2)C(=0)CC)CC1)c3cccec3 8.5
220 | O=C(N(C1CC[N+](CC1)CCc2¢(ccc(c2)CC)C)c3cccec3)CC 8.5
221 | Sclec(N)ee(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cl 8.5
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222 | O=C(N(CICC[N+](CC1)[C@H](CC=2C=CCCC2)C)c3ccccc3)CC 8.5
223 | Clelecec(CCIN+]2CCC(N(C(=0)CC)c3cceec3)CC2)c1F 8.5
224 | O=C(N(C1CC[N+](CC1)CCc2ccc(O)cc2)c3cceec3)CC 8.5
225 | Sclc(O)cec(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cl 8.5
226 | O=C(N(C1CC[N+](CC1)CCc2cc(N)ccc2N)c3cccec3)CC 8.5
227 | Clele(ece(SCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)c1)C 8.5
228 | Clclece(SCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)c(C)cl 8.5
229 | O=C(N(CI1CC[N+](CC1)CSc2cnc(s2)N)c3cccec3)CC 8.5
230 | Fclee(N)ec(CC[IN+]2CCC(N(C(=O)CC)c3ccecc3)CC2)cl 8.5
231 | FC(F)(C[N+]1CCC(N(C(=0)CC)c2ccccc2)CC1)c3ccecc30C 8.5
232 | O=C(N(C1CC[N+](CC1)CCc2cccc(c2N)CC)c3cccec3)CC 8.5
233 | Fcle(cec(SCIN+]2CCC(N(C(=O)CC)c3ccece3)CC2)cl)C 8.5
234 | Clclee(S)cec1 CCIN+]2CCC(N(C(=O)CC)c3ccece3)CC2 8.5
235 | O=C(N(C1CC[N+](CC1)CSc2ccc(c(c2)C)C)c3cceec3)CC 8.5
236 | Clclecec(CCIN+]2CCC(N(C(=O)CC)c3cceecc3)CC2)c10C 8.5
237 | O=C(N(C1CC[N+](CC1)CCc2¢(N)ccc(c2)CC)c3cccec3)CC 8.5
238 | FC(F)clc(CCIN+]2CCC(N(C(=O)CC)c3ccece3)CC2)ccol 8.5
239 | O=C(N(C1CC[N+](CC1)CCc2ccc3c(CCN3)c2)cdcccccd)CC 8.5
240 | Clclecec(c1CCIN+]2CCC(N(C(=O)CC)c3ccece3)CC2)CC 8.5
241 | Fclecee(F)c1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.5
242 | O=C(N(C1CC[N+](CC1)CCc2¢(c[nH]c2C)C)c3cccec3)CC 8.5
243 | O=C(N(C1CC[N+](CC1)CCc2ccc(CC)cc2N)c3ccece3)CC 8.5
244 | O=C(N(C1CC[N+]([Ce@H]2[C@H](02)c3ccccc3C)CC1)cdcccccd)CC 8.5
245 | Fclec(F)cecl[C@H](C[N+]2CCC(N(C(=O)CC)c3ccecc3)CC2)C 8.5
246 | O=C(N(C1CC[N+](CC1)CSc2cencc2N)c3cccec3)CC 8.5
247 | O=C(N(C1CC[N+](CC1)CSc2cccc(OC)c2)c3ccece3)CC 8.5
248 | O=C(N(C1CC[N+](CC1)CSc2nc(C)cs2)c3cceec3)CC 8.5
249 | O=C(N(C1CC[N+](CC1)CCc2ccccc2NN)c3cecec3)CC 8.5
250 | O=C(N(C1CC[N+](CC1)CSc2c(cc(cc2C)C)C)c3cccec3)CC 8.5
251 | Clclec(CC)ecc1CCIN+2CCC(N(C(=0)CC)c3cceec3)CC2 8.5
252 | O=C(N(C1CC[N+](CC1)CCc2c[nH+]c(N)c(c2)C)c3ccecce3)CC 8.5
253 | Clclecec(SCIN+]2CCC(N(C(=0)CC)c3cceec3)CC2)c1C 8.5
254 | O=C(N(C1CC[N+](CC1)CCc2ccc(OC)cc2)c3cccce3)CC 8.5
255 | O=C(N(C1CC[N+]([C@H](Cc2cccec2)C(=0)C)CC1)c3cccec3)CC 8.5
256 | Clclece(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)c(S)cl 8.5
257 | O=C(N(C1CC[N+](CC1)CSc2ccc3CCCc3c2)c4cccccd)CC 8.5
258 | O=C(N(C1CC[N+](CC1)CCc2ccc(OC(=0O)C)cc2)c3ccccc3)CC 8.5
259 | O=C(N(C1CC[N+](CC1)CCc2ccccc2C)c3cccec3)CC 8.4
260 | O=C(N(C1CC[N+](CC1)CCc2ccccc2C#C)c3cceec3)CC 8.4
261 | Fclecce(SCIN+]12CCC(N(C(=0)CC)c3cccec3)CC2)cl 8.4
262 | Fcle(N)cec(CCIN+]2CCC(N(C(=0)CC)c3ccecc3)CC2)cl 8.4
263 | Sclece(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)ccl 8.4
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264 | Fcleec(cclCCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)C 8.4
265 | O=C(N(C1CC[N+](CC1)CCc2nccs2)c3cccce3)CC 8.4
266 | Fcleec(CCIN+]2CCC(N(C(=0O)CC)c3ccece3)CC2)ccl 8.4
267 | O=C(N(C1CC[N+](CC1)C[C@H]2C=Cc3ccccc32)cdcccecd)CC 8.4
268 | Sclece(c(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)c1)C 8.4
269 | O=C(N(C1CC[N+](CC1)CCc2ccc(CC)cc2)c3cccec3)CC 8.4
270 | Scle(F)ceccc1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.4
271 | O=C(N(C1CC[N+](CC1)CCc2ccc(cc2C)C)c3cceec3)CC 8.4
272 | FC(F)clcecec1CCIN+]2CCC(N(c3ccecce3)C(=0)CC)CC2 8.4
273 | Sclece(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)c(c1)C 8.4
274 | O=C(N(C1CC[N+](CC1)CCc2ccc(c(c2)C)C)c3cccec3)CC 8.4
275 | O=C(N(C1CC[N+](CC1)CCc2cccc(O)c2C)c3cccce3)CC 8.4
276 | Clcle(S)ccec1 CCIN+]2CCC(N(C(=O)CC)c3ccece3)CC2 8.4
277 | O=C(N(C1CC[N+](CC1)CCc2cccc3c20CO3)c4cccecd)CC 8.4
278 | O=C(N(C1CC[N+](CC1)CSc2¢(C)cec(c2)C)c3cceec3)CC 8.4
279 | Fclecce(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)c1F 8.4
280 | O=C(N(C1CC[N+](CC1)CSc2cencc2)c3ccece3)CC 8.4
281 | Fcleee(F)ec1SCIN+]2CCC(N(C(=0)CC)c3ccccc3)CC2 8.4
282 | Fcleee(F)e(CCIN+]2CCC(N(C(=0)CC)c3cceec3)CC2)cl 8.4
283 | O=C(N(C1CC[N+](CC1)CCc2ncc(s2)C)c3ccecc3)CC 8.4
284 | O=C(N(C1CC[N+](CC1)CCc2ccc(SC)cc2)c3cccec3)CC 8.4
285 | O=C(N(C1CC[N+](CC1)CSc2cncce2)c3cecec3)CC 8.4
286 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2C(C)C)c3cccec3)CC 8.4
287 | Fcleee(cc1CCIN+]2CCC(N(C(=0)CC)c3cceec3)CC2)CC 8.4
288 | FC(F)(C[N+]1CCC(N(C(=0)CC)c2cccec2)CC1)c3ccec(c3)C 8.4
289 | Scle(N)ccc(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cl 8.4
290 | Fcleee(c(SCIN+]2CCC(N(C(=O)CC)c3ceece3)CC2)cl)C 8.4
291 | Sclece(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)c(N)cl 8.4
292 | Sclec(cec1CCIN+]2CCC(N(C(=O)CC)c3cceccld)CC2)C 8.4
293 | Fclecee(C[C@@H]([N+]2CCC(N(C(=0)CC)c3cccce3)CC2)C)cl 8.4
294 | O=C(N(C1CC[N+](CC1)CCc2ccc(cc2C)CC)c3cccec3)CC 8.4
295 | O=C(N(C1CC[N+](CC1)CCc2¢(cccc2CC)C)c3cccec3)CC 8.4
296 | Clcle(ccec1CCIN+]2CCC(N(C(=O)CC)c3ccece3)CC2)CF 8.4
297 | Cleclec(F)ecc1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.4
298 | Clclece(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)c(CF)cl 8.4
299 | O=C(N(CI1CC[N+](CC1)CCc2cccc(c2C)CC)c3cccec3)CC 8.4
300 | Fcleee(SCIN+]2CCC(N(C(=0)CC)c3ceece3)CC2)c(C)cl 8.4
301 | O=C(N(C1CC[N+](CC1)CCc2cc[n+](cc2)C)c3cccec3)CC 8.4
302 | O=C(N(C1CC[N+](CC1)C[C@H](N)c2ccccc2C)c3ccecc3)CC 8.4
303 | Clcleee(Cl)e(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cl 8.4
304 | O=C(N(CI1CC[N+](CC1)CCc2cc(ccc2CC)C)c3cccec3)CC 8.4
305 | O=C(N(C1CC[N+](CC1)CCc2cocn2)c3ccccc3)CC 8.4
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306 | O=C(N(C1CC[N+](CC1)CCc2cccc(c2CC)C)c3cccec3)CC 8.4
307 | Clclecec(CCIN+]2CCC(N(C(=0O)CC)c3cceec3)CC2)c1CF 8.4
308 | O=C(N(C1CC[N+](CC1)CSc2ccccc2C(C)C)c3cccec3)CC 8.4
309 | Fclec(CC)eecl1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.4
310 | O=C(N(C1CC[N+](CC1)CCc2ccc3cc[nH]c3c2)c4cccccd)CC 8.4
311 | O=C(N(C1CC[N+](CC1)[C@H](Cc2cccc3c2cco3)C)cdeccecd)CC 8.4
312 | Cleclece(S)ec1CCIN+]2CCC(N(C(=O)CC)c3ccece3)CC2 8.4
313 | Fcle(SC)cecec1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.4
314 | O=C(N(C1CC[N+](CC1)CCc2ccnc(n2)N)c3cccec3)CC 8.4
315 | Clcle(O)cecec1 CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.4
316 | Fcleec(SCIN+]2CCC(N(C(=0)CC)c3ccece3)CC2)c(N)cl 8.4
317 | Clclecec(c1CCIN+]2CCC(N(C(=O)CC)c3ccece3)CC2)CF 8.4
318 | O=C(N(CICC[N+](CC1)CC/C(C)=C/CO)c2cccec2)CC 8.4
319 | Clclec(F)ecc1SCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.4
320 | Clelece(c(SCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)c1)C 8.4
321 | Clclec(O)cec1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.4
322 | O=C(N(C1CC[N+](CC1)[C@H](Cc2cccs2)C)c3cccec3)CC 8.4
323 | Oclece(cecl1C(CIN+]2CCC(N(C(=0)CC)c3cceec3)CC2)=C)C 8.4
324 | Fclecece(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)c1SC 8.4
325 | Fcleee(SC)ec1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.4
326 | Clclece(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)c(C)cl 8.4
327 | Cleclecec(Cl)c1CCIN+]2CCC(N(C(=O)CC)c3ceece3)CC2 8.4
328 | Fcleec(OC)cc1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.4
329 | Fclec(OC)ccclCCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.4
330 | O=C(N(CI1CC[N+](CC1)CCc2cccc(c2)C)c3cccec3)CC 8.3
331 | Sclecec(CCIN+]2CCC(N(C(=O)CC)c3cceec3)CC2)cl 8.3
332 | Fclecee(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)c1C 8.3
333 | Clclecec(CCIN+]2CCC(N(C(=0O)CC)c3cceec3)CC2)cl 8.3
334 | O=C(N(CICC[N+](CC1)CCC2=CCCC2)c3cceccc3)CC 8.3
335 | O=C(N(C1CC[N+](CC1)CCc2¢(N)cccc2N)c3cccec3)CC 8.3
336 | Fcle(cec(CCIN+]2CCC(N(C(=0O)CC)c3ceeec3)CC2)c1)C 8.3
337 | O=C(N(C1CC[N+](CC1)CCc2cc(cc(c2)C)C)c3ccccc3)CC 8.3
338 | Clclece(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)ccl 8.3
339 | Clclecec(CCIN+]2CCC(N(C(=0O)CC)c3cceec3)CC2)c1C 8.3
340 | O=C(N(C1CC[N+](CC1)CCc2cccc(c2C)C)c3cceec3)CC 8.3
341 | O=C(N(C1CC[N+](CC1)CCc2cccc(O)c2)c3cceec3)CC 8.3
342 | Clclecee(SCIN+]2CCC(N(C(=0)CC)c3cceec3)CC2)cl 8.3
343 | Clclecec(CCIN+]2CCC(N(C(=0O)CC)c3cceec3)CC2)cIN 8.3
344 | O=C(N(CI1CC[N+](CC1)[C@H](Cc2ccsc2)C)c3cccec3)CC 8.3
345 | Fcleccecl[C@@H](N)C[N+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.3
346 | O=C(N(C1CC[N+](CC1)CCc2c(N)cce(c2)C)c3cccec3)CC 8.3
347 | O=C(N(C1CC[N+](C2(CC2)Cc3ccccc3)CC1)cdcccecd)CC 8.3
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348 | O=C(N(C1CC[N+](CC1)CCc2ccc(s2)C)c3ccece3)CC 8.3
349 | O=C(N(C1CC[N+](CC1)CCc2cc(N)cc(c2)C)c3cccec3)CC 8.3
350 | O=C(N(C1CC[N+](CC1)CCc2ccc(N)c(OC)c2)c3cccec3)CC 8.3
351 | Fclecee(O)c1CCIN+]2CCC(N(C(=O)CC)c3ccecc3)CC2 8.3
352 | Clclcoc(CCIN+]2CCC(N(C(=0)CC)c3cceec3)CC2)cl 8.3
353 | O=C(N(C1CC[N+](CC1)CCc2ccc(CC)c(c2)C)c3cccec3)CC 8.3
354 | Clclec(F)e(CCIN+]2CCC(N(C(=0)CC)c3cceec3)CC2)ccl 8.3
355 | O=C(N(C1CC[N+](CC1)CCc2ccc3CCCc3c2)c4cecccd)CC 8.3
356 | Clcle(cce(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)c1)C 8.3
357 | FC(F)(C[N+]1CCC(N(C(=0)CC)c2cccec2)CC1)c3cce(F)cc3d 8.3
358 | O=C(N(CICC[N+](CC1)CCN2CCCC2)c3cccce3)CC 8.3
359 | O=C(N(C1CC[N+](CC1)CCc2ccc(c(O)c2)C)c3ccccc3)CC 8.3
360 | O=C(N(CI1CC[N+](CC1)CCc2¢(N)cccc20C)c3cccec3)CC 8.3
361 | Clclece(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cclC 8.3
362 | O=C(N(C1CC[N+](CC1)CCc2ccc([nH+]c2C)N)c3ccece3)CC 8.3
363 | O=C(N(C1CC[N+](CC1)CCc2nc(C)cs2)c3cceec3)CC 8.3
364 | Clclece(S)e(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cl 8.3
365 | Clclec(F)ec(SCIN+]2CCC(N(C(=O)CC)c3cecce3)CC2)cl 8.3
366 | O=C(N(C1CC[N+](CC1)CCc2ccc3c(c2)ccs3)cdeccecd)CC 8.3
367 | O=C(N(CI1CC[N+](CC1)CCc2cccc(c2)C(C)C)c3cccec3)CC 8.3
368 | O=C(N(C1CC[N+](CC1)CCc2cc(O)ccc2C)c3cccce3)CC 8.3
369 | FC(F)clcec(c(CCIN+]2CCC(N(C(=0O)CC)c3cceec3)CC2)cl)C 8.3
370 | O=C(N(CI1CC[N+](CC1)CCc2ccc(c(CC)c2)C)c3cccec3)CC 8.3
371 | O=C(N(C1CC[N+](CC1)CCc2ccc3COCc3c2)c4cccccd)CC 8.3
372 | FC(F)clcec(CCIN+]2CCC(N(C(=0)CC)c3cceec3)CC2)c(c1)C 8.3
373 | Clclecec(O)c1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.3
374 | Clclece(SCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cc1C 8.3
375 | FC(F)clee(cecc1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)C 8.3
376 | O=C(N(C1CC[N+](CC1)COc2ccccc2N)c3ccecce3)CC 8.3
377 | O=C(N(C1CC[N+](CC1)CCc2¢(C)ccs2)c3ccecce3)CC 8.2
378 | O=C(N(C1CC[N+](CC1)CCc2ccc[nH]2)c3cccec3)CC 8.2
379 | Clclesc(CCIN+]2CCC(N(C(=0)CC)c3cceec3)CC2)cl 8.2
380 | O=C(N(C1CC[N+](CC1)CCc2cc[nH+]c(N)c2)c3cceec3)CC 8.2
381 | O=C(N(C1CC[N+](CC1)CCC2=CCCCC2)c3cccce3)CC 8.2
382 | O=C(N(C1CC[N+](CC1)C[S@@](=O)c2cccecc2)c3ccecc3)CC 8.2
383 | O=C(N(C1CC[N+](CC1)CCc2cccc(N)c20)c3ccecc3)CC 8.2
384 | O=C(N(C1CC[N+](CC1)CCc2cccn2C)c3cccec3)CC 8.2
385 | O=C(N(C1CC[N+](CC1)CCc2cccc(c2)CC)c3cceec3)CC 8.2
386 | Fcleee(c(CCIN+]2CCC(N(C(=0O)CC)c3cccec3)CC2)c1)C 8.2
387 | F[C@H](C[N+]1CCC(N(C(=O)CC)c2ccccc2)CC1)c3ccc(ce3)C 8.2
388 | O=C(N(C1CC[N+](CC1)COc2ccccc2C=C)c3ccccc3)CC 8.2
389 | Sclecec(CCIN+]2CCC(N(C(=O)CC)c3cceec3)CC2)c1C 8.2
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390 | Sclc(F)cec(CCIN+]2CCC(N(C(=O)CC)c3ccece3)CC2)cl 8.2
391 | O=C(N(C1CC[N+](CC1)CCc2ccoc2)c3cccec3)CC 8.2
392 | O=C(N(C1CC[N+](CC1)CCc2¢(sc(c2)C)C)c3ccecc3)CC 8.2
393 | Clclece(F)cc1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.2
394 | Fclee(F)ee(SCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cl 8.2
395 | Cleclec(ce(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)c1)C 8.2
396 | Fcleec(CCIN+]2CCC(N(C(=0)CC)c3ceece3)CC2)c(C)cl 8.2
397 | O=C(N(C1CC[N+](CC1)CCc2cccc(OC)c2N)c3cccec3)CC 8.2
398 | O=C(N(C1CC[N+](CC1)CCc2csc(c2C)C)c3ccecc3)CC 8.2
399 | O=C(N(CI1CC[N+](CC1)CCc2cc(cc(CC)c2)C)c3cccec3)CC 8.2
400 | Clclece(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cclN 8.2
401 | O=C(N(C1CC[N+](CC1)CCc2ccc(O)c(0)c2)c3cccce3)CC 8.2
402 | Clclecec(CCIN+]2CCC(N(C(=O)CC)c3ccece3)CC2)c1CC 8.2
403 | Sclece(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)ccIN 8.2
404 | Fclec(CCIN+]2CCC(N(C(=0O)CC)c3cceec3)CC2)ceclCC 8.2
405 | O=C(N(C1CC[N+](CC1)CCc2cccc3cccec32)cdceccccd)CC 8.2
406 | O=C(N(CICC[N+](CC1)[C@@H](N)Cc2cccc(c2)C)c3cccec3)CC 8.2
407 | Clclece(c(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)c1)C 8.2
408 | Fcle(F)cee(CCIN+]2CCC(N(C(=0O)CC)c3cceec3)CC2)cl 8.2
409 | Clclece(O)ec1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.2
410 | Clclece(ol)CCIN+]2CCC(N(C(=O)CC)c3ceccc3)CC2 8.2
411 | Fclece(F)ee(F)c1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.2
412 | O=C(N(C1CC[N+](CC1)CCc2c(IN+]([O-])=0)cccc2C)c3cecec3)CC 8.2
413 | Fcle(O)ecec1CCIN+]2CCC(N(C(=O)CC)c3ccecc3)CC2 8.2
414 | O=C(N(CI1CC[N+](CC1)CCc2ccccc2N)c3cccce3)CC 8.1
415 | O=C(N(C1CC[N+](CC1)CCn2cccc2)c3cccec3)CC 8.1
416 | Fclecce(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cl 8.1
417 | FC(F)clcecc(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cl 8.1
418 | Sclcce(F)cc1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.1
419 | Sclecec(N)c1CC[N+]2CCC(N(C(=0)CC)c3cceec3)CC2 8.1
420 | O=C(N(C1CC[N+](CC1)CCc2cccnc2C)c3ccecc3)CC 8.1
421 | Sclece(cc1CCIN+]2CCC(N(C(=O)CC)c3cceecld)CC2)C 8.1
422 | Clclece(CCIN+]2CCC(N(C(=0)CC)c3ceccec3)CC2)c(N)cl 8.1
423 | O=C(N(C1CC[N+](CC1)CCc2cnccc2)c3cccec3)CC 8.1
424 | Sclece(CCIN+]12CCC(N(C(=0)CC)c3cccec3)CC2)cclC 8.1
425 | O=C(N(C1CC[N+](CC1)CCc2ccncc2)c3cccec3)CC 8.1
426 | O=C(N(C1CC[N+](CC1)CCc2cccc(0)c20)c3cccec3)CC 8.1
427 | Fclec(ec(CCIN+]2CCC(N(C(=0O)CC)c3cceec3)CC2)c1)C 8.1
428 | Fcleec(CCIN+]2CCC(N(C(=0)CC)c3ccece3)CC2)ecl1C 8.1
429 | O=C(N(C1CC[N+](CC1)CCc2cccc(c20)C)c3cccce3)CC 8.1
430 | Oclce(N)cec1CCIN+]2CCC(N(C(=0O)CC)c3cccec3)CC2 8.1
431 | Clclee(S)ce(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cl 8.1
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432 | Clcle(S)ece(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cl 8.1
433 | O=C(N(CICC[N+](CC1)CCN2CCC[C@@H]2C)c3ccccc3)CC 8.1
434 | Fcleeee(N)c1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.1
435 | O=C(N(CICC[N+](CC1)CCC2CCCC2)c3ccecc3)CC 8.1
436 | Fcle(O)ccc(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cl 8.1
437 | O=C(N(C1CC[N+](CC1)CCc2cnccc2C)c3ccecc3)CC 8.1
438 | O=C(N(C1CC[N+](CC1)CCc2ccc(OC)c(N)c2)c3cccec3)CC 8.1
439 | Clclece(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)enl 8.1
440 | O=C(N(CICC[N+](CC1)CCN2C[C@H]3C=C[C@@H]2CC3)c4ccccc4)CC 8.1
441 | O=C(N(C1CC[N+](CC1)CCC#CC)c2cccec2)CC 8.1
442 | Fcleee(c(CCIN+]2CCC(N(C(=O)CC)c3ccece3)CC2)cl)CC 8.1
443 | O=C(N(C1CC[N+](CC1)CCc2ccc3c(OCO3)c2)c4cccec4)CC 8.1
444 | O[C@@H](IN+]1CCC(N(C(=O)CC)c2ccccc2)CC1)Cc3cecs3 8.1
445 | O=C(N(C1CC[N+](CC1)CCc2cccc3c2ccs3)cdcccecd)CC 8.1
446 | O=C(N(CICC[N+](CC1)CCN2CC[C@H](C2)C)c3cccec3)CC 8.1
447 | O=C(N(C1CC[N+](CC1)CCc2cc([nH+]c(c2)C)N)c3cccec3)CC 8.1
448 | O=C(N(C1CC[N+](CC1)CCc2ecnc(OC)cc2)c3cccec3)CC 8.1
449 | FC(F)clcecc(CCIN+]2CCC(N(C(=0)CC)c3ccccc3)CC2)c1C 8.1
450 | O=C(N(C1CC[N+](CC1)CCc2ccsc2)c3cccec3)CC 8.0
451 | O=C(N(CICC[N+](CC1)CCC(C=C)=C)c2ccccc2)CC 8.0
452 | Sclecec(CCIN+]2CCC(N(C(=0O)CC)c3cceec3)CC2)cIN 8.0
453 | O=C(N(C1CC[N+](CC1)CCc2cccc([nH+]2)N)c3cccec3)CC 8.0
454 | Sclece(N)c(CCIN+]2CCC(N(C(=0)CC)c3ceccee3)CC2)cl 8.0
455 | O=C(N(CI1CC[N+](CC1)CCc2cnc(s2)O)c3ccece3)CC 8.0
456 | Clcleee(s1)CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.0
457 | Clclec(CCIN+]2CCC(N(C(=0)CC)c3cceec3)CC2)esl 8.0
458 | O=C(N(C1CC[N+](C[C@@H]2c3ccccc30C2)CC1)c4cccecd)CC 8.0
459 | O=C(N(C1CC[N+](CC1)CCc2ccns2)c3cccce3)CC 8.0
460 | BrC(CC[N+]1CCC(N(C(=0)CC)c2ccecc2)CC1)=C 8.0
461 | Clclece(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cc1O 8.0
462 | Clclec(O)ee(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cl 8.0
463 | O=C(N(C1CC[N+](CC1)C[C@@H](OC(=O)C)c2ccccc2)c3cccec3)CC 8.0
464 | O=C(N(C1CC[N+](CC1)C[C@@H]2c3ccsc3CCN2)cdcccecd)CC 8.0
465 | Fcle(OC)ceccl CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.0
466 | O=C(N(C1CC[N+](CC1)CCc2ccncc2N)c3cceec3)CC 8.0
467 | Clclece(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cclF 8.0
468 | O=C(N(C1CC[N+](CC1)CCc2ccnc(c2)C)c3ccecc3)CC 8.0
469 | FC(F)clcece(N)c1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 8.0
470 | Sclec(F)ec(CCIN+]2CCC(N(C(=O)CC)c3ccecc3)CC2)cl 7.9
471 | Fcleece(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)c1N 7.9
472 | Fclece(F)ee(CCIN+]2CCC(N(C(=0O)CC)c3cccec3)CC2)cl 7.9
473 | Sclec(ce(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)c1)C 7.9
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474 | O=C(N(C1CC[N+](CC1)COc2ccccc20)c3cceec3)CC 79
475 | Clclece(N)c(CCIN+]2CCC(N(C(=0)CC)c3ceccee3)CC2)cl 7.9
476 | O=C(N(C1CC[N+](CC1)CCc2cncc(O)c2)c3ccccc3)CC 7.9
477 | O=C(N(C1CC[N+](CC1)CCCC(C)=C)c2cccec2)CC 79
478 | O=C(N(C1CC[N+](CC1)CCc2cccc(N)c2N)c3cccec3)CC 7.9
479 | Clclece(c(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cl)CF 7.9
480 | Fclec(O)ce(CCIN+]2CCC(N(C(=0)CC)c3cecec3)CC2)cl 7.9
481 | O=C(N(C1CC[N+](CC1)CCCCCC)c2ccecc2)CC 79
482 | O=C(N(C1CC[N+](CC1)CCc2ccccc2C[N+])c3cccec3)CC 7.9
483 | Fclec(ec(CCIN+]2CCC(N(c3cccee3)C(=0)CC)CC2)c1)CC 7.9
484 | CIC(CCI[N+]1CCC(N(C(=0)CC)c2ccecc2)CC1)=C 79
485 | O=C(N(C1CC[N+](CC1)CCc2ccccc2CC#N)c3ccecc3)CC 7.9
486 | O=C(N(C1CC[N+](CC1)CCc2cnc(s2)C)c3cccec3)CC 7.9
487 | Clclece([C@H](F)C[N+]2CCC(N(C(=0)CC)c3ccecc3)CC2)ccl 7.9
488 | O=C(N(C1CC[N+](CC1)CCc2cncs2)c3cccee3)CC 7.8
489 | BrC(CCC[N+]1CCC(N(C(=O)CC)c2cccecc2)CC1)=C 7.8
490 | Sclecec(O)c1CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2 7.8
491 | O=C(N(C1CC[N+](CC1)CC/C=C/C)c2ccccc2)CC 7.8
492 | Clclec(F)ec(CCIN+]2CCC(N(C(=O)CC)c3cccce3)CC2)cl 7.8
493 | O=C(N(C1CC[N+](CC1)CCc2ccc[nH+]c2N)c3cccec3)CC 7.7
494 | Oclceec(N)c1CCIN+]2CCC(N(C(=0O)CC)c3cccec3)CC2 7.7
495 | O=C(N(C1CC[N+](CC1)CCSCC)c2ccecc2)CC 7.7
496 | O=C(N(C1CC[N+](CC1)CCCCCH#C)c2cccec2)CC 7.7
497 | Clclec(ce(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cl)CF 7.7
498 | O=C(N(C1CC[N+](CC1)CCc2cc(cc([nH+]2)N)C)c3ccecce3)CC 7.7
499 | Cl[C@@H](CC[N+]1CCC(N(C(=0)CC)c2cccec2)CC1)CCC 7.7
500 | Fcleec(O)e(CCIN+]2CCC(N(C(=0)CC)c3cccec3)CC2)cl 7.6




