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Table S1 The SMILES strings and pIC50 values of the 499 compounds.
	Name
	SMILES
	pIC50 value

	
	
	AChE
	MAO-B

	C001
	Cc1c(C)c2ccc(OCCCCSC(=S)N3CCCCC3)cc2oc1=O
	6.83 
	6.18 

	C002
	Cc1c(Cl)c(=O)oc2cc(OCCCCSC(=S)N3CCCCC3)ccc12
	7.51 
	6.44 

	C003
	CCOC(=O)c1cc2ccc(OCCCCSC(=S)N3CCCCC3)cc2oc1=O
	6.71 
	6.10 

	C004
	O=c1cc(-c2ccccc2)c2ccc(OCCCCSC(=S)N3CCCCC3)cc2o1
	6.41 
	6.27 

	C005
	C#CCN[C@@H]1CCc2ccc(OC(=O)N(C)CC)cc21
	4.50 
	4.43 

	C006
	C#CCn1c(-c2ccc(C(=O)N3CCN(CC=C)CC3)cc2)nc2ccccc21
	6.99 
	7.03 

	C007
	C#CCn1c(-c2ccc(C(=O)N3CCN(CCN(C)C)CC3)cc2)nc2ccccc21
	7.62 
	7.66 

	C008
	Cc1ccc(/C=C/C(=O)c2ccc(N3CCNCC3)cc2)cc1
	5.57 
	5.06 

	C009
	O=C(/C=C/c1ccc(F)cc1)c1ccc(N2CCNCC2)cc1
	6.19 
	4.55 

	C010
	O=C(/C=C/c1ccc(C(F)(F)F)cc1)c1ccc(N2CCNCC2)cc1
	6.15 
	4.58 

	C011
	C#CCN[C@H]1c2cc(OC)c(OC)cc2C(=O)[C@@H]1CC1CCN(Cc2ccccc2)CC1
	6.35 
	5.19 

	C012
	O=C(/C=C/c1ccccc1)c1ccc(N2CCOCC2)cc1
	4.79 
	7.52 

	C013
	O=C(/C=C/c1ccc(O)cc1)c1ccc(N2CCOCC2)cc1
	4.52 
	6.15 

	C014
	Cc1ccc(/C=C/C(=O)c2ccc(N3CCOCC3)cc2)cc1
	4.55 
	6.48 

	C015
	CN(C)c1ccc(/C=C/C(=O)c2ccc(N3CCOCC3)cc2)cc1
	5.21 
	5.88 

	C016
	O=C(/C=C/c1ccc(Cl)cc1)c1ccc(N2CCOCC2)cc1
	4.92 
	6.49 

	C017
	O=C(/C=C/c1ccc(Br)cc1)c1ccc(N2CCOCC2)cc1
	4.92 
	6.44 

	C018
	COc1ccc(C(=O)/C=C/c2ccc(O/N=C(\C)c3ccc(OC)cc3)cc2)cc1
	4.82 
	6.59 

	C019
	C/C(=N\Oc1ccc(/C=C/C(=O)c2ccccc2)cc1)c1ccc(F)cc1
	5.15 
	5.95 

	C020
	C/C(=N\Oc1ccc(/C=C/C(=O)c2cccc3ccccc23)cc1)c1cccs1
	5.08 
	7.43 

	C021
	COc1ccc(/C=C/C(=O)c2ccc(ON=C3CCCCC3)cc2)cc1
	5.03 
	6.68 

	C022
	COc1ccc(/C=C/C(=O)c2ccc(O/N=C(\C)c3cccc4ccccc34)cc2)cc1OC
	4.88 
	5.80 

	C023
	COc1ccc(/C=C/C(=N\Oc2ccc(C(C)=O)cc2)c2ccc(OC)cc2)cc1
	4.97 
	6.07 

	C024
	COc1ccc(/C=C/C(=N\Oc2ccc(/C=C/C(=O)c3ccccc3)cc2)c2ccc(OC)cc2)cc1
	5.27 
	6.49 

	C025
	COc1ccc(/C=C/C(=N\Oc2ccc(/C=C/C(=O)c3ccc(OC)cc3)cc2)c2ccc(OC)cc2)cc1
	4.95 
	6.46 

	C026
	COc1ccc(C(/C=C/c2ccccc2)=N\Oc2ccc(/C=C/C(=O)c3ccc(C)cc3)cc2)cc1
	5.02 
	7.44 

	C027
	COc1ccc(/C=C/C(=N/Oc2ccc(/C=C/C(=O)c3ccc(F)cc3)cc2)c2ccc(OC)cc2)cc1
	5.36 
	7.55 

	C028
	COc1ccc(/C=C/C(=O)c2ccc(O/N=C(\C=C\c3ccc(OC)cc3)c3ccc(OC)cc3)cc2)cc1
	5.04 
	6.82 

	C029
	O=C(N/N=C/c1ccc(Cl)cc1)c1ccc(Cl)cc1
	4.80 
	6.24 

	C030
	O=C(N/N=C/c1ccc(OCc2ccccc2)cc1)c1ccc(Cl)cc1
	4.78 
	7.60 

	C031
	C#CCOc1ccc(-c2cc(-c3ccc(OCC#C)cc3)nc(N)n2)cc1
	5.87 
	5.48 

	C032
	C#CCOc1ccc(-c2cc(-c3ccc(OCC#C)cc3)nc(C)n2)cc1
	5.75 
	5.11 

	C033
	C#CCOc1ccc(-c2cc(-c3ccc(OCC#C)cc3)nc(-c3ccccc3)n2)cc1
	5.12 
	4.91 

	C034
	C#CCOc1ccc(-c2cc(-c3cccc(OCC#C)c3)nc(N)n2)cc1
	5.76 
	5.83 

	C035
	C#CCOc1ccc(-c2cc(-c3cccc(OCC#C)c3)nc(C)n2)cc1
	5.23 
	5.09 

	C036
	C#CCOc1ccc(-c2cc(-c3cccc(OCC#C)c3)nc(-c3ccccc3)n2)cc1
	5.36 
	4.75 

	C037
	C#CCOc1ccc(-c2cc(-c3ccccc3OCC#C)nc(N)n2)cc1
	5.74 
	4.66 

	C038
	C#CCOc1ccc(-c2cc(-c3ccccc3OCC#C)nc(C)n2)cc1
	5.59 
	4.74 

	C039
	C#CCOc1ccc(-c2cc(-c3ccccc3OCC#C)nc(-c3ccccc3)n2)cc1
	5.14 
	4.84 

	C040
	C#CCOc1cccc(-c2cc(-c3cccc(OCC#C)c3)nc(N)n2)c1
	5.16 
	4.66 

	C041
	C#CCOc1cccc(-c2cc(-c3cccc(OCC#C)c3)nc(-c3ccccc3)n2)c1
	5.17 
	4.63 

	C042
	C#CCOc1ccccc1-c1cc(-c2ccccc2OCC#C)nc(N)n1
	5.28 
	4.95 

	C043
	C#CCOc1ccccc1-c1cc(-c2ccccc2OCC#C)nc(-c2ccccc2)n1
	5.09 
	4.86 

	C044
	C#CCOc1ccc(-c2cc(-c3ccc(OCC#C)c(OC)c3)nc(N)n2)cc1
	5.34 
	4.70 

	C045
	C#CCOc1ccc(-c2cc(-c3ccc(OCC#C)c(OC)c3)nc(C)n2)cc1
	5.23 
	4.68 

	C046
	C#CCOc1ccc(-c2cc(-c3ccc(OCC#C)c(OC)c3)nc(-c3ccccc3)n2)cc1
	5.16 
	4.80 

	C047
	C#CCOc1ccc(-c2cc(-c3ccc(OCC#C)c(OCC)c3)nc(N)n2)cc1
	5.15 
	4.85 

	C048
	C#CCOc1ccc(-c2cc(-c3ccc(OCC#C)c(OCC)c3)nc(C)n2)cc1
	5.20 
	4.96 

	C049
	C#CCOc1ccc(-c2cc(-c3ccc(OCC#C)c(OCC)c3)nc(-c3ccccc3)n2)cc1
	5.16 
	4.54 

	C050
	Cc1cccc(NC(=O)c2cc3cc(C)ccc3oc2=O)c1
	3.27 
	5.12 

	C051
	Cc1ccc(NC(=O)c2cc3cc(C)ccc3oc2=O)cc1
	3.18 
	4.86 

	C052
	COc1ccccc1NC(=O)c1cc2cc(C)ccc2oc1=O
	3.31 
	3.79 

	C053
	COc1cccc(NC(=O)c2cc3cc(C)ccc3oc2=O)c1
	3.33 
	5.00 

	C054
	Cc1ccc2oc(=O)c(C(=O)Nc3ccccc3Br)cc2c1
	3.21 
	4.87 

	C055
	Cc1ccc2oc(=O)c(C(=O)Nc3cccc(Br)c3)cc2c1
	3.23 
	5.33 

	C056
	Cc1ccc2oc(=O)c(C(=O)Nc3ccc(Br)cc3)cc2c1
	3.45 
	4.94 

	C057
	Cc1ccc2oc(=O)c(C(=O)Nc3ccccc3O)cc2c1
	3.18 
	4.74 

	C058
	CCN(CC)CCCCCCOc1ccc(/C=C2\COc3ccccc3C2=O)cc1
	5.73 
	5.54 

	C059
	O=C1/C(=C/c2ccc(OCCCN3CCN(Cc4ccccc4)CC3)cc2)COc2ccccc21
	5.33 
	4.41 

	C060
	O=C1/C(=C/c2ccc(O)cc2)COc2ccccc21
	4.00 
	6.62 

	C061
	CO[C@]1(C)CC2Oc3ccccc3C(=O)C2=CO1
	4.17 
	5.92 

	C062
	CCCCO[C@@H]1CC2Oc3ccc(Cl)cc3C(=O)C2=CO1
	4.12 
	6.27 

	C063
	CO[C@]1(C)CC2Oc3ccc(Cl)cc3C(=O)C2=CO1
	4.29 
	5.55 

	C064
	CCO[C@@H]1CC2Oc3ccc(OC)cc3C(=O)C2=CO1
	4.03 
	4.68 

	C065
	CN1CCN(Cc2ccc(C(=O)Nc3nc4ccccc4s3)cc2)CC1
	4.25 
	4.17 

	C066
	C#CCN1CCN(Cc2ccc(C(=O)Nc3nc4ccccc4s3)cc2)CC1
	4.05 
	3.96 

	C067
	CN(C)CCN1CCN(Cc2ccc(C(=O)Nc3nc4ccccc4s3)cc2)CC1
	4.63 
	4.39 

	C068
	COc1ccc2sc(NC(=O)c3ccc(CN4CCN(C)CC4)cc3)nc2c1
	4.19 
	4.07 

	C069
	C#CCN1CCN(Cc2ccc(C(=O)Nc3nc4cc(OC)ccc4s3)cc2)CC1
	3.99 
	3.91 

	C070
	COc1ccc2sc(NC(=O)c3ccc(CN4CCN(CCN(C)C)CC4)cc3)nc2c1
	4.56 
	4.25 

	C071
	O=C(/C=C/c1ccccc1Cl)c1cc2ccccc2oc1=O
	4.40 
	6.29 

	C072
	Cc1ccc(Nc2nnc(-c3cccc(F)c3)o2)c(C)c1
	5.71 
	5.72 

	C073
	Fc1cc(F)cc(Cc2nnc(Nc3ccc(F)cc3F)o2)c1
	5.95 
	5.69 

	C074
	COc1cc2c(cc1OC)C(=O)/C(=C/c1cccc(O)c1)CO2
	4.23 
	6.72 

	C075
	COc1cc2c(cc1OC)C(=O)/C(=C/c1ccc(CN(C)C)c(O)c1)CO2
	6.27 
	6.05 

	C076
	CCN(CC)Cc1ccc(/C=C2\COc3cc(OC)c(OC)cc3C2=O)cc1O
	8.17 
	5.61 

	C077
	COc1cc2c(cc1OC)C(=O)/C(=C/c1ccc(CN3CCCC3)c(O)c1)CO2
	6.44 
	6.14 

	C078
	COc1cc2c(cc1OC)C(=O)/C(=C/c1ccc(CN3CCCCC3)c(O)c1)CO2
	8.60 
	5.76 

	C079
	COc1cc2c(cc1OC)C(=O)/C(=C/c1ccc(CN3CCOCC3)c(O)c1)CO2
	5.89 
	6.00 

	C080
	COc1cc2c(cc1OC)C(=O)/C(=C/c1ccc(CN3CCN(C)CC3)c(O)c1)CO2
	5.20 
	6.04 

	C081
	COc1cc2c(cc1OC)C(=O)/C(=C/c1ccc(CN(C)Cc3ccccc3)c(O)c1)CO2
	5.70 
	5.94 

	C082
	COc1ccccc1CN(C)Cc1ccc(/C=C2\COc3cc(OC)c(OC)cc3C2=O)cc1O
	4.79 
	5.99 

	C083
	CCN(Cc1ccccc1)Cc1ccc(/C=C2\COc3cc(OC)c(OC)cc3C2=O)cc1O
	6.44 
	5.76 

	C084
	CCN(Cc1ccc(/C=C2\COc3cc(OC)c(OC)cc3C2=O)cc1O)Cc1ccccc1OC
	4.80 
	5.82 

	C085
	CCN(Cc1ccc(/C=C2\COc3cc(OC)c(OC)cc3C2=O)cc1O)Cc1ccccc1N(C)C
	4.74 
	5.87 

	C086
	COc1cc2c(cc1OC)C(=O)/C(=C/c1ccc(O)c(CN3CCCCC3)c1)CO2
	6.03 
	4.85 

	C087
	C#CCN(C)Cc1cc2ccccc2oc1=O
	5.08 
	6.42 

	C088
	O=c1ccc2ccc(OCCN3CCCCC3)cc2o1
	4.26 
	5.04 

	C089
	Cc1cc(=O)oc2cc(OCCN3CCCCC3)ccc12
	4.18 
	5.51 

	C090
	O=c1ccc2ccc(OCCN3CCC(Cc4ccccc4)CC3)cc2o1
	4.44 
	6.33 

	C091
	Cc1cc(=O)oc2cc(OCCN3CCCCC3Cc3ccccc3)ccc12
	4.53 
	6.28 

	C092
	Cc1c(Cl)c(=O)oc2cc(OCCN3CCCCC3Cc3ccccc3)ccc12
	4.50 
	6.54 

	C093
	Cc1c(C#N)c(=O)oc2cc(OCCN3CCCCC3Cc3ccccc3)ccc12
	5.04 
	6.52 

	C094
	Cc1cc(=O)oc2cc(OCCN3CCN(Cc4ccc(Br)cc4)CC3)ccc12
	4.89 
	5.44 

	C095
	Cc1c(C#N)c(=O)oc2cc(OCCN3CCN(Cc4ccc(Br)cc4)CC3)ccc12
	4.41 
	5.85 

	C096
	O=c1ccc2ccc(OCCNC3CCN(Cc4ccccc4)CC3)cc2o1
	5.35 
	5.08 

	C097
	O=c1ccc2ccc(OCCCNC3CCN(Cc4ccccc4)CC3)cc2o1
	4.93 
	4.90 

	C098
	O=c1ccc2ccc(OCCNCCC3CCN(Cc4ccccc4)CC3)cc2o1
	5.05 
	4.52 

	C099
	Cc1cc(=O)oc2cc(OCCNC3CCN(Cc4ccccc4)CC3)ccc12
	5.25 
	5.56 

	C100
	COc1cc(=O)oc2cc(OCCNC3CCN(Cc4ccccc4)CC3)ccc12
	5.20 
	4.47 

	C101
	CCOc1cc(=O)oc2cc(OCCNC3CCN(Cc4ccccc4)CC3)ccc12
	5.20 
	4.50 

	C102
	O=c1cc(C(F)(F)F)c2ccc(OCCNC3CCN(Cc4ccccc4)CC3)cc2o1
	5.04 
	4.55 

	C103
	O=c1cc(-c2ccccc2)c2ccc(OCCNC3CCN(Cc4ccccc4)CC3)cc2o1
	5.02 
	4.34 

	C104
	Cc1cc2ccc(OCCNC3CCN(Cc4ccccc4)CC3)cc2oc1=O
	5.22 
	5.62 

	C105
	Cc1c(Cl)c(=O)oc2cc(OCCNC3CCN(Cc4ccccc4)CC3)ccc12
	5.80 
	4.83 

	C106
	Cc1cc(=O)oc2cc(CNC3CCN(Cc4ccccc4)CC3)ccc12
	5.14 
	5.71 

	C107
	O=C(NC1CCN(Cc2ccccc2)CC1)c1coc2ccccc2c1=O
	5.53 
	4.75 

	C108
	COc1ccc2occ(C(=O)NC3CCN(Cc4ccccc4)CC3)c(=O)c2c1
	4.99 
	4.33 

	C109
	O=C(NC1CCN(Cc2ccccc2)CC1)c1coc2ccc(OCc3ccccc3)cc2c1=O
	5.73 
	7.46 

	C110
	Cc1ccc2occ(C(=O)NC3CCN(Cc4ccccc4)CC3)c(=O)c2c1
	5.76 
	4.71 

	C111
	O=C(NC1CCN(Cc2ccccc2)CC1)c1coc2ccc(Br)cc2c1=O
	5.80 
	4.64 

	C112
	COc1ccc2c(=O)c(C(=O)NC3CCN(Cc4ccccc4)CC3)coc2c1
	5.80 
	4.54 

	C113
	O=C(NC1CCN(Cc2ccccc2)CC1)c1coc2cc(Br)ccc2c1=O
	5.03 
	4.70 

	C114
	O=C(NC1CCN(Cc2ccccc2)CC1)c1cc(=O)c2ccccc2o1
	5.24 
	4.48 

	C115
	O=C(NCCC1CCN(Cc2ccccc2)CC1)c1coc2ccccc2c1=O
	7.16 
	4.45 

	C116
	COc1ccc2occ(C(=O)NCCC3CCN(Cc4ccccc4)CC3)c(=O)c2c1
	7.48 
	4.95 

	C117
	O=C(NCCC1CCN(Cc2ccccc2)CC1)c1coc2ccc(OCc3ccccc3)cc2c1=O
	6.43 
	6.57 

	C118
	Cc1ccc2occ(C(=O)NCCC3CCN(Cc4ccccc4)CC3)c(=O)c2c1
	6.96 
	4.28 

	C119
	O=C(NCCC1CCN(Cc2ccccc2)CC1)c1coc2ccc(Br)cc2c1=O
	6.98 
	4.58 

	C120
	COc1ccc2c(=O)c(C(=O)NCCC3CCN(Cc4ccccc4)CC3)coc2c1
	6.84 
	4.51 

	C121
	O=C(NCCC1CCN(Cc2ccccc2)CC1)c1coc2cc(Br)ccc2c1=O
	6.81 
	4.53 

	C122
	O=C(NCCC1CCN(Cc2ccccc2)CC1)c1cc(=O)c2ccccc2o1
	6.51 
	4.70 

	C123
	O=C(Cn1cnc2ccccc21)NN=Cc1ccccc1Cl
	4.84 
	6.19 

	C124
	O=C(Cn1cnc2ccccc21)NN=Cc1ccccc1O
	5.00 
	6.41 

	C125
	O=C(Cn1cnc2ccccc21)NN=Cc1ccc(Br)cc1
	4.51 
	5.74 

	C126
	O=C(Cn1cnc2ccccc21)NN=Cc1cccc(Cl)c1Cl
	4.98 
	7.40 

	C127
	O=C(Cn1cnc2ccccc21)NN=Cc1ccc(Cl)cc1Cl
	4.94 
	7.07 

	C128
	O=C(Cn1cnc2ccccc21)NN=Cc1c(Cl)cccc1Cl
	4.96 
	6.77 

	C129
	CC(=NNC(=O)Cn1cnc2ccccc21)c1ccc(Cl)cc1
	4.92 
	6.21 

	C130
	O=C(Cn1cnc2ccccc21)NN=C(c1ccccc1)c1ccccc1
	5.09 
	7.10 

	C131
	O=C(Cn1cnc2ccccc21)NN=C(c1ccc(Cl)cc1)c1ccc(Cl)cc1
	5.07 
	7.62 

	C132
	O=C(Cn1cnc2ccccc21)NN=C1C(=O)Nc2ccccc21
	4.90 
	7.40 

	C133
	O=C(Cn1cnc2ccccc21)NN=C1C(=O)Nc2ccc(Br)cc21
	4.79 
	7.30 

	C134
	C=CCN1C(=O)C(=NNC(=O)Cn2cnc3ccccc32)c2ccccc21
	5.05 
	6.24 

	C135
	C#CCN1C(=O)C(=NNC(=O)Cn2cnc3ccccc32)c2ccccc21
	4.92 
	7.55 

	C136
	O=C1/C(=C/C2=CCN(Cc3ccccc3)CC2)COc2cc(OCc3ccccc3)ccc21
	6.17 
	6.08 

	C137
	O=C1/C(=C/C2=CCN(Cc3ccccc3)CC2)COc2cc(OCCc3ccccc3)ccc21
	5.34 
	5.83 

	C138
	O=C1/C(=C/C2=CCN(Cc3ccccc3)CC2)COc2cc(OCCCc3ccccc3)ccc21
	5.17 
	5.82 

	C139
	O=C1/C(=C/C2=CCN(Cc3ccccc3)CC2)COc2cc(OCc3ccccc3F)ccc21
	5.65 
	5.52 

	C140
	O=C1/C(=C/C2=CCN(Cc3ccccc3)CC2)COc2cc(OCc3cccc(F)c3)ccc21
	5.73 
	5.41 

	C141
	O=C1/C(=C/C2=CCN(Cc3ccccc3)CC2)COc2cc(OCc3ccc(F)cc3)ccc21
	5.81 
	6.00 

	C142
	O=C1/C(=C/C2=CCN(Cc3ccccc3)CC2)COc2cc(OCc3ccc(Cl)cc3)ccc21
	5.70 
	5.98 

	C143
	O=C1/C(=C/C2=CCN(Cc3ccccc3)CC2)COc2cc(OCc3ccc(Br)cc3)ccc21
	5.79 
	5.00 

	C144
	Cc1ccc(COc2ccc3c(c2)OC/C(=C\C2=CCN(Cc4ccccc4)CC2)C3=O)cc1
	5.74 
	6.02 

	C145
	O=C1/C(=C/C2=CCN(Cc3ccccc3)CC2)COc2cc(OCc3ccc(C(F)(F)F)cc3)ccc21
	6.24 
	6.39 

	C146
	O=C1/C(=C/C2=CCN(Cc3ccccc3)CC2)COc2cc(OCc3ccccc3C(F)(F)F)ccc21
	5.51 
	5.81 

	C147
	O=C1/C(=C/C2=CCN(Cc3ccccc3F)CC2)COc2cc(OCc3ccc(C(F)(F)F)cc3)ccc21
	5.45 
	6.04 

	C148
	O=C1/C(=C/C2=CCN(Cc3ccccc3Cl)CC2)COc2cc(OCc3ccc(C(F)(F)F)cc3)ccc21
	5.07 
	5.86 

	C149
	Cc1ccccc1CN1CC=C(/C=C2\COc3cc(OCc4ccc(C(F)(F)F)cc4)ccc3C2=O)CC1
	5.25 
	5.37 

	C150
	O=C1/C(=C/C2=CCN(Cc3cccc(F)c3)CC2)COc2cc(OCc3ccc(C(F)(F)F)cc3)ccc21
	5.32 
	5.45 

	C151
	O=C1/C(=C/C2=CCN(Cc3ccc(F)cc3)CC2)COc2cc(OCc3ccc(C(F)(F)F)cc3)ccc21
	5.27 
	5.13 

	C152
	NNC(N)=S
	6.10 
	7.09 

	C153
	Sc1nnc(Cc2ccccc2Nc2c(Cl)cccc2Cl)n1-c1ccc(Cl)c(Cl)c1
	5.59 
	4.88 

	C154
	CN(Sc1nnc(Cc2ccccc2Nc2c(Cl)cccc2Cl)n1-c1ccc(Cl)c(Cl)c1)c1ccc(S(N)(=O)=O)cc1
	6.96 
	6.05 

	C155
	COc1ccc(C2N=C(SCCCSc3nnc(Cc4ccccc4Nc4c(Cl)cccc4Cl)n3-c3ccc(Cl)c(Cl)c3)NC(C)=C2C=C=O)cc1
	6.28 
	5.08 

	C156
	CC1=C(C=C=O)C(c2ccc(C)cc2)N=C(SCCCSc2nnc(Cc3ccccc3Nc3c(Cl)cccc3Cl)n2-c2ccc(Cl)c(Cl)c2)N1
	7.00 
	4.82 

	C157
	CC1=C(C=C=O)C(c2ccc(Cl)cc2)N=C(SCCCSc2nnc(Cc3ccccc3Nc3c(Cl)cccc3Cl)n2-c2ccc(Cl)c(Cl)c2)N1
	7.22 
	5.88 

	C158
	COc1ccc(C(=O)CC2CC(=O)N(CCCSc3nnc(Cc4ccccc4Nc4c(Cl)cccc4Cl)n3-c3ccc(Cl)c(Cl)c3)C2=O)cc1
	7.10 
	7.62 

	C159
	O=C(CC1CC(=O)N(CCCSc2nnc(Cc3ccccc3Nc3c(Cl)cccc3Cl)n2-c2ccc(Cl)c(Cl)c2)C1=O)c1ccccc1
	6.41 
	6.97 

	C160
	Clc1ccc(-n2c(Cc3ccccc3Nc3c(Cl)cccc3Cl)nnc2SCCCCN2c3ccccc3SC3C=CC=CC32)cc1Cl
	7.30 
	6.89 

	C161
	NS(=O)(=O)c1ccc(N2N=C(c3ccc(NC(=O)Cc4ccccc4Nc4c(Cl)cccc4Cl)cc3)CC2c2ccc(Cl)cc2)cc1
	7.52 
	8.00 

	C162
	COc1cc2c(=O)oc3c(OC)c(O[C@@H]4O[C@@H](C)[C@H](O)[C@@H](O)[C@H]4O)cc4c(=O)oc(c1OC)c2c34
	5.00 
	5.14 

	C163
	C#CCN(C)CCCCCCCCOc1ccc(CN(C)Cc2cccc(Br)c2)cc1OC
	4.56 
	5.39 

	C164
	C#CCN(C)CCCCCCOc1ccc(CN(C)Cc2cccc(Br)c2)cc1OC
	4.91 
	5.11 

	C165
	C#CCN(C)CCCCCOc1ccc(CN(C)Cc2cccc(Br)c2)cc1OC
	4.36 
	4.49 

	C166
	C#CCN(C)CCCCCCCCOc1ccc(CN(C)Cc2ccccc2)cc1OC
	5.11 
	5.60 

	C167
	C#CCN(C)CCCCCCOc1ccc(CN(C)Cc2ccccc2)cc1OC
	5.35 
	5.34 

	C168
	C#CCN(C)CCCCOc1ccc(CN(C)Cc2ccccc2)cc1OC
	4.42 
	4.56 

	C169
	C#CCN(C)CCCCCCCCOc1ccc(CN(C)Cc2cccc(OC)c2)cc1OC
	5.08 
	5.48 

	C170
	C#CCN(C)CCCCCCOc1ccc(CN(C)Cc2cccc(OC)c2)cc1OC
	5.01 
	5.27 

	C171
	C#CCN(C)CCCCCOc1ccc(CN(C)Cc2cccc(OC)c2)cc1OC
	4.67 
	4.47 

	C172
	CN(CCC(Oc1ccc(C(F)(F)F)cc1)c1ccccc1)CN1C(=O)S/C(=C\c2ccc(OCc3ccccc3)cc2)C1=O
	7.62 
	7.96 

	C173
	CN(CCC(Oc1ccc(C(F)(F)F)cc1)c1ccccc1)CN1C(=O)S/C(=C\c2ccc(Cl)cc2)C1=O
	6.41 
	7.18 

	C174
	CC(CC(Oc1ccc(C(F)(F)F)cc1)c1ccccc1)NCN1C(=O)S/C(=C\c2ccc(N)cc2)C1=O
	7.39 
	7.01 

	C175
	C#CCNc1ccc(/C=C2\SC(=O)N(CN(C)CCC(Oc3ccc(C(F)(F)F)cc3)c3ccccc3)C2=O)cc1
	8.00 
	7.82 

	C176
	CN(CCC(Oc1ccc(C(F)(F)F)cc1)c1ccccc1)CCN1CCC(Cc2ccccc2)CC1
	6.78 
	6.82 

	C177
	CN(CCNc1c2c(nc3ccccc13)CCCC2)CCC(Oc1ccc(C(F)(F)F)cc1)c1ccccc1
	6.92 
	5.35 

	C178
	CN(CCC(Oc1ccc(C(F)(F)F)cc1)c1ccccc1)CCN1c2ccccc2Sc2ccccc21
	6.73 
	4.97 

	C179
	C#CCN(C)CCC(Oc1ccc(C(F)(F)F)cc1)c1ccccc1
	5.71 
	5.63 

	C180
	C#CCN(C)C1CCC(c2ccc(Cl)c(Cl)c2)c2ccccc21
	5.99 
	5.94 

	C181
	CN(CCCCCN1CCC(Cc2ccccc2)CC1)C1CCC(c2ccc(Cl)c(Cl)c2)c2ccccc21
	7.46 
	6.74 

	C182
	C#CCN1CCN(CCCCCN(C)C2CCC(c3ccc(Cl)c(Cl)c3)c3ccccc32)CC1
	7.82 
	6.80 

	C183
	CN(CCCCCNc1c2c(nc3ccccc13)CCCC2)C1CCC(c2ccc(Cl)c(Cl)c2)c2ccccc21
	8.10 
	7.51 

	C184
	CN(CCCCCN1c2ccccc2Sc2ccccc21)C1CCC(c2ccc(Cl)c(Cl)c2)c2ccccc21
	7.01 
	6.79 

	C185
	C#CC/N=C/CCc1ccccc1
	3.70 
	5.13 

	C186
	C#CC/N=C/C=C/c1ccccc1
	4.14 
	5.20 

	C187
	CC(C)=CCc1cc(-c2coc3c(CC=C(C)C)c(O)cc(O)c3c2=O)ccc1O
	4.69 
	5.32 

	C188
	CC(C)=CCc1cc([C@@H]2CC(=O)c3c(O)cc(O)cc3O2)cc2c1OC(C)(C)C=C2
	4.52 
	4.89 

	C189
	CCN(CCCOc1ccc(C(=O)/C=C/c2ccc(N(C)C)cc2)c(O)c1)Cc1ccccc1OC
	5.28 
	4.97 

	C190
	CCN(CCCCOc1ccc(C(=O)/C=C/c2ccc(N(C)C)cc2)c(O)c1)Cc1ccccc1OC
	5.39 
	5.96 

	C191
	CCN(CCCCCCOc1ccc(C(=O)/C=C/c2ccc(N(C)C)cc2)c(O)c1)Cc1ccccc1OC
	5.29 
	6.15 

	C192
	CCN(CCCOc1ccc(C(=O)/C=C/c2ccc(N(C)C)cc2)c(O)c1)Cc1ccccc1N(C)C
	5.80 
	5.49 

	C193
	CCN(CCCCOc1ccc(C(=O)/C=C/c2ccc(N(C)C)cc2)c(O)c1)Cc1ccccc1N(C)C
	6.16 
	6.00 

	C194
	CCN(CCCCCCOc1ccc(C(=O)/C=C/c2ccc(N(C)C)cc2)c(O)c1)Cc1ccccc1N(C)C
	5.61 
	5.68 

	C195
	CCN(CCCOc1ccc(C(=O)/C=C/c2ccc(N(C)C)cc2)c(O)c1)Cc1ccc(N(C)C)cc1
	5.21 
	4.86 

	C196
	CCN(CCCCOc1ccc(C(=O)/C=C/c2ccc(N(C)C)cc2)c(O)c1)Cc1ccc(N(C)C)cc1
	5.71 
	5.62 

	C197
	CCN(CCCCCCOc1ccc(C(=O)/C=C/c2ccc(N(C)C)cc2)c(O)c1)Cc1ccc(N(C)C)cc1
	5.10 
	5.64 

	C198
	CCN(CCCOc1ccc(C(=O)/C=C/c2ccc(N(C)C)cc2)c(O)c1)Cc1ccccc1
	5.30 
	4.88 

	C199
	CCN(CCCCOc1ccc(C(=O)/C=C/c2ccc(N(C)C)cc2)c(O)c1)Cc1ccccc1
	5.37 
	5.05 

	C200
	CCN(CCCCCCOc1ccc(C(=O)/C=C/c2ccc(N(C)C)cc2)c(O)c1)Cc1ccccc1
	5.44 
	5.68 

	C201
	CCN(CC)CCCOc1ccc(C(=O)/C=C/c2ccc(N(C)C)cc2)c(O)c1
	5.87 
	5.39 

	C202
	CCN(CCCOc1ccc(C(=O)/C=C/c2ccccc2)c(O)c1)Cc1ccccc1N(C)C
	5.70 
	6.10 

	C203
	CCN(CCCCOc1ccc(/C=C/C(=O)c2ccc(N(C)C)cc2O)cc1)Cc1ccccc1OC
	5.79 
	5.34 

	C204
	CCN(CCCCOc1ccc(/C=C/C(=O)c2ccc(N(C)C)cc2O)cc1)Cc1ccccc1N(C)C
	5.52 
	5.37 

	C205
	O=C1CCCC2=C1C(c1c[nH]c3ccccc13)n1c(s/c(=C\c3c[nH]c4ccccc34)c1=O)=N2
	4.98 
	6.89 

	C206
	CC1(C)CC(=O)C2=C(C1)N=c1s/c(=C\c3c[nH]c4ccccc34)c(=O)n1C2c1c[nH]c2ccccc12
	5.21 
	6.62 

	C207
	O=C1CC(c2ccccc2)CC2=C1C(c1c[nH]c3ccccc13)n1c(s/c(=C\c3c[nH]c4ccccc34)c1=O)=N2
	6.01 
	6.33 

	C208
	COc1ccc(C2CC(=O)C3=C(C2)N=c2s/c(=C\c4c[nH]c5ccccc45)c(=O)n2C3c2c[nH]c3ccccc23)cc1
	6.05 
	6.51 

	C209
	O=C1CCCC2=C1C(c1c[nH]c3ccccc13)n1c(s/c(=C\c3ccc(OCc4ccccc4)cc3)c1=O)=N2
	5.33 
	6.43 

	C210
	CC1(C)CC(=O)C2=C(C1)N=c1s/c(=C\c3ccc(OCc4ccccc4)cc3)c(=O)n1C2c1c[nH]c2ccccc12
	5.43 
	6.42 

	C211
	O=C1CC(c2ccccc2)CC2=C1C(c1c[nH]c3ccccc13)n1c(s/c(=C\c3ccc(OCc4ccccc4)cc3)c1=O)=N2
	6.07 
	6.09 

	C212
	COc1ccc(C2CC(=O)C3=C(C2)N=c2s/c(=C\c4ccc(OCc5ccccc5)cc4)c(=O)n2C3c2c[nH]c3ccccc23)cc1
	6.10 
	6.17 

	C213
	O=C1CCCC2=C1C(c1c[nH]c3ccccc13)n1c(s/c(=C\c3ccc(OCCNCCc4c[nH]c5ccccc45)cc3)c1=O)=N2
	6.92 
	6.55 

	C214
	CC1(C)CC(=O)C2=C(C1)N=c1s/c(=C\c3ccc(OCCNCCc4c[nH]c5ccccc45)cc3)c(=O)n1C2c1c[nH]c2ccccc12
	7.38 
	6.48 

	C215
	O=C1CC(c2ccccc2)CC2=C1C(c1c[nH]c3ccccc13)n1c(s/c(=C\c3ccc(OCCNCCc4c[nH]c5ccccc45)cc3)c1=O)=N2
	7.09 
	7.00 

	C216
	COc1ccc(C2CC(=O)C3=C(C2)N=c2s/c(=C\c4ccc(OCCNCCc5c[nH]c6ccccc56)cc4)c(=O)n2C3c2c[nH]c3ccccc23)cc1
	7.16 
	6.85 

	C217
	O=C(NCCC1CCN(Cc2ccccc2)CC1)c1ccc(Cl)cc1
	6.21 
	5.03 

	C218
	O=C(NCCC1CCN(Cc2ccccc2)CC1)c1ccc2ccccc2n1
	6.28 
	4.31 

	C219
	O=C(NCCC1CCN(Cc2ccccc2)CC1)c1ccc(Cl)cn1
	6.34 
	5.50 

	C220
	O=C(NCCC1CCN(Cc2ccccc2)CC1)c1ccc(Cl)s1
	6.39 
	4.94 

	C221
	O=C(NCCC1CCN(Cc2ccccc2)CC1)c1ccc(Br)s1
	6.44 
	5.02 

	C222
	CCN(CC)CCOc1ccc(/C=C/C(=O)c2ccc(OCCN(CC)CC)cc2O)cc1
	4.62 
	4.67 

	C223
	O=C(/C=C/c1ccc(OCCN2CCCC2)cc1)c1ccc(OCCN2CCCC2)cc1O
	4.71 
	4.76 

	C224
	O=C(/C=C/c1ccc(OCCN2CCCCC2)cc1)c1ccc(OCCN2CCCCC2)cc1O
	5.74 
	5.09 

	C225
	O=C(/C=C/c1ccc(OCCN2CCC(Cc3ccccc3)CC2)cc1)c1ccc(OCCN2CCC(Cc3ccccc3)CC2)cc1O
	5.51 
	5.01 

	C226
	CCN(CC)CCCOc1ccc(/C=C/C(=O)c2ccc(OCCCN(CC)CC)cc2O)cc1
	4.66 
	4.77 

	C227
	O=C(/C=C/c1ccc(OCCCN2CCCC2)cc1)c1ccc(OCCCN2CCCC2)cc1O
	5.24 
	5.68 

	C228
	O=C(/C=C/c1ccc(OCCCN2CCCCC2)cc1)c1ccc(OCCCN2CCCCC2)cc1O
	6.10 
	5.08 

	C229
	O=C(/C=C/c1ccc(OCCCN2CCC(Cc3ccccc3)CC2)cc1)c1ccc(OCCCN2CCC(Cc3ccccc3)CC2)cc1O
	5.33 
	5.82 

	C230
	CCN(CC)CCCCOc1ccc(/C=C/C(=O)c2ccc(OCCCCN(CC)CC)cc2O)cc1
	4.90 
	4.81 

	C231
	O=C(/C=C/c1ccc(OCCCCN2CCCC2)cc1)c1ccc(OCCCCN2CCCC2)cc1O
	5.74 
	6.06 

	C232
	O=C(/C=C/c1ccc(OCCCCN2CCCCC2)cc1)c1ccc(OCCCCN2CCCCC2)cc1O
	5.50 
	6.14 

	C233
	O=C(/C=C/c1ccc(OCCCCN2CCC(Cc3ccccc3)CC2)cc1)c1ccc(OCCCCN2CCC(Cc3ccccc3)CC2)cc1O
	5.57 
	6.18 

	C234
	CCN(CC)CCCCCCOc1ccc(/C=C/C(=O)c2ccc(OCCCCCCN(CC)CC)cc2O)cc1
	5.89 
	5.96 

	C235
	O=C(/C=C/c1ccc(OCCCCCCN2CCCCC2)cc1)c1ccc(OCCCCCCN2CCCCC2)cc1O
	5.89 
	6.24 

	C236
	O=C(/C=C/c1ccc(OCCCCCCN2CCC(Cc3ccccc3)CC2)cc1)c1ccc(OCCCCCCN2CCC(Cc3ccccc3)CC2)cc1O
	5.43 
	5.80 

	C237
	O=C(/C=C/c1ccc(OCCCCCCN2CCCC2)cc1)c1ccccc1O
	5.05 
	4.73 

	C238
	COc1ccc(/C=C2\COc3cc(OCCCN4CCCCC4)ccc3C2=O)cc1
	5.40 
	5.46 

	C239
	COc1ccc(/C=C2\COc3cc(OCCCCN4CCCCC4)ccc3C2=O)cc1
	5.24 
	5.79 

	C240
	COc1ccc(/C=C2\COc3cc(OCCCCCN4CCCCC4)ccc3C2=O)cc1
	4.85 
	6.19 

	C241
	COc1ccc(/C=C2\COc3cc(OCCCN(C)C)ccc3C2=O)cc1
	5.42 
	5.08 

	C242
	CCN(CC)CCCOc1ccc2c(c1)OC/C(=C\c1ccc(OC)cc1)C2=O
	5.61 
	4.95 

	C243
	CCCN(CCC)CCCOc1ccc2c(c1)OC/C(=C\c1ccc(OC)cc1)C2=O
	5.13 
	4.94 

	C244
	COc1ccc(/C=C2\COc3cc(OCCCN4CCCC4)ccc3C2=O)cc1
	5.55 
	5.16 

	C245
	COc1ccc(/C=C2\COc3cc(OCCCN4CCOCC4)ccc3C2=O)cc1
	5.07 
	5.05 

	C246
	COc1ccc(/C=C2\COc3cc(OCCCNC4CCCCC4)ccc3C2=O)cc1
	4.56 
	4.61 

	C247
	CCN(CCCCCCOc1ccc2c(C)c(C)c(=O)oc2c1)Cc1ccccc1
	6.36 
	7.74 

	C248
	C#CCN(C)Cc1cc2cc(OCC3CCN(Cc4ccccc4)CC3)ccc2n1C
	6.51 
	6.12 

	C249
	C#CCN(C)Cc1cc2cc(OCCC3CCN(Cc4ccccc4)CC3)ccc2n1C
	6.38 
	6.89 

	C250
	C#CCN(C)Cc1cc2cc(OCCCC3CCN(Cc4ccccc4)CC3)ccc2n1C
	6.46 
	7.37 

	C251
	C#CCN(C)Cc1cc2cc(OCCCCC3CCN(Cc4ccccc4)CC3)ccc2n1C
	6.59 
	5.57 

	C252
	C#CCN(C)Cc1cc2cc(OCCCN3CCC(Cc4ccccc4)CC3)ccc2n1C
	4.74 
	4.96 

	C253
	COc1cc2sn(CCCCN(C)Cc3ccccc3)c(=O)c2cc1OC
	5.92 
	4.71 

	C254
	CCN(CCCCn1sc2cc(OC)c(OC)cc2c1=O)Cc1ccccc1
	6.10 
	4.70 

	C255
	COc1ccccc1CN(C)CCCCn1sc2cc(OC)c(OC)cc2c1=O
	5.23 
	4.72 

	C256
	CCN(CCCCn1sc2cc(OC)c(OC)cc2c1=O)Cc1ccccc1OC
	5.30 
	4.71 

	C257
	CCN(CCCCn1sc2cc(OC)c(OC)cc2c1=O)Cc1ccc(N(C)C)cc1
	5.05 
	4.73 

	C258
	COc1cc2sn(CCCCCCN(C)Cc3ccccc3)c(=O)c2cc1OC
	6.46 
	4.88 

	C259
	CCN(CCCCCCn1sc2cc(OC)c(OC)cc2c1=O)Cc1ccccc1
	6.54 
	4.70 

	C260
	COc1ccccc1CN(C)CCCCCCn1sc2cc(OC)c(OC)cc2c1=O
	6.21 
	4.86 

	C261
	CCN(CCCCCCn1sc2cc(OC)c(OC)cc2c1=O)Cc1ccccc1N(C)C
	6.25 
	4.71 

	C262
	CCN(CCCCCCn1sc2cc(OC)c(OC)cc2c1=O)Cc1ccc(N(C)C)cc1
	5.19 
	4.91 

	C263
	C#CCN1CCc2nc3ccccc3c(N)c2C1
	5.82 
	3.21 

	C264
	C#CCN1CCc2nc3nc(Cl)c(C#N)cc3c(N)c2C1
	5.85 
	3.18 

	C265
	C#CCN1CCc2nc3nc(N(C)C)c(C#N)cc3c(N)c2C1
	7.54 
	3.55 

	C266
	C#CCN1CCc2nc3nc(N4CCCC4)c(C#N)cc3c(N)c2C1
	7.60 
	3.45 

	C267
	C#CCN1CCc2nc3nc(N4CCCCC4)c(C#N)cc3c(N)c2C1
	7.18 
	3.53 

	C268
	O=c1ccc2ccc(OCCN3CCN(CCNc4c5c(nc6ccccc46)CCCC5)CC3)cc2o1
	7.16 
	5.34 

	C269
	O=c1ccc2ccc(OCCCN3CCN(CCNc4c5c(nc6ccccc46)CCCC5)CC3)cc2o1
	7.32 
	5.63 

	C270
	O=c1ccc2ccc(OCCCCN3CCN(CCNc4c5c(nc6ccccc46)CCCC5)CC3)cc2o1
	7.04 
	6.11 

	C271
	O=c1ccc2ccc(OCCCCCN3CCN(CCNc4c5c(nc6ccccc46)CCCC5)CC3)cc2o1
	6.86 
	5.80 

	C272
	O=c1ccc2ccc(OCCCCCCN3CCN(CCNc4c5c(nc6ccccc46)CCCC5)CC3)cc2o1
	6.48 
	5.28 

	C273
	O=c1ccc2ccc(OCCN3CCN(CCCNc4c5c(nc6ccccc46)CCCC5)CC3)cc2o1
	7.75 
	5.70 

	C274
	O=c1ccc2ccc(OCCCN3CCN(CCCNc4c5c(nc6ccccc46)CCCC5)CC3)cc2o1
	7.62 
	5.65 

	C275
	O=c1ccc2ccc(OCCCCN3CCN(CCCNc4c5c(nc6ccccc46)CCCC5)CC3)cc2o1
	7.44 
	5.46 

	C276
	O=c1ccc2ccc(OCCCCCN3CCN(CCCNc4c5c(nc6ccccc46)CCCC5)CC3)cc2o1
	7.32 
	5.64 

	C277
	O=c1ccc2ccc(OCCCCCCN3CCN(CCCNc4c5c(nc6ccccc46)CCCC5)CC3)cc2o1
	7.18 
	5.02 

	C278
	Cc1cc(=O)oc2cc(OCCN3CCN(CCCNc4c5c(nc6ccccc46)CCCC5)CC3)ccc12
	7.41 
	5.75 

	C279
	Cc1cc2ccc(OCCN3CCN(CCCNc4c5c(nc6ccccc46)CCCC5)CC3)cc2oc1=O
	7.25 
	6.27 

	C280
	Cc1c(C)c2ccc(OCCN3CCN(CCCNc4c5c(nc6ccccc46)CCCC5)CC3)cc2oc1=O
	7.47 
	6.62 

	C281
	COc1cc(=O)oc2cc(OCCN3CCN(CCCNc4c5c(nc6ccccc46)CCCC5)CC3)ccc12
	7.35 
	5.24 

	C282
	CCOc1cc(=O)oc2cc(OCCN3CCN(CCCNc4c5c(nc6ccccc46)CCCC5)CC3)ccc12
	7.29 
	4.59 

	C283
	O=c1cc(C(F)(F)F)c2ccc(OCCN3CCN(CCCNc4c5c(nc6ccccc46)CCCC5)CC3)cc2o1
	7.17 
	4.54 

	C284
	Nc1cc(=O)oc2cc(OCCN3CCN(CCCNc4c5c(nc6ccccc46)CCCC5)CC3)ccc12
	7.41 
	4.42 

	C285
	O=c1oc2cc(OCCN3CCN(CCCNc4c5c(nc6ccccc46)CCCC5)CC3)ccc2c2c1CCCC2
	6.84 
	5.82 

	C286
	C#CCN(C)[C@H](C)Cc1ccc(OCCNc2c3c(nc4ccccc24)CCCC3)cc1
	7.08 
	6.16 

	C287
	C#CCN(C)[C@H](C)Cc1ccc(OCCCNc2c3c(nc4ccccc24)CCCC3)cc1
	7.44 
	5.35 

	C288
	C#CCN(C)[C@H](C)Cc1ccc(OCCCCNc2c3c(nc4ccccc24)CCCC3)cc1
	7.28 
	5.07 

	C289
	C#CCN(C)[C@H](C)Cc1ccc(OCCCCCNc2c3c(nc4ccccc24)CCCC3)cc1
	7.11 
	5.62 

	C290
	C#CCN(C)[C@H](C)Cc1ccc(OCCCCCCNc2c3c(nc4ccccc24)CCCC3)cc1
	6.86 
	6.68 

	C291
	C#CCN(C)[C@H](C)Cc1ccc(OCCCCCCCCNc2c3c(nc4ccccc24)CCCC3)cc1
	6.83 
	6.78 

	C292
	C#CCN(C)[C@H](C)Cc1ccc(OCCCCCCCCCNc2c3c(nc4ccccc24)CCCC3)cc1
	7.65 
	6.74 

	C293
	C#CCN(C)[C@H](C)Cc1ccc(OCCCCCCCCCCNc2c3c(nc4ccccc24)CCCC3)cc1
	7.63 
	6.46 

	C294
	C#CCN(C)[C@H](C)Cc1ccc(OCCCNc2c3c(nc4cc(Cl)ccc24)CCCC3)cc1
	7.85 
	4.96 

	C295
	C#CCN(C)[C@H](C)Cc1ccc(OCCCCCNc2c3c(nc4cc(Cl)ccc24)CCCC3)cc1
	7.09 
	5.21 

	C296
	C#CCN(C)[C@H](C)Cc1ccc(OCCCCCCNc2c3c(nc4cc(Cl)ccc24)CCCC3)cc1
	7.10 
	6.28 

	C297
	C#CCN(C)[C@H](C)Cc1ccc(OCCCCCCCCNc2c3c(nc4cc(Cl)ccc24)CCCC3)cc1
	7.26 
	6.89 

	C298
	C#CCN(CCCCCCNc1c2c(nc3ccccc13)CCCC2)[C@H](C)Cc1ccc(OC)cc1
	6.34 
	4.74 

	C299
	CN(C)c1ccc(/C=C2\COc3cc(OCCCCCCNc4c5c(nc6ccccc46)CCCC5)ccc3C2=O)cc1
	6.94 
	5.99 

	C300
	Cc1ccc(/C=C2\COc3cc(OCCCCCCNc4c5c(nc6ccccc46)CCCC5)ccc3C2=O)cc1
	6.89 
	5.91 

	C301
	O=C1/C(=C/c2ccc(Cl)cc2)COc2cc(OCCCCCCNc3c4c(nc5ccccc35)CCCC4)ccc21
	7.00 
	4.81 

	C302
	COc1cccc(/C=C2\COc3cc(OCCCCCCNc4c5c(nc6ccccc46)CCCC5)ccc3C2=O)c1
	6.85 
	5.66 

	C303
	COc1ccccc1/C=C1\COc2cc(OCCCCCCNc3c4c(nc5ccccc35)CCCC4)ccc2C1=O
	6.82 
	5.75 

	C304
	COc1ccc(/C=C2\COc3cc(OCCCCCCNc4c5c(nc6ccccc46)CCCC5)ccc3C2=O)cc1OC
	6.93 
	4.70 

	C305
	COc1ccc(/C=C2\COc3cc(OCCCCCCNc4c5c(nc6cc(Cl)ccc46)CCCC5)ccc3C2=O)cc1
	6.91 
	5.87 

	C306
	COc1ccc(CC2COc3cc(OCCCCCCNc4c5c(nc6ccccc46)CCCC5)ccc3C2=O)cc1
	7.04 
	5.95 

	C307
	C#CCN(C)c1nc2nc(CCC3CCN(Cc4ccccc4)CC3)ccc2c(-c2ccccc2)c1C#N
	7.28 
	4.49 

	C308
	C#CCN(C)c1nc2nc(C)c(CC3CCN(Cc4ccccc4)CC3)cc2c(-c2ccccc2)c1C#N
	5.64 
	4.01 

	C309
	COc1cc2c(cc1OC)C(=O)C(CC1CCN(Cc3ccccc3)CC1)C2
	7.87 
	4.82 

	C310
	C#CCn1ccc2cc(NC(=O)N(CC)CC)ccc21
	5.56 
	4.54 

	C311
	C#CCn1ccc2ccc(NC(=O)N(CC)CC)cc21
	5.43 
	5.58 

	C312
	C#CCn1ccc2cc(OC(=O)N(CC)CC)ccc21
	5.59 
	4.78 

	C313
	C#CCn1ccc2ccc(OC(=O)N(CC)CC)cc21
	5.62 
	5.74 

	C314
	C#CCNc1ccc(-c2cc(-c3ccc(OCCN4CCOCC4)cc3)nc(N)n2)cc1
	5.14 
	7.40 

	C315
	C#CCNc1ccc(-c2cc(-c3ccc(OCCN4CCOCC4)cc3)nc(C)n2)cc1
	5.14 
	7.22 

	C316
	C#CCNc1ccc(-c2cc(-c3ccc(OCCN4CCOCC4)cc3)nc(-c3ccccc3)n2)cc1
	5.21 
	6.18 

	C317
	C#CCNc1cccc(-c2cc(-c3ccc(OCCN4CCOCC4)cc3)nc(N)n2)c1
	5.44 
	7.05 

	C318
	C#CCNc1cccc(-c2cc(-c3ccc(OCCN4CCOCC4)cc3)nc(C)n2)c1
	5.53 
	6.64 

	C319
	C#CCNc1cccc(-c2cc(-c3ccc(OCCN4CCOCC4)cc3)nc(-c3ccccc3)n2)c1
	6.62 
	6.18 

	C320
	C#CCNc1ccccc1-c1cc(-c2ccc(OCCN3CCOCC3)cc2)nc(N)n1
	7.15 
	6.09 

	C321
	C#CCNc1ccccc1-c1cc(-c2ccc(OCCN3CCOCC3)cc2)nc(C)n1
	5.17 
	5.60 

	C322
	C#CCNc1ccccc1-c1cc(-c2ccc(OCCN3CCOCC3)cc2)nc(-c2ccccc2)n1
	5.37 
	5.82 

	C323
	C#CCNc1ccc(-c2cc(-c3ccc(OCCN4CCCCC4)cc3)nc(N)n2)cc1
	5.92 
	6.08 

	C324
	C#CCNc1ccc(-c2cc(-c3ccc(OCCN4CCCCC4)cc3)nc(C)n2)cc1
	6.31 
	5.83 

	C325
	C#CCNc1ccc(-c2cc(-c3ccc(OCCN4CCCCC4)cc3)nc(-c3ccccc3)n2)cc1
	5.73 
	5.93 

	C326
	C#CCNc1cccc(-c2cc(-c3ccc(OCCN4CCCCC4)cc3)nc(N)n2)c1
	6.72 
	6.24 

	C327
	C#CCNc1cccc(-c2cc(-c3ccc(OCCN4CCCCC4)cc3)nc(-c3ccccc3)n2)c1
	7.30 
	5.51 

	C328
	C#CCNc1ccccc1-c1cc(-c2ccc(OCCN3CCCCC3)cc2)nc(N)n1
	7.40 
	6.43 

	C329
	C#CCNc1ccccc1-c1cc(-c2ccc(OCCN3CCCCC3)cc2)nc(-c2ccccc2)n1
	4.78 
	6.10 

	C330
	C#CCNc1cccc(-c2cc(-c3ccc(OCCN(C)C)cc3)nc(-c3ccccc3)n2)c1
	4.85 
	4.69 

	C331
	C#CCNc1ccccc1-c1cc(-c2ccc(OCCN(C)C)cc2)nc(N)n1
	5.09 
	4.62 

	C332
	C#CCNc1ccccc1-c1cc(-c2ccc(OCCN(C)C)cc2)nc(C)n1
	4.91 
	4.99 

	C333
	C#CCNc1ccccc1-c1cc(-c2ccc(OCCN(C)C)cc2)nc(-c2ccccc2)n1
	4.93 
	4.61 

	C334
	C#CCNc1ccc(-c2cc(-c3ccc(OCCN4CCCC4)cc3)nc(-c3ccccc3)n2)cc1
	4.92 
	4.61 

	C335
	C#CCNc1ccccc1-c1cc(-c2ccc(OCCN3CCCC3)cc2)nc(-c2ccccc2)n1
	4.90 
	4.62 

	C336
	Cc1c(C)c2ccc(OCc3cccc(F)c3)cc2oc1=O
	5.52 
	9.04 

	C337
	Cc1c(C)c2ccc(OCc3cccc(Cl)c3)cc2oc1=O
	5.47 
	8.48 

	C338
	Cc1cccc(COc2ccc3c(C)c(C)c(=O)oc3c2)c1
	5.52 
	8.92 

	C339
	Cc1c(C)c2ccc(OCc3ccccc3)cc2oc1=O
	5.52 
	8.97 

	C340
	COc1cccc(COc2ccc3c(C)c(C)c(=O)oc3c2)c1
	5.52 
	8.78 

	C341
	C#CCN(C)C1CCc2c(OC(=O)N(C)CC)cccc21
	5.40 
	7.57 

	C342
	C#CCNC1CCc2c(OC(=O)N(C)C)cccc21
	4.07 
	6.58 

	C343
	Cc1ccc(C(=O)Nc2cc3ccccc3oc2=O)cc1
	4.74 
	5.10 

	C344
	O=C(c1ccc(OCCCc2c[nH]cn2)cc1)C1CC1
	4.07 
	5.68 

	C345
	C/N=C1/CCc2c1n(C)c1ccc(OC(=O)N(C)C)c(Br)c21
	7.22 
	4.29 

	C346
	Cc1ccc(COc2ccc3c(C)c(C)c(=O)oc3c2)cc1
	5.52 
	8.86 

	C347
	C#CCN[C@@H]1CCc2cc(Cl)c(OC(=O)N(C)CCC)cc21
	4.36 
	4.50 

	C348
	Cc1c(C)c2ccc(OCc3ccc(Cl)cc3)cc2oc1=O
	5.52 
	8.83 

	C349
	Cc1c(C)c2ccc(OCc3ccc(F)cc3)cc2oc1=O
	5.52 
	8.81 

	C350
	O=c1cc(-c2ccc(O)cc2)oc2cc(O)cc(O)c12
	7.92 
	5.95 

	C351
	COc1ccc(/C=C2\COc3cc(OCCCCCNc4c5c(nc6ccccc46)CCCC5)ccc3C2=O)cc1
	7.01 
	5.94 

	C352
	COc1ccc(/C=C2\COc3cc(OCCCCCCNc4c5c(nc6ccccc46)CCCC5)ccc3C2=O)cc1
	6.80 
	6.40 

	C353
	COc1ccc(/C=C2\COc3cc(OCCCCCCCCNc4c5c(nc6ccccc46)CCCC5)ccc3C2=O)cc1
	6.92 
	6.29 

	C354
	O=C1/C(=C/c2ccc(F)cc2)COc2cc(OCCCCCCNc3c4c(nc5ccccc35)CCCC4)ccc21
	6.98 
	5.96 

	C355
	O=c1c(O)c(-c2ccccc2)oc2cc(O)cc(O)c12
	7.92 
	5.44 

	C356
	Cc1ccc(C(=O)Nc2cc3cc(C)ccc3oc2=O)cc1
	4.38 
	6.77 

	C357
	COc1ccc(C(=O)Nc2cc3ccccc3oc2=O)cc1
	4.16 
	4.52 

	C358
	O=C(Nc1cc2ccccc2oc1=O)c1ccc(Cl)cc1
	4.73 
	5.71 

	C359
	O=C(Nc1cc2ccccc2oc1=O)c1ccc(Cl)c(Cl)c1
	4.82 
	5.22 

	C360
	Cc1c(C)c2ccc(OCc3ccc(F)c(F)c3)cc2oc1=O
	5.52 
	8.37 

	C361
	C#CCN(Cc1ccc(O)c2ncccc12)C(C#N)CCC1CCN(Cc2ccccc2)CC1
	6.46 
	4.93 

	C362
	C#CCN(C)Cc1ccc(O)c2ncccc12
	5.75 
	5.82 

	C363
	Cn1ncc2cc(C(=O)Nc3ccc(Cl)c(Cl)c3)ccc21
	4.11 
	9.41 

	C364
	C#CCN(C)Cc1cc2cc(OCCCC3CCN(Cc4ccccc4C)CC3)ccc2n1C
	5.55 
	6.74 

	C365
	C#CCN(C)Cc1cc2cc(OCCCC3CCN(Cc4ccc(OC(=O)N(C)C)c5ncccc45)CC3)ccc2n1C
	5.08 
	6.71 

	C366
	C#CCN(C)Cc1cc2cc(OCCCC3CCN(Cc4ccccc4)CC3)ccc2[nH]1
	4.81 
	4.46 

	C367
	C#CCNCc1cc2cc(OCCCC3CCN(Cc4ccccc4)CC3)ccc2[nH]1
	5.31 
	4.47 

	C368
	C=CCNCc1cc2cc(OCCCC3CCN(Cc4ccccc4)CC3)ccc2[nH]1
	5.34 
	4.67 

	C369
	CCOC(=O)c1cc2cc(OCCCC3CCN(Cc4ccccc4)CC3)ccc2[nH]1
	5.02 
	6.00 

	C370
	OCc1cc2cc(OCCCC3CCN(Cc4ccccc4)CC3)ccc2[nH]1
	4.87 
	4.87 

	C371
	Cc1c(Cl)c(=O)oc2cc(OCCN3CCN(CCCNc4c5c(nc6ccccc46)CCCC5)CC3)ccc12
	7.61 
	6.16 

	C372
	C#CCN(C)C(C)Cc1cccc(OC(=O)N(C)CCCCCC)c1
	5.51 
	5.82 

	C373
	Cc1c(C)c2ccc(OCCCCN(C)Cc3ccccc3)cc2oc1=O
	6.10 
	7.02 

	C374
	Cc1c(C)c2ccc(OCCCCCCN(C)Cc3ccccc3)cc2oc1=O
	6.47 
	6.49 

	C375
	CN(Cc1ccccc1)Cc1ccc(COc2ccc3ccc(=O)oc3c2)cc1
	6.02 
	7.39 

	C376
	c1ccc2c(c1)c1cnccc1n2CCCCCCCCCn1c2ccccc2c2cnccc21
	7.10 
	5.41 

	C377
	O=c1oc2cc(OCCNC3CCN(Cc4ccccc4)CC3)ccc2c2c1CCCC2
	5.86 
	5.58 

	C378
	Cc1cc(=O)oc2cc(CNCCC3CCN(Cc4ccccc4)CC3)ccc12
	7.17 
	4.39 

	C379
	Cc1c(C)c2ccc(OCCNC3CCN(Cc4ccccc4)CC3)cc2oc1=O
	5.77 
	4.63 

	C380
	O=c1cc(Cl)c2ccc(OCCNC3CCN(Cc4ccccc4)CC3)cc2o1
	5.69 
	4.47 

	C381
	COc1cc(/C=C/C(=O)NCCC2CCN(Cc3ccccc3)CC2)ccc1O
	6.14 
	4.88 

	C382
	O=C(/C=C/c1ccc(O)c(O)c1)NCCC1CCN(Cc2ccccc2)CC1
	5.76 
	5.22 

	C383
	COc1cc(/C=C/C(=O)Nc2cccc(CN(C)Cc3ccccc3)c2)ccc1O
	5.22 
	5.11 

	C384
	O=C(/C=C/c1ccc(O)cc1O)NCCC1CCN(Cc2ccccc2)CC1
	6.00 
	5.08 

	C385
	CCN(CCCN1C(=O)c2ccccc2C1=O)Cc1ccccc1OC
	5.35 
	5.33 

	C386
	CCN(CCCCN1C(=O)c2ccccc2C1=O)Cc1ccccc1OC
	6.55 
	5.03 

	C387
	C#CCN(CCCN1C(=O)c2ccccc2C1=O)Cc1ccccc1
	5.92 
	5.58 

	C388
	CCN(CCCCCCN1C(=O)c2ccccc2C1=O)Cc1ccccc1OC
	6.23 
	4.93 

	C389
	CCN(CCCCN1C(=O)c2ccccc2C1=O)Cc1ccccc1
	6.17 
	5.16 

	C390
	CCN(CCCCCCN1C(=O)c2ccccc2C1=O)Cc1ccccc1
	5.43 
	4.91 

	C391
	C#CCN(C)Cc1cc2cc(OCCCN3CCCCC3)ccc2n1C
	6.28 
	7.11 

	C392
	CCN(CC)CCOc1ccc(/C=C2\COc3ccccc3C2=O)cc1
	5.48 
	7.42 

	C393
	Cc1ccccc1CN1CCC(CCNC(=O)/C=C/c2cc(C(C)(C)C)c(O)c(C(C)(C)C)c2)CC1
	5.60 
	5.14 

	C394
	CC(C)(C)c1cc(/C=C/C(=O)NCCC2CCN(Cc3ccc(C#N)cc3)CC2)cc(C(C)(C)C)c1O
	5.56 
	4.86 

	C395
	CCN(CC)CCOc1cccc(/C=C2\COc3ccccc3C2=O)c1
	4.52 
	6.08 

	C396
	CC(C)(C)c1cc(C(=O)CNCCC2CCN(Cc3ccccc3)CC2)cc(C(C)(C)C)c1O
	5.86 
	4.04 

	C397
	O=C(NCCC1CCN(Cc2ccccc2)CC1)c1cc(=O)c2cc(O)c(O)cc2o1
	5.38 
	4.42 

	C398
	CC(C)(C)c1cc(/C=C/C(=O)NCCC2CCN(Cc3ccc(F)c(F)c3)CC2)cc(C(C)(C)C)c1O
	5.79 
	5.03 

	C399
	CC(C)(C)c1cc(/C=C/C(=O)NCCC2CCN(Cc3ccc(Br)cc3)CC2)cc(C(C)(C)C)c1O
	5.42 
	4.88 

	C400
	CN(C)CCOc1cccc(/C=C2\COc3ccccc3C2=O)c1
	5.85 
	6.24 

	C401
	COc1ccc2c(=O)cc(C(=O)NCCC3CCN(Cc4ccccc4)CC3)[nH]c2c1
	6.35 
	4.25 

	C402
	CC(C)(C)c1cc(/C=C/C(=O)NCCC2CCN(Cc3cccc(Cl)c3)CC2)cc(C(C)(C)C)c1O
	5.59 
	5.06 

	C403
	CC(C)(C)c1cc(/C=C/C(=O)NCCC2CCN(Cc3ccccc3)CC2)cc(C(C)(C)C)c1O
	5.65 
	5.07 

	C404
	CCN(CC)CCOC(=O)/C=C/c1ccc2occ(C(=O)Nc3cccc(Cl)c3)c(=O)c2c1
	5.07 
	5.90 

	C405
	CCN(CCOc1ccc(/C=C2\COc3ccccc3C2=O)cc1)Cc1ccccc1
	4.65 
	5.37 

	C406
	CN(C)CCOc1ccc(/C=C2\COc3ccccc3C2=O)cc1
	6.18 
	7.43 

	C407
	Cc1ccc(NC(=O)c2coc3ccc(/C=C/C(=O)OCCN(C)C)cc3c2=O)cc1
	6.01 
	5.62 

	C408
	CC(C)(C)c1cc(/C=C/C(=O)NCCC2CCN(Cc3ccc(F)cc3)CC2)cc(C(C)(C)C)c1O
	6.01 
	4.96 

	C409
	O=C(O)/C=C/c1ccc2occ(C(=O)Nc3ccccc3)c(=O)c2c1
	5.03 
	5.33 

	C410
	Cc1ccc(CN2CCC(CCNC(=O)/C=C/c3cc(C(C)(C)C)c(O)c(C(C)(C)C)c3)CC2)cc1
	5.70 
	5.05 

	C411
	CCN(CC)CCCCOc1ccc(/C=C2\COc3ccccc3C2=O)cc1
	4.85 
	5.54 

	C412
	CN(C)CCOC(=O)/C=C/c1ccc2oc(C(=O)Nc3ccccc3)cc(=O)c2c1
	6.13 
	5.64 

	C413
	CN(C)CCOC(=O)/C=C/c1ccc2occ(C(=O)Nc3ccc(Cl)cc3)c(=O)c2c1
	5.03 
	6.14 

	C414
	O=C(NCCC1CCN(Cc2ccccc2)CC1)c1cc(=O)c2cccc(O)c2[nH]1
	5.94 
	4.87 

	C415
	CN(C)CCOC(=O)/C=C/c1ccc2occ(C(=O)Nc3ccccc3)c(=O)c2c1
	5.43 
	6.20 

	C416
	CC(C)(C)c1cc(CCC(=O)NCCC2CCN(Cc3ccccc3)CC2)cc(C(C)(C)C)c1O
	5.47 
	4.33 

	C417
	COc1cc2oc(C(=O)NCCC3CCN(Cc4ccccc4)CC3)cc(=O)c2cc1OC
	7.34 
	5.28 

	C418
	COc1ccc(CN2CCC(CCNC(=O)/C=C/c3cc(C(C)(C)C)c(O)c(C(C)(C)C)c3)CC2)cc1
	5.67 
	5.17 

	C419
	CN(C)CCCOc1cccc(/C=C2\COc3ccccc3C2=O)c1
	4.59 
	7.32 

	C420
	COc1cccc2c(=O)cc(C(=O)NCCC3CCN(Cc4ccccc4)CC3)[nH]c12
	5.79 
	4.14 

	C421
	O=C(NCCC1CCN(Cc2ccccc2)CC1)c1cc(=O)c2cc(O)ccc2o1
	7.04 
	4.29 

	C422
	CC(C)(C)c1cc(/C=C/C(=O)NCCC2CCN(Cc3ccc(F)cc3F)CC2)cc(C(C)(C)C)c1O
	5.75 
	4.90 

	C423
	Cc1ccc(NC(=O)c2cc(=O)c3cc(/C=C/C(=O)OCCN(C)C)ccc3o2)cc1
	6.68 
	5.42 

	C424
	CC(C)(C)c1cc(/C=C/C(=O)NCCC2CCN(Cc3ccccc3F)CC2)cc(C(C)(C)C)c1O
	6.12 
	5.13 

	C425
	CC(C)(C)c1cc(/C=C/C(=O)NCCC2CCN(Cc3ccccc3Cl)CC2)cc(C(C)(C)C)c1O
	5.61 
	5.01 

	C426
	CCN(CC)CCOC(=O)/C=C/c1ccc2oc(C(=O)Nc3ccc(C)c(C)c3)cc(=O)c2c1
	5.61 
	5.59 

	C427
	O=C(NCCC1CCN(Cc2ccccc2)CC1)c1cc(=O)c2cc(O)ccc2[nH]1
	6.52 
	4.22 

	C428
	CC(C)(C)c1cc(/C=C/C(=O)NCCC2CCN(Cc3cccc(F)c3)CC2)cc(C(C)(C)C)c1O
	5.88 
	5.19 

	C429
	COc1ccc2[nH]c3nc4c(c(N)c3c2c1)CCCC4
	5.82 
	4.27 

	C430
	Cc1cc(=O)oc2ccc(OC/C=C/CCn3cnc4c(N5CCCCC5)ncnc43)cc12
	4.92 
	5.17 

	C431
	Cc1c(C)c2ccc(OCC3CCN(Cc4cccc(CO)c4)CC3)cc2oc1=O
	5.85 
	7.12 

	C432
	Cc1c(C)c2ccc(OCC3CCCN(CCCO)C3)cc2oc1=O
	5.96 
	5.82 

	C433
	Cc1c(C)c2ccc(OCC3CCN(CCCO)CC3)cc2oc1=O
	6.05 
	6.32 

	C434
	Cc1c(C)c2ccc(OCC3CCN(Cc4cccc(OCCCO)c4)CC3)cc2oc1=O
	6.08 
	6.11 

	C435
	O=C(/C=C/c1ccccc1)c1ccc(OCCCCCCN2CCCC2)cc1O
	5.50 
	4.90 

	C436
	O=C(/C=C/c1ccc(OCCCCCCN2CCCC2)cc1)c1ccc(OCCCCCCN2CCCC2)cc1O
	6.11 
	6.24 

	C437
	Cc1c(C)c2ccc(OCC3CCCN(Cc4ccccc4)C3)cc2oc1=O
	5.89 
	7.52 

	C438
	Cc1c(C)c2ccc(OCC3CCN(Cc4ccccc4)CC3)cc2oc1=O
	6.42 
	6.96 

	C439
	COCc1nc2cnc3cc(-c4c(C)noc4C)c(OC[C@H]4CCNC4)cc3c2n1[C@H](C)c1ccccc1
	4.20 
	4.10 

	C440
	CCN(CC)Cc1ccc(/C=C2\Cc3cc(OC)c(OC)cc3C2=O)cc1
	7.20 
	6.11 

	C441
	CCN(CC)C(=O)Oc1ccc(/C=C/C(=O)N2CCN(Cc3ccccc3)CC2)cc1OC
	4.78 
	4.63 

	C442
	COc1cc(/C=C/C(=O)N2CCc3ccccc3C2)ccc1OC(=O)N(C)OC
	4.91 
	5.17 

	C443
	COc1cc(/C=C/C(=O)N2CCc3ccccc3C2)ccc1OC(=O)N(c1ccccc1)c1ccccc1
	4.52 
	4.91 

	C444
	CCN(C)C(=O)Oc1ccc(/C=C/C(=O)N2CCCCC2)cc1OC
	4.97 
	4.79 

	C445
	COc1cc(/C=C/C(=O)N2CCCCC2)ccc1OC(=O)N(C)C
	5.04 
	4.49 

	C446
	CCN(C)C(=O)Oc1ccc(/C=C/C(=O)N2CCN(Cc3ccccc3)CC2)cc1
	4.83 
	4.67 

	C447
	COc1cc(/C=C/C(=O)N2CCCCC2)ccc1OC(=O)N(c1ccccc1)c1ccccc1
	4.57 
	4.66 

	C448
	COc1cc(/C=C/C(=O)N2CCN(Cc3ccccc3)CC2)ccc1OC(=O)N(C)C
	4.63 
	4.78 

	C449
	COc1cc(/C=C/C(=O)N2CCC(Cc3ccccc3)CC2)ccc1OC(=O)N(c1ccccc1)c1ccccc1
	4.49 
	4.88 

	C450
	COc1cc(/C=C/C(=O)N2CCc3ccccc3C2)ccc1OC(=O)N(C)C
	4.75 
	5.01 

	C451
	CCN(CC)C(=O)Oc1ccc(/C=C/C(=O)N2CCC(Cc3ccccc3)CC2)cc1OC
	4.71 
	5.29 

	C452
	CCN(Cc1ccccc1)C(=O)/C=C/c1ccc(OC(=O)N(c2ccccc2)c2ccccc2)c(OC)c1
	4.55 
	4.80 

	C453
	COc1cc(/C=C/C(=O)N2CCN(Cc3ccccc3)CC2)ccc1OC(=O)N(c1ccccc1)c1ccccc1
	4.54 
	4.50 

	C454
	O=c1ccoc2ccc(OCCCCN3CCCCC3)cc12
	5.25 
	5.14 

	C455
	CCN(C)C(=O)Oc1ccc(/C=C/C(=O)N2CCC(Cc3ccccc3)CC2)cc1
	4.57 
	5.11 

	C456
	CCN(C)C(=O)Oc1ccc(/C=C/C(=O)N2CCc3ccccc3C2)cc1
	5.17 
	5.08 

	C457
	CCN(CC)C(=O)Oc1ccc(/C=C/C(=O)N2CCc3ccccc3C2)cc1OC
	4.80 
	5.18 

	C458
	O=c1ccoc2ccc(OCCCCN3CCCC3)cc12
	5.43 
	4.71 

	C459
	O=C(Nc1ccccc1)OCC1CCN(Cc2ccccc2)CC1
	5.14 
	4.58 

	C460
	O=c1c2cc(Cl)ccc2oc2ccc(OCCCCCN3CCCCCC3)cc12
	6.92 
	6.05 

	C461
	CCN(C)C(=O)Oc1ccc(/C=C/C(=O)N2CCC(Cc3ccccc3)CC2)cc1OC
	4.76 
	5.12 

	C462
	O=C(Nc1ccccc1)OCC1CCCN(Cc2ccccc2)C1
	4.17 
	4.40 

	C463
	CCN(CC)C(=O)/C=C/c1ccc(OC(=O)N(C)C)c(OC)c1
	4.88 
	4.50 

	C464
	C#CCOc1ccc(-c2cc(-c3ccc(OCCN4CCOCC4)cc3)nc(N)n2)cc1
	7.52 
	5.00 

	C465
	COc1cc(/C=C/C(=O)N2CCC(Cc3ccccc3)CC2)ccc1OC(=O)N(C)C
	4.78 
	5.05 

	C466
	CCN(C)C(=O)Oc1ccc(/C=C/C(=O)N2CCc3ccccc3C2)cc1OC
	4.97 
	5.28 

	C467
	O=c1c2ccccc2oc2ccc(OCCCCCN3CCCCCC3)cc12
	6.41 
	6.11 

	C468
	CCN(C)C(=O)Oc1ccc(/C=C/C(=O)N(CC)Cc2ccccc2)cc1OC
	4.68 
	5.02 

	C469
	O=c1c(O)c(-c2ccc(O)c(O)c2)oc2cc(O)cc(O)c12
	5.54 
	4.05 

	C470
	Cc1c(C)c2ccc(OCC3CCCN(CCCC(F)F)C3)cc2oc1=O
	6.32 
	6.58 

	C471
	Cc1c(C)c2ccc(OCc3ccc(CN(C)CCCC(F)F)cc3)cc2oc1=O
	5.82 
	6.80 

	C472
	CN(CCCO)Cc1ccc(COc2ccc3c(CO)cc(=O)oc3c2)cc1
	5.66 
	6.38 

	C473
	Cc1c(C)c2ccc(OCC3CCN(CCCC(F)F)CC3)cc2oc1=O
	5.92 
	6.28 

	C474
	CCN(CCCOc1ccc2c(C)c(C)c(=O)oc2c1)Cc1cccc(F)c1
	5.92 
	7.14 

	C475
	CN(CCCC(F)F)Cc1ccc(COc2ccc3c(CO)cc(=O)oc3c2)cc1
	6.26 
	8.09 

	C476
	Cc1c(C)c2ccc(OCC3CCCN(Cc4cccc(F)c4)C3)cc2oc1=O
	5.92 
	7.92 

	C477
	CN(Cc1ccccc1)Cc1ccc(COc2ccc3c(C(F)F)cc(=O)oc3c2)cc1
	6.25 
	6.89 

	C478
	Cc1c(C)c2ccc(OCc3cccc(CN(C)CCCC(F)F)c3)cc2oc1=O
	5.77 
	6.25 

	C479
	Cc1c(C)c2ccc(OCC3CCN(Cc4cccc(C(F)(F)F)c4)CC3)cc2oc1=O
	6.33 
	6.89 

	C480
	CN(Cc1ccc(COc2ccc3c(CO)cc(=O)oc3c2)cc1)Cc1cccc(F)c1
	6.48 
	8.00 

	C481
	Cc1c(C)c2ccc(OCC3CCN(Cc4cccc(F)c4)CC3)cc2oc1=O
	6.34 
	6.85 

	C482
	Cc1c(C)c2ccc(OCCCN(Cc3cccc(F)c3)C(C)C)cc2oc1=O
	6.04 
	6.46 

	C483
	CCCCC1OC(=O)c2cc(OCc3ccc(CN4CCCCC4)c(O)c3)ccc21
	7.39 
	6.52 

	C484
	CCCCC1OC(=O)c2cc(OCc3ccc(CN4CCCC4)c(O)c3)ccc21
	5.41 
	6.03 

	C485
	CCN(CC)Cc1ccc(/C=C2\Cc3ccccc3C2=O)cc1
	6.21 
	6.18 

	C486
	CCCCC1OC(=O)c2cc(OCc3ccc(CN4CCOCC4)c(O)c3)ccc21
	5.48 
	5.85 

	C487
	CCCCC1OC(=O)c2cc(OCc3ccc(CN(CC)CC)c(O)c3)ccc21
	6.46 
	5.17 

	C488
	CCCCC1OC(=O)c2cc(OCc3ccc(CN4CCN(C)CC4)c(O)c3)ccc21
	4.62 
	5.62 

	C489
	CCN(CC)Cc1ccc(/C=C2\Cc3ccc(OC)cc3C2=O)cc1
	6.02 
	7.04 

	C490
	CCN(CC)Cc1ccc(C=C2Cc3cc(OC)ccc3C2=O)cc1
	6.30 
	5.80 

	C491
	CCCCC1OC(=O)c2cc(OCc3ccc(CN(C)C)c(O)c3)ccc21
	5.06 
	5.16 

	C492
	COc1cc2c(Nc3ccc(C(=O)/C=C/c4nc(C)c(C)nc4C)cc3)ncnc2c(OC)c1OC
	7.00 
	5.58 

	C493
	Cc1c(Cl)c(=O)oc2cc(OCCCCSC(=S)N3C(C)CCCC3C)ccc12
	6.94 
	7.00 

	C494
	Cc1c(Cl)c(=O)oc2cc(OCCCCSC(=S)N3CCCCC3C)ccc12
	8.17 
	6.06 

	C495
	O=c1[nH]c2ccc(OCc3ccc(F)cc3)cc2c(=O)o1
	4.12 
	7.82 

	C496
	CC(C)c1ccc(COc2ccc3[nH]c(=O)oc(=O)c3c2)cc1
	4.26 
	7.12 

	C497
	Cc1c(C)c2c(c(C)c1O)CCC(C)(C(=O)NCCC1CCN(Cc3ccccc3F)CC1)O2
	6.27 
	5.37 

	C498
	CC1(COc2ccc(CC3SC(=O)NC3=O)cc2)CCCCC1
	4.82 
	6.65 

	C499
	C#CCN[C@@H]1CCc2ccccc21
	7.72 
	7.60 



Data availability
All the data (dataset) used for modelling and the code of this study are provided at 
https://github.com/acliulian/qsar



Table S2 Hyper-parameter search results of inhibition regression models
	Target
	Algorithm
	Best Params

	AChE
	DNN
	{'activation': 'relu', 'batch_size': 16, 'epochs': 200, 'neurons': 64, 'optimizer': 'adam'}

	
	GBDT
	{'subsample': 0.8, 'n_estimators': 200, 'min_samples_split': 2, 'min_samples_leaf': 4, 'max_depth': 5, 'learning_rate': 0.1}

	
	KNN
	{'algorithm': 'auto', 'leaf_size': 10, 'n_neighbors': 3, 'p': 1, 'weights': 'distance'}

	
	LGBM
	{'learning_rate': 0.1, 'max_depth': 10, 'min_child_samples': 50, 'n_estimators': 300, 'num_leaves': 31, 'subsample': 0.8}

	
	RF
	{'n_estimators': 300, 'min_samples_split': 5, 'min_samples_leaf': 1, 'max_depth': 30, 'bootstrap': True}

	
	SVM
	{'kernel': 'rbf', 'gamma': 'scale', 'epsilon': 0.3, 'degree': 5, 'C': 10}

	MAO-B
	DNN
	{'optimizer': 'adam', 'neurons': 64, 'epochs': 50, 'batch_size': 64, 'activation': 'relu'}

	
	GBDT
	{'subsample': 0.8, 'n_estimators': 300, 'min_samples_split': 5, 'min_samples_leaf': 2, 'max_depth': 5, 'learning_rate': 0.1}

	
	KNN
	{'algorithm': 'auto', 'leaf_size': 10, 'n_neighbors': 5, 'p': 1, 'weights': 'distance'}

	
	LGBM
	{'num_leaves': 50, 'n_estimators': 100, 'min_child_samples': 10, 'learning_rate': 0.1}

	
	RF
	{'n_estimators': 300, 'min_samples_split': 5, 'min_samples_leaf': 1, 'max_depth': 30, 'bootstrap': True}

	
	SVM
	{'kernel': 'rbf', 'gamma': 'scale', 'epsilon': 0.3, 'degree': 5, 'C': 10}





Table S3 The retrieved literatures concerning dual AChE and MAO-B inhibitors.
	No.
	Name

	1 
	Identification of New N-methyl-piperazine Chalcones as Dual MAO-B/AChE Inhibitors

	2 
	Coumarin-dithiocarbamate hybrids as novel multitarget AChE and MAO-B inhibitors against Alzheimer’s disease: Design, synthesis and biological evaluation

	3 
	Design, synthesis, biological activity, molecular docking, and molecular dynamics of novel benzimidazole derivatives as potential AChE/MAO-B dual inhibitors

	4 
	Pyridoxine-resveratrol hybrids Mannich base derivatives as novel dual inhibitors of AChE and MAO-B with antioxidant and metal-chelating properties for the treatment of Alzheimer's disease.

	5 
	First Synthesis of Racemic Trans Propargylamino-Donepezil, a Pleiotrope Agent Able to Both Inhibit AChE and MAO-B, with Potential Interest against Alzheimer’s Disease

	6 
	Design, synthesis and biological evaluation of light-driven on–off multitarget AChE and MAO-B inhibitors

	7 
	Morpholine-based chalcones as dual-acting monoamine oxidase-B and acetylcholinesterase inhibitors: synthesis and biochemical investigations.

	8 
	Morpholine-based chalcones as dual-acting monoamine oxidase-B and acetylcholinesterase inhibitors: synthesis and biochemical investigations

	9 
	Design, synthesis and biochemical evaluation of novel multi-target inhibitors as potential anti-Parkinson agents

	10 
	Dipropargyl substituted diphenylpyrimidines as dual inhibitors of monoamine oxidase and acetylcholinesterase

	11 
	Exploring coumarin potentialities: development of new enzymatic inhibitors based on the 6-methyl-3-carboxamidocoumarin scaffold

	12 
	Synthesis and Pharmacological Evaluation of Multi-Functional Homoisoflavonoid Derivatives as Potent Inhibitors of Monoamine Oxidase B and Cholinesterase for the Treatment of Alzheimer’s Disease

	13 
	Development of the “hidden” multi-target-directed ligands by AChE/BuChE for the treatment of Alzheimer's disease

	14 
	Synthesis and pharmacological evaluation of multi-functional homoisoflavonoid derivatives as potent inhibitors of monoamine oxidase B and cholinesterase for the treatment of Alzheimer's disease

	15 
	Synthesis and biological activities of pyridine N-oxide bearing 5-aminoisoxazoles as potential acetylcholinesterase and monoamine oxidase inhibitors for Alzheimerʼs disease

	16 
	Synthesis and biological evaluation of pyrano[4,3-b][1]benzopyranone derivatives as monoamine oxidase and cholinesterase inhibitors

	17 
	Design, synthesis, and pharmacological evaluation of 2-amino-5-nitrothiazole derived semicarbazones as dual inhibitors of monoamine oxidase and cholinesterase: effect of the size of aryl binding site.

	18 
	Aldoxime- and Hydroxy-Functionalized Chalcones as Highly Potent and Selective Monoamine Oxidase-B Inhibitors

	19 
	3-Substituted coumarins as dual inhibitors of AChE and MAO for the treatment of Alzheimer's disease

	20 
	Searching for Multi-Targeting Neurotherapeutics against Alzheimer's: Discovery of Potent AChE-MAO B Inhibitors through the Decoration of the 2H-Chromen-2-one Structural Motif.

	21 
	Inhibition of Butyrylcholinesterase and Human Monoamine Oxidase-B by the Coumarin Glycyrol and Liquiritigenin Isolated from Glycyrrhiza uralensis

	22 
	Rational Design of Novel Selective Dual-Target Inhibitors of Acetylcholinesterase and Monoamine Oxidase B as Potential Anti-Alzheimer's Disease Agents.

	23 
	N-alkylpiperidine carbamates as potential anti-Alzheimer's agents

	24 
	Synthesis of 4-substituted benzyl-2-triazole-linked-tryptamine-paeonol derivatives and evaluation of their selective inhibitions against butyrylcholinesterase and monoamine oxidase-B

	25 
	Carboxamides vs. methanimines: Crystal structures, binding interactions, photophysical studies, and biological evaluation of (indazole-5-yl)methanimines as monoamine oxidase B and acetylcholinesterase inhibitors

	26 
	Sulfonyl thioureas with a benzo[d]thiazole ring as dual acetylcholinesterase/butyrylcholinesterase and human monoamine oxidase A and B inhibitors: An in vitro and in silico study

	27 
	Structural exploration of multifunctional monoamine oxidase B inhibitors as potential drug candidates against Alzheimer’s disease

	28 
	Synthesis and evaluation of 7-substituted coumarin derivatives as multimodal monoamine oxidase-B and cholinesterase inhibitors for the treatment of Alzheimer's disease

	29 
	Chromone and donepezil hybrids as new multipotent cholinesterase and monoamine oxidase inhibitors for the potential treatment of Alzheimer's disease

	30 
	AChE Inhibition-based Multi-target-directed Ligands, a Novel Pharmacological Approach for the Symptomatic and Disease-modifying Therapy of Alzheimer's Disease.

	31 
	4-(3-Nitrophenyl)thiazol-2-ylhydrazone derivatives as antioxidants and selective hMAO-B inhibitors: synthesis, biological activity and computational analysis

	32 
	Synthesis and biological evaluation of new pyrazolone Schiff bases as monoamine oxidase and cholinesterase inhibitors.

	33 
	Design, Synthesis, and Biological Evaluation of Novel Chromanone Derivatives as Multifunctional Agents for the Treatment of Alzheimer’s Disease

	34 
	Novel AP2238-clorgiline hybrids as multi-target agents for the treatment of Alzheimer's disease: Design, synthesis, and biological evaluation

	35 
	Phenylstyrylpyrimidine derivatives as potential multipotent therapeutics for Alzheimer's disease

	36 
	2-Oxoquinoline-based-thiosemicarbazones as multitargeting neurotherapeutics against Alzheimer's disease: In vitro and in silico studies of MAO and ChE inhibitors

	37 
	Design, synthesis and biological evaluation of novel coumarin-N-benzyl pyridinium hybrids as multi-target agents for the treatment of Alzheimer's disease

	38 
	Synthesis and Biological Evaluation of O6-Aminoalkyl-Hispidol Analogs as Multifunctional Monoamine Oxidase-B Inhibitors towards Management of Neurodegenerative Diseases

	39 
	Novel propargylamine-based inhibitors of cholinesterases and monoamine oxidases: Synthesis, biological evaluation and docking study

	40 
	Calycosin and 8-O-methylretusin isolated from Maackia amurensis as potent and selective reversible inhibitors of human monoamine oxidase-B.

	41 
	Design, synthesis and evaluation of novel dimethylamino chalcone-O-alkylamines derivatives as potential multifunctional agents against Alzheimer’s disease

	42 
	Synthesis, biological evaluation and computational investigations of S-benzyl dithiocarbamates as the cholinesterase and monoamine oxidase inhibitors

	43 
	Novel dual inhibitors of AChE and MAO derived from hydroxy aminoindan and phenethylamine as potential treatment for Alzheimer's disease.

	44 
	Design and discovery of anthranilamide derivatives as a potential treatment for neurodegenerative disorders via targeting cholinesterases and monoamine oxidases.

	45 
	Synthesis and pharmacological evaluation of donepezil-based agents as new cholinesterase/monoamine oxidase inhibitors for the potential application against Alzheimer's disease.

	46 
	Development of chalcone-O-alkylamine derivatives as multifunctional agents against Alzheimer's disease.

	47 
	Evaluation of 3,4-diethoxy substituted thioureas and their thiazole derivatives as potent anti-Alzheimer's agents: Synthesis, DFT, biological activity and molecular modeling investigations

	48 
	Dual functional cholinesterase and MAO inhibitors for the treatment of Alzheimer's disease: synthesis, pharmacological analysis and molecular modeling of homoisoflavonoid derivatives.

	49 
	Structure-Based Design and Optimization of Multitarget-Directed 2H-Chromen-2-one Derivatives as Potent Inhibitors of Monoamine Oxidase B and Cholinesterases

	50 
	Progress in drug development for Alzheimer's disease: An overview in relation to mitochondrial energy metabolism

	51 
	Biological Evaluation, and Molecular Modeling of Donepezil and N-[(5-(Benzyloxy)-1-methyl-1H-indol-2-yl)methyl]-N-methylprop-2-yn-1-amine Hybrids as New Multipotent Cholinesterase/Monoamine Oxidase Inhibitors for the Treatment of Alzheimer’s Disease

	52 
	Multipotent MAO and cholinesterase inhibitors for the treatment of Alzheimer's disease: Synthesis, pharmacological analysis and molecular modeling of heterocyclic substituted alkyl and cycloalkyl propargyl amine

	53 
	Multi-target tacrine-coumarin hybrids: Cholinesterase and monoamine oxidase B inhibition properties against Alzheimer's disease

	54 
	Design, synthesis, in-silico and biological evaluation of novel chalcone-O-carbamate derivatives as multifunctional agents for the treatment of Alzheimer's disease

	55 
	Effects of (-)deprenyl (selegiline) on acetylcholinesterase and Na(+),K(+)-ATPase activities in adult rat whole brain

	56 
	Pristine 2-chloroquinoline-based-thiosemicarbazones as multitarget agents against alzheimer's disease: In vitro and in silico studies of monoamine oxidase (MAO) and cholinesterase (ChE) inhibitors

	57 
	A novel series of tacrine–selegiline hybrids with cholinesterase and monoamine oxidase inhibition activities for the treatment of Alzheimer's disease

	58 
	Identification of Small Molecule Inhibitors of Amyloid β-Induced Neuronal Apoptosis Acting through the Imidazoline I2 Receptor

	59 
	Rational design of a drug for Alzheimer's disease with cholinesterase inhibitory and neuroprotective activity.

	60 
	Synthesis, biological assessment and molecular modeling of new multipotent MAO and cholinesterase inhibitors as potential drugs for the treatment of Alzheimer’s disease

	61 
	Selegiline long-term effects on brain acetylcholinesterase, (Na+,K+)-ATPase activities, antioxidant status and learning performance of aged rats.

	62 
	In vitro and in vivo Biological Evaluation of Newly Tacrine-Selegiline Hybrids as Multi-Target Inhibitors of Cholinesterases and Monoamine Oxidases for Alzheimer’s Disease

	63 
	Design, synthesis and evaluation of indole derivatives as multifunctional agents against Alzheimer's disease

	64 
	Quinoline Derivatives: Promising Antioxidants with Neuroprotective Potential

	65 
	Design, Synthesis, and Pharmacological Evaluation of N-Propargylated Diphenylpyrimidines as Multitarget Directed Ligands for the Treatment of Alzheimer’s Disease

	66 
	Synthesis, characterization, enzyme inhibition, antioxidant, anticancer and antimicrobial potential of organotin(IV) derivatives of 4-fluorophenoxyacetic acid

	67 
	A concise and focused overview upon arylglyoxal monohydrates-based one-pot multi-component synthesis of fascinating potentially biologically active pyridazines



