Progress Report Week of Nov. 25, 2013
(PL and XG)
XG: Full attention on answering reviewers’ question and manuscript editing. Will discuss and generate a list of potential SIRT3 modulators for Dr Raj review and decide for further purchase.
PL: Calculated MM-GBSA values for top poses for selected small molecules 
* The following table lists additional molecules I studied in week 5. As I worked through the docking, it is possible we begin making selection of small molecules that bear the potential of blocking the base-exchange reaction. Xiangying and I will go through the current results and making some selections. 
	MM-GBSA (kcal/mol)
	SIRT3 (4BVG) with Interm
	SIRT3 (4BVG) apo-enzyme
	SIRT3(4BVH) with AADRP

	1-{3-[(4-bromo-3-methylphenyl)amino]-3-oxopropyl}-4-piperidinecarboxamide
	-76.91
	-75.57
	40.34

	1-{3-[(4-chlorophenyl)amino]-3-oxopropyl}-4-piperidinecarboxamide
	-76.20
	-80.04
	-45.79

	1-{2-[(3,4-dichlorophenyl)amino]-2-oxoethyl}-4-piperidinecarboxamide
	-75.54
	-87.39
	-46.65

	1-{3-[(2-fluorophenyl)amino]-3-oxopropyl}-4-piperidinecarboxamide
	-74.54
	-73.25
	-44.53

	1-{2-[(4-bromophenyl)amino]-2-oxoethyl}-4-piperidinecarboxamide
	-71.05
	-66.34
	-44.59

	1-[(5-methyl-2-furyl)methyl]-4-piperidinecarboxamide
	-70.62
	-65.17
	-65.44

	2-(propylamino)cyclohexanol
	-69.91
	-67.92
	-63.17

	1-{3-[(3,5-dimethoxyphenyl)amino]-3-oxopropyl}-4-piperidinecarboxamide
	-69.43
	-81.67
	-45.42

	1-{2-[(4-chlorophenyl)amino]-2-oxoethyl}-4-piperidinecarboxamide
	-69.37
	-72.74
	-46.04

	1-[(5-nitro-2-thienyl)methyl]-4-piperidinecarboxamide
	-68.93
	-67.49
	-73.13

	1-{3-[(3,4-difluorophenyl)amino]-3-oxopropyl}-4-piperidinecarboxamide
	-67.85
	-74.20
	-36.41

	2-(2-methylpiperidin-1-yl)propan-1-ol
	-67.72
	-66.63
	-63.90

	1-[4-(methylthio)benzyl]-4-piperidinecarboxamide
	-67.36
	-63.94
	-39.24

	1-{3-[(4-fluorophenyl)amino]-3-oxopropyl}-4-piperidinecarboxamide
	-66.70
	-72.22
	-33.01

	1-{2-[(4-fluorophenyl)amino]-2-oxoethyl}-4-piperidinecarboxamide
	-66.55
	-67.60
	-32.94

	1-{3-[(2-methylphenyl)amino]-3-oxopropyl}-4-piperidinecarboxamide
	-66.50
	-74.19
	-38.71

	1-[3-(5-methyl-2-furyl)butyl]-4-piperidinecarboxamide
	-66.45
	-71.60
	-41.40

	1-cyclohexyl-3-methyl-1H-pyrazol-5-amine
	-66.27
	-64.38
	-58.63

	1-[2-(4-fluorophenyl)-1-methylethyl]-4-piperidinecarboxamide
	-66.03
	-68.43
	-40.46

	1-[(4-bromo-2-thienyl)methyl]-3-piperidinecarboxamide
	-66.03
	-75.25
	-80.71

	2-(3-methylpiperidin-1-yl)propan-1-ol
	-65.86
	-63.32
	-53.76

	2-(1-piperidinyl)-3-butyn-1-ol
	-65.16
	-62.04
	-59.12

	1-isopropylpiperidin-4-ol
	-64.41
	-62.47
	-48.74

	1-[2-(4-methoxyphenyl)-1-methylethyl]-4-piperidinecarboxamide
	-63.76
	-74.20
	-22.56

	1-[2-(2-fluorophenyl)-1-methylethyl]-4-piperidinecarboxamide
	-63.54
	-62.90
	-52.26

	1-[(4-chlorophenyl)acetyl]-4-piperidinecarboxamide
	-63.07
	-65.82
	-40.20

	1-{3-[(3-fluorophenyl)amino]-3-oxopropyl}-4-piperidinecarboxamide
	-62.88
	-75.73
	-42.51

	1-bicyclo[2.2.1]hept-2-yl-4-piperidinecarboxamide
	-62.87
	-69.20
	-76.86

	2-(3,5-dimethylpiperidin-1-yl)ethanamine
	-62.78
	-58.76
	-45.55

	2-(cyclohexylthio)ethanamine
	-62.75
	-52.85
	-67.05

	1-[4-(methylthio)benzyl]-3-piperidinecarboxamide
	-62.61
	-67.81
	-46.80

	1-[2-oxo-2-(2-pyridinylamino)ethyl]-4-piperidinecarboxamide
	-62.43
	-67.28
	-55.36

	1-{3-[(3-chloro-2-methylphenyl)amino]-3-oxopropyl}-4-piperidinecarboxamide
	-62.42
	-84.05
	-41.76

	1-[3-(4-methoxyphenyl)-1-methylpropyl]-3-piperidinecarboxamide
	-62.34
	-78.53
	-27.48

	1-bicyclo[2.2.1]hept-2-yl-4-piperidinol
	-62.27
	-59.21
	-69.29

	1-[3-(trifluoromethyl)benzyl]-4-piperidinecarboxamide
	-62.25
	-59.88
	-61.16

	2-(4-piperidinyl)-1-propanol
	-62.20
	-54.60
	-57.12

	1-oxaspiro[4.5]dec-3-ylamine hydrochloride
	-62.11
	-61.31
	-55.47

	1-{3-[(2-chlorophenyl)amino]-3-oxopropyl}-4-piperidinecarboxamide
	-61.25
	-75.54
	-51.35

	1-{3-[(3-methoxyphenyl)amino]-3-oxopropyl}-4-piperidinecarboxamide
	-61.19
	-80.32
	-30.31

	1,3,5-trimethylpiperidin-4-one
	-60.82
	-55.04
	-49.10

	1-{3-[(2,5-dimethoxyphenyl)amino]-3-oxopropyl}-4-piperidinecarboxamide
	-60.29
	-74.64
	-41.52

	1,2,2,5-tetramethylpiperidin-4-ol
	-60.26
	-57.11
	-55.28

	1-propylpiperidin-3-amine
	-60.13
	-58.50
	-60.11

	2-(1-ethylpiperidin-4-yl)ethanamine
	-60.13
	-58.79
	-56.05

	1-[(1R,2S,4S)-spiro[bicyclo[2.2.1]heptane-7,1'-cyclopropane]-5-en-2-yl]methanami
	-60.11
	-56.72
	-59.68

	1-ethyl-2,3-dimethylpiperidin-4-one
	-59.92
	-56.82
	-49.67

	1-methyloctahydroquinolin-4(1H)-one oxime
	-59.83
	-58.00
	-52.61

	1-propylpiperidine-3-carboxamide
	-59.37
	-59.05
	-65.43

	1-[(4-isopropenyl-1-cyclohexen-1-yl)methyl]-3-piperidinecarboxamide
	-58.94
	-84.22
	-58.94

	1-[(4-chloro-3-methylphenoxy)acetyl]-4-piperidinecarboxamide
	-58.53
	-72.83
	-45.46

	1-{3-[(4-methoxyphenyl)amino]-3-oxopropyl}-4-piperidinecarboxamide
	-57.86
	-75.79
	-38.50

	1-[3-(1,3-benzodioxol-5-ylamino)-3-oxopropyl]-4-piperidinecarboxamide
	-57.70
	-71.30
	-37.71

	1-[(4-isopropenyl-1-cyclohexen-1-yl)methyl]-4-piperidinecarboxamide
	-57.39
	-79.04
	-45.47

	1-benzyl-4-piperidinecarboxamide
	-57.20
	-58.89
	-63.74

	2-(1-methylpiperidin-2-yl)ethanamine
	-56.84
	-53.87
	-45.55

	1-ethyl-4-piperidinone oxime
	-56.75
	-53.79
	-46.81

	2-(1-methyl-4-piperidinyl)ethanol
	-56.73
	-52.34
	-58.43

	1-[(4-bromo-3-methylphenoxy)acetyl]-4-piperidinecarboxamide
	-56.50
	-66.00
	-41.21

	1-bicyclo[2.2.1]hept-2-yl-4-methylpiperazine
	-56.50
	-51.56
	-76.57

	1-[(3-methyl-2-thienyl)methyl]-4-piperidinecarboxamide
	-55.78
	-54.77
	-73.25

	1-butyryl-4-piperidinecarboxamide
	-55.61
	-47.90
	-63.39

	1-[4-(trifluoromethyl)benzyl]-3-piperidinecarboxamide
	-55.55
	-58.53
	-41.15

	2-(1-piperidinyl)acetohydrazide
	-55.55
	-51.10
	-50.37

	1-[4-(trifluoromethyl)benzyl]-4-piperidinecarboxamide
	-55.27
	-61.22
	-43.49

	1-[2-(allyloxy)benzyl]-4-piperidinecarboxamide
	-55.21
	-70.66
	-52.80

	1-acetoacetyl-4-piperidinecarboxamide
	-55.05
	-48.35
	-57.20

	1,2,5-trimethyl-4-piperidinone oxime
	-54.89
	-52.13
	-45.18

	2-(ethylthio)-4-pyrimidinol
	-54.71
	-53.54
	-52.49

	1-[4-(dimethylamino)benzyl]-3-piperidinecarboxamide
	-54.20
	-63.20
	-40.68

	1-methyl-4-piperidinecarbohydrazide
	-54.06
	-51.28
	-60.22

	1-propyl-4-piperidinone oxime
	-53.66
	-54.47
	-49.90

	1-[(4-bromophenoxy)acetyl]-4-piperidinecarboxamide
	-53.04
	-65.54
	-33.77

	1-[(3-methyl-2-thienyl)methyl]-3-piperidinecarboxamide
	-52.42
	-61.18
	-75.63

	1-[3-(2,3-dihydro-1H-inden-5-ylamino)-3-oxopropyl]-4-piperidinecarboxamide
	-52.15
	-75.54
	7.10

	1-[3-(trifluoromethyl)benzyl]-3-piperidinecarboxamide
	-52.05
	-64.39
	-50.08

	1-[(3,4-dimethylphenoxy)acetyl]-4-piperidinecarboxamide
	-51.84
	-61.64
	-47.06

	1-[(2-methyl-1H-indol-3-yl)methyl]-3-piperidinecarboxamide
	-51.76
	-66.09
	-61.15

	1-methyl-4-piperidinone oxime
	-51.66
	-47.13
	-41.95

	1-benzyl-3-piperidinecarboxamide
	-51.33
	-53.83
	-66.01

	1-propylpiperidin-4-amine
	-50.99
	-52.91
	-56.77

	1-ethyltricyclo[2.2.1.0~2,6~]heptan-3-one
	-50.91
	-47.88
	-52.91

	1,4-dimethyldecahydroquinolin-4-ol
	-50.89
	-50.55
	-55.70

	1-acetyl-3-piperidinol
	-50.82
	-50.08
	-54.07

	1,3-dimethyl-4-piperidinone oxime
	-50.62
	-50.04
	-44.70

	1-cycloheptyl-4-piperidinecarboxamide
	-50.38
	-55.94
	-67.11

	1-[(3-methylphenoxy)acetyl]-4-piperidinecarboxamide
	-50.32
	-71.63
	-60.11

	1,5,6,7-tetrahydro-4H-indol-4-one
	-50.08
	-48.70
	-41.49

	2-(3,3-dimethyl-3,4-dihydro-1-isoquinolinyl)hexanamide
	-49.80
	-65.17
	36.21

	1-isopropyl-4-piperidinone oxime
	-49.45
	-49.12
	-50.37

	1-allyl-1H-1,2,3-benzotriazole
	-49.00
	-48.73
	-58.67

	2-(2-methylpropylidene)cyclohexyl acetate
	-48.69
	-49.89
	-51.35

	2-(6-methylpyridin-2-yl)ethanamine
	-48.19
	-45.36
	-53.48

	1-methylpiperidin-3-amine
	-48.06
	-44.25
	-45.33

	1-methyl-1H-benzimidazol-2-amine
	-48.03
	-51.26
	-35.53

	2-(ethylthio)aniline
	-47.86
	-38.35
	-60.27

	1-[(4-nitrophenyl)sulfonyl]-4-piperidinecarboxamide
	-47.67
	-49.95
	-19.64

	2-(4-isobutylphenyl)propanamide
	-47.58
	-51.91
	-66.90

	1-{3-[(4-methylphenyl)amino]-3-oxopropyl}-4-piperidinecarboxamide
	-47.09
	-71.15
	-34.24

	1',3'-dihydrospiro[cyclohexane-1,2'-imidazo[4,5-b]pyridine]
	-46.88
	-51.90
	-39.14

	1,4-diazabicyclo[3.2.2]nonan-3-one
	-46.67
	-45.96
	-47.84

	1-methylpiperidin-4-amine
	-46.56
	-42.12
	-39.62

	1-[(4-chlorophenyl)sulfonyl]-4-piperidinecarboxamide
	-46.31
	-60.23
	-27.60

	1,2-cyclopentanedicarboxamide
	-46.12
	-48.49
	-58.14

	1-hydrazinoisoquinoline
	-45.71
	-56.03
	-49.44

	1-cyclohexyl-3-methylimidazolidine-2,4-dione
	-45.46
	-48.20
	-61.18

	1-{3-[(3-chlorophenyl)amino]-3-oxopropyl}-4-piperidinecarboxamide
	-45.17
	-75.26
	-42.45

	1-acetyldecahydroquinolin-4-ol
	-45.02
	-55.63
	-58.82

	1-cyclohexyl-1H-pyrazol-5-amine
	-44.78
	-45.65
	-50.95

	1-cyclohexyl-1H-pyrrole-2-carbaldehyde oxime
	-44.50
	-43.38
	-48.63

	1,3,3-trimethyl-2-oxabicyclo[2.2.2]octane-6,7-diol
	-44.40
	-40.24
	-34.05

	1,4-diazaspiro[5.5]undecan-5-one
	-44.40
	-43.30
	-57.52

	1-benzoyl-4-piperidinecarboxamide
	-44.33
	-48.78
	-55.72

	1,3-benzothiazol-2-amine
	-44.01
	-42.00
	-49.12

	2-(ethylamino)-4-methylphenol
	-43.99
	-41.26
	-54.43

	1,2,6-trimethylpyridin-4(1H)-one
	-43.93
	-39.97
	-45.25

	1-hydroxy-3-methyl-4a,5,6,7,8,8a-hexahydro-2(1H)-quinoxalinone 4-oxide
	-43.71
	-53.23
	-55.10

	1-methyl-4-(3-methylcyclohexyl)piperazine
	-43.55
	-53.72
	-73.54

	1-[(4-methoxyphenyl)sulfonyl]-4-piperidinecarboxamide
	-43.44
	-44.10
	-25.88

	1-[3-(4-methoxyphenyl)-1-methylpropyl]-4-piperidinecarboxamide
	-43.37
	-78.42
	-48.70

	2-(3-aminophenoxy)ethanol
	-43.20
	-45.53
	-49.08

	1-allyl-5-oxo-3-pyrrolidinecarboxamide
	-43.17
	-51.84
	-55.08

	1-[2-nitro-4-(trifluoromethyl)phenyl]-4-piperidinecarboxamide
	-42.42
	-55.34
	-54.91

	2-(ethylthio)-4-pyrimidinamine
	-42.11
	-46.19
	-55.98

	1-[(2,5-dimethylphenoxy)acetyl]-4-piperidinecarboxamide
	-42.02
	-60.77
	-54.33

	1-[(3,5-dimethylphenoxy)acetyl]-4-piperidinecarboxamide
	-42.01
	-70.55
	-10.87

	1-[(6-nitro-1,3-benzodioxol-5-yl)methyl]-3-piperidinecarboxamide
	-41.84
	-68.56
	-46.77

	1,3-dihydro-2-benzofuran-5-amine
	-41.36
	-39.85
	-44.65

	1'-methyl-1,4'-bipiperidine-3-carboxamide
	-41.31
	-58.04
	-66.29

	1-methyl-1,3-dihydro-2H-indol-2-one
	-41.14
	-39.90
	-41.02

	2-(3-aminophenyl)acetamide
	-40.76
	-39.44
	-51.02

	1-adamantyl(methyl)formamide
	-40.46
	-22.90
	-46.33

	1H-indole-3-carbaldehyde
	-40.44
	-39.37
	-42.45

	1,2-dimethyl-1H-indole
	-40.30
	-39.08
	-48.28

	1-[(allylamino)carbonothioyl]-4-piperidinecarboxamide
	-40.13
	-44.76
	-44.21

	1-[2-(trifluoromethyl)benzyl]-3-piperidinecarboxamide
	-40.05
	-55.60
	-54.49

	1,4-dimethoxybenzene
	-39.77
	-35.51
	-42.82

	1H-1,2,3-benzotriazol-5-ol
	-39.65
	-39.23
	-38.72

	2-(1H-pyrrol-1-yl)phenol
	-39.62
	-40.35
	-50.10

	1'-propyl-1,4'-bipiperidine-3-carboxamide
	-39.45
	-60.81
	-35.93

	1-methyl-1H-indole-6-carbonitrile
	-38.83
	-37.73
	-44.03

	1-{[(2-thienylcarbonyl)amino]carbonothioyl}-4-piperidinecarboxamide
	-38.44
	-62.85
	-21.21

	1,1-cyclopropanedicarboxamide
	-38.40
	-35.96
	-38.32

	2-(3-hydroxy-1-propyn-1-yl)benzonitrile
	-38.39
	-49.89
	-51.53

	1-adamantylmethanol
	-38.28
	-18.15
	-49.37

	1-{[(2,4-dimethylphenyl)amino]carbonothioyl}-4-piperidinecarboxamide
	-38.12
	-49.83
	-

	1H-indole-2,3-dione
	-37.87
	-36.48
	-33.80

	1-methyl-1,3-diazaspiro[4.5]decane-2,4-dione
	-37.77
	-42.49
	-42.51

	1-phenylprop-2-yn-1-one
	-37.68
	-34.18
	-45.29

	1-methylquinolin-2(1H)-one
	-37.66
	-39.00
	-46.01

	1-methyl-1H-indole-5-carbonitrile
	-37.13
	-36.95
	-43.48

	1-{3-[(2,5-dimethylphenyl)amino]-3-oxopropyl}-4-piperidinecarboxamide
	-37.09
	-79.00
	-36.50

	1-benzylcyclohexanol
	-36.93
	-34.70
	-62.97

	2-(5-acetyl-2-ethoxybenzyl)malonamide
	-36.77
	-60.72
	-48.36

	1H-1,2,3-benzotriazol-1-ylacetonitrile
	-36.66
	-36.39
	-45.50

	1-methyl-1H-1,2,3-benzotriazole-5-carbonitrile
	-36.51
	-39.77
	-44.84

	1-benzyl-1H-pyrazole
	-36.36
	-35.82
	-51.88

	1-{[(2-phenylethyl)amino]carbonothioyl}-4-piperidinecarboxamide
	-36.32
	-48.12
	-34.96

	1,3-benzodioxol-5-ylmethanol
	-36.08
	-43.57
	-44.95

	1-benzofuran-3-carbonitrile
	-35.87
	-36.72
	-40.94

	2-(1H-1,2,4-triazol-3-yl)pyridine
	-35.64
	-37.64
	-40.74

	1,3-benzoxazole-2-thiol
	-35.33
	-35.64
	-41.64

	1-[4-(2,4-dichlorophenoxy)butanoyl]-4-piperidinecarboxamide
	-35.10
	-88.47
	-51.95

	1-{[(4-fluorobenzoyl)amino]carbonothioyl}-4-piperidinecarboxamide
	-34.98
	-49.75
	-

	1-[(ethylamino)carbonothioyl]-4-piperidinecarboxamide
	-34.86
	-40.57
	-48.60

	1,3,4,5-tetrahydroxycyclohexanecarboxylic acid
	-34.48
	-36.03
	-42.88

	2-(dimethylamino)hexahydro-1H-isoindole-1,3(2H)-dione
	-34.22
	-48.46
	-52.44

	1-{3-[(2-methoxy-5-methylphenyl)amino]-3-oxopropyl}-4-piperidinecarboxamide
	-34.10
	-72.00
	-12.07

	1-[(2-chlorophenoxy)acetyl]-4-piperidinecarboxamide
	-33.59
	-72.45
	-69.60

	2-(dimethylamino)nicotinonitrile
	-33.32
	-40.28
	-46.76

	2-(3,3-dimethyl-3,4-dihydro-1-isoquinolinyl)octanamide hydrochloride
	-33.13
	-66.38
	-

	1-[(2,4-dichlorophenoxy)acetyl]-4-piperidinecarboxamide
	-32.80
	-72.55
	-54.36

	1H-indole-3-carbonitrile
	-32.59
	-30.96
	-35.61

	1-phenyl-1H-pyrazol-5-amine
	-32.18
	-35.13
	-50.49

	1-[(4-hydroxy-2-quinazolinyl)methyl]-4-piperidinecarboxamide
	-31.36
	-69.86
	-61.88

	2-(methylthio)isonicotinonitrile
	-31.32
	-43.06
	-44.73

	1-[(2-hydroxy-1-naphthyl)methyl]-4-piperidinecarboxamide
	-31.01
	-56.19
	-49.71

	1-[3-(2-nitrophenyl)-2-propen-1-yl]-4-piperidinecarboxamide
	-30.78
	-77.95
	-54.46

	1-benzyl-1H-pyrrole-2,5-dione
	-30.66
	-40.90
	-55.40

	1H-pyrazolo[3,4-b]pyridin-3-amine
	-30.64
	-31.57
	-34.47

	1-methyl-1H-indazole-3-carbonitrile
	-30.58
	-39.04
	-39.58

	1-methyl-3-phenyl-1H-pyrazole
	-30.29
	-33.89
	-55.47

	1-[2-(trifluoromethyl)benzyl]-4-piperidinecarboxamide
	-30.19
	-55.20
	-40.79

	2-(methylamino)nicotinic acid
	-29.87
	-30.87
	-19.80

	2-(1H-pyrazol-1-yl)aniline
	-29.72
	-32.98
	-56.99

	2-(2-hydroxyethoxy)phenol
	-29.71
	-43.89
	-56.31

	1-[(4-bromo-2-chlorophenoxy)acetyl]-4-piperidinecarboxamide
	-29.64
	-72.19
	-39.33

	1,5,6,7-tetrahydro-4H-indol-4-one oxime
	-29.51
	-42.91
	-44.90

	1-methyl-4-pyridiniumcarboxylate
	-29.29
	-27.36
	-40.52

	1-methyl-1H-benzimidazol-5-ol
	-28.97
	-43.53
	-35.32

	1-methyl-1H-indole-3-carbonitrile
	-28.88
	-36.22
	-31.43

	1-methyl-1H-indole-4-carbonitrile
	-28.45
	-35.61
	-45.90

	1-methyl-1H-benzimidazole-5-carbonitrile
	-27.65
	-38.19
	-42.91

	1,6-dimethyl-2,3,4,9-tetrahydro-1H-carbazole-1-carboxamide
	-27.62
	-41.57
	-81.11

	2-(4-ethoxybenzyl)malonamide
	-27.28
	-51.86
	-70.81

	2-(4H-1,2,4-triazol-4-yl)pyridine
	-26.20
	-33.89
	-32.68

	1-[(6-nitro-1,3-benzodioxol-5-yl)methyl]-4-piperidinecarboxamide
	-26.16
	-61.03
	-40.73

	1-methyl-4-(4-methylcyclohexyl)piperazine
	-25.17
	-43.10
	-65.61

	1-[(4-methylphenoxy)acetyl]-4-piperidinecarboxamide
	-24.97
	-64.54
	-41.99

	1,4,7-trimethyl-1H-indole
	-24.75
	-36.29
	-50.66

	1-[(4-methylphenyl)sulfonyl]-4-piperidinecarboxamide
	-22.80
	-51.77
	-37.27

	2-(5-acetyl-2-propoxybenzyl)malonamide
	-21.08
	-70.58
	-33.04

	1-[[(4,6-dimethyl-2-pyrimidinyl)amino](imino)methyl]-4-piperidinecarboxamide
	-21.04
	-34.26
	-44.12

	1,7,7-trimethyl-3-[(methylimino)methyl]bicyclo[2.2.1]heptan-2-ol
	-20.22
	-26.90
	-51.15

	1-cyclooctyl-4-piperidinecarboxamide
	-20.18
	-51.93
	-52.70

	1-cyclohexanone thiosemicarbazone
	-19.91
	-40.88
	-43.42

	1,3-adamantanedicarboxamide
	-19.84
	-17.82
	-26.65

	1-[(2-methylphenoxy)acetyl]-4-piperidinecarboxamide
	-17.04
	-68.05
	-51.38

	1-{3-[(2-methoxyphenyl)amino]-3-oxopropyl}-4-piperidinecarboxamide
	-16.29
	-75.43
	-15.83

	1'-propyl-1,4'-bipiperidine-4-carboxamide
	-14.16
	-69.99
	-45.77

	2-(2H-tetrazol-5-yl)pyridine
	-12.81
	-28.55
	-28.70

	2-(methylamino)benzoic acid
	-12.66
	-28.34
	-25.26

	1-[2-(2,6,6-trimethyl-1-cyclohexen-1-yl)ethyl]-4-piperidinecarboxamide
	-11.95
	-55.94
	-12.86

	2-(3,3-dimethyl-3,4-dihydro-1-isoquinolinyl)-5-methylhexanamide hydrochloride
	-10.42
	-46.25
	-

	1,3-bis(hydroxyamino)adamantane
	-9.36
	-7.94
	-33.90

	1-[(7-methoxy-1,3-benzodioxol-5-yl)methyl]-3-piperidinecarboxamide
	-8.85
	-67.23
	-37.04

	1-{2-[(2-cyanophenyl)amino]-2-oxoethyl}-4-piperidinecarboxamide
	-7.70
	-67.22
	-53.38

	2-(1-adamantylamino)ethanol
	-5.80
	-21.03
	-

	2-(5-acetyl-2-isopropoxybenzyl)malonamide
	-1.55
	-38.87
	-26.92

	1-[2-(2,6,6-trimethyl-1-cyclohexen-1-yl)ethyl]-3-piperidinecarboxamide
	-0.69
	-68.48
	-25.39

	1-[(4-methoxyphenyl)acetyl]-4-piperidinecarboxamide
	-0.39
	-66.78
	-37.15

	1H-pyrazolo[3,4-d]pyrimidine-4-thiol
	0.55
	-20.38
	-14.66

	1,3-dihydro-2H-imidazo[4,5-b]pyridine-2-thione
	2.96
	-15.32
	-20.64

	2-(5-acetyl-2-isobutoxybenzyl)malonamide
	5.29
	-58.54
	-

	1-cyclohexyl-1H-1,2,3-triazole-4-carboxylic acid
	5.73
	-40.05
	-38.73

	1-[(2-methoxyphenoxy)acetyl]-4-piperidinecarboxamide
	6.59
	-66.23
	-54.96

	1-{3-[(2-methoxy-5-nitrophenyl)amino]-3-oxopropyl}-4-piperidinecarboxamide
	34.20
	-76.88
	-19.21

	1,4-cubanedicarboxylic acid
	-
	-16.17
	0.29

	1-[(1,3-dioxo-1,3-dihydro-2H-isoindol-2-yl)acetyl]-4-piperidinecarboxamide
	-
	-61.87
	-

	1-[(1,5-dimethyl-3-oxo-2-phenyl-2,3-dihydro-1H-pyrazol-4-yl)methyl]-4-piperidinecarboxamide
	-
	-62.77
	-

	1-[(1-naphthyloxy)acetyl]-4-piperidinecarboxamide
	-
	-67.17
	-47.65

	1-[(2-bromo-4-methylphenoxy)acetyl]-4-piperidinecarboxamide
	-
	-66.87
	-61.40

	1-[(2-methoxy-1-naphthyl)methyl]-3-piperidinecarboxamide
	-
	-60.15
	-28.48

	1-[(2-methoxy-1-naphthyl)methyl]-4-piperidinecarboxamide
	-
	-60.30
	-6.81

	1-[(2-nitrophenyl)sulfonyl]-4-piperidinecarboxamide
	-
	-56.16
	-12.60

	1-[(3-methyl-2-thioxo-2,3-dihydro-1H-benzimidazol-1-yl)methyl]-4-piperidinecarboxamide
	-
	-46.37
	-

	1-[(3-nitrophenyl)sulfonyl]-4-piperidinecarboxamide
	-
	-55.57
	-41.77

	1-[(4-chloro-2-methylphenoxy)acetyl]-4-piperidinecarboxamide
	-
	-71.46
	-37.67

	1-[(4-chloro-3,5-dimethylphenoxy)acetyl]-4-piperidinecarboxamide
	-
	-71.63
	-48.43

	1-[(4-ethylphenoxy)acetyl]-4-piperidinecarboxamide
	-
	-71.95
	-30.73

	1-[(4-isopropylphenoxy)acetyl]-4-piperidinecarboxamide
	-
	-64.11
	-8.65

	1-[(4-methoxy-1-naphthyl)methyl]-3-piperidinecarboxamide
	-
	-68.81
	-

	1-[(4-methoxy-1-naphthyl)methyl]-4-piperidinecarboxamide
	-
	-63.65
	13.64

	1-[(4-methoxyphenoxy)acetyl]-4-piperidinecarboxamide
	-
	-69.08
	-37.10

	1-[(4-methyl-3-nitrophenyl)sulfonyl]-4-piperidinecarboxamide
	-
	-40.63
	-38.61

	1-[(4-nitrophenyl)acetyl]-4-piperidinecarboxamide
	-
	-52.32
	-28.78

	1-[(4-tert-butylphenoxy)acetyl]-4-piperidinecarboxamide
	-
	-63.26
	-

	1-[(4-tert-butylphenyl)sulfonyl]-4-piperidinecarboxamide
	-
	-53.98
	-

	1-[(5-amino-4-cyano-3-methyl-2-thienyl)carbonyl]-4-piperidinecarboxamide
	-
	-58.77
	-45.61

	1-[(5-methoxy-2-methyl-3-phenyl-1-benzofuran-6-yl)methyl]-4-piperidinecarboxamide
	-
	-65.01
	-

	1-[(6,7-dimethoxy-4-oxo-3,4-dihydro-2-quinazolinyl)methyl]-4-piperidinecarboxamide
	-
	-87.81
	-47.66

	1-[(6,8-dichloro-4-oxo-4H-chromen-3-yl)methyl]-3-piperidinecarboxamide
	-
	-82.66
	-

	1-[(7-methoxy-1,3-benzodioxol-5-yl)methyl]-4-piperidinecarboxamide
	-
	-54.78
	-40.36

	1-[(9-ethyl-9H-carbazol-3-yl)methyl]-4-piperidinecarboxamide
	-
	-72.93
	-

	1-[(cyclohexylamino)carbonothioyl]-4-piperidinecarboxamide
	-
	-53.12
	-46.15

	1-[1-(1,3-dioxo-1,3-dihydro-2H-inden-2-ylidene)ethyl]-4-piperidinecarboxamide
	-
	-33.01
	-

	1-[1-(1-naphthyl)-2,5-dioxo-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-48.29
	-

	1-[1-(2-bromo-4-methylphenyl)-2,5-dioxo-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-74.51
	-

	1-[1-(2-fluorophenyl)-2,5-dioxo-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-70.60
	-

	1-[1-(2-methoxyphenyl)-2,5-dioxo-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-66.17
	-

	1-[1-(3,4-dichlorophenyl)-2,5-dioxo-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-88.74
	-

	1-[1-(3,5-dichlorophenyl)-2,5-dioxo-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-86.28
	-

	1-[1-(3-bromophenyl)-2,5-dioxo-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-81.37
	-

	1-[1-(3-chloro-4-methylphenyl)-2,5-dioxo-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-80.43
	-

	1-[1-(3-chlorophenyl)-2,5-dioxo-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-84.04
	-

	1'-[1-(3-ethoxyphenyl)-2,5-dioxo-3-pyrrolidinyl]-1,4'-bipiperidine-4'-carboxamide
	-
	-70.57
	-

	1-[1-(3-ethoxyphenyl)-2,5-dioxo-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-84.71
	-

	1-[1-(3-methoxyphenyl)-2,5-dioxo-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-78.60
	-

	1-[1-(3-methylphenyl)-2,5-dioxo-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-78.84
	-

	1-[1-(4-bromophenyl)-2,5-dioxo-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-80.76
	-

	1-[1-(4-butoxyphenyl)-2,5-dioxo-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-100.29
	-

	1-[1-(4-chlorobenzyl)-2,5-dioxo-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-82.13
	-

	1-[1-(4-chlorophenyl)-2,5-dioxo-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-81.61
	-

	1'-[1-(4-ethoxyphenyl)-2,5-dioxo-3-pyrrolidinyl]-1,4'-bipiperidine-4'-carboxamide
	-
	-53.36
	-50.23

	1-[1-(4-ethoxyphenyl)-2,5-dioxo-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-87.16
	-

	1'-[1-(4-fluorophenyl)-2,5-dioxo-3-pyrrolidinyl]-1,4'-bipiperidine-4'-carboxamide
	-
	-46.47
	-

	1-[1-(4-fluorophenyl)-2,5-dioxo-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-73.02
	-

	1'-[1-(4-methoxyphenyl)-2,5-dioxo-3-pyrrolidinyl]-1,4'-bipiperidine-4'-carboxamide
	-
	-63.64
	-48.64

	1-[1-(4-methoxyphenyl)-2,5-dioxo-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-81.42
	-

	1-[2-(2,4-dichlorophenoxy)propanoyl]-4-piperidinecarboxamide
	-
	-63.20
	-43.88

	1-[2-(diphenylamino)-2-oxoethyl]-4-piperidinecarboxamide
	-
	-53.54
	-

	1'-[2,5-dioxo-1-(2-phenylethyl)-3-pyrrolidinyl]-1,4'-bipiperidine-4'-carboxamide
	-
	-71.18
	-

	1-[2,5-dioxo-1-(2-phenylethyl)-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-80.26
	-

	1'-[2,5-dioxo-1-(4-propoxyphenyl)-3-pyrrolidinyl]-1,4'-bipiperidine-4'-carboxamide
	-
	-73.58
	-62.01

	1-[2,5-dioxo-1-(4-propoxyphenyl)-3-pyrrolidinyl]-4-piperidinecarboxamide
	-
	-92.47
	-

	1-[3-(2-methoxyphenyl)-2-propen-1-yl]-3-piperidinecarboxamide
	-
	-82.06
	-70.20

	1-[3-(4-chlorophenoxy)benzyl]-3-piperidinecarboxamide
	-
	-79.18
	-

	1-[3-(4-chlorophenoxy)benzyl]-4-piperidinecarboxamide
	-
	-76.95
	-

	1-[3-(benzyloxy)benzyl]-4-piperidinecarboxamide
	-
	-75.56
	-

	1-[3-(phenylethynyl)benzoyl]-4-piperidinecarboxamide
	-
	-69.93
	-46.02

	1'-[4-(3-hydroxy-3-methyl-1-butyn-1-yl)benzoyl]-1,4'-bipiperidine-4'-carboxamide
	-
	-77.74
	-55.26

	1-[4-(3-hydroxy-3-methyl-1-butyn-1-yl)benzoyl]-4-piperidinecarboxamide
	-
	-71.26
	-

	1-[4-(benzyloxy)benzyl]-4-piperidinecarboxamide
	-
	-75.63
	-

	1-[4-(diethylamino)benzyl]-3-piperidinecarboxamide
	-
	-68.74
	-14.76

	1-[4-(diethylamino)benzyl]-4-piperidinecarboxamide
	-
	-73.82
	-13.54

	1-[4-(phenylethynyl)benzoyl]-4-piperidinecarboxamide
	-
	-71.70
	-

	1-{(benzoylimino)[(4,6-dimethyl-2-pyrimidinyl)amino]methyl}-4-piperidinecarboxamide
	-
	-58.86
	-

	1'-{[(2,4-dimethoxyphenyl)amino]carbonothioyl}-1,4'-bipiperidine-4'-carboxamide
	-
	-32.96
	-

	1'-{[(2,4-dimethylphenyl)amino]carbonothioyl}-1,4'-bipiperidine-4'-carboxamide
	-
	-18.45
	-

	1'-{[(2,5-dimethoxyphenyl)amino]carbonothioyl}-1,4'-bipiperidine-4'-carboxamide
	-
	12.71
	-

	1'-{[(3,5-dimethylphenyl)amino]carbonothioyl}-1,4'-bipiperidine-4'-carboxamide
	-
	-29.55
	-

	1-{[(4,6-dimethyl-2-pyrimidinyl)amino][(phenylacetyl)imino]methyl}-4-piperidinecarboxamide
	-
	-73.40
	-

	1'-{[(4-chloro-2-methylphenyl)amino]carbonothioyl}-1,4'-bipiperidine-4'-carboxamide
	-
	-57.15
	-

	1-{[(4-chloro-2-methylphenyl)amino]carbonothioyl}-4-piperidinecarboxamide
	-
	-46.96
	-

	1-{[(4-chlorobenzoyl)amino]carbonothioyl}-4-piperidinecarboxamide
	-
	-62.69
	-

	1'-{[(4-chlorophenyl)amino]carbonothioyl}-1,4'-bipiperidine-4'-carboxamide
	-
	-35.66
	-

	1-{[(4-ethoxyphenyl)amino]carbonothioyl}-4-piperidinecarboxamide
	-
	-59.46
	-

	1'-{[(4-fluorophenyl)amino]carbonothioyl}-1,4'-bipiperidine-4'-carboxamide
	-
	-28.34
	-

	1'-{[(4-methoxyphenyl)amino]carbonothioyl}-1,4'-bipiperidine-4'-carboxamide
	-
	-40.25
	-

	1-{[2-(3-pyridinyl)-4-quinolinyl]carbonyl}-4-piperidinecarboxamide
	-
	-54.52
	-

	1-{[3-(2-chlorophenyl)-4-phenyl-5-thioxo-4,5-dihydro-1H-1,2,4-triazol-1-yl]methyl}-4-piperidinecarboxamide
	-
	-53.88
	-

	1-{[3-(2-chlorophenyl)-5-methyl-4-isoxazolyl]carbonyl}-4-piperidinecarboxamide
	-
	-62.04
	-

	1-{[3-(3-fluorophenyl)-4-phenyl-5-thioxo-4,5-dihydro-1H-1,2,4-triazol-1-yl]methyl}-4-piperidinecarboxamide
	-
	-47.01
	-

	1-{[4-(2-chlorophenyl)-5-methyl-3-isoxazolyl]carbonyl}-4-piperidinecarboxamide
	-
	-56.56
	-

	1-{[4-(acetylamino)phenyl]sulfonyl}-4-piperidinecarboxamide
	-
	-50.91
	4.98

	1-{[5-(2-furoylamino)-1-phenyl-1H-pyrazol-4-yl]carbonyl}-4-piperidinecarboxamide
	-
	-59.87
	-

	1-{1-[2-(3,4-dimethoxyphenyl)ethyl]-2,5-dioxo-3-pyrrolidinyl}-4-piperidinecarboxamide
	-
	-91.53
	-

	1-{1-[4-(hexyloxy)phenyl]-2,5-dioxo-3-pyrrolidinyl}-4-piperidinecarboxamide
	-
	-99.67
	-55.86

	1-{2-[(2-benzoyl-4-chlorophenyl)amino]-2-oxoethyl}-4-piperidinecarboxamide
	-
	-80.24
	-

	1-{2-[(2-bromobenzoyl)amino]benzoyl}-4-piperidinecarboxamide
	-
	-62.91
	-

	1-{2-oxo-2-[(4-phenyl-1,3-thiazol-2-yl)amino]ethyl}-4-piperidinecarboxamide
	-
	-79.17
	-36.95

	1-{3-[(1-hydroxycyclohexyl)ethynyl]benzoyl}-4-piperidinecarboxamide
	-
	-85.62
	-

	1-{3-[(2,4-dimethoxyphenyl)amino]-3-oxopropyl}-4-piperidinecarboxamide
	-
	-76.28
	-37.60

	1-{3-[4-(dimethylamino)phenyl]-2-propen-1-yl}-4-piperidinecarboxamide
	-
	-78.04
	-40.62

	1'-{4-[(1-hydroxycyclohexyl)ethynyl]benzoyl}-1,4'-bipiperidine-4'-carboxamide
	-
	-86.36
	-56.60

	1-{4-[(1-hydroxycyclohexyl)ethynyl]benzoyl}-4-piperidinecarboxamide
	-
	-72.88
	-

	1'-benzyl-1,4'-bipiperidine-3-carboxamide
	-
	-67.19
	-

	1-benzyl-3-phenyl-4-piperidinecarboxamide
	-
	-63.37
	-

	1-cinnamoyl-4-piperidinecarboxamide
	-
	-69.42
	-56.34

	1'-ethyl-1,4'-bipiperidine-4-carboxamide
	-
	-63.53
	-60.00

	2-(3,3-dimethyl-3,4-dihydro-1-isoquinolinyl)-3-(4-fluorophenyl)propanamide
	-
	-65.74
	-

	2-(allylthio)-4-amino-5-cyano-3-azaspiro[5.5]undeca-2,4-diene-1-carboxamide
	-
	-24.41
	-



