Table S1. List of compounds included in the training set
	mol01
	2-chloro-4-fluorobenzaldehyde
	mol36
	acetone

	mol02
	4-chloro-2-fluorobenzaldehyde
	mol37
	benzaldehyde

	mol03
	cyclooctanecarbaldehyde
	mol38
	butyraldehyde

	mol04
	p-chlorobenzaldehyde
	mol39
	chloroacetaldehyde

	mol05
	m-chlorobenzaldehyde
	mol40
	chloroacetone

	mol06
	o-chlorobenzaldehyde
	mol41
	cyclohexanecarbaldehyde

	mol07
	2-chloro-3-pyridinecarboxaldehyde
	mol42
	3-chloro-4-fluorobenzaldehyde

	mol08
	1-3-p-methadien-7-al
	mol43
	2,4,6-trifluorobenzaldehyde

	mol09
	1-piperazinecarbaldehyde
	mol44
	E-2-methyl-2-butenal

	mol10
	2,4-dimethyl-3-cyclohexenylcarbaldehyde
	mol45
	fluoroacetone

	mol11
	2,4-dimethylbenzaldehyde
	mol46
	trans-4-methoxycinnamaldehyde

	mol12
	2,5-dimethylbenzaldehyde
	mol47
	heptanal

	mol13
	2,6-dimethylbenzaldehyde
	mol48
	hexanal

	mol14
	2-naphthaldehyde
	mol49
	hydroxyacetone

	mol15
	1-naphthaldehyde
	mol50
	4-pyridinecarboxaldehyde

	mol16
	2-ethylbutyraldehyde
	mol51
	3-methylbutanal

	mol17
	2-furaldehyde
	mol52
	3-fluorobenzaldehyde

	mol18
	2-methylbutanal
	mol53
	m-hydroxybenzaldehyde

	mol19
	2-pyridinecarbaldehyde
	mol54
	4-butylbenzaldehyde

	mol20
	2-methylpentanal
	mol55
	methacrylaldehyde

	mol21
	2-thiophenecarbaldehyde
	mol56
	methoxyacetone

	mol22
	3,3-dimethylbutan-2-one
	mol57
	p-isobutylbenzaldehyde

	mol23
	3,4-dihydro-2H-pyran-2-carbaldehyde
	mol58
	2-hydroxy-5-methylisophthalaldehyde

	mol24
	3,5-dimethylbenzaldehyde
	mol59
	3-ethoxy-4-hydroxybenzaldehyde

	mol25
	4-chloro-3-fluorobenzaldehyde
	mol60
	2,5-dimethoxybenzaldehyde

	mol26
	3-fluoro-4-methylbenzaldehyde
	mol61
	3,5-dimethoxybenzaldehyde

	mol27
	3-methyl-2-butenal
	mol62
	3,4-dimethoxybenzaldehyde

	mol28
	3-methylbenzaldehyde
	mol63
	o-fluorobenzaldehyde

	mol29
	3-thiophenecarbaldehyde
	mol64
	2-methylbenzaldehyde

	mol30
	4,4-dimethoxy-2-butanone
	mol65
	octanal

	mol31
	4-methoxy-3-methylbenzaldehyde
	mol66
	p-chloromethylbenzaldehyde

	mol32
	5-fluoro-2-methylbenzaldehyde
	mol67
	p-ethylbenzaldehyde

	mol33
	5-hydroxymethyl-2-furaldehyde
	mol68
	p-fluorobenzaldehyde

	mol34
	5-methyl-2-furaldehyde
	mol69
	p-hydroxybenzaldehyde

	mol35
	6-methyl-2-pyridinecarbaldehyde
	mol70
	p-methylbenzaldehyde


	mol71
	p-methylthiobenzaldehyde
	mol106
	2-hydroxy-5-methoxybenzaldehyde

	mol72
	pentanal
	mol107
	3-methoxysalicylaldehyde

	mol73
	phenylpropiolaldehyde
	mol108
	vanillaldehyde

	mol74
	2,2-dimethylpropanal
	mol109
	p-dimethylaminobenzaldehyde

	mol75
	propionaldehyde
	mol110
	2,4,5-trimethylbenzaldehyde

	mol76
	salicylaldehyde
	mol111
	2,4,6-trimethylbenzaldehyde

	mol77
	trans-2-hexenal
	mol112
	p-isopropylbenzaldehyde

	mol78
	4-fluoro-3-methoxybenzaldehyde
	mol113
	3-buten-2-one

	mol79
	3-quinolinecarbaldehyde
	mol114
	cyclopentanone

	mol80
	7-quinolinecarbaldehyde
	mol115
	1-penten-3-one

	mol81
	cinchoninaldehyde
	mol116
	4-hydroxy-4-methyl-2-pentanone

	mol82
	cyclohexanone
	mol117
	2-furyl-2-propanone

	mol83
	4-ethoxybenzaldehyde
	mol118
	6-methyl-5-hepten-2-one

	mol84
	o-ethoxybenzaldehyde
	mol119
	5-hydroxy-2-pentanone

	mol85
	acetaldehyde
	mol120
	1,3-dichloro-2-propanone

	mol86
	3-chloro-4-hydroxybenzaldehyde
	mol121
	1,1-dichloroacetone

	mol87
	5-chlorosalicylaldehyde
	mol122
	bromoacetone

	mol88
	2,4-dimethoxybenzaldehyde
	mol123
	alpha-methylcinnamaldehyde

	mol89
	decanal
	mol124
	2,3-dimethoxybenzaldehyde

	mol90
	isobutyraldehyde
	mol125
	3,4-difluorobenzaldehyde

	mol91
	2,2,3-trimethylsuccinimide
	mol126
	2,3-difluorobenzaldehyde

	mol92
	maleimide
	mol127
	3,5-difluorobenzaldehyde

	mol93
	4-methyl-2-pentanone
	mol128
	2,5-difluorobenzaldehyde

	mol94
	2,4-dimethyl-3-pentanone
	mol129
	5-fluorosalicylaldehyde

	mol95
	n-chlorosuccinimide
	mol130
	3-fluorosalicyclaldehyde

	mol96
	n-ethylmaleimide
	mol131
	3,4-dihydroxybenzaldehyde

	mol97
	n-methylmaleimide
	mol132
	2,3-dihydroxybenzaldehyde

	mol98
	2-butanone
	mol133
	3-methoxybenzaldehyde

	mol99
	3-methyl-2-butanone
	mol134
	o-methoxybenzaldehyde

	mol100
	3-pentanone
	mol135
	5-hexen-2-one

	mol101
	succinimide
	mol136
	4-methyl-3-penten-2-one

	mol102
	2-fluoro-p-anisaldehyde
	mol137
	4-hexen-3-one

	mol103
	3-fluoro-4-methoxybenzaldehyde
	mol138
	2-hexanone

	mol104
	2,3,4-trihydroxybenzaldehyde
	mol139
	3-methyl-2-pentanone

	mol105
	2,4,6-trihydroxybenzaldehyde
	mol140
	3-hexanone


	mol141
	2-methyl-3-pentanone
	mol176
	2,5-hexanedione

	mol142
	4-methoxy-2-butanone
	mol177
	4-heptanone

	mol143
	3-hydroxy-3-methyl-2-butanone
	mol178
	3-heptanone

	mol144
	4-phenyl-2-butanone
	mol179
	2-heptanone

	mol145
	4-hydroxyphenylacetone
	mol180
	5-methyl-2-hexanone

	mol145
	4-hydroxyphenylacetone
	mol181
	2,4-dimethyl-3-pentanone

	mol146
	p-fluorophenylacetone
	mol182
	5-methyl-3-hexanone

	mol148
	2-bromo-5-chlorobenzaldehyde
	mol183
	2-methyl-3-hexanone

	mol149
	5-bromo-o-anisaldehyde
	mol184
	3-methyl-2-hexanone

	mol150
	p-bromobenzaldehyde
	mol185
	4,4-dimethyl-2-pentanone

	mol151
	2-cyclopenten-1-one
	mol186
	2,5-dimethyl-3-hexanone

	mol152
	3-methyl-2-(trans-2-pentenyl)-2-cyclopentenone
	mol187
	4-ethoxy-2-butanone

	mol153
	2-pentanone
	mol188
	1-hydroxy-4-methyl-2-pentanone

	mol154
	4-hydroxy-2-butanone
	mol189
	3-methylthio-2-butanone

	mol155
	1,3-cyclopentanedione
	mol190
	acetophenone

	mol156
	4-methoxy-3-buten-2-one
	mol191
	5-chloro-2-pentanone

	mol157
	2-methyl-4,5-dihydro-3(2H)-furanone
	mol192
	methyl-p-benzoquinone

	mol158
	4-hydroxy-3-methyl-2-butanone
	mol193
	2-hydroxy-1-cyclopentenyl methyl ketone

	mol159
	tetrahydrothiophen-3-one
	mol194
	2-methyl-1,3-cyclohexanedione

	mol160
	3-chloro-2-butanone
	mol195
	3,5-dimethyl-1,2-cyclopentanedione

	mol161
	3,5-heptadien-2-one
	mol196
	4,4-dimethyl-2-cyclohexen-1-one

	mol162
	dicyclopropyl ketone
	mol197
	3,5-diemthylcyclohexanone

	mol163
	3-methyl-2-cyclohexen-1-one
	mol198
	2,2,4-trimethylcyclopentanone

	mol164
	cyclohexyl methyl ketone
	mol199
	2,4,4-trimethylcyclopentanone

	mol165
	1,2-cyclohexanedione
	mol200
	4-ethylcyclohexanone

	mol166
	1,3-cyclohexanedione
	mol201
	formamide

	mol167
	2-hydroxy-3-methyl-2-cyclopenten-1-one
	mol202
	N-methylformamide

	mol168
	1,4-cyclohexanedione
	mol203
	acetamide

	mol169
	3-octen-2-one
	mol204
	urea

	mol170
	2,5-dimethyl-3(2H)-furanone
	mol205
	acrylamide

	mol171
	2-methyl-1-cyclohexanone
	mol206
	N, N-dimethylformamide

	mol172
	3-methylcyclohexanone
	mol207
	propionamide

	mol173
	cycloheptanone
	mol208
	N-methylacetamide

	mol174
	4-methylcyclohexanone
	mol209
	N-ethylformamide

	mol175
	trans-3-hepten-2-one
	mol210
	methacrylamide


	mol211
	crotonamide

	mol212
	N, N-dimethylacetamide

	mol213
	n-propylformamide

	mol214
	n-isopropylformamide

	mol215
	butyramide

	mol216
	isobutyramide

	mol217
	N-ethylacetamide

	mol218
	N-methylpropionamide

	mol219
	oxamide

	mol220
	N, N-dimethylacrylamide

	mol221
	N-methyl-N-vinylacetamide

	mol222
	N-(hydroxymethyl)acrylamide

	mol223
	diacetamide

	mol224
	N-tert-butylformamide

	mol225
	N, N-diethylformamide


Table S2. Predicting spectroscopic properties using default parameters 
	NMR
	IR

	BCP
	LCP
	Combined
	BCP
	LCP
	Combined

	
	Exp.
	Pred.
	Error
	Pred.
	Error
	Pred.
	Error
	Exp.
	Pred.
	Error
	Pred.
	Error
	Pred.
	Error

	mol01
	188.1
	190.8
	2.6
	180.7
	-7.4
	188.9
	0.8
	1696
	1693.95
	-2.05
	1687.93
	-8.07
	1694.46
	-1.54

	mol02
	186.0
	189.0
	3.1
	185.1
	-0.8
	186.3
	0.3
	1690
	1676.93
	-13.07
	1662.25
	-27.75
	1670.54
	-19.47

	mol03
	204.6
	208.9
	4.3
	204.4
	-0.2
	209.4
	4.8
	1725
	1725.89
	0.89
	1721.20
	-3.80
	1720.03
	-4.97

	mol04
	190.8
	191.4
	0.6
	189.4
	-1.3
	188.0
	-2.8
	1693
	1692.94
	-0.06
	1686.39
	-6.61
	1706.67
	13.67

	mol05
	190.8
	191.9
	1.1
	190.3
	-0.5
	193.1
	2.3
	1695
	1696.90
	1.90
	1691.18
	-3.82
	1698.90
	3.90

	mol06
	189.5
	193.5
	4.0
	186.8
	-2.7
	190.8
	1.3
	1703
	1684.98
	-18.03
	1697.72
	-5.28
	1675.62
	-27.38

	mol07
	189.2
	192.5
	3.4
	190.1
	0.9
	191.8
	2.6
	1696
	1684.44
	-11.56
	1688.80
	-7.20
	1715.38
	19.38

	mol08
	192.4
	191.1
	-1.3
	190.8
	-1.6
	189.7
	-2.7
	1672
	1680.01
	8.01
	1672.96
	0.96
	1668.54
	-3.46

	mol09
	160.8
	166.0
	5.2
	177.2
	16.4
	176.7
	15.9
	1663
	1664.13
	1.13
	1642.66
	-20.34
	1603.51
	-59.49

	mol10
	205.9
	192.2
	-13.7
	185.5
	-20.4
	191.6
	-14.3
	1725
	1667.41
	-57.60
	1659.69
	-65.31
	1677.66
	-47.34

	mol11
	192.2
	195.2
	2.9
	191.4
	-0.8
	199.7
	7.4
	1696
	1686.72
	-9.28
	1685.15
	-10.85
	1690.07
	-5.94

	mol12
	192.8
	195.9
	3.1
	191.7
	-1.0
	193.7
	0.9
	1691
	1689.84
	-1.16
	1682.84
	-8.16
	1690.83
	-0.17

	mol13
	193.6
	195.2
	1.7
	190.3
	-3.3
	200.3
	6.7
	1691
	1685.95
	-5.06
	1666.18
	-24.82
	1700.06
	9.06

	mol14
	192.0
	192.0
	0.0
	190.8
	-1.3
	191.9
	-0.1
	1695
	1694.52
	-0.48
	1694.97
	-0.03
	1691.64
	-3.36

	mol15
	193.3
	195.4
	2.1
	190.5
	-2.8
	194.5
	1.3
	1688
	1684.40
	-3.60
	1683.28
	-4.72
	1693.74
	5.74

	mol16
	205.6
	204.4
	-1.2
	198.3
	-7.4
	204.2
	-1.5
	1708
	1727.71
	19.71
	1730.28
	22.28
	1732.71
	24.71

	mol17
	177.9
	184.6
	6.6
	186.4
	8.5
	185.0
	7.0
	1674
	1675.80
	1.80
	1690.00
	16.00
	1693.14
	19.14

	mol18
	205.2
	204.2
	-1.0
	203.6
	-1.6
	206.1
	0.9
	1728
	1724.44
	-3.56
	1721.74
	-6.26
	1718.33
	-9.67

	mol19
	193.3
	194.2
	0.9
	193.2
	-0.2
	199.2
	5.9
	1713
	1701.41
	-11.59
	1698.48
	-14.52
	1713.93
	0.93

	mol20
	205.2
	204.2
	-1.0
	203.6
	-1.5
	207.1
	1.9
	1727
	1724.47
	-2.54
	1732.24
	5.24
	1730.42
	3.42

	mol21
	183.0
	188.0
	5.1
	181.7
	-1.3
	183.6
	0.7
	1674
	1678.77
	4.77
	1669.74
	-4.26
	1670.68
	-3.32

	mol22
	213.8
	214.1
	0.2
	209.5
	-4.3
	210.0
	-3.8
	1710
	1721.22
	11.22
	1713.08
	3.08
	1722.95
	12.95

	mol23
	202.0
	198.5
	-3.5
	201.9
	-0.2
	199.6
	-2.5
	1737
	1728.81
	-8.19
	1740.62
	3.62
	1740.53
	3.53

	mol24
	192.8
	193.2
	0.4
	190.9
	-1.8
	192.3
	-0.4
	1699
	1691.98
	-7.02
	1698.51
	-0.49
	1698.19
	-0.81

	mol25
	189.8
	192.2
	2.4
	188.3
	-1.4
	188.1
	-1.6
	1704
	1694.85
	-9.15
	1711.21
	7.21
	1731.32
	27.32

	mol26
	190.8
	192.2
	1.4
	190.4
	-0.4
	191.3
	0.5
	1698
	1691.65
	-6.35
	1689.43
	-8.57
	1702.13
	4.13

	mol27
	191.0
	192.4
	1.3
	187.9
	-3.1
	192.9
	1.9
	1693
	1677.99
	-15.02
	1680.56
	-12.44
	1679.80
	-13.20

	mol28
	192.5
	194.7
	2.2
	191.5
	-1.0
	195.6
	3.2
	1704
	1694.76
	-9.24
	1697.66
	-6.34
	1712.11
	8.11

	mol29
	184.9
	191.5
	6.6
	189.0
	4.1
	193.4
	8.5
	1689
	1687.04
	-1.96
	1687.71
	-1.29
	1697.55
	8.55

	mol30
	205.1
	208.2
	3.1
	208.8
	3.7
	211.3
	6.2
	1723
	1712.68
	-10.32
	1714.89
	-8.11
	1720.05
	-2.95

	mol31
	191.0
	190.9
	0.0
	191.5
	0.5
	191.3
	0.3
	1686
	1683.95
	-2.05
	1683.48
	-2.52
	1682.27
	-3.73

	mol32
	191.2
	193.6
	2.5
	190.1
	-1.0
	195.7
	4.5
	1695
	1695.55
	0.55
	1692.20
	-2.80
	1713.37
	18.37

	mol33
	178.0
	181.0
	3.0
	176.4
	-1.6
	178.3
	0.3
	1673
	1677.88
	4.88
	1698.04
	25.04
	1691.45
	18.45

	mol34
	176.8
	181.7
	4.8
	183.3
	6.5
	180.7
	3.9
	1675
	1675.03
	0.03
	1676.60
	1.60
	1679.14
	4.14

	mol35
	193.6
	193.0
	-0.6
	192.5
	-1.0
	196.2
	2.6
	1712
	1704.18
	-7.82
	1702.32
	-9.68
	1708.98
	-3.02

	mol36
	206.6
	207.1
	0.5
	202.0
	-4.5
	204.8
	-1.7
	1715
	1719.55
	4.55
	1722.48
	7.48
	1727.25
	12.25

	mol37
	192.3
	161.2
	-31.1
	191.1
	-1.1
	196.4
	4.1
	1703
	1746.97
	43.97
	1697.30
	-5.70
	1674.01
	-28.99

	mol38
	202.8
	200.5
	-2.3
	199.7
	-3.1
	202.1
	-0.7
	1731
	1721.36
	-9.64
	1722.78
	-8.22
	1715.67
	-15.33

	mol39
	194.0
	197.0
	3.0
	198.0
	4.0
	197.3
	3.3
	1734
	1733.74
	-0.26
	1724.24
	-9.76
	1732.43
	-1.58

	mol40
	200.3
	202.1
	1.8
	201.4
	1.1
	207.7
	7.4
	1726
	1722.73
	-3.27
	1715.46
	-10.54
	1727.18
	1.18

	mol41
	204.7
	204.0
	-0.7
	202.6
	-2.1
	205.4
	0.7
	1727
	1722.63
	-4.37
	1725.06
	-1.94
	1718.14
	-8.86

	mol42
	189.4
	192.0
	2.7
	189.8
	0.5
	192.1
	2.8
	1709
	1697.56
	-11.44
	1706.59
	-2.42
	1711.13
	2.13

	mol43
	183.1
	188.9
	5.8
	173.5
	-9.7
	169.1
	-14.1
	1689
	1694.45
	5.45
	1680.33
	-8.67
	1688.00
	-1.00

	mol44
	195.1
	194.2
	-0.9
	195.3
	0.2
	197.6
	2.5
	1686
	1692.99
	6.99
	1730.37
	44.37
	1723.66
	37.66

	mol45
	204.8
	198.6
	-6.2
	190.3
	-14.5
	193.0
	-11.7
	1740
	1723.10
	-16.90
	1723.75
	-16.25
	1733.19
	-6.81

	mol46
	193.4
	188.3
	-5.1
	181.6
	-11.9
	184.8
	-8.6
	1666
	1671.82
	5.82
	1672.88
	6.88
	1660.70
	-5.30

	mol47
	202.8
	200.4
	-2.4
	198.9
	-3.9
	202.1
	-0.7
	1727
	1723.22
	-3.78
	1726.65
	-0.35
	1734.32
	7.32

	mol48
	202.9
	200.4
	-2.5
	200.3
	-2.6
	201.0
	-1.9
	1718
	1723.94
	5.94
	1724.21
	6.21
	1727.75
	9.75

	mol49
	208.2
	205.7
	-2.6
	210.0
	1.7
	211.5
	3.2
	1724
	1716.32
	-7.68
	1723.50
	-0.50
	1728.21
	4.21

	mol50
	191.7
	193.3
	1.7
	188.6
	-3.1
	189.9
	-1.8
	1714
	1708.75
	-5.26
	1704.30
	-9.70
	1708.36
	-5.64

	mol51
	202.7
	200.1
	-2.7
	198.9
	-3.8
	199.1
	-3.6
	1728
	1721.84
	-6.16
	1715.59
	-12.41
	1718.08
	-9.92

	mol52
	191.0
	193.0
	1.9
	188.7
	-2.3
	192.1
	1.0
	1714
	1702.65
	-11.36
	1694.85
	-19.15
	1693.28
	-20.72

	mol53
	192.8
	193.5
	0.7
	189.5
	-3.3
	192.9
	0.1
	1673
	1702.35
	29.35
	1699.50
	26.50
	1708.62
	35.62

	mol54
	191.9
	191.0
	-0.9
	190.7
	-1.1
	189.4
	-2.4
	1704
	1692.68
	-11.32
	1694.48
	-9.52
	1694.14
	-9.86

	mol55
	194.6
	194.4
	-0.2
	190.5
	-4.1
	193.8
	-0.8
	1702
	1699.07
	-2.93
	1690.29
	-11.71
	1686.91
	-15.09

	mol56
	206.5
	206.2
	-0.3
	208.0
	1.5
	209.8
	3.3
	1730
	1720.61
	-9.39
	1721.51
	-8.50
	1736.90
	6.90

	mol57
	192.1
	191.2
	-0.8
	189.8
	-2.2
	189.8
	-2.3
	1700
	1688.53
	-11.47
	1699.42
	-0.58
	1692.06
	-7.94

	mol58
	192.0
	191.0
	-1.0
	181.1
	-10.9
	182.5
	-9.5
	1682
	1694.07
	12.07
	1703.34
	21.34
	1668.03
	-13.97

	mol59
	191.2
	192.7
	1.5
	190.6
	-0.6
	193.1
	1.9
	1687
	1690.75
	3.75
	1692.82
	5.82
	1692.27
	5.27

	mol60
	189.4
	192.0
	2.6
	190.6
	1.3
	193.0
	3.6
	1677
	1679.87
	2.87
	1677.41
	0.41
	1677.18
	0.18

	mol61
	191.7
	191.8
	0.1
	189.8
	-1.9
	192.3
	0.6
	1706
	1696.76
	-9.24
	1690.68
	-15.32
	1692.17
	-13.83

	mol62
	190.7
	190.8
	0.1
	189.6
	-1.1
	189.4
	-1.3
	1683
	1685.09
	2.09
	1693.43
	10.43
	1691.71
	8.71

	mol63
	187.3
	191.4
	4.0
	188.3
	1.0
	192.7
	5.4
	1700
	1686.36
	-13.64
	1677.01
	-22.99
	1681.72
	-18.28

	mol64
	192.3
	192.1
	-0.3
	188.4
	-3.9
	187.1
	-5.2
	1724
	1687.36
	-36.64
	1689.84
	-34.16
	1704.06
	-19.95

	mol65
	193.6
	206.5
	12.8
	200.0
	6.4
	200.2
	6.6
	1729
	1718.51
	-10.49
	1720.57
	-8.43
	1721.32
	-7.68

	mol66
	191.4
	192.5
	1.1
	189.7
	-1.7
	188.6
	-2.8
	1697
	1692.41
	-4.59
	1693.47
	-3.53
	1697.38
	0.38

	mol67
	191.9
	192.3
	0.4
	190.1
	-1.8
	189.7
	-2.2
	1703
	1688.60
	-14.40
	1693.18
	-9.82
	1696.97
	-6.03

	mol68
	190.5
	191.8
	1.3
	189.6
	-0.9
	188.3
	-2.3
	1703
	1689.27
	-13.74
	1692.83
	-10.17
	1696.85
	-6.15

	mol69
	191.3
	191.2
	-0.1
	189.5
	-1.8
	188.0
	-3.3
	1669
	1688.52
	19.52
	1698.19
	29.19
	1699.24
	30.24

	mol70
	191.7
	192.1
	0.4
	190.0
	-1.8
	189.3
	-2.5
	1704
	1692.68
	-11.32
	1700.85
	-3.15
	1697.55
	-6.45

	mol71
	191.1
	191.3
	0.2
	189.3
	-1.8
	187.4
	-3.7
	1695
	1689.25
	-5.75
	1696.10
	1.10
	1699.54
	4.54

	mol72
	202.8
	200.6
	-2.2
	198.0
	-4.9
	200.1
	-2.7
	1727
	1720.89
	-6.11
	1726.63
	-0.37
	1736.89
	9.89

	mol73
	176.7
	178.1
	1.4
	155.3
	-21.4
	168.7
	-8.0
	1660
	1673.42
	13.42
	1662.46
	2.46
	1649.99
	-10.01

	mol74
	205.8
	203.4
	-2.4
	205.2
	-0.6
	198.8
	-7.0
	1728
	1728.49
	0.49
	1736.79
	8.79
	1730.69
	2.69

	mol75
	203.2
	200.6
	-2.6
	196.4
	-6.8
	198.0
	-5.2
	1739
	1714.84
	-24.16
	1725.41
	-13.59
	1741.71
	2.71

	mol76
	196.5
	191.6
	-5.0
	187.6
	-8.9
	187.7
	-8.8
	1668
	1679.06
	11.06
	1682.50
	14.50
	1663.49
	-4.51

	mol77
	194.0
	189.0
	-5.0
	188.8
	-5.2
	189.9
	-4.2
	1695
	1684.84
	-10.16
	1699.10
	4.10
	1682.55
	-12.46

	mol78
	190.7
	193.2
	2.6
	189.6
	-1.1
	191.5
	0.8
	1701
	1693.56
	-7.45
	1704.10
	3.10
	1694.75
	-6.25

	mol79
	190.7
	191.3
	0.6
	187.8
	-2.9
	187.5
	-3.2
	1700
	1691.13
	-8.87
	1697.09
	-2.91
	1699.95
	-0.06

	mol80
	192.0
	192.6
	0.6
	188.7
	-3.3
	190.6
	-1.4
	1695
	1698.15
	3.15
	1703.59
	8.59
	1698.88
	3.88

	mol81
	192.6
	193.6
	1.0
	184.4
	-8.2
	188.0
	-4.6
	1699
	1689.08
	-9.93
	1700.31
	1.31
	1691.18
	-7.82

	mol82
	211.6
	189.3
	-22.2
	205.0
	-6.6
	206.6
	-4.9
	1716
	1685.12
	-30.88
	1713.04
	-2.96
	1646.32
	-69.68

	mol83
	190.7
	191.2
	0.5
	189.4
	-1.3
	189.4
	-1.3
	1692
	1688.46
	-3.54
	1696.88
	4.88
	1696.91
	4.91

	mol84
	189.6
	190.2
	0.6
	189.8
	0.2
	193.6
	4.0
	1690
	1676.39
	-13.62
	1681.66
	-8.34
	1675.56
	-14.44

	mol85
	199.9
	199.1
	-0.8
	195.5
	-4.4
	198.8
	-1.1
	1727
	1724.08
	-2.92
	1734.80
	7.80
	1726.41
	-0.59

	mol86
	190.3
	190.6
	0.3
	189.7
	-0.5
	192.0
	1.7
	1673
	1692.61
	19.61
	1701.51
	28.51
	1695.75
	22.75

	mol87
	195.4
	188.7
	-6.7
	187.2
	-8.3
	190.9
	-4.5
	1682
	1682.39
	0.39
	1698.31
	16.31
	1682.71
	0.71

	mol88
	188.1
	189.4
	1.2
	189.2
	1.1
	192.4
	4.3
	1668
	1668.14
	0.14
	1663.63
	-4.38
	1665.41
	-2.59

	mol89
	202.6
	200.1
	-2.5
	197.2
	-5.4
	200.9
	-1.6
	1726
	1722.70
	-3.30
	1732.76
	6.76
	1728.98
	2.98

	mol90
	204.9
	201.7
	-3.2
	201.3
	-3.5
	204.5
	-0.4
	1737
	1726.58
	-10.43
	1734.63
	-2.37
	1729.26
	-7.74

	mol91
	183.9
	179.5
	-4.4
	183.6
	-0.3
	188.4
	4.5
	1714
	1718.29
	4.29
	1725.48
	11.48
	1683.77
	-30.23

	mol92
	171.4
	172.7
	1.4
	166.7
	-4.7
	167.3
	-4.1
	1704
	1702.60
	-1.40
	1688.37
	-15.63
	1707.57
	3.57

	mol93
	208.6
	207.7
	-0.9
	206.1
	-2.5
	208.9
	0.4
	1716
	1718.13
	2.13
	1710.73
	-5.27
	1715.73
	-0.27

	mol94
	218.3
	211.8
	-6.5
	212.9
	-5.4
	214.3
	-4.0
	1716
	1720.82
	4.82
	1718.92
	2.92
	1725.72
	9.72

	mol95
	179.3
	169.1
	-10.2
	166.7
	-12.7
	173.1
	-6.3
	1711
	1721.15
	10.15
	1726.05
	15.05
	1714.89
	3.89

	mol96
	170.7
	172.9
	2.3
	167.7
	-2.9
	167.8
	-2.9
	1706
	1690.31
	-15.69
	1712.91
	6.91
	1728.02
	22.02

	mol97
	170.8
	172.9
	2.0
	165.2
	-5.7
	165.8
	-5.0
	1707
	1691.45
	-15.55
	1720.68
	13.68
	1726.50
	19.50

	mol98
	209.3
	207.4
	-1.9
	204.5
	-4.7
	208.3
	-1.0
	1718
	1718.94
	0.94
	1720.78
	2.78
	1720.06
	2.06

	mol99
	212.5
	212.0
	-0.5
	206.2
	-6.3
	207.9
	-4.6
	1716
	1709.62
	-6.38
	1720.41
	4.41
	1723.21
	7.21

	mol100
	212.1
	209.3
	-2.8
	209.0
	-3.1
	212.6
	0.6
	1716
	1719.85
	3.85
	1715.93
	-0.07
	1718.42
	2.42

	mol101
	177.8
	173.7
	-4.1
	179.3
	1.5
	187.3
	9.5
	1708
	1705.79
	-2.21
	1704.71
	-3.29
	1702.21
	-5.80

	mol102
	186.0
	189.6
	3.7
	187.7
	1.8
	188.4
	2.5
	1688
	1690.23
	2.23
	1668.19
	-19.81
	1697.67
	9.67

	mol103
	189.7
	188.8
	-0.9
	188.4
	-1.3
	186.5
	-3.2
	1693
	1692.33
	-0.67
	1700.94
	7.94
	1684.01
	-8.99

	mol104
	193.3
	195.0
	1.7
	187.2
	-6.1
	190.0
	-3.3
	1646
	1676.22
	30.22
	1673.97
	27.97
	1665.21
	19.21

	mol105
	190.9
	197.6
	6.7
	197.2
	6.4
	205.8
	15.0
	1645
	1640.60
	-4.40
	1667.43
	22.43
	1682.65
	37.65

	mol106
	196.1
	190.1
	-6.0
	189.6
	-6.5
	194.7
	-1.5
	1660
	1675.24
	15.24
	1696.73
	36.73
	1693.69
	33.69

	mol107
	196.6
	195.8
	-0.8
	186.4
	-10.2
	186.7
	-9.9
	1666
	1677.39
	11.39
	1693.11
	27.11
	1664.91
	-1.09

	mol108
	191.2
	195.7
	4.5
	191.3
	0.1
	191.5
	0.3
	1698
	1688.65
	-9.35
	1693.53
	-4.47
	1695.71
	-2.29

	mol109
	190.1
	187.5
	-2.7
	188.6
	-1.5
	186.7
	-3.4
	1678
	1689.94
	11.94
	1698.94
	20.94
	1693.31
	15.31

	mol110
	192.4
	187.8
	-4.5
	188.6
	-3.8
	188.7
	-3.7
	1696
	1696.78
	0.78
	1687.34
	-8.66
	1691.54
	-4.46

	mol111
	192.8
	197.6
	4.8
	189.2
	-3.7
	193.6
	0.8
	1686
	1678.30
	-7.70
	1691.61
	5.61
	1694.19
	8.19

	mol112
	191.9
	188.0
	-3.8
	187.6
	-4.2
	187.8
	-4.0
	1703
	1697.18
	-5.82
	1699.36
	-3.64
	1705.24
	2.24

	mol113
	198.8
	198.8
	0.0
	193.3
	-5.5
	194.2
	-4.6
	1686
	1692.95
	6.95
	1712.67
	26.67
	1706.64
	20.64

	mol114
	220.2
	210.1
	-10.1
	210.9
	-9.2
	211.6
	-8.6
	1747
	1721.25
	-25.75
	1737.82
	-9.18
	1729.20
	-17.80

	mol115
	201.1
	206.8
	5.7
	200.0
	-1.2
	202.2
	1.1
	1704
	1686.14
	-17.86
	1722.03
	18.03
	1712.88
	8.88

	mol116
	210.7
	206.9
	-3.8
	204.6
	-6.1
	206.2
	-4.5
	1717
	1719.23
	2.23
	1725.53
	8.53
	1725.64
	8.64

	mol117
	204.1
	212.1
	8.0
	205.7
	1.6
	210.2
	6.1
	1717
	1725.13
	8.13
	1739.64
	22.64
	1721.18
	4.18

	mol118
	208.5
	208.7
	0.3
	206.3
	-2.2
	208.1
	-0.3
	1722
	1719.74
	-2.26
	1725.84
	3.84
	1723.45
	1.45

	mol119
	209.9
	207.6
	-2.3
	201.8
	-8.1
	206.4
	-3.5
	1714
	1719.92
	5.92
	1722.97
	8.97
	1725.22
	11.22

	mol120
	195.0
	207.7
	12.7
	192.5
	-2.5
	195.2
	0.2
	1746
	1720.63
	-25.37
	1736.90
	-9.10
	1747.77
	1.77

	mol121
	194.6
	201.0
	6.4
	195.5
	0.9
	189.6
	-5.0
	1742
	1730.93
	-11.07
	1720.64
	-21.36
	1714.26
	-27.74

	mol122
	199.6
	205.8
	6.2
	189.8
	-9.8
	196.7
	-2.8
	1736
	1719.39
	-16.61
	1734.49
	-1.51
	1713.21
	-22.79

	mol123
	195.4
	195.1
	-0.3
	190.2
	-5.2
	195.9
	0.6
	1682
	1687.48
	5.48
	1710.94
	28.94
	1682.76
	0.76

	mol124
	190.0
	194.0
	4.0
	190.3
	0.3
	192.7
	2.7
	1688
	1681.62
	-6.38
	1680.43
	-7.57
	1663.37
	-24.63

	mol125
	189.7
	186.6
	-3.1
	185.5
	-4.2
	185.1
	-4.6
	1702
	1696.17
	-5.83
	1715.21
	13.21
	1704.90
	2.90

	mol126
	186.2
	192.1
	5.9
	186.3
	0.1
	190.0
	3.8
	1695
	1687.70
	-7.30
	1696.33
	1.33
	1686.49
	-8.51

	mol127
	189.4
	186.9
	-2.6
	190.2
	0.7
	186.9
	-2.5
	1713
	1702.09
	-10.91
	1707.63
	-5.37
	1723.54
	10.54

	mol128
	186.1
	191.6
	5.5
	186.4
	0.3
	189.9
	3.9
	1703
	1687.26
	-15.74
	1687.36
	-15.64
	1682.22
	-20.78

	mol129
	195.5
	191.3
	-4.1
	186.7
	-8.8
	188.9
	-6.6
	1669
	1684.68
	15.68
	1694.83
	25.83
	1696.90
	27.90

	mol130
	196.3
	190.8
	-5.5
	186.6
	-9.7
	188.9
	-7.4
	1662
	1684.82
	22.82
	1696.93
	34.93
	1700.21
	38.21

	mol131
	191.0
	187.6
	-3.4
	188.3
	-2.7
	186.1
	-4.9
	1696
	1690.60
	-5.40
	1703.96
	7.96
	1701.05
	5.05

	mol132
	196.9
	191.1
	-5.8
	186.6
	-10.3
	189.8
	-7.0
	1666
	1683.34
	17.34
	1695.71
	29.71
	1700.18
	34.18

	mol133
	192.1
	193.3
	1.2
	188.4
	-3.7
	190.3
	-1.8
	1709
	1694.04
	-14.96
	1713.53
	4.53
	1703.86
	-5.14

	mol134
	189.6
	192.4
	2.8
	189.1
	-0.4
	191.3
	1.8
	1694
	1677.21
	-16.79
	1697.14
	3.14
	1700.11
	6.11

	mol135
	207.9
	209.5
	1.7
	203.2
	-4.7
	207.3
	-0.6
	1718
	1718.80
	0.80
	1725.12
	7.12
	1721.58
	3.58

	mol136
	198.4
	201.7
	3.3
	195.5
	-2.9
	193.8
	-4.5
	1690
	1696.91
	6.91
	1684.10
	-5.90
	1705.36
	15.36

	mol137
	200.5
	205.2
	4.6
	197.4
	-3.1
	200.8
	0.2
	1700
	1686.01
	-13.99
	1686.06
	-13.94
	1690.41
	-9.59

	mol138
	209.0
	209.4
	0.4
	205.7
	-3.3
	206.3
	-2.7
	1718
	1714.54
	-3.46
	1724.89
	6.89
	1724.54
	6.54

	mol139
	212.8
	211.4
	-1.4
	206.1
	-6.6
	207.1
	-5.6
	1714
	1699.12
	-14.88
	1723.20
	9.20
	1719.99
	5.99

	mol140
	211.7
	210.8
	-0.9
	210.1
	-1.5
	212.1
	0.4
	1715
	1697.80
	-17.20
	1723.48
	8.48
	1722.85
	7.85

	mol141
	215.3
	212.6
	-2.7
	211.3
	-4.0
	213.4
	-1.8
	1713
	1721.14
	8.14
	1723.37
	10.37
	1721.59
	8.59

	mol142
	206.8
	208.4
	1.6
	205.7
	-1.1
	206.2
	-0.6
	1716
	1713.84
	-2.17
	1725.10
	9.10
	1723.70
	7.70

	mol143
	212.7
	214.1
	1.4
	221.4
	8.6
	224.2
	11.5
	1717
	1710.25
	-6.75
	1717.15
	0.15
	1710.28
	-6.72

	mol144
	207.7
	209.3
	1.6
	206.7
	-1.1
	208.3
	0.6
	1717
	1718.82
	1.82
	1722.04
	5.04
	1719.81
	2.81

	mol145
	208.4
	210.3
	1.9
	203.5
	-4.9
	206.0
	-2.4
	1706
	1721.85
	15.85
	1731.52
	25.52
	1725.08
	19.08

	mol145
	206.2
	209.6
	3.4
	203.0
	-3.2
	205.7
	-0.5
	1717
	1722.00
	5.00
	1730.32
	13.32
	1722.78
	5.78

	mol146
	189.0
	203.1
	14.1
	201.9
	12.9
	211.0
	22.0
	1752
	1741.01
	-11.00
	1744.37
	-7.63
	1782.65
	30.65

	mol148
	190.5
	189.7
	-0.8
	184.3
	-6.2
	184.2
	-6.3
	1692
	1699.65
	7.65
	1703.80
	11.80
	1699.07
	7.07

	mol149
	188.2
	189.8
	1.6
	185.1
	-3.1
	187.8
	-0.3
	1680
	1673.32
	-6.68
	1710.37
	30.37
	1724.42
	44.42

	mol150
	191.0
	189.8
	-1.1
	188.3
	-2.7
	187.6
	-3.3
	1691
	1693.44
	2.44
	1710.30
	19.30
	1707.06
	16.06

	mol151
	210.5
	199.1
	-11.4
	199.9
	-10.5
	196.2
	-14.2
	1709
	1685.56
	-23.44
	1733.92
	24.92
	1705.73
	-3.27

	mol152
	209.0
	203.7
	-5.2
	200.1
	-8.9
	206.9
	-2.0
	1700
	1684.42
	-15.58
	1723.43
	23.43
	1695.38
	-4.62

	mol153
	208.9
	208.5
	-0.5
	205.4
	-3.5
	205.1
	-3.8
	1717
	1711.14
	-5.86
	1726.00
	9.00
	1713.68
	-3.32

	mol154
	209.3
	208.1
	-1.2
	203.7
	-5.6
	205.0
	-4.3
	1709
	1709.32
	0.32
	1721.83
	12.83
	1716.15
	7.15

	mol155
	197.6
	208.4
	10.8
	209.6
	12.0
	206.9
	9.3
	1724
	1735.17
	11.17
	1739.42
	15.42
	1723.74
	-0.27

	mol156
	197.2
	196.5
	-0.7
	196.5
	-0.7
	203.1
	5.9
	1688
	1691.96
	3.96
	1700.14
	12.14
	1699.71
	11.71

	mol157
	216.2
	206.6
	-9.6
	216.5
	0.3
	210.7
	-5.5
	1760
	1726.69
	-33.31
	1743.92
	-16.08
	1742.18
	-17.82

	mol158
	213.0
	210.8
	-2.2
	205.0
	-8.0
	206.0
	-7.1
	1708
	1713.28
	5.28
	1723.44
	15.44
	1714.29
	6.29

	mol159
	212.8
	211.3
	-1.5
	208.8
	-4.0
	211.2
	-1.6
	1733
	1724.59
	-8.41
	1745.10
	12.10
	1771.83
	38.83

	mol160
	203.0
	206.7
	3.7
	196.6
	-6.4
	203.1
	0.1
	1724
	1715.45
	-8.56
	1736.11
	12.11
	1751.39
	27.39

	mol161
	198.8
	202.4
	3.6
	191.6
	-7.2
	197.8
	-1.0
	1687
	1676.03
	-10.97
	1691.24
	4.24
	1695.91
	8.91

	mol162
	210.7
	195.0
	-15.6
	204.3
	-6.3
	203.7
	-7.0
	1684
	1679.57
	-4.43
	1705.31
	21.31
	1698.29
	14.29

	mol163
	199.3
	202.6
	3.3
	197.7
	-1.6
	201.3
	2.0
	1667
	1674.31
	7.31
	1708.71
	41.71
	1711.87
	44.87

	mol164
	212.0
	210.8
	-1.2
	206.9
	-5.1
	209.6
	-2.4
	1709
	1718.63
	9.63
	1721.35
	12.35
	1725.70
	16.70

	mol165
	194.7
	196.9
	2.2
	191.6
	-3.2
	192.7
	-2.0
	1678
	1697.07
	19.07
	1674.19
	-3.81
	1685.34
	7.34

	mol166
	193.0
	196.5
	3.4
	197.1
	4.1
	200.4
	7.4
	1711
	1683.26
	-27.75
	1697.89
	-13.11
	1699.40
	-11.60

	mol167
	203.8
	191.3
	-12.4
	195.2
	-8.5
	189.8
	-13.9
	1721
	1698.87
	-22.13
	1729.99
	8.99
	1714.38
	-6.62

	mol168
	208.3
	209.0
	0.8
	203.5
	-4.8
	204.2
	-4.1
	1727
	1718.12
	-8.88
	1729.51
	2.51
	1731.06
	4.06

	mol169
	198.6
	202.7
	4.1
	197.1
	-1.6
	198.4
	-0.2
	1676
	1687.59
	11.59
	1700.36
	24.36
	1700.88
	24.88

	mol170
	205.6
	190.7
	-14.9
	197.9
	-7.7
	193.3
	-12.3
	1704
	1688.52
	-15.48
	1710.53
	6.53
	1716.39
	12.39

	mol171
	213.3
	211.6
	-1.7
	208.9
	-4.4
	211.9
	-1.4
	1712
	1711.10
	-0.90
	1721.96
	9.96
	1722.23
	10.23

	mol172
	211.5
	209.9
	-1.5
	206.9
	-4.5
	208.5
	-3.0
	1714
	1717.42
	3.42
	1724.69
	10.69
	1725.80
	11.80

	mol173
	215.0
	211.8
	-3.2
	210.4
	-4.5
	212.7
	-2.3
	1702
	1717.93
	15.93
	1723.15
	21.15
	1723.67
	21.67

	mol174
	211.9
	209.3
	-2.6
	207.5
	-4.4
	209.9
	-2.0
	1717
	1718.29
	1.29
	1728.15
	11.15
	1724.93
	7.93

	mol175
	198.6
	198.6
	0.0
	195.4
	-3.2
	197.6
	-1.0
	1699
	1678.73
	-20.27
	1701.31
	2.31
	1696.53
	-2.47

	mol176
	206.9
	205.6
	-1.2
	209.5
	2.7
	210.0
	3.1
	1713
	1693.83
	-19.17
	1720.63
	7.63
	1711.46
	-1.55

	mol177
	211.1
	209.7
	-1.3
	209.1
	-2.0
	211.3
	0.2
	1713
	1707.87
	-5.13
	1721.86
	8.86
	1716.30
	3.30

	mol178
	211.8
	208.2
	-3.5
	210.1
	-1.7
	209.9
	-1.9
	1716
	1702.59
	-13.41
	1716.77
	0.77
	1719.58
	3.58

	mol179
	209.0
	204.1
	-5.0
	205.0
	-4.0
	203.3
	-5.7
	1717
	1691.65
	-25.35
	1713.15
	-3.85
	1714.87
	-2.13

	mol180
	209.2
	208.7
	-0.5
	204.7
	-4.5
	206.3
	-2.9
	1719
	1716.00
	-3.00
	1730.08
	11.08
	1723.66
	4.66

	mol181
	218.3
	216.9
	-1.4
	210.9
	-7.4
	214.2
	-4.1
	1716
	1720.46
	4.46
	1721.60
	5.60
	1725.55
	9.55

	mol182
	211.4
	211.6
	0.2
	211.5
	0.1
	214.3
	2.9
	1714
	1718.35
	4.35
	1722.84
	8.84
	1718.26
	4.26

	mol183
	214.7
	212.1
	-2.6
	211.9
	-2.8
	211.8
	-2.9
	1713
	1711.12
	-1.88
	1721.34
	8.34
	1716.81
	3.81

	mol184
	212.7
	212.3
	-0.4
	208.7
	-4.0
	212.8
	0.1
	1713
	1718.78
	5.78
	1722.44
	9.44
	1723.98
	10.98

	mol185
	208.7
	210.6
	1.9
	204.8
	-3.9
	209.1
	0.4
	1717
	1716.78
	-0.22
	1714.48
	-2.52
	1717.16
	0.16

	mol186
	214.3
	219.1
	4.8
	225.9
	11.6
	238.5
	24.2
	1711
	1744.11
	33.11
	1704.59
	-6.41
	1694.13
	-16.87

	mol187
	207.3
	208.4
	1.1
	205.0
	-2.2
	206.4
	-0.8
	1716
	1716.36
	0.36
	1727.73
	11.73
	1729.25
	13.25

	mol188
	209.5
	210.1
	0.6
	210.2
	0.7
	211.3
	1.8
	1717
	1705.70
	-11.31
	1726.25
	9.25
	1721.32
	4.32

	mol189
	204.5
	208.0
	3.4
	204.8
	0.2
	207.6
	3.1
	1707
	1714.78
	7.78
	1719.96
	12.96
	1727.89
	20.89

	mol190
	197.9
	201.1
	3.2
	197.8
	0.0
	198.7
	0.9
	1686
	1691.14
	5.14
	1702.41
	16.41
	1690.65
	4.65

	mol191
	207.4
	208.3
	0.9
	203.8
	-3.7
	205.0
	-2.4
	1717
	1717.47
	0.47
	1729.39
	12.39
	1729.56
	12.56

	mol192
	187.7
	208.3
	20.6
	187.1
	-0.5
	193.2
	5.6
	1660
	1637.37
	-22.63
	1664.89
	4.89
	1662.48
	2.48

	mol193
	204.8
	192.7
	-12.2
	197.7
	-7.1
	191.5
	-13.4
	1660
	1675.08
	15.08
	1655.67
	-4.33
	1652.29
	-7.71

	mol194
	187.1
	200.0
	12.9
	201.6
	14.6
	205.9
	18.9
	1672
	1682.15
	10.15
	1689.80
	17.80
	1683.80
	11.80

	mol195
	206.4
	189.8
	-16.6
	194.6
	-11.8
	195.6
	-10.8
	1693
	1706.59
	13.59
	1704.37
	11.37
	1692.81
	-0.19

	mol196
	199.6
	202.6
	3.0
	198.5
	-1.1
	202.1
	2.5
	1682
	1681.35
	-0.65
	1694.76
	12.76
	1685.69
	3.69

	mol197
	211.2
	208.8
	-2.4
	209.6
	-1.6
	210.8
	-0.4
	1717
	1718.95
	1.95
	1726.70
	9.70
	1725.93
	8.93

	mol198
	223.2
	216.0
	-7.2
	215.6
	-7.6
	215.4
	-7.8
	1739
	1723.93
	-15.07
	1743.79
	4.79
	1726.90
	-12.10

	mol199
	221.5
	215.0
	-6.5
	215.2
	-6.2
	215.3
	-6.1
	1742
	1722.74
	-19.26
	1746.31
	4.31
	1730.44
	-11.56

	mol200
	212.2
	209.5
	-2.7
	209.2
	-3.0
	209.7
	-2.5
	1717
	1718.87
	1.87
	1728.59
	11.59
	1726.69
	9.69

	mol201
	162.8
	164.6
	1.8
	172.2
	9.4
	169.1
	6.3
	1686
	1676.23
	-9.77
	1670.26
	-15.74
	1697.09
	11.09

	mol202
	166.5
	156.9
	-9.5
	163.4
	-3.1
	165.9
	-0.6
	1668
	1664.13
	-3.87
	1681.35
	13.35
	1686.20
	18.20

	mol203
	178.1
	171.2
	-6.9
	169.2
	-8.8
	164.2
	-13.9
	1681
	1667.17
	-13.83
	1689.77
	8.77
	1682.26
	1.26

	mol204
	159.5
	157.3
	-2.2
	131.2
	-28.3
	143.9
	-15.5
	1683
	1635.82
	-47.18
	1694.22
	11.22
	1692.35
	9.35

	mol205
	171.5
	169.3
	-2.2
	164.9
	-6.5
	179.3
	7.8
	1676
	1671.17
	-4.83
	1731.69
	55.69
	1740.23
	64.23

	mol206
	162.6
	158.2
	-4.4
	162.9
	0.3
	166.2
	3.6
	1675
	1647.81
	-27.19
	1666.16
	-8.84
	1641.21
	-33.79

	mol207
	177.7
	178.5
	0.8
	175.0
	-2.7
	171.1
	-6.6
	1662
	1659.02
	-2.98
	1674.16
	12.16
	1659.93
	-2.07

	mol208
	171.8
	168.2
	-3.6
	171.3
	-0.5
	166.1
	-5.6
	1655
	1674.94
	19.94
	1679.99
	24.99
	1666.25
	11.25

	mol209
	164.9
	163.2
	-1.7
	168.6
	3.6
	155.7
	-9.2
	1665
	1669.86
	4.86
	1656.96
	-8.04
	1645.91
	-19.09

	mol210
	171.2
	171.7
	0.5
	170.0
	-1.2
	165.6
	-5.5
	1667
	1691.47
	24.47
	1631.75
	-35.25
	1678.59
	11.59

	mol211
	172.1
	171.8
	-0.4
	169.4
	-2.7
	166.9
	-5.2
	1681
	1683.66
	2.66
	1686.80
	5.80
	1659.88
	-21.13

	mol212
	170.5
	169.1
	-1.4
	166.9
	-3.6
	169.7
	-0.8
	1646
	1674.73
	28.73
	1672.68
	26.68
	1674.65
	28.65

	mol213
	165.6
	164.3
	-1.3
	164.9
	-0.7
	168.1
	2.5
	1665
	1669.52
	4.52
	1671.05
	6.05
	1673.14
	8.14

	mol214
	163.7
	164.0
	0.3
	162.3
	-1.4
	162.2
	-1.6
	1663
	1668.32
	5.32
	1684.88
	21.88
	1685.22
	22.22

	mol215
	174.3
	179.5
	5.2
	175.8
	1.5
	173.5
	-0.8
	1662
	1652.76
	-9.24
	1661.10
	-0.90
	1654.09
	-7.91

	mol216
	180.2
	178.9
	-1.3
	178.3
	-1.9
	180.6
	0.5
	1642
	1662.05
	20.05
	1669.94
	27.94
	1662.56
	20.56

	mol217
	170.7
	173.0
	2.3
	171.3
	0.6
	174.9
	4.3
	1666
	1665.81
	-0.19
	1658.10
	-7.90
	1665.98
	-0.02

	mol218
	175.4
	178.9
	3.6
	166.5
	-8.9
	177.0
	1.7
	1651
	1639.77
	-11.23
	1661.15
	10.15
	1680.64
	29.64

	mol219
	162.4
	165.4
	3.1
	170.7
	8.3
	180.8
	18.4
	1675
	1693.55
	18.55
	1688.23
	13.23
	1703.01
	28.01

	mol220
	166.4
	165.9
	-0.6
	158.5
	-8.0
	159.3
	-7.1
	1661
	1662.23
	1.23
	1679.11
	18.11
	1662.84
	1.84

	mol221
	169.2
	169.7
	0.5
	166.0
	-3.1
	170.1
	1.0
	1674
	1667.60
	-6.40
	1663.13
	-10.87
	1671.66
	-2.34

	mol222
	166.9
	163.8
	-3.1
	159.0
	-8.0
	177.2
	10.2
	1668
	1653.10
	-14.90
	1743.31
	75.31
	1711.56
	43.56

	mol223
	172.5
	171.5
	-1.0
	173.1
	0.6
	169.9
	-2.5
	1691
	1676.22
	-14.78
	1654.23
	-36.77
	1646.04
	-44.96

	mol224
	163.4
	167.4
	4.0
	163.9
	0.4
	171.8
	8.4
	1683
	1677.47
	-5.53
	1538.77
	-144.23
	1535.34
	-147.66

	mol225
	162.2
	162.7
	0.6
	159.9
	-2.2
	157.8
	-4.4
	1666
	1661.33
	-4.67
	1666.86
	0.86
	1669.99
	3.99


Mean absolute percent errors

	Type
	property
	LCP
	BCP
	Combined

	
	
	
	
	

	aldehydes
	NMR (%)
	1.90
	1.51
	1.87

	
	IR (%)
	0.70
	0.54
	0.70

	ketones
	NMR (%)
	2.27
	2.18
	2.19

	
	IR (%)
	0.61
	0.60
	0.61

	imides
	NMR (%)
	2.64
	2.28
	3.04

	
	IR (%)
	0.64
	0.48
	0.83

	amides
	NMR (%)
	2.79
	1.47
	3.44

	
	IR (%)
	1.44
	0.74
	1.42


Table S3. Predicting spectroscopic properties using optimized parameters
	NMR
	IR

	BCP
	LCP
	Combined
	BCP
	LCP
	Combined

	
	Exp.
	Pred.
	Error
	Pred.
	Error
	Pred.
	Error
	Exp.
	Pred.
	Error
	Pred.
	Error
	Pred.
	Error

	mol01
	188.11
	190.09
	1.98
	186.00
	-2.11
	188.11
	0.00
	1696
	1694.80
	-1.20
	1698.41
	2.41
	1696.84
	0.84

	mol02
	185.95
	191.33
	5.38
	189.98
	4.03
	190.45
	4.50
	1690
	1677.05
	-12.95
	1678.22
	-11.78
	1689.54
	-0.46

	mol03
	204.60
	207.69
	3.09
	206.57
	1.97
	209.47
	4.87
	1725
	1727.27
	2.27
	1723.07
	-1.93
	1720.15
	-4.85

	mol04
	190.77
	191.64
	0.87
	190.60
	-0.17
	191.28
	0.51
	1693
	1696.05
	3.05
	1688.96
	-4.05
	1696.89
	3.89

	mol05
	190.76
	192.35
	1.59
	191.46
	0.70
	192.38
	1.62
	1695
	1700.84
	5.84
	1697.95
	2.95
	1697.39
	2.39

	mol06
	189.46
	192.50
	3.04
	191.86
	2.40
	191.84
	2.38
	1703
	1683.94
	-19.06
	1697.04
	-5.96
	1700.87
	-2.13

	mol07
	189.18
	191.03
	1.85
	192.15
	2.97
	190.47
	1.29
	1696
	1683.16
	-12.84
	1689.41
	-6.59
	1699.68
	3.68

	mol08
	192.40
	190.16
	-2.24
	191.96
	-0.44
	192.26
	-0.15
	1672
	1681.39
	9.39
	1680.30
	8.30
	1677.13
	5.13

	mol09
	160.81
	167.51
	6.70
	170.49
	9.68
	165.40
	4.59
	1663
	1655.77
	-7.23
	1666.06
	3.06
	1654.09
	-8.91

	mol10
	205.86
	191.53
	-14.33
	189.69
	-16.17
	190.23
	-15.63
	1725
	1664.12
	-60.88
	1669.75
	-55.25
	1663.14
	-61.86

	mol11
	192.23
	195.04
	2.81
	192.68
	0.45
	193.71
	1.48
	1696
	1686.03
	-9.97
	1688.26
	-7.74
	1687.04
	-8.96

	mol12
	192.78
	195.71
	2.93
	193.18
	0.40
	193.76
	0.98
	1691
	1688.44
	-2.56
	1684.83
	-6.17
	1691.50
	0.50

	mol13
	193.57
	194.91
	1.34
	193.79
	0.22
	193.26
	-0.31
	1691
	1682.46
	-8.54
	1674.81
	-16.19
	1683.55
	-7.46

	mol14
	192.01
	191.91
	-0.10
	191.72
	-0.29
	191.90
	-0.12
	1695
	1693.18
	-1.82
	1695.06
	0.06
	1692.98
	-2.02

	mol15
	193.25
	194.34
	1.09
	191.57
	-1.68
	192.37
	-0.89
	1688
	1685.65
	-2.35
	1685.05
	-2.95
	1686.03
	-1.97

	mol16
	205.64
	204.39
	-1.25
	204.54
	-1.10
	205.87
	0.23
	1708
	1726.58
	18.58
	1726.87
	18.87
	1729.94
	21.94

	mol17
	177.93
	182.45
	4.52
	183.16
	5.23
	182.55
	4.62
	1674
	1679.39
	5.39
	1674.61
	0.61
	1681.71
	7.71

	mol18
	205.20
	204.40
	-0.80
	204.36
	-0.84
	205.53
	0.33
	1728
	1726.07
	-1.93
	1724.47
	-3.53
	1727.61
	-0.39

	mol19
	193.34
	194.95
	1.61
	195.83
	2.49
	194.13
	0.79
	1713
	1706.87
	-6.13
	1698.05
	-14.95
	1702.54
	-10.46

	mol20
	205.19
	204.47
	-0.72
	205.29
	0.10
	205.65
	0.46
	1727
	1726.11
	-0.89
	1729.45
	2.45
	1727.92
	0.92

	mol21
	182.97
	185.17
	2.20
	182.75
	-0.22
	182.30
	-0.67
	1674
	1679.72
	5.72
	1667.30
	-6.71
	1672.33
	-1.68

	mol22
	213.81
	213.40
	-0.41
	212.61
	-1.20
	211.09
	-2.72
	1710
	1722.97
	12.97
	1714.80
	4.80
	1717.56
	7.56

	mol23
	202.03
	200.19
	-1.84
	203.35
	1.32
	201.51
	-0.53
	1737
	1728.61
	-8.40
	1725.90
	-11.10
	1734.51
	-2.50

	mol24
	192.75
	192.24
	-0.51
	192.18
	-0.57
	192.63
	-0.12
	1699
	1694.83
	-4.17
	1690.78
	-8.22
	1691.16
	-7.84

	mol25
	189.77
	191.39
	1.62
	189.30
	-0.47
	190.38
	0.61
	1704
	1697.10
	-6.91
	1706.98
	2.98
	1702.86
	-1.14

	mol26
	190.80
	191.42
	0.62
	190.91
	0.11
	191.26
	0.46
	1698
	1694.71
	-3.29
	1695.75
	-2.25
	1694.06
	-3.94

	mol27
	191.03
	191.78
	0.75
	189.41
	-1.62
	190.32
	-0.71
	1693
	1683.22
	-9.78
	1672.17
	-20.83
	1669.96
	-23.04

	mol28
	192.47
	193.87
	1.40
	191.80
	-0.67
	192.81
	0.34
	1704
	1697.82
	-6.18
	1695.93
	-8.07
	1693.95
	-10.05

	mol29
	184.91
	189.61
	4.70
	188.37
	3.46
	188.48
	3.57
	1689
	1690.34
	1.34
	1689.22
	0.22
	1691.58
	2.58

	mol30
	205.10
	208.45
	3.35
	209.24
	4.14
	208.53
	3.43
	1723
	1718.43
	-4.57
	1706.58
	-16.42
	1714.30
	-8.70

	mol31
	190.95
	189.96
	-0.99
	194.08
	3.13
	193.98
	3.03
	1686
	1684.94
	-1.06
	1682.65
	-3.36
	1684.36
	-1.64

	mol32
	191.15
	192.29
	1.14
	190.54
	-0.61
	191.55
	0.40
	1695
	1698.85
	3.85
	1695.48
	0.48
	1696.46
	1.46

	mol33
	178.00
	181.91
	3.91
	182.83
	4.83
	183.25
	5.25
	1673
	1680.27
	7.27
	1692.33
	19.33
	1683.51
	10.51

	mol34
	176.81
	182.30
	5.49
	182.39
	5.58
	181.98
	5.17
	1675
	1677.44
	2.44
	1671.96
	-3.04
	1668.97
	-6.03

	mol35
	193.59
	194.86
	1.27
	194.23
	0.64
	194.19
	0.60
	1712
	1701.91
	-10.09
	1706.62
	-5.38
	1705.28
	-6.72

	mol36
	206.55
	206.14
	-0.41
	206.27
	-0.28
	205.89
	-0.66
	1715
	1718.60
	3.60
	1716.14
	1.14
	1717.95
	2.95

	mol37
	192.28
	186.86
	-5.42
	191.91
	-0.37
	192.97
	0.69
	1703
	1755.32
	52.32
	1698.18
	-4.82
	1697.18
	-5.83

	mol38
	202.80
	200.79
	-2.01
	201.10
	-1.70
	202.01
	-0.79
	1731
	1719.03
	-11.97
	1718.38
	-12.62
	1719.92
	-11.08

	mol39
	193.99
	195.11
	1.12
	197.24
	3.25
	196.55
	2.56
	1734
	1734.54
	0.54
	1743.06
	9.06
	1741.16
	7.16

	mol40
	200.29
	202.09
	1.80
	205.87
	5.58
	204.54
	4.25
	1726
	1716.43
	-9.57
	1720.67
	-5.33
	1719.20
	-6.80

	mol41
	204.73
	204.15
	-0.58
	204.29
	-0.44
	205.60
	0.87
	1727
	1724.16
	-2.84
	1726.34
	-0.66
	1724.58
	-2.42

	mol42
	189.35
	191.05
	1.70
	189.83
	0.48
	190.90
	1.55
	1709
	1699.16
	-9.84
	1698.06
	-10.94
	1698.92
	-10.08

	mol43
	183.13
	182.82
	-0.31
	182.48
	-0.65
	181.85
	-1.28
	1689
	1683.49
	-5.51
	1686.41
	-2.59
	1693.26
	4.26

	mol44
	195.09
	194.39
	-0.71
	192.28
	-2.81
	195.21
	0.12
	1686
	1697.75
	11.75
	1712.30
	26.30
	1703.81
	17.81

	mol45
	204.77
	199.73
	-5.04
	199.90
	-4.87
	198.97
	-5.80
	1740
	1729.71
	-10.29
	1717.56
	-22.44
	1724.10
	-15.90

	mol46
	193.41
	188.53
	-4.88
	186.25
	-7.16
	187.21
	-6.20
	1666
	1670.09
	4.09
	1652.98
	-13.02
	1659.22
	-6.78

	mol47
	202.83
	200.98
	-1.85
	200.89
	-1.94
	201.18
	-1.65
	1727
	1719.56
	-7.44
	1727.67
	0.67
	1724.84
	-2.16

	mol48
	202.87
	200.98
	-1.90
	201.25
	-1.62
	201.95
	-0.92
	1718
	1719.82
	1.82
	1723.15
	5.15
	1719.39
	1.39

	mol49
	208.23
	207.22
	-1.01
	213.32
	5.09
	211.80
	3.57
	1724
	1719.41
	-4.59
	1724.91
	0.91
	1718.14
	-5.86

	mol50
	191.65
	192.61
	0.96
	190.10
	-1.55
	190.66
	-0.99
	1714
	1706.29
	-7.71
	1701.23
	-12.77
	1704.70
	-9.30

	mol51
	202.71
	201.34
	-1.37
	201.11
	-1.60
	201.26
	-1.45
	1728
	1716.31
	-11.70
	1718.06
	-9.94
	1712.27
	-15.73

	mol52
	191.04
	192.08
	1.04
	191.01
	-0.03
	191.47
	0.43
	1714
	1701.41
	-12.59
	1693.86
	-20.14
	1693.01
	-20.99

	mol53
	192.82
	193.10
	0.28
	191.90
	-0.92
	192.45
	-0.37
	1673
	1701.26
	28.26
	1696.46
	23.46
	1694.59
	21.59

	mol54
	191.85
	190.97
	-0.88
	192.24
	0.39
	192.35
	0.50
	1704
	1690.32
	-13.68
	1695.17
	-8.83
	1691.23
	-12.77

	mol55
	194.60
	194.89
	0.29
	192.57
	-2.03
	194.31
	-0.29
	1702
	1699.55
	-2.45
	1690.70
	-11.30
	1685.66
	-16.34

	mol56
	206.50
	206.51
	0.01
	210.98
	4.48
	210.42
	3.92
	1730
	1721.58
	-8.42
	1721.57
	-8.43
	1723.24
	-6.77

	mol57
	192.05
	191.02
	-1.03
	192.08
	0.03
	192.19
	0.14
	1700
	1690.51
	-9.49
	1695.56
	-4.44
	1691.73
	-8.27

	mol58
	191.99
	187.83
	-4.16
	185.12
	-6.87
	187.49
	-4.50
	1682
	1693.97
	11.97
	1699.77
	17.77
	1696.61
	14.61

	mol59
	191.22
	192.60
	1.38
	192.09
	0.87
	192.12
	0.90
	1687
	1691.56
	4.56
	1688.33
	1.33
	1694.52
	7.52

	mol60
	189.37
	192.35
	2.98
	192.89
	3.52
	193.31
	3.94
	1677
	1676.98
	-0.03
	1678.15
	1.15
	1681.51
	4.51

	mol61
	191.74
	191.77
	0.03
	192.77
	1.03
	193.02
	1.28
	1706
	1693.47
	-12.53
	1691.53
	-14.47
	1693.14
	-12.86

	mol62
	190.70
	190.21
	-0.49
	191.95
	1.25
	191.82
	1.12
	1683
	1685.16
	2.16
	1693.16
	10.16
	1689.15
	6.15

	mol63
	187.34
	190.15
	2.81
	190.03
	2.69
	190.24
	2.90
	1700
	1683.88
	-16.13
	1681.57
	-18.43
	1687.91
	-12.09

	mol64
	192.33
	191.11
	-1.22
	190.20
	-2.13
	191.74
	-0.59
	1724
	1687.82
	-36.18
	1692.44
	-31.56
	1689.18
	-34.82

	mol65
	193.64
	205.39
	11.75
	201.90
	8.26
	203.10
	9.46
	1729
	1719.44
	-9.57
	1723.53
	-5.47
	1716.14
	-12.86

	mol66
	191.39
	191.22
	-0.17
	191.24
	-0.15
	191.55
	0.16
	1697
	1696.11
	-0.89
	1696.52
	-0.49
	1694.73
	-2.27

	mol67
	191.89
	191.03
	-0.86
	192.23
	0.34
	192.24
	0.35
	1703
	1691.28
	-11.72
	1694.44
	-8.56
	1691.39
	-11.61

	mol68
	190.54
	190.53
	-0.01
	191.36
	0.82
	191.51
	0.97
	1703
	1691.90
	-11.10
	1694.95
	-8.06
	1692.95
	-10.05

	mol69
	191.26
	189.89
	-1.37
	191.84
	0.58
	191.69
	0.43
	1669
	1691.74
	22.74
	1696.41
	27.41
	1692.69
	23.69

	mol70
	191.74
	190.83
	-0.91
	192.20
	0.46
	192.19
	0.45
	1704
	1697.72
	-6.28
	1698.14
	-5.86
	1694.72
	-9.28

	mol71
	191.11
	190.05
	-1.06
	191.44
	0.33
	191.37
	0.26
	1695
	1692.85
	-2.15
	1696.43
	1.43
	1691.99
	-3.01

	mol72
	202.83
	200.48
	-2.35
	201.31
	-1.53
	201.87
	-0.96
	1727
	1727.49
	0.49
	1726.17
	-0.83
	1721.55
	-5.45

	mol73
	176.71
	180.70
	3.99
	170.71
	-6.00
	172.95
	-3.76
	1660
	1662.03
	2.03
	1675.01
	15.01
	1675.62
	15.62

	mol74
	205.83
	208.34
	2.51
	204.55
	-1.28
	206.70
	0.87
	1728
	1738.02
	10.02
	1744.97
	16.97
	1731.45
	3.45

	mol75
	203.21
	203.18
	-0.04
	200.64
	-2.58
	200.97
	-2.24
	1739
	1721.00
	-18.00
	1722.44
	-16.56
	1728.39
	-10.61

	mol76
	196.54
	191.92
	-4.62
	192.68
	-3.86
	191.62
	-4.92
	1668
	1676.75
	8.75
	1684.05
	16.05
	1680.33
	12.33

	mol77
	194.01
	188.85
	-5.16
	189.90
	-4.11
	189.81
	-4.20
	1695
	1687.13
	-7.87
	1685.08
	-9.92
	1682.30
	-12.70

	mol78
	190.68
	192.34
	1.66
	191.88
	1.20
	191.83
	1.15
	1701
	1694.18
	-6.82
	1695.35
	-5.65
	1699.53
	-1.48

	mol79
	190.71
	190.11
	-0.60
	190.56
	-0.15
	190.66
	-0.06
	1700
	1694.43
	-5.57
	1697.12
	-2.88
	1694.78
	-5.22

	mol80
	192.00
	191.09
	-0.91
	192.39
	0.39
	193.01
	1.01
	1695
	1703.01
	8.01
	1695.46
	0.46
	1695.78
	0.78

	mol81
	192.61
	193.53
	0.92
	189.82
	-2.79
	190.86
	-1.75
	1699
	1689.30
	-9.71
	1694.70
	-4.30
	1694.12
	-4.88

	mol82
	211.56
	193.71
	-17.85
	208.94
	-2.62
	207.69
	-3.87
	1716
	1715.74
	-0.26
	1715.69
	-0.31
	1718.14
	2.14

	mol83
	190.66
	189.82
	-0.84
	191.82
	1.16
	191.74
	1.08
	1692
	1691.84
	-0.16
	1696.44
	4.44
	1691.33
	-0.67

	mol84
	189.59
	190.33
	0.74
	192.73
	3.14
	192.30
	2.71
	1690
	1677.11
	-12.89
	1682.31
	-7.69
	1683.36
	-6.64

	mol85
	199.93
	198.87
	-1.06
	199.40
	-0.53
	199.29
	-0.64
	1727
	1723.34
	-3.66
	1725.04
	-1.96
	1726.17
	-0.84

	mol86
	190.27
	189.69
	-0.58
	191.20
	0.93
	191.80
	1.53
	1673
	1694.85
	21.85
	1694.10
	21.10
	1694.92
	21.92

	mol87
	195.43
	189.10
	-6.33
	191.52
	-3.91
	191.08
	-4.35
	1682
	1682.95
	0.95
	1693.28
	11.28
	1686.05
	4.05

	mol88
	188.14
	189.18
	1.04
	193.48
	5.34
	192.83
	4.69
	1668
	1671.15
	3.15
	1674.88
	6.88
	1679.80
	11.80

	mol89
	202.55
	200.15
	-2.40
	200.79
	-1.76
	201.02
	-1.53
	1726
	1725.86
	-0.14
	1726.41
	0.41
	1726.51
	0.51

	mol90
	204.86
	202.02
	-2.85
	204.68
	-0.18
	204.96
	0.10
	1737
	1729.14
	-7.86
	1727.93
	-9.07
	1727.92
	-9.09

	mol91
	183.90
	177.95
	-5.95
	188.80
	4.90
	190.53
	6.63
	1714
	1733.64
	19.64
	1725.68
	11.68
	1702.67
	-11.33

	mol92
	171.36
	173.50
	2.14
	169.99
	-1.37
	171.56
	0.20
	1704
	1707.35
	3.35
	1705.05
	1.05
	1698.81
	-5.19

	mol93
	208.57
	208.23
	-0.35
	210.55
	1.98
	210.66
	2.09
	1716
	1717.94
	1.94
	1710.95
	-5.05
	1714.17
	-1.83

	mol94
	218.32
	213.86
	-4.46
	216.51
	-1.81
	217.03
	-1.29
	1716
	1720.68
	4.68
	1719.75
	3.75
	1720.34
	4.34

	mol95
	179.33
	172.33
	-7.01
	178.95
	-0.38
	177.50
	-1.83
	1711
	1718.64
	7.64
	1715.59
	4.59
	1725.83
	14.83

	mol96
	170.66
	174.71
	4.05
	174.26
	3.60
	171.08
	0.42
	1706
	1702.47
	-3.53
	1708.60
	2.60
	1700.34
	-5.66

	mol97
	170.84
	174.57
	3.73
	172.79
	1.95
	170.11
	-0.73
	1707
	1703.28
	-3.72
	1708.39
	1.39
	1700.33
	-6.67

	mol98
	209.28
	207.27
	-2.01
	209.56
	0.28
	209.46
	0.18
	1718
	1718.39
	0.39
	1715.41
	-2.59
	1717.16
	-0.84

	mol99
	212.49
	212.28
	-0.21
	211.37
	-1.12
	211.16
	-1.33
	1716
	1718.06
	2.06
	1719.35
	3.35
	1717.28
	1.28

	mol100
	212.07
	210.48
	-1.59
	212.77
	0.70
	213.26
	1.19
	1716
	1719.85
	3.85
	1714.16
	-1.84
	1717.27
	1.27

	mol101
	177.81
	175.65
	-2.16
	180.00
	2.19
	178.09
	0.28
	1708
	1701.38
	-6.63
	1709.81
	1.81
	1707.50
	-0.51

	mol102
	185.95
	188.86
	2.91
	190.34
	4.39
	188.49
	2.54
	1688
	1691.83
	3.83
	1678.23
	-9.77
	1694.72
	6.72

	mol103
	189.74
	188.31
	-1.43
	190.76
	1.02
	189.49
	-0.25
	1693
	1694.62
	1.62
	1697.26
	4.26
	1699.56
	6.56

	mol104
	193.28
	191.21
	-2.07
	191.81
	-1.47
	191.36
	-1.92
	1646
	1673.49
	27.49
	1680.78
	34.78
	1677.47
	31.47

	mol105
	190.87
	195.37
	4.50
	199.03
	8.16
	200.31
	9.44
	1645
	1637.14
	-7.86
	1666.52
	21.52
	1649.20
	4.20

	mol106
	196.14
	189.20
	-6.94
	194.02
	-2.12
	192.76
	-3.38
	1660
	1680.02
	20.02
	1680.55
	20.55
	1681.78
	21.78

	mol107
	196.59
	192.21
	-4.38
	192.00
	-4.59
	192.09
	-4.50
	1666
	1677.76
	11.76
	1688.16
	22.16
	1686.21
	20.21

	mol108
	191.21
	192.52
	1.31
	192.03
	0.82
	192.09
	0.88
	1698
	1689.87
	-8.13
	1688.89
	-9.11
	1693.10
	-4.90

	mol109
	190.11
	187.95
	-2.16
	191.52
	1.41
	190.35
	0.24
	1678
	1683.59
	5.59
	1693.94
	15.94
	1689.92
	11.92

	mol110
	192.39
	188.99
	-3.40
	190.66
	-1.73
	190.61
	-1.78
	1696
	1694.01
	-1.99
	1679.68
	-16.32
	1692.90
	-3.10

	mol111
	192.82
	194.02
	1.20
	191.14
	-1.68
	192.62
	-0.20
	1686
	1676.40
	-9.60
	1688.77
	2.77
	1680.00
	-6.00

	mol112
	191.85
	188.88
	-2.97
	191.54
	-0.31
	189.59
	-2.26
	1703
	1698.12
	-4.88
	1692.40
	-10.60
	1695.67
	-7.33

	mol113
	198.82
	199.74
	0.92
	197.72
	-1.10
	198.53
	-0.29
	1686
	1696.59
	10.59
	1699.10
	13.10
	1696.68
	10.68

	mol114
	220.16
	209.77
	-10.39
	214.23
	-5.93
	213.95
	-6.21
	1747
	1724.65
	-22.35
	1739.72
	-7.28
	1734.33
	-12.67

	mol115
	201.14
	209.59
	8.45
	201.80
	0.66
	201.30
	0.16
	1704
	1698.19
	-5.81
	1706.32
	2.32
	1692.00
	-12.00

	mol116
	210.70
	206.77
	-3.93
	209.86
	-0.84
	209.50
	-1.20
	1717
	1718.71
	1.71
	1713.49
	-3.51
	1716.95
	-0.05

	mol117
	204.11
	209.49
	5.38
	209.39
	5.28
	210.12
	6.01
	1717
	1727.97
	10.97
	1731.92
	14.92
	1730.63
	13.63

	mol118
	208.48
	208.21
	-0.27
	210.01
	1.53
	210.75
	2.27
	1722
	1718.69
	-3.31
	1715.18
	-6.82
	1717.86
	-4.14

	mol119
	209.91
	207.17
	-2.74
	206.15
	-3.77
	208.13
	-1.78
	1714
	1719.28
	5.28
	1713.10
	-0.90
	1714.35
	0.35

	mol120
	195.01
	203.34
	8.33
	198.19
	3.18
	198.92
	3.91
	1746
	1723.95
	-22.05
	1730.67
	-15.33
	1730.27
	-15.73

	mol121
	194.60
	197.13
	2.53
	200.71
	6.11
	198.95
	4.35
	1742
	1746.43
	4.43
	1751.03
	9.03
	1739.21
	-2.79

	mol122
	199.59
	201.19
	1.60
	195.49
	-4.10
	198.58
	-1.01
	1736
	1722.10
	-13.90
	1717.56
	-18.44
	1720.09
	-15.91

	mol123
	195.37
	193.34
	-2.03
	193.91
	-1.46
	196.15
	0.78
	1682
	1692.79
	10.79
	1688.03
	6.03
	1683.96
	1.96

	mol124
	189.97
	193.38
	3.41
	193.29
	3.32
	193.79
	3.82
	1688
	1680.54
	-7.46
	1683.95
	-4.05
	1682.95
	-5.05

	mol125
	189.70
	187.63
	-2.07
	189.79
	0.09
	189.76
	0.06
	1702
	1705.62
	3.62
	1696.97
	-5.03
	1707.70
	5.70

	mol126
	186.19
	190.65
	4.46
	189.25
	3.06
	189.50
	3.31
	1695
	1683.70
	-11.30
	1689.69
	-5.31
	1692.58
	-2.42

	mol127
	189.42
	187.85
	-1.57
	191.61
	2.19
	192.40
	2.98
	1713
	1711.58
	-1.43
	1697.52
	-15.48
	1705.64
	-7.36

	mol128
	186.07
	190.43
	4.36
	189.03
	2.96
	189.23
	3.16
	1703
	1683.46
	-19.54
	1687.59
	-15.41
	1691.62
	-11.38

	mol129
	195.47
	190.76
	-4.71
	190.44
	-5.03
	190.38
	-5.09
	1669
	1683.23
	14.23
	1688.84
	19.84
	1691.77
	22.77

	mol130
	196.33
	190.66
	-5.67
	190.37
	-5.96
	190.26
	-6.07
	1662
	1684.34
	22.34
	1689.88
	27.88
	1692.61
	30.61

	mol131
	191.02
	188.42
	-2.60
	191.05
	0.03
	190.51
	-0.52
	1696
	1696.24
	0.24
	1689.50
	-6.50
	1699.64
	3.64

	mol132
	196.87
	191.64
	-5.23
	191.24
	-5.63
	191.30
	-5.57
	1666
	1683.48
	17.48
	1688.54
	22.54
	1690.79
	24.79

	mol133
	192.09
	192.75
	0.66
	191.47
	-0.62
	192.50
	0.41
	1709
	1699.59
	-9.41
	1695.39
	-13.61
	1695.67
	-13.33

	mol134
	189.55
	192.91
	3.36
	193.59
	4.04
	192.94
	3.39
	1694
	1679.93
	-14.07
	1685.11
	-8.89
	1684.61
	-9.39

	mol135
	207.87
	207.72
	-0.15
	207.12
	-0.75
	208.98
	1.11
	1718
	1719.16
	1.16
	1712.24
	-5.76
	1712.58
	-5.42

	mol136
	198.35
	201.41
	3.06
	199.45
	1.10
	199.40
	1.05
	1690
	1706.97
	16.97
	1684.03
	-5.97
	1692.26
	2.26

	mol137
	200.54
	203.53
	2.99
	201.93
	1.39
	204.13
	3.59
	1700
	1690.48
	-9.52
	1683.59
	-16.41
	1684.92
	-15.08

	mol138
	209.00
	208.10
	-0.90
	208.84
	-0.17
	208.84
	-0.17
	1718
	1718.30
	0.30
	1715.02
	-2.98
	1717.19
	-0.81

	mol139
	212.77
	211.78
	-0.99
	209.54
	-3.23
	208.31
	-4.46
	1714
	1710.32
	-3.68
	1716.26
	2.26
	1714.83
	0.83

	mol140
	211.65
	210.04
	-1.61
	213.69
	2.04
	213.71
	2.06
	1715
	1709.11
	-5.89
	1716.63
	1.63
	1713.36
	-1.64

	mol141
	215.26
	213.83
	-1.44
	213.43
	-1.84
	216.10
	0.84
	1713
	1720.32
	7.32
	1713.18
	0.18
	1713.10
	0.10

	mol142
	206.79
	207.04
	0.25
	209.14
	2.35
	208.63
	1.84
	1716
	1716.20
	0.20
	1714.69
	-1.31
	1715.86
	-0.14

	mol143
	212.71
	220.04
	7.33
	220.61
	7.90
	220.83
	8.12
	1717
	1705.37
	-11.64
	1711.33
	-5.67
	1708.30
	-8.70

	mol144
	207.72
	208.91
	1.19
	208.67
	0.95
	211.06
	3.34
	1717
	1718.42
	1.42
	1712.35
	-4.65
	1712.15
	-4.85

	mol145
	208.40
	208.46
	0.06
	207.40
	-1.00
	208.31
	-0.09
	1706
	1722.34
	16.34
	1722.88
	16.88
	1724.82
	18.82

	mol145
	206.18
	208.03
	1.85
	207.12
	0.94
	208.10
	1.92
	1717
	1722.96
	5.96
	1722.92
	5.92
	1724.69
	7.69

	mol146
	189.00
	199.46
	10.46
	199.02
	10.02
	199.02
	10.02
	1752
	1746.32
	-5.69
	1771.04
	19.04
	1764.04
	12.04

	mol148
	190.47
	189.25
	-1.22
	186.45
	-4.02
	188.41
	-2.06
	1692
	1704.63
	12.63
	1711.16
	19.16
	1703.45
	11.45

	mol149
	188.16
	191.09
	2.93
	191.55
	3.39
	191.81
	3.65
	1680
	1681.76
	1.76
	1701.87
	21.87
	1697.51
	17.51

	mol150
	190.96
	189.98
	-0.98
	190.96
	0.00
	191.23
	0.27
	1691
	1699.97
	8.97
	1702.25
	11.25
	1697.18
	6.18

	mol151
	210.45
	192.97
	-17.48
	202.86
	-7.59
	201.51
	-8.94
	1709
	1715.95
	6.95
	1713.37
	4.37
	1706.24
	-2.76

	mol152
	208.96
	199.28
	-9.68
	206.54
	-2.42
	208.20
	-0.77
	1700
	1688.69
	-11.31
	1701.45
	1.45
	1690.58
	-9.43

	mol153
	208.93
	207.55
	-1.39
	208.66
	-0.27
	208.42
	-0.52
	1717
	1713.00
	-4.01
	1715.37
	-1.63
	1713.99
	-3.01

	mol154
	209.34
	206.06
	-3.28
	206.40
	-2.94
	204.68
	-4.66
	1709
	1711.59
	2.59
	1711.32
	2.32
	1710.42
	1.42

	mol155
	197.59
	207.45
	9.86
	209.13
	11.54
	208.70
	11.11
	1724
	1734.75
	10.75
	1727.11
	3.11
	1737.70
	13.70

	mol156
	197.21
	198.64
	1.43
	199.30
	2.09
	200.34
	3.13
	1688
	1699.00
	11.00
	1686.48
	-1.52
	1684.80
	-3.20

	mol157
	216.16
	207.20
	-8.96
	213.79
	-2.37
	212.40
	-3.76
	1760
	1739.52
	-20.48
	1744.11
	-15.89
	1745.11
	-14.89

	mol158
	213.02
	208.99
	-4.03
	209.07
	-3.95
	209.79
	-3.23
	1708
	1712.42
	4.42
	1710.90
	2.90
	1710.87
	2.87

	mol159
	212.79
	208.86
	-3.93
	211.51
	-1.28
	210.59
	-2.20
	1733
	1730.97
	-2.03
	1747.34
	14.34
	1744.46
	11.46

	mol160
	202.95
	203.58
	0.63
	203.65
	0.70
	204.40
	1.45
	1724
	1723.19
	-0.81
	1720.01
	-3.99
	1721.31
	-2.69

	mol161
	198.76
	199.73
	0.97
	197.12
	-1.64
	198.27
	-0.50
	1687
	1678.57
	-8.43
	1683.43
	-3.58
	1680.84
	-6.16

	mol162
	210.68
	197.20
	-13.48
	206.64
	-4.04
	203.91
	-6.77
	1684
	1689.19
	5.19
	1691.35
	7.35
	1692.35
	8.35

	mol163
	199.28
	199.94
	0.66
	200.00
	0.72
	202.46
	3.18
	1667
	1686.41
	19.41
	1694.49
	27.49
	1688.82
	21.82

	mol164
	211.99
	209.98
	-2.01
	210.84
	-1.15
	211.48
	-0.51
	1709
	1718.34
	9.34
	1714.53
	5.53
	1716.66
	7.66

	mol165
	194.72
	194.70
	-0.02
	193.46
	-1.26
	195.60
	0.88
	1678
	1706.91
	28.91
	1689.69
	11.69
	1699.28
	21.28

	mol166
	193.02
	198.74
	5.72
	199.12
	6.10
	199.96
	6.94
	1711
	1695.10
	-15.90
	1684.44
	-26.56
	1687.31
	-23.69

	mol167
	203.76
	193.82
	-9.94
	195.07
	-8.70
	197.17
	-6.59
	1721
	1708.65
	-12.35
	1709.33
	-11.67
	1704.55
	-16.45

	mol168
	208.29
	207.19
	-1.10
	206.29
	-2.00
	206.75
	-1.54
	1727
	1720.37
	-6.63
	1720.22
	-6.78
	1720.85
	-6.15

	mol169
	198.64
	201.57
	2.93
	199.57
	0.93
	200.88
	2.24
	1676
	1694.80
	18.80
	1689.83
	13.83
	1691.98
	15.98

	mol170
	205.58
	190.69
	-14.89
	197.03
	-8.55
	196.43
	-9.15
	1704
	1698.73
	-5.27
	1704.39
	0.39
	1696.72
	-7.28

	mol171
	213.28
	211.17
	-2.11
	211.43
	-1.85
	212.65
	-0.63
	1712
	1711.71
	-0.29
	1714.50
	2.50
	1713.27
	1.27

	mol172
	211.45
	208.76
	-2.69
	208.07
	-3.38
	208.68
	-2.77
	1714
	1718.43
	4.43
	1715.27
	1.27
	1717.43
	3.43

	mol173
	214.96
	210.57
	-4.39
	210.13
	-4.83
	211.32
	-3.64
	1702
	1717.00
	15.00
	1715.99
	13.99
	1714.73
	12.73

	mol174
	211.93
	208.69
	-3.24
	208.56
	-3.37
	209.09
	-2.84
	1717
	1719.02
	2.02
	1715.36
	-1.64
	1718.13
	1.13

	mol175
	198.62
	198.97
	0.35
	198.95
	0.33
	199.57
	0.95
	1699
	1681.23
	-17.78
	1691.99
	-7.01
	1689.66
	-9.34

	mol176
	206.87
	206.81
	-0.06
	211.44
	4.57
	208.19
	1.32
	1713
	1696.26
	-16.74
	1708.67
	-4.33
	1701.68
	-11.32

	mol177
	211.06
	208.92
	-2.14
	212.50
	1.44
	212.70
	1.64
	1713
	1707.91
	-5.09
	1714.02
	1.02
	1710.44
	-2.56

	mol178
	211.75
	210.58
	-1.17
	211.97
	0.22
	208.95
	-2.80
	1716
	1699.81
	-16.19
	1711.60
	-4.40
	1705.81
	-10.19

	mol179
	209.04
	205.84
	-3.20
	207.29
	-1.75
	203.62
	-5.42
	1717
	1696.39
	-20.61
	1708.50
	-8.50
	1702.68
	-14.32

	mol180
	209.22
	207.63
	-1.59
	208.40
	-0.82
	208.06
	-1.16
	1719
	1716.87
	-2.13
	1716.07
	-2.93
	1717.35
	-1.65

	mol181
	218.32
	214.73
	-3.59
	216.89
	-1.43
	217.56
	-0.76
	1716
	1723.62
	7.62
	1718.08
	2.08
	1720.26
	4.26

	mol182
	211.37
	210.87
	-0.51
	211.62
	0.25
	214.32
	2.95
	1714
	1719.28
	5.28
	1712.73
	-1.27
	1711.91
	-2.09

	mol183
	214.70
	210.90
	-3.80
	212.88
	-1.83
	212.04
	-2.66
	1713
	1705.29
	-7.71
	1714.96
	1.96
	1712.20
	-0.80

	mol184
	212.68
	210.93
	-1.76
	210.14
	-2.54
	212.62
	-0.07
	1713
	1719.96
	6.96
	1714.18
	1.18
	1714.44
	1.44

	mol185
	208.67
	209.42
	0.75
	206.52
	-2.15
	209.35
	0.68
	1717
	1716.20
	-0.80
	1708.60
	-8.40
	1707.52
	-9.48

	mol186
	214.30
	214.73
	0.43
	220.30
	6.00
	229.64
	15.34
	1711
	1750.82
	39.82
	1685.41
	-25.59
	1705.55
	-5.46

	mol187
	207.28
	207.29
	0.01
	208.69
	1.41
	208.35
	1.07
	1716
	1715.77
	-0.23
	1714.15
	-1.85
	1715.44
	-0.56

	mol188
	209.50
	211.42
	1.92
	209.49
	-0.01
	208.92
	-0.58
	1717
	1706.49
	-10.52
	1718.24
	1.24
	1714.73
	-2.27

	mol189
	204.54
	208.11
	3.57
	205.16
	0.62
	206.86
	2.32
	1707
	1714.36
	7.36
	1713.61
	6.61
	1714.69
	7.69

	mol190
	197.85
	200.30
	2.45
	202.45
	4.60
	202.52
	4.67
	1686
	1691.95
	5.95
	1692.70
	6.70
	1695.20
	9.20

	mol191
	207.42
	207.21
	-0.21
	207.01
	-0.41
	207.04
	-0.38
	1717
	1720.54
	3.54
	1717.24
	0.24
	1720.09
	3.09

	mol192
	187.66
	196.49
	8.83
	183.57
	-4.09
	189.46
	1.80
	1660
	1676.56
	16.56
	1673.34
	13.34
	1661.64
	1.64

	mol193
	204.83
	196.34
	-8.49
	204.29
	-0.54
	199.92
	-4.91
	1660
	1675.78
	15.78
	1668.76
	8.76
	1649.55
	-10.45

	mol194
	187.05
	200.38
	13.33
	204.14
	17.09
	205.84
	18.79
	1672
	1667.29
	-4.71
	1688.38
	16.38
	1684.96
	12.96

	mol195
	206.41
	193.06
	-13.35
	196.60
	-9.81
	198.17
	-8.24
	1693
	1707.44
	14.44
	1702.72
	9.72
	1702.97
	9.97

	mol196
	199.61
	200.93
	1.32
	199.87
	0.26
	201.88
	2.27
	1682
	1688.43
	6.43
	1689.66
	7.66
	1689.58
	7.58

	mol197
	211.21
	209.31
	-1.90
	211.89
	0.68
	211.38
	0.17
	1717
	1719.44
	2.44
	1720.83
	3.83
	1721.48
	4.48

	mol198
	223.19
	213.53
	-9.66
	217.41
	-5.78
	215.60
	-7.59
	1739
	1730.32
	-8.68
	1737.72
	-1.28
	1728.78
	-10.22

	mol199
	221.47
	212.83
	-8.64
	216.88
	-4.59
	217.38
	-4.10
	1742
	1727.95
	-14.05
	1732.42
	-9.59
	1731.18
	-10.82

	mol200
	212.18
	208.55
	-3.63
	210.80
	-1.38
	210.75
	-1.43
	1717
	1719.25
	2.25
	1716.76
	-0.24
	1718.45
	1.45

	mol201
	162.83
	163.29
	0.46
	167.75
	4.92
	168.93
	6.10
	1686
	1685.24
	-0.76
	1671.72
	-14.28
	1683.79
	-2.21

	mol202
	166.49
	164.13
	-2.36
	168.13
	1.64
	165.27
	-1.23
	1668
	1666.73
	-1.27
	1658.80
	-9.20
	1663.46
	-4.54

	mol203
	178.06
	171.23
	-6.83
	170.00
	-8.06
	170.02
	-8.04
	1681
	1668.35
	-12.66
	1663.33
	-17.67
	1674.44
	-6.56

	mol204
	159.49
	155.65
	-3.84
	140.16
	-19.33
	151.31
	-8.18
	1683
	1639.24
	-43.76
	1655.12
	-27.88
	1626.71
	-56.29

	mol205
	171.49
	168.12
	-3.37
	162.59
	-8.91
	163.70
	-7.79
	1676
	1677.18
	1.18
	1675.94
	-0.06
	1677.17
	1.17

	mol206
	162.60
	161.82
	-0.78
	170.17
	7.57
	167.74
	5.14
	1675
	1660.62
	-14.38
	1664.25
	-10.75
	1662.96
	-12.04

	mol207
	177.68
	175.14
	-2.54
	172.75
	-4.93
	174.86
	-2.82
	1662
	1654.64
	-7.36
	1667.11
	5.11
	1650.70
	-11.30

	mol208
	171.77
	170.47
	-1.30
	168.29
	-3.48
	171.66
	-0.11
	1655
	1675.64
	20.64
	1682.03
	27.03
	1676.85
	21.85

	mol209
	164.92
	163.80
	-1.12
	169.09
	4.17
	161.34
	-3.58
	1665
	1669.18
	4.18
	1676.60
	11.60
	1672.64
	7.64

	mol210
	171.17
	172.22
	1.05
	172.03
	0.86
	174.34
	3.17
	1667
	1683.38
	16.38
	1676.48
	9.48
	1679.47
	12.47

	mol211
	172.13
	171.53
	-0.60
	167.47
	-4.66
	165.56
	-6.57
	1681
	1673.48
	-7.52
	1651.94
	-29.06
	1664.55
	-16.45

	mol212
	170.49
	169.17
	-1.32
	172.72
	2.23
	172.88
	2.39
	1646
	1656.82
	10.82
	1663.05
	17.05
	1673.08
	27.08

	mol213
	165.62
	164.03
	-1.59
	167.63
	2.01
	165.43
	-0.19
	1665
	1668.99
	3.99
	1658.35
	-6.65
	1661.65
	-3.35

	mol214
	163.73
	164.13
	0.40
	167.75
	4.02
	164.53
	0.80
	1663
	1668.66
	5.66
	1676.57
	13.57
	1673.61
	10.61

	mol215
	174.27
	176.77
	2.50
	173.45
	-0.82
	176.20
	1.93
	1662
	1653.47
	-8.53
	1664.47
	2.47
	1649.83
	-12.17

	mol216
	180.19
	176.19
	-4.00
	176.21
	-3.98
	176.46
	-3.73
	1642
	1667.61
	25.61
	1672.87
	30.87
	1665.97
	23.97

	mol217
	170.66
	176.99
	6.33
	171.86
	1.20
	175.79
	5.13
	1666
	1672.14
	6.14
	1662.18
	-3.83
	1684.33
	18.33

	mol218
	175.35
	176.37
	1.02
	172.31
	-3.04
	180.42
	5.07
	1651
	1640.92
	-10.08
	1659.37
	8.37
	1655.76
	4.76

	mol219
	162.37
	172.71
	10.34
	172.29
	9.92
	172.94
	10.57
	1675
	1665.18
	-9.82
	1663.55
	-11.45
	1685.09
	10.09

	mol220
	166.43
	163.93
	-2.50
	165.15
	-1.28
	165.44
	-0.99
	1661
	1662.89
	1.89
	1664.98
	3.98
	1657.98
	-3.02

	mol221
	169.17
	170.31
	1.14
	170.91
	1.74
	168.87
	-0.31
	1674
	1664.58
	-9.42
	1660.73
	-13.27
	1665.56
	-8.44

	mol222
	166.94
	165.95
	-1.00
	163.58
	-3.37
	166.88
	-0.06
	1668
	1671.40
	3.40
	1704.43
	36.43
	1717.75
	49.75

	mol223
	172.47
	172.80
	0.33
	173.57
	1.10
	174.70
	2.23
	1691
	1682.68
	-8.33
	1659.58
	-31.42
	1666.40
	-24.60

	mol224
	163.44
	161.65
	-1.79
	161.51
	-1.93
	163.08
	-0.36
	1683
	1674.66
	-8.34
	1642.19
	-40.82
	1643.51
	-39.49

	mol225
	162.16
	162.48
	0.32
	165.77
	3.61
	158.41
	-3.75
	1666
	1662.33
	-3.68
	1678.15
	12.15
	1666.88
	0.88


Mean absolute percent errors 
	Type
	property
	LCP
	BCP
	Combined

	
	
	
	
	

	aldehydes
	NMR (%)
	1.18
	1.24
	1.07

	
	IR (%)
	0.61
	0.54
	0.55

	ketones
	NMR (%)
	1.49
	1.92
	1.61

	
	IR (%)
	0.41
	0.51
	0.42

	imides
	NMR (%)
	1.36
	2.36
	0.93

	
	IR (%)
	0.23
	0.43
	0.43

	amides
	NMR (%)
	2.60
	1.39
	2.14

	
	IR (%)
	0.95
	0.59
	0.93


Table S4. Optimized ANN parameters for predicting spectroscopic properties
	
	LCP
	BCP
	Combined

	
	LRa
	Nb
	HNc
	LRa
	Nb
	HNc
	LRa
	Nb
	HNc

	NMR 
	0.019
	900
	5
	0.041
	2500
	17
	0.006
	2300
	10

	IR 
	0.040
	500
	6
	0.052
	2500
	16
	0.014
	500
	11


aLearning rate

bNumber of epochs

cNumber of hidden neurons

Table S5. Interaction energies predicted using default parameters 
	Covalent interaction energy (kcal/mol)
	van der Waals interaction energy (kcal/mol)

	BCP
	LCP
	Combined
	BCP
	LCP
	Combined

	
	Cal.
	Pred.
	Error
	Pred.
	Error
	Pred.
	Error
	Cal.
	Pred.
	Error
	Pred.
	Error
	Pred.
	Error

	mol01
	-59.3
	-51.0
	8.3
	-58.7
	0.7
	-59.3
	0.0
	-62.7
	-56.0
	6.7
	-63.0
	-0.4
	-58.0
	4.6

	mol02
	-60.9
	-50.5
	10.4
	-49.2
	11.8
	-48.9
	12.1
	-64.4
	-45.0
	19.4
	-46.5
	17.9
	-44.7
	19.7

	mol03
	-48.7
	-49.7
	-1.0
	-51.9
	-3.3
	-52.2
	-3.6
	-48.7
	-49.7
	-1.0
	-55.1
	-6.4
	-51.3
	-2.7

	mol04
	-58.4
	-50.3
	8.0
	-52.8
	5.6
	-52.9
	5.4
	-60.0
	-52.4
	7.7
	-55.1
	5.0
	-55.1
	5.0

	mol05
	-59.1
	-50.3
	8.8
	-56.2
	2.9
	-58.0
	1.1
	-60.1
	-53.3
	6.8
	-57.2
	2.9
	-58.6
	1.5

	mol06
	-57.6
	-51.9
	5.6
	-55.4
	2.1
	-47.9
	9.6
	-43.6
	-44.6
	-1.1
	-52.6
	-9.0
	-40.8
	2.7

	mol07
	-62.4
	-51.8
	10.6
	-57.5
	4.9
	-54.2
	8.1
	-42.0
	-45.0
	-3.0
	-53.2
	-11.2
	-44.3
	-2.3

	mol08
	-51.8
	-50.0
	1.8
	-48.7
	3.1
	-48.3
	3.5
	-47.9
	-46.6
	1.4
	-52.0
	-4.1
	-50.2
	-2.2

	mol09
	-43.4
	-51.1
	-7.8
	10.5
	53.8
	-18.3
	25.1
	-55.3
	-46.0
	9.4
	-51.1
	4.2
	-31.4
	23.9

	mol10
	-48.7
	-52.2
	-3.6
	-48.8
	-0.1
	-53.8
	-5.2
	-48.6
	-42.8
	5.9
	-51.7
	-3.1
	-48.3
	0.4

	mol11
	-53.3
	-52.3
	1.0
	-51.1
	2.2
	-52.9
	0.4
	-43.3
	-45.0
	-1.7
	-51.2
	-7.8
	-41.8
	1.5

	mol12
	-54.0
	-52.3
	1.7
	-51.0
	3.0
	-49.4
	4.6
	-43.3
	-45.1
	-1.8
	-49.4
	-6.1
	-38.7
	4.6

	mol13
	-53.7
	-52.2
	1.5
	-49.9
	3.8
	-53.6
	0.1
	-53.4
	-43.8
	9.6
	-42.3
	11.0
	-28.5
	24.9

	mol14
	-55.9
	-50.1
	5.8
	-53.0
	2.9
	-53.5
	2.4
	-56.7
	-50.3
	6.3
	-55.0
	1.6
	-55.2
	1.5

	mol15
	-56.8
	-52.3
	4.5
	-53.1
	3.7
	-56.9
	-0.1
	-58.2
	-44.3
	13.9
	-50.1
	8.1
	-51.3
	6.8

	mol16
	-53.3
	-48.3
	5.1
	-52.9
	0.5
	-52.7
	0.6
	-50.1
	-49.3
	0.9
	-47.7
	2.4
	-50.7
	-0.6

	mol17
	-53.0
	-51.2
	1.8
	-63.2
	-10.2
	-55.4
	-2.4
	-43.1
	-45.9
	-2.8
	-60.0
	-16.9
	-57.9
	-14.7

	mol18
	-53.6
	-48.3
	5.4
	-52.9
	0.8
	-52.9
	0.8
	-51.8
	-48.9
	2.9
	-53.6
	-1.8
	-48.5
	3.2

	mol19
	-55.7
	-51.8
	3.9
	-53.1
	2.6
	-55.7
	-0.1
	-41.0
	-46.8
	-5.8
	-52.4
	-11.5
	-52.0
	-11.1

	mol20
	-53.7
	-48.3
	5.4
	-53.5
	0.2
	-53.6
	0.2
	-51.9
	-49.4
	2.6
	-53.1
	-1.2
	-47.2
	4.8

	mol21
	-54.7
	-52.2
	2.4
	-55.1
	-0.4
	-52.1
	2.6
	-51.9
	-45.4
	6.5
	-51.6
	0.3
	-50.2
	1.7

	mol22
	-50.5
	-50.3
	0.2
	-51.6
	-1.1
	-54.4
	-3.9
	-45.6
	-52.0
	-6.4
	-51.5
	-5.8
	-54.1
	-8.5

	mol23
	-59.3
	-52.5
	6.8
	-55.8
	3.5
	-56.8
	2.6
	-48.2
	-52.6
	-4.4
	-43.4
	4.8
	-35.2
	13.0

	mol24
	-52.1
	-50.4
	1.7
	-53.3
	-1.3
	-55.1
	-3.0
	-52.6
	-50.7
	1.9
	-53.1
	-0.5
	-57.4
	-4.7

	mol25
	-62.0
	-50.5
	11.5
	-61.3
	0.7
	-55.3
	6.7
	-62.9
	-53.0
	9.9
	-55.0
	7.9
	-58.3
	4.6

	mol26
	-56.3
	-50.7
	5.6
	-54.0
	2.3
	-53.1
	3.1
	-57.8
	-52.0
	5.8
	-56.4
	1.4
	-55.8
	2.0

	mol27
	-48.3
	-52.2
	-4.0
	-52.1
	-3.8
	-51.3
	-3.1
	-40.5
	-46.0
	-5.5
	-52.3
	-11.8
	-49.4
	-8.9

	mol28
	-52.8
	-52.5
	0.3
	-55.1
	-2.3
	-56.7
	-3.9
	-53.8
	-47.3
	6.5
	-54.3
	-0.5
	-54.5
	-0.7

	mol29
	-54.4
	-52.3
	2.1
	-54.6
	-0.2
	-56.3
	-2.0
	-56.9
	-46.8
	10.1
	-55.1
	1.8
	-52.1
	4.8

	mol30
	-53.6
	-50.0
	3.5
	-52.4
	1.2
	-52.2
	1.4
	-44.7
	-47.6
	-3.0
	-59.9
	-15.3
	-50.5
	-5.9

	mol31
	-50.2
	-51.8
	-1.6
	-51.9
	-1.7
	-51.9
	-1.7
	-51.3
	-48.5
	2.8
	-51.0
	0.3
	-47.7
	3.6

	mol32
	-58.2
	-53.1
	5.1
	-54.6
	3.7
	-55.3
	2.9
	-58.0
	-45.6
	12.4
	-52.3
	5.7
	-51.0
	6.9

	mol33
	-56.5
	-51.6
	4.9
	-60.8
	-4.3
	-71.0
	-14.4
	-46.9
	-43.8
	3.1
	-57.1
	-10.2
	-59.6
	-12.7

	mol34
	-50.9
	-52.2
	-1.3
	-56.3
	-5.4
	-54.3
	-3.4
	-45.4
	-43.7
	1.7
	-50.2
	-4.8
	-42.8
	2.6

	mol35
	-55.0
	-52.8
	2.2
	-55.9
	-0.8
	-56.4
	-1.4
	-40.3
	-46.7
	-6.4
	-49.2
	-9.0
	-47.0
	-6.7

	mol36
	-49.0
	-51.6
	-2.6
	-52.4
	-3.5
	-53.7
	-4.7
	-53.2
	-46.2
	6.9
	-50.6
	2.5
	-49.0
	4.2

	mol37
	-53.6
	-81.7
	-28.2
	-54.5
	-0.9
	-52.8
	0.8
	-55.6
	-46.5
	9.2
	-51.0
	4.6
	-46.6
	9.0

	mol38
	-52.5
	-51.7
	0.8
	-56.3
	-3.8
	-55.2
	-2.7
	-51.4
	-48.6
	2.8
	-48.3
	3.2
	-47.8
	3.6

	mol39
	-64.5
	-62.2
	2.2
	-65.1
	-0.6
	-79.7
	-15.2
	-54.7
	-55.2
	-0.5
	-48.2
	6.5
	-52.1
	2.6

	mol40
	-61.0
	-52.8
	8.2
	-59.5
	1.5
	-56.4
	4.6
	-59.8
	-49.2
	10.6
	-43.0
	16.8
	-49.0
	10.9

	mol41
	-53.2
	-51.8
	1.4
	-54.7
	-1.4
	-54.7
	-1.4
	-50.2
	-46.9
	3.2
	-52.9
	-2.8
	-49.9
	0.3

	mol42
	-61.3
	-52.0
	9.3
	-56.9
	4.4
	-57.7
	3.6
	-62.3
	-47.1
	15.2
	-51.4
	10.9
	-50.4
	11.9

	mol43
	-61.1
	-53.8
	7.3
	-65.4
	-4.3
	-68.7
	-7.6
	-68.1
	-48.2
	20.0
	-55.0
	13.1
	-53.3
	14.8

	mol44
	-48.8
	-51.7
	-2.9
	-53.7
	-4.9
	-55.5
	-6.7
	-51.2
	-45.5
	5.7
	-52.4
	-1.2
	-33.7
	17.5

	mol45
	-55.5
	-56.2
	-0.7
	-60.8
	-5.3
	-61.6
	-6.1
	-60.1
	-50.5
	9.6
	-50.3
	9.8
	-51.1
	9.1

	mol46
	-52.8
	-51.4
	1.4
	-50.3
	2.5
	-52.9
	-0.1
	-43.6
	-45.5
	-1.9
	-38.8
	4.8
	-51.5
	-7.9

	mol47
	-53.6
	-51.6
	2.0
	-53.1
	0.6
	-54.1
	-0.4
	-51.9
	-49.2
	2.8
	-52.2
	-0.3
	-49.1
	2.9

	mol48
	-53.6
	-51.6
	1.9
	-52.9
	0.6
	-55.7
	-2.2
	-50.0
	-49.4
	0.6
	-50.2
	-0.2
	-48.7
	1.3

	mol49
	-61.5
	-49.8
	11.7
	-51.7
	9.7
	-53.2
	8.3
	-61.2
	-47.6
	13.6
	-48.3
	12.9
	-48.1
	13.1

	mol50
	-61.8
	-51.9
	9.9
	-58.3
	3.5
	-56.4
	5.3
	-60.9
	-46.2
	14.7
	-60.1
	0.8
	-54.1
	6.8

	mol51
	-54.4
	-52.1
	2.3
	-52.0
	2.4
	-53.1
	1.2
	-50.3
	-47.7
	2.7
	-45.6
	4.7
	-47.3
	3.1

	mol52
	-58.1
	-52.0
	6.1
	-56.1
	2.0
	-54.1
	4.0
	-59.0
	-45.6
	13.3
	-57.4
	1.6
	-48.6
	10.4

	mol53
	-53.7
	-52.4
	1.3
	-54.8
	-1.1
	-53.5
	0.2
	-54.1
	-45.1
	8.9
	-54.8
	-0.8
	-47.5
	6.6

	mol54
	-52.5
	-51.7
	0.7
	-54.5
	-2.0
	-54.6
	-2.1
	-54.8
	-51.4
	3.4
	-52.4
	2.4
	-52.8
	2.0

	mol55
	-51.9
	-52.3
	-0.4
	-53.5
	-1.6
	-53.4
	-1.6
	-51.8
	-45.7
	6.1
	-55.0
	-3.2
	-51.1
	0.8

	mol56
	-51.8
	-51.5
	0.3
	-52.2
	-0.4
	-53.7
	-1.8
	-55.5
	-47.8
	7.6
	-46.6
	8.9
	-46.0
	9.5

	mol57
	-52.7
	-51.9
	0.9
	-54.4
	-1.7
	-54.6
	-1.8
	-55.0
	-51.3
	3.6
	-52.4
	2.6
	-53.3
	1.6

	mol58
	-55.4
	-52.0
	3.5
	-88.3
	-32.9
	-61.4
	-6.0
	-64.6
	-56.4
	8.2
	-70.8
	-6.2
	-66.7
	-2.1

	mol59
	-54.3
	-52.2
	2.1
	-54.2
	0.1
	-56.2
	-2.0
	-48.7
	-45.4
	3.4
	-53.4
	-4.7
	-45.0
	3.8

	mol60
	-50.6
	-52.6
	-2.0
	-53.1
	-2.5
	-53.8
	-3.2
	-40.3
	-41.9
	-1.6
	-48.5
	-8.2
	-39.2
	1.1

	mol61
	-53.2
	-52.1
	1.2
	-54.6
	-1.4
	-55.9
	-2.7
	-52.9
	-50.7
	2.2
	-49.3
	3.6
	-50.4
	2.5

	mol62
	-51.5
	-51.9
	-0.4
	-53.2
	-1.7
	-54.6
	-3.1
	-47.1
	-50.7
	-3.6
	-50.9
	-3.8
	-53.2
	-6.1

	mol63
	-56.4
	-53.4
	3.0
	-53.6
	2.8
	-54.6
	1.8
	-57.4
	-43.6
	13.7
	-48.3
	9.1
	-45.5
	11.9

	mol64
	-53.7
	-51.5
	2.2
	-50.8
	2.9
	-55.3
	-1.6
	-54.8
	-49.1
	5.7
	-50.6
	4.2
	-58.3
	-3.6

	mol65
	-53.7
	-54.2
	-0.6
	-54.7
	-1.0
	-54.3
	-0.6
	-49.9
	-46.6
	3.3
	-50.0
	-0.2
	-52.2
	-2.3

	mol66
	-58.6
	-51.7
	6.9
	-56.1
	2.5
	-56.8
	1.7
	-59.1
	-50.9
	8.2
	-52.3
	6.8
	-52.6
	6.5

	mol67
	-52.4
	-51.8
	0.6
	-53.1
	-0.6
	-55.2
	-2.8
	-54.8
	-49.9
	5.0
	-50.7
	4.1
	-52.3
	2.5

	mol68
	-56.7
	-51.7
	5.0
	-55.4
	1.3
	-56.9
	-0.2
	-59.2
	-50.9
	8.3
	-51.1
	8.1
	-52.9
	6.3

	mol69
	-52.0
	-51.9
	0.1
	-52.9
	-0.9
	-55.4
	-3.3
	-55.2
	-49.4
	5.8
	-51.7
	3.4
	-52.4
	2.8

	mol70
	-52.1
	-52.0
	0.1
	-54.2
	-2.1
	-56.3
	-4.2
	-54.7
	-50.2
	4.5
	-53.2
	1.5
	-53.4
	1.3

	mol71
	-55.4
	-52.0
	3.4
	-53.5
	1.9
	-55.2
	0.1
	-56.6
	-49.3
	7.3
	-52.7
	3.9
	-52.8
	3.8

	mol72
	-53.5
	-52.2
	1.3
	-53.7
	-0.3
	-53.4
	0.0
	-50.3
	-50.6
	-0.3
	-48.1
	2.2
	-48.5
	1.7

	mol73
	-57.6
	-51.7
	5.8
	-48.0
	9.6
	-55.4
	2.2
	-53.5
	-57.3
	-3.8
	-61.4
	-7.9
	-79.9
	-26.5

	mol74
	-53.7
	-56.6
	-2.8
	-53.0
	0.7
	-56.7
	-2.9
	-53.0
	-48.2
	4.8
	-41.2
	11.8
	-63.1
	-10.0

	mol75
	-53.1
	-55.4
	-2.4
	-59.6
	-6.5
	-71.0
	-18.0
	-49.6
	-47.2
	2.4
	-53.8
	-4.1
	-56.2
	-6.5

	mol76
	-50.4
	-52.8
	-2.4
	-51.2
	-0.8
	-52.3
	-2.0
	-39.4
	-44.2
	-4.8
	-42.2
	-2.8
	-37.8
	1.7

	mol77
	-50.7
	-52.1
	-1.4
	-54.7
	-3.9
	-54.5
	-3.7
	-52.4
	-49.3
	3.1
	-48.6
	3.9
	-49.2
	3.2

	mol78
	-57.4
	-52.9
	4.5
	-56.6
	0.7
	-57.3
	0.1
	-52.0
	-45.8
	6.2
	-53.1
	-1.1
	-47.9
	4.2

	mol79
	-60.4
	-52.0
	8.5
	-56.9
	3.5
	-56.1
	4.4
	-52.4
	-50.9
	1.5
	-54.2
	-1.8
	-53.2
	-0.8

	mol80
	-57.8
	-52.1
	5.7
	-55.6
	2.2
	-58.4
	-0.6
	-58.8
	-52.5
	6.3
	-51.5
	7.3
	-51.5
	7.4

	mol81
	-64.0
	-52.8
	11.2
	-58.4
	5.6
	-55.5
	8.5
	-62.7
	-44.0
	18.7
	-48.9
	13.8
	-51.6
	11.1

	mol82
	-50.6
	-59.1
	-8.5
	-52.7
	-2.1
	-68.4
	-17.8
	-49.5
	-36.5
	13.0
	-51.3
	-1.7
	-63.9
	-14.4

	mol83
	-50.7
	-51.9
	-1.2
	-53.1
	-2.5
	-54.3
	-3.7
	-54.9
	-50.2
	4.7
	-51.7
	3.1
	-52.3
	2.6

	mol84
	-49.7
	-53.0
	-3.3
	-52.3
	-2.6
	-53.4
	-3.7
	-60.2
	-42.3
	17.9
	-41.7
	18.5
	-50.7
	9.5

	mol85
	-52.2
	-52.5
	-0.3
	-55.7
	-3.5
	-58.8
	-6.6
	-48.4
	-51.2
	-2.8
	-51.6
	-3.2
	-51.6
	-3.2

	mol86
	-57.2
	-51.8
	5.5
	-55.3
	2.0
	-54.5
	2.8
	-59.2
	-52.3
	6.9
	-51.4
	7.8
	-50.9
	8.3

	mol87
	-55.8
	-52.9
	3.0
	-55.9
	0.0
	-58.0
	-2.2
	-43.4
	-47.9
	-4.5
	-38.9
	4.5
	-34.9
	8.4

	mol88
	-47.4
	-53.5
	-6.1
	-51.5
	-4.1
	-54.3
	-6.9
	-38.4
	-45.2
	-6.7
	-41.8
	-3.4
	-49.8
	-11.4

	mol89
	-53.7
	-52.7
	1.0
	-53.5
	0.2
	-55.6
	-1.9
	-54.6
	-48.8
	5.8
	-49.4
	5.2
	-45.9
	8.8

	mol90
	-53.1
	-52.7
	0.4
	-53.3
	-0.2
	-53.8
	-0.7
	-51.6
	-48.9
	2.7
	-51.0
	0.6
	-47.2
	4.4

	mol91
	-55.9
	-57.8
	-1.9
	-49.4
	6.6
	-47.3
	8.6
	-53.8
	-56.0
	-2.3
	-46.0
	7.7
	-61.2
	-7.4

	mol92
	-59.1
	-57.5
	1.6
	-64.2
	-5.0
	-57.0
	2.1
	-46.2
	-46.0
	0.3
	-50.8
	-4.6
	-53.0
	-6.8

	mol93
	-49.2
	-51.4
	-2.3
	-52.9
	-3.7
	-52.2
	-3.0
	-47.7
	-46.3
	1.4
	-48.0
	-0.3
	-47.6
	0.2

	mol94
	-69.7
	-52.2
	17.6
	-50.2
	19.6
	-50.7
	19.1
	-41.3
	-47.1
	-5.8
	-45.3
	-4.0
	-42.4
	-1.1

	mol95
	-63.7
	-77.1
	-13.4
	-57.5
	6.2
	-67.8
	-4.1
	-48.6
	-58.7
	-10.1
	-41.9
	6.7
	-45.8
	2.9

	mol96
	-58.7
	-51.7
	6.9
	-55.0
	3.7
	-56.3
	2.4
	-58.7
	-45.2
	13.4
	-53.9
	4.8
	-58.5
	0.2

	mol97
	-58.8
	-54.4
	4.3
	-61.6
	-2.9
	-59.3
	-0.6
	-58.8
	-45.3
	13.5
	-55.0
	3.8
	-56.9
	1.9

	mol98
	-49.4
	-52.4
	-3.0
	-52.6
	-3.2
	-52.7
	-3.3
	-53.2
	-46.9
	6.3
	-49.0
	4.3
	-46.5
	6.7

	mol99
	-50.4
	-49.9
	0.5
	-52.8
	-2.4
	-56.0
	-5.6
	-53.4
	-48.4
	5.0
	-51.6
	1.8
	-55.4
	-2.0

	mol100
	-49.1
	-52.9
	-3.8
	-50.3
	-1.2
	-51.9
	-2.8
	-52.0
	-46.6
	5.4
	-48.1
	3.9
	-43.1
	8.9

	mol101
	-56.5
	-55.7
	0.8
	-58.0
	-1.5
	-60.3
	-3.8
	-56.5
	-46.5
	10.0
	-53.9
	2.6
	-39.9
	16.6

	mol102
	-53.7
	-56.2
	-2.5
	-53.3
	0.4
	-53.5
	0.2
	-55.2
	-51.4
	3.8
	-44.1
	11.1
	-50.1
	5.1

	mol103
	-55.0
	-55.4
	-0.4
	-55.7
	-0.7
	-57.9
	-2.9
	-57.1
	-51.7
	5.4
	-52.6
	4.5
	-47.2
	9.9

	mol104
	-48.8
	-51.7
	-2.9
	-53.0
	-4.1
	-52.6
	-3.8
	-36.6
	-42.4
	-5.9
	-39.3
	-2.7
	-35.1
	1.4

	mol105
	-64.6
	-52.1
	12.5
	-39.9
	24.7
	-31.7
	32.9
	-42.1
	-29.9
	12.2
	15.8
	57.9
	-26.1
	16.0

	mol106
	-51.1
	-53.2
	-2.2
	-51.7
	-0.7
	-54.1
	-3.0
	-38.9
	-45.2
	-6.3
	-41.7
	-2.8
	-47.8
	-8.9

	mol107
	-49.2
	-53.3
	-4.1
	-56.3
	-7.1
	-57.8
	-8.6
	-37.3
	-42.8
	-5.5
	-43.0
	-5.7
	-38.9
	-1.6

	mol108
	-54.4
	-52.5
	1.8
	-56.2
	-1.8
	-53.8
	0.6
	-49.2
	-44.2
	5.0
	-51.7
	-2.6
	-45.4
	3.8

	mol109
	-47.2
	-54.0
	-6.8
	-52.6
	-5.4
	-50.0
	-2.8
	-51.5
	-49.7
	1.8
	-49.1
	2.4
	-53.2
	-1.7

	mol110
	-51.7
	-54.5
	-2.9
	-53.3
	-1.7
	-55.6
	-4.0
	-51.5
	-51.8
	-0.3
	-48.2
	3.3
	-50.9
	0.6

	mol111
	-52.4
	-53.0
	-0.6
	-53.8
	-1.4
	-53.7
	-1.2
	-52.5
	-42.7
	9.7
	-49.7
	2.8
	-45.6
	6.9

	mol112
	-52.6
	-54.9
	-2.3
	-54.9
	-2.3
	-54.0
	-1.5
	-54.9
	-54.2
	0.7
	-51.1
	3.8
	-51.6
	3.3

	mol113
	-49.7
	-47.2
	2.5
	-54.0
	-4.3
	-50.2
	-0.5
	-45.4
	-44.3
	1.1
	-44.3
	1.1
	-46.4
	-0.9

	mol114
	-48.5
	-54.3
	-5.8
	-54.4
	-5.9
	-56.0
	-7.5
	-45.5
	-48.3
	-2.8
	-52.7
	-7.2
	-49.2
	-3.7

	mol115
	-51.1
	-50.4
	0.7
	-51.4
	-0.3
	-53.8
	-2.7
	-43.6
	-46.5
	-3.0
	-52.8
	-9.2
	-44.8
	-1.3

	mol116
	-51.7
	-51.7
	0.0
	-52.1
	-0.4
	-50.4
	1.3
	-50.6
	-46.5
	4.1
	-51.5
	-0.9
	-49.4
	1.3

	mol117
	-55.0
	-51.8
	3.2
	-51.2
	3.8
	-54.7
	0.3
	-50.8
	-49.5
	1.3
	-53.1
	-2.2
	-63.0
	-12.1

	mol118
	-51.7
	-51.9
	-0.3
	-52.1
	-0.4
	-53.4
	-1.8
	-49.6
	-46.6
	3.0
	-51.0
	-1.4
	-51.0
	-1.4

	mol119
	-53.8
	-52.0
	1.9
	-51.9
	1.9
	-51.1
	2.7
	-52.0
	-47.3
	4.7
	-53.6
	-1.6
	-52.6
	-0.6

	mol120
	-68.0
	-52.3
	15.7
	-84.5
	-16.5
	-73.0
	-5.0
	-60.0
	-52.6
	7.4
	-58.3
	1.7
	-59.6
	0.4

	mol121
	-66.4
	-66.3
	0.1
	-62.1
	4.4
	-62.8
	3.6
	-62.4
	-55.2
	7.1
	-88.2
	-25.9
	-48.5
	13.9

	mol122
	-62.7
	-51.4
	11.3
	-69.5
	-6.8
	-63.5
	-0.8
	-61.9
	-50.1
	11.8
	-66.8
	-4.9
	-57.0
	4.8

	mol123
	-53.2
	-50.2
	2.9
	-49.8
	3.4
	-54.3
	-1.2
	-49.9
	-44.6
	5.3
	-52.1
	-2.1
	-50.5
	-0.5

	mol124
	-54.3
	-50.5
	3.8
	-53.2
	1.1
	-54.4
	-0.2
	-44.4
	-43.5
	0.8
	-33.7
	10.7
	-37.2
	7.2

	mol125
	-60.9
	-54.3
	6.6
	-56.8
	4.1
	-54.9
	5.9
	-62.5
	-56.8
	5.7
	-53.8
	8.7
	-52.3
	10.2

	mol126
	-60.7
	-53.6
	7.1
	-57.1
	3.6
	-57.9
	2.7
	-61.9
	-43.9
	18.1
	-53.3
	8.7
	-46.3
	15.6

	mol127
	-62.5
	-53.9
	8.6
	-55.7
	6.8
	-51.8
	10.6
	-62.4
	-57.4
	5.0
	-61.9
	0.6
	-64.4
	-1.9

	mol128
	-60.8
	-53.1
	7.7
	-57.1
	3.8
	-59.4
	1.4
	-60.3
	-44.0
	16.3
	-52.8
	7.5
	-47.3
	13.0

	mol129
	-54.8
	-52.1
	2.7
	-56.6
	-1.8
	-56.3
	-1.5
	-42.5
	-44.7
	-2.2
	-49.5
	-7.0
	-48.9
	-6.4

	mol130
	-54.7
	-52.1
	2.6
	-56.6
	-1.9
	-56.3
	-1.6
	-42.0
	-44.8
	-2.7
	-49.4
	-7.4
	-49.5
	-7.5

	mol131
	-52.1
	-55.6
	-3.5
	-55.0
	-2.8
	-55.9
	-3.8
	-53.5
	-52.5
	0.9
	-52.2
	1.2
	-49.3
	4.2

	mol132
	-50.2
	-53.2
	-3.0
	-55.7
	-5.5
	-55.8
	-5.6
	-38.0
	-44.9
	-6.9
	-51.8
	-13.9
	-47.0
	-9.1

	mol133
	-52.9
	-53.5
	-0.6
	-55.8
	-3.0
	-56.4
	-3.6
	-53.5
	-46.1
	7.4
	-52.7
	0.8
	-51.7
	1.8

	mol134
	-49.8
	-53.5
	-3.8
	-54.0
	-4.2
	-55.2
	-5.5
	-40.5
	-44.3
	-3.8
	-28.6
	11.9
	-41.8
	-1.2

	mol135
	-52.3
	-51.9
	0.5
	-53.6
	-1.3
	-52.9
	-0.6
	-56.5
	-47.6
	8.9
	-51.5
	5.0
	-55.1
	1.4

	mol136
	-46.8
	-49.9
	-3.1
	-46.3
	0.5
	-47.9
	-1.1
	-52.1
	-46.6
	5.5
	-51.3
	0.8
	-50.7
	1.4

	mol137
	-48.3
	-48.1
	0.2
	-42.3
	6.0
	-46.4
	1.9
	-52.2
	-42.3
	9.9
	-50.7
	1.5
	-38.6
	13.6

	mol138
	-50.2
	-51.9
	-1.7
	-51.6
	-1.5
	-52.8
	-2.6
	-54.0
	-47.3
	6.7
	-50.0
	4.0
	-48.5
	5.5

	mol139
	-50.3
	-50.4
	0.0
	-52.8
	-2.4
	-55.0
	-4.6
	-44.8
	-49.3
	-4.5
	-54.6
	-9.8
	-54.4
	-9.6

	mol140
	-50.6
	-50.8
	-0.3
	-51.8
	-1.3
	-49.0
	1.6
	-53.2
	-47.0
	6.2
	-43.4
	9.8
	-49.6
	3.5

	mol141
	-50.4
	-52.5
	-2.2
	-51.2
	-0.8
	-49.9
	0.5
	-54.2
	-45.4
	8.8
	-48.0
	6.2
	-49.6
	4.6

	mol142
	-52.5
	-52.0
	0.5
	-51.4
	1.1
	-51.9
	0.6
	-58.4
	-46.0
	12.4
	-48.3
	10.2
	-46.3
	12.2

	mol143
	-57.7
	-48.9
	8.8
	-51.8
	5.9
	-52.5
	5.2
	-58.9
	-45.9
	13.1
	-43.0
	16.0
	-47.8
	11.1

	mol144
	-53.9
	-52.1
	1.9
	-51.2
	2.7
	-50.4
	3.5
	-58.8
	-46.7
	12.1
	-47.8
	11.0
	-51.8
	7.0

	mol145
	-53.8
	-52.0
	1.8
	-52.3
	1.5
	-56.9
	-3.1
	-59.5
	-47.5
	12.0
	-51.9
	7.6
	-51.0
	8.4

	mol145
	-57.0
	-52.2
	4.8
	-53.4
	3.6
	-55.9
	1.0
	-61.7
	-47.8
	13.9
	-49.7
	12.0
	-51.1
	10.6

	mol146
	-76.5
	-55.5
	21.0
	-56.6
	19.9
	-58.0
	18.5
	-72.0
	-49.8
	22.2
	-76.0
	-4.0
	-72.8
	-0.8

	mol148
	-62.2
	-52.7
	9.5
	-67.3
	-5.1
	-66.6
	-4.4
	-56.7
	-57.5
	-0.8
	-64.5
	-7.8
	-63.8
	-7.1

	mol149
	-55.6
	-52.9
	2.6
	-58.1
	-2.6
	-55.6
	-0.1
	-44.6
	-43.9
	0.7
	-40.1
	4.5
	-41.9
	2.7

	mol150
	-58.8
	-53.1
	5.8
	-56.4
	2.4
	-58.0
	0.9
	-60.4
	-51.9
	8.5
	-53.4
	7.0
	-54.6
	5.7

	mol151
	-50.4
	-60.3
	-9.9
	-50.6
	-0.2
	-52.5
	-2.1
	-51.0
	-47.3
	3.7
	-49.5
	1.5
	-50.1
	0.9

	mol152
	-45.9
	-49.1
	-3.2
	-46.2
	-0.3
	-47.3
	-1.4
	-41.9
	-45.9
	-3.9
	-41.9
	0.0
	-42.2
	-0.3

	mol153
	-50.7
	-51.4
	-0.7
	-52.7
	-2.0
	-51.5
	-0.8
	-54.5
	-46.9
	7.6
	-47.2
	7.3
	-49.7
	4.8

	mol154
	-54.9
	-53.3
	1.6
	-53.3
	1.7
	-53.8
	1.1
	-56.2
	-46.9
	9.3
	-48.4
	7.8
	-47.5
	8.7

	mol155
	-61.7
	-56.7
	5.0
	-56.1
	5.6
	-54.6
	7.1
	-55.1
	-50.1
	5.0
	-51.1
	4.0
	-44.7
	10.4

	mol156
	-46.0
	-48.4
	-2.5
	-52.2
	-6.2
	-51.3
	-5.3
	-46.6
	-46.8
	-0.1
	-43.4
	3.2
	-50.9
	-4.2

	mol157
	-55.5
	-55.0
	0.5
	-69.2
	-13.7
	-65.4
	-9.9
	-52.8
	-49.1
	3.7
	-54.1
	-1.3
	-58.8
	-6.0

	mol158
	-54.2
	-52.3
	1.9
	-50.7
	3.5
	-51.8
	2.4
	-55.7
	-46.9
	8.8
	-47.8
	7.9
	-50.0
	5.7

	mol159
	-58.2
	-51.1
	7.1
	-62.9
	-4.6
	-59.2
	-1.0
	-56.0
	-53.9
	2.1
	-45.7
	10.3
	-47.7
	8.3

	mol160
	-61.4
	-56.5
	4.9
	-55.7
	5.7
	-57.0
	4.4
	-60.1
	-48.3
	11.7
	-48.5
	11.5
	-53.9
	6.2

	mol161
	-48.8
	-48.3
	0.5
	-50.7
	-1.9
	-47.6
	1.2
	-43.7
	-45.3
	-1.6
	-44.5
	-0.7
	-44.9
	-1.2

	mol162
	-46.8
	-47.6
	-0.8
	-51.7
	-4.9
	-50.2
	-3.4
	-53.9
	-45.2
	8.7
	-44.5
	9.4
	-40.4
	13.5

	mol163
	-45.8
	-49.3
	-3.5
	-49.4
	-3.6
	-47.0
	-1.2
	-42.2
	-45.0
	-2.8
	-43.2
	-1.1
	-41.2
	1.0

	mol164
	-49.7
	-51.5
	-1.8
	-50.9
	-1.3
	-52.4
	-2.8
	-54.6
	-46.2
	8.5
	-45.9
	8.7
	-42.8
	11.8

	mol165
	-48.7
	-47.9
	0.8
	-51.9
	-3.2
	-47.2
	1.5
	-41.7
	-45.7
	-3.9
	-47.1
	-5.3
	-37.1
	4.6

	mol166
	-44.6
	-47.5
	-2.9
	-50.4
	-5.8
	-43.7
	0.9
	-44.8
	-47.5
	-2.7
	-40.6
	4.1
	-44.7
	0.1

	mol167
	-44.9
	-47.0
	-2.1
	-53.1
	-8.2
	-51.0
	-6.1
	-41.7
	-46.2
	-4.5
	-52.4
	-10.7
	-57.6
	-15.9

	mol168
	-61.9
	-51.4
	10.5
	-50.7
	11.2
	-52.5
	9.4
	-54.3
	-47.8
	6.5
	-46.6
	7.7
	-48.4
	5.9

	mol169
	-48.0
	-49.3
	-1.3
	-48.7
	-0.7
	-48.9
	-0.8
	-52.8
	-42.4
	10.4
	-47.4
	5.5
	-49.6
	3.2

	mol170
	-43.4
	-50.1
	-6.6
	-30.7
	12.7
	-40.1
	3.3
	-55.4
	-54.5
	0.8
	-43.5
	11.9
	-33.7
	21.7

	mol171
	-50.6
	-50.9
	-0.3
	-52.2
	-1.6
	-51.3
	-0.8
	-54.6
	-47.1
	7.5
	-43.9
	10.7
	-50.1
	4.5

	mol172
	-50.2
	-51.4
	-1.2
	-54.0
	-3.7
	-53.3
	-3.0
	-54.8
	-46.1
	8.7
	-50.4
	4.5
	-50.0
	4.9

	mol173
	-50.4
	-51.2
	-0.8
	-53.2
	-2.8
	-51.5
	-1.1
	-54.7
	-45.1
	9.6
	-50.0
	4.7
	-51.0
	3.6

	mol174
	-51.2
	-51.5
	-0.3
	-53.6
	-2.5
	-53.1
	-1.9
	-49.4
	-46.6
	2.8
	-51.9
	-2.5
	-50.2
	-0.8

	mol175
	-47.0
	-46.4
	0.6
	-51.5
	-4.5
	-49.6
	-2.6
	-45.1
	-46.1
	-0.9
	-42.6
	2.6
	-46.0
	-0.9

	mol176
	-55.2
	-49.0
	6.2
	-52.6
	2.6
	-52.9
	2.3
	-48.2
	-41.6
	6.6
	-49.9
	-1.7
	-48.6
	-0.3

	mol177
	-50.7
	-51.5
	-0.8
	-52.6
	-1.9
	-52.9
	-2.2
	-53.7
	-47.4
	6.3
	-43.0
	10.7
	-51.2
	2.4

	mol178
	-50.5
	-49.6
	0.9
	-53.4
	-2.9
	-51.0
	-0.5
	-53.8
	-41.4
	12.5
	-49.7
	4.1
	-45.3
	8.5

	mol179
	-50.9
	-49.2
	1.7
	-54.8
	-3.9
	-52.1
	-1.2
	-48.6
	-43.1
	5.5
	-51.8
	-3.2
	-48.6
	0.0

	mol180
	-51.2
	-51.0
	0.1
	-54.8
	-3.6
	-52.4
	-1.2
	-49.2
	-46.9
	2.3
	-51.9
	-2.6
	-47.6
	1.6

	mol181
	-49.0
	-51.7
	-2.7
	-56.9
	-7.9
	-54.8
	-5.8
	-40.3
	-46.6
	-6.3
	-42.2
	-1.9
	-37.6
	2.8

	mol182
	-50.4
	-51.3
	-0.9
	-50.7
	-0.3
	-50.6
	-0.2
	-54.4
	-46.3
	8.1
	-48.2
	6.3
	-50.3
	4.2

	mol183
	-50.9
	-51.6
	-0.7
	-53.0
	-2.1
	-54.1
	-3.1
	-54.8
	-46.9
	7.9
	-46.5
	8.2
	-49.1
	5.6

	mol184
	-50.4
	-51.3
	-0.8
	-52.3
	-1.9
	-50.4
	0.0
	-54.6
	-46.4
	8.2
	-48.1
	6.5
	-47.2
	7.4

	mol185
	-49.9
	-50.8
	-1.0
	-51.4
	-1.5
	-51.0
	-1.2
	-54.7
	-46.2
	8.5
	-49.8
	4.9
	-49.7
	5.0

	mol186
	-51.4
	-54.1
	-2.7
	-72.2
	-20.8
	-50.3
	1.1
	-54.1
	-52.3
	1.8
	-28.6
	25.5
	-7.6
	46.5

	mol187
	-53.5
	-50.9
	2.6
	-52.3
	1.2
	-52.5
	1.0
	-55.2
	-47.0
	8.2
	-49.0
	6.3
	-46.9
	8.3

	mol188
	-62.7
	-50.8
	11.8
	-53.6
	9.1
	-52.9
	9.7
	-62.2
	-46.8
	15.4
	-46.7
	15.5
	-50.7
	11.5

	mol189
	-54.6
	-50.8
	3.8
	-56.5
	-1.9
	-53.0
	1.6
	-55.4
	-46.5
	8.8
	-51.3
	4.0
	-53.7
	1.6

	mol190
	-51.1
	-49.3
	1.8
	-48.5
	2.6
	-48.3
	2.8
	-46.6
	-47.0
	-0.4
	-44.3
	2.3
	-47.3
	-0.8

	mol191
	-56.1
	-50.7
	5.4
	-51.8
	4.3
	-52.9
	3.2
	-59.0
	-48.7
	10.2
	-50.4
	8.6
	-47.2
	11.8

	mol192
	-62.4
	-32.0
	30.4
	-47.8
	14.6
	-50.1
	12.3
	-47.7
	-45.2
	2.5
	-23.9
	23.8
	-56.1
	-8.4

	mol193
	-51.2
	-42.0
	9.2
	-44.3
	6.9
	-42.1
	9.1
	-40.9
	-46.1
	-5.3
	-38.1
	2.8
	-41.1
	-0.2

	mol194
	-42.8
	-49.7
	-6.8
	-44.7
	-1.8
	-40.8
	2.0
	-43.6
	-47.0
	-3.4
	-43.4
	0.2
	-37.4
	6.2

	mol195
	-45.5
	-50.4
	-4.9
	-47.6
	-2.1
	-46.0
	-0.5
	-54.4
	-47.1
	7.3
	-44.5
	9.9
	-39.2
	15.2

	mol196
	-48.5
	-48.4
	0.1
	-47.8
	0.7
	-48.4
	0.1
	-47.3
	-41.7
	5.6
	-50.5
	-3.2
	-50.0
	-2.8

	mol197
	-49.3
	-51.1
	-1.8
	-52.3
	-3.0
	-53.2
	-3.9
	-48.8
	-47.9
	0.9
	-42.9
	5.9
	-42.5
	6.4

	mol198
	-49.2
	-57.4
	-8.2
	-52.6
	-3.4
	-53.1
	-3.9
	-41.0
	-50.2
	-9.1
	-48.9
	-7.9
	-52.6
	-11.6

	mol199
	-49.2
	-52.0
	-2.8
	-52.3
	-3.2
	-51.0
	-1.8
	-54.5
	-49.7
	4.9
	-49.8
	4.8
	-52.3
	2.3

	mol200
	-51.1
	-51.6
	-0.5
	-52.4
	-1.2
	-52.6
	-1.5
	-45.8
	-47.6
	-1.8
	-43.7
	2.1
	-44.8
	1.0

	mol201
	-46.2
	-68.1
	-22.0
	-49.3
	-3.1
	-45.8
	0.4
	-70.0
	-64.2
	5.8
	-44.9
	25.1
	-50.3
	19.7

	mol202
	-43.5
	-51.9
	-8.3
	-56.6
	-13.1
	-56.8
	-13.2
	-54.8
	-48.1
	6.6
	-45.9
	8.9
	-47.8
	7.0

	mol203
	-43.8
	-44.0
	-0.2
	-47.8
	-4.0
	-41.1
	2.8
	-66.2
	-64.5
	1.7
	-71.2
	-5.0
	-68.4
	-2.2

	mol204
	-40.6
	-49.1
	-8.5
	-68.3
	-27.7
	-79.3
	-38.7
	-73.5
	-70.3
	3.2
	-29.6
	43.9
	-67.3
	6.2

	mol205
	-46.2
	-51.9
	-5.7
	-82.5
	-36.3
	-66.2
	-20.0
	-72.0
	-46.5
	25.5
	-52.7
	19.2
	-49.7
	22.3

	mol206
	-54.3
	-49.0
	5.3
	-42.6
	11.7
	-44.8
	9.5
	-51.5
	-47.4
	4.0
	-42.6
	8.9
	-63.4
	-12.0

	mol207
	-44.1
	-40.8
	3.4
	-41.8
	2.4
	-41.9
	2.3
	-69.1
	-60.7
	8.4
	-69.8
	-0.7
	-68.1
	1.0

	mol208
	-41.6
	-41.8
	-0.1
	-49.0
	-7.4
	-45.7
	-4.1
	-42.0
	-46.7
	-4.7
	-34.6
	7.3
	-48.1
	-6.1

	mol209
	-55.1
	-51.8
	3.3
	-54.5
	0.6
	-55.5
	-0.4
	-55.1
	-47.8
	7.3
	-45.8
	9.2
	-44.2
	10.9

	mol210
	-47.4
	-55.7
	-8.4
	-39.7
	7.7
	-55.1
	-7.7
	-46.4
	-53.6
	-7.2
	-27.2
	19.3
	-39.3
	7.1

	mol211
	-62.3
	-49.9
	12.4
	-42.3
	20.1
	-43.5
	18.9
	-48.1
	-52.0
	-3.9
	-78.7
	-30.7
	-60.6
	-12.6

	mol212
	-40.9
	-46.4
	-5.4
	-34.6
	6.4
	-59.4
	-18.5
	-43.0
	-49.3
	-6.3
	-46.1
	-3.1
	-48.0
	-4.9

	mol213
	-55.5
	-55.1
	0.4
	-41.0
	14.4
	-46.0
	9.5
	-50.9
	-51.3
	-0.4
	-57.8
	-6.9
	-50.2
	0.7

	mol214
	-55.7
	-54.8
	0.9
	-58.6
	-2.9
	-57.4
	-1.7
	-55.7
	-50.8
	4.9
	-49.4
	6.3
	-42.7
	13.0

	mol215
	-44.8
	-42.3
	2.5
	-42.0
	2.8
	-43.0
	1.8
	-69.4
	-59.6
	9.8
	-64.6
	4.8
	-70.8
	-1.5

	mol216
	-44.1
	-42.6
	1.5
	-43.8
	0.3
	-41.7
	2.4
	-69.5
	-56.4
	13.1
	-64.3
	5.2
	-61.4
	8.1

	mol217
	-41.9
	-46.8
	-5.0
	-44.5
	-2.6
	-46.5
	-4.6
	-68.9
	-63.9
	5.0
	-46.1
	22.8
	-50.4
	18.5

	mol218
	-42.2
	-43.9
	-1.8
	-40.8
	1.4
	-54.5
	-12.4
	-53.9
	-60.3
	-6.4
	-46.8
	7.1
	-57.2
	-3.3

	mol219
	-50.8
	-55.2
	-4.5
	-30.6
	20.2
	-58.7
	-7.9
	-49.3
	-57.7
	-8.4
	-65.7
	-16.4
	-78.0
	-28.7

	mol220
	-42.8
	-46.0
	-3.2
	-42.8
	0.1
	-26.2
	16.6
	-50.2
	-49.1
	1.1
	-18.9
	31.2
	-30.2
	20.0

	mol221
	-47.2
	-55.8
	-8.6
	-35.5
	11.7
	-56.3
	-9.1
	-43.5
	-49.1
	-5.6
	-54.6
	-11.1
	-35.4
	8.1

	mol222
	-47.5
	-39.4
	8.1
	-26.1
	21.4
	-88.4
	-40.9
	-64.5
	-48.4
	16.0
	-48.9
	15.6
	-74.3
	-9.8

	mol223
	-59.9
	-61.6
	-1.7
	-49.9
	10.0
	-50.4
	9.5
	-45.8
	-50.0
	-4.2
	-36.8
	9.0
	-42.5
	3.3

	mol224
	-68.9
	-43.5
	25.4
	-19.2
	49.7
	-29.2
	39.7
	-68.9
	-66.8
	2.1
	-3.1
	65.7
	-61.9
	6.9

	mol225
	-41.2
	-52.6
	-11.4
	-29.5
	11.7
	-39.4
	1.8
	-49.5
	-50.6
	-1.1
	-82.7
	-33.2
	-63.6
	-14.2


Mean absolute percent errors

	Type
	Property
	LCP
	BCP
	Combined

	
	
	
	
	

	aldehydes
	Covalent ∆Eint (kcal/mol)
	3.63
	4.06
	3.77

	
	van der Waals ∆Eint (kcal/mol)
	5.79
	5.82
	6.06

	ketones
	Covalent ∆Eint (kcal/mol)
	4.33
	3.93
	3.52

	
	van der Waals ∆Eint (kcal/mol)
	6.57
	6.70
	6.39

	imides
	Covalent ∆Eint (kcal/mol)
	4.31
	4.83
	3.58

	
	van der Waals ∆Eint (kcal/mol)
	5.03
	8.26
	5.95

	amides
	Covalent ∆Eint (kcal/mol)
	11.60
	6.32
	11.80

	
	van der Waals ∆Eint (kcal/mol)
	16.70
	6.51
	9.92


Table S6. Interaction energies predicted using optimized parameters 
	Covalent interaction energies (kcal/mol)
	van der Waals interaction energies (kcal/mol)

	BCP
	LCP
	Combined
	BCP
	LCP
	Combined

	
	Cal.
	Pred.
	Error
	Pred.
	Error
	Pred.
	Error
	Cal.
	Pred.
	Error
	Pred.
	Error
	Pred.
	Error

	mol01
	-59.3
	-53.0
	6.3
	-58.9
	0.4
	-57.7
	1.6
	-62.7
	-59.5
	3.2
	-60.9
	1.7
	-61.4
	1.3

	mol02
	-60.9
	-52.0
	8.9
	-53.5
	7.5
	-52.4
	8.6
	-64.4
	-48.1
	16.3
	-50.6
	13.8
	-47.9
	16.5

	mol03
	-48.7
	-53.2
	-4.6
	-53.5
	-4.8
	-51.8
	-3.1
	-48.7
	-48.8
	-0.1
	-50.8
	-2.1
	-51.6
	-2.9

	mol04
	-58.4
	-54.2
	4.1
	-53.7
	4.7
	-53.6
	4.7
	-60.0
	-57.2
	2.8
	-52.4
	7.7
	-54.0
	6.0

	mol05
	-59.1
	-54.3
	4.8
	-57.7
	1.4
	-59.2
	-0.1
	-60.1
	-58.0
	2.1
	-51.5
	8.5
	-57.4
	2.7

	mol06
	-57.6
	-55.9
	1.6
	-56.5
	1.0
	-55.2
	2.4
	-43.6
	-47.1
	-3.6
	-54.4
	-10.8
	-51.5
	-7.9

	mol07
	-62.4
	-55.8
	6.6
	-56.7
	5.7
	-58.5
	3.9
	-42.0
	-47.6
	-5.6
	-52.9
	-10.9
	-49.1
	-7.1

	mol08
	-51.8
	-53.5
	-1.7
	-51.6
	0.2
	-51.3
	0.5
	-47.9
	-50.0
	-2.1
	-49.3
	-1.4
	-50.7
	-2.8

	mol09
	-43.4
	-60.5
	-17.1
	-42.9
	0.5
	-45.9
	-2.5
	-55.3
	-54.3
	1.0
	-58.9
	-3.6
	-69.0
	-13.7

	mol10
	-48.7
	-51.8
	-3.1
	-50.6
	-1.9
	-50.9
	-2.3
	-48.6
	-42.0
	6.7
	-47.7
	1.0
	-50.5
	-1.8

	mol11
	-53.3
	-53.0
	0.3
	-53.2
	0.1
	-54.1
	-0.8
	-43.3
	-46.7
	-3.4
	-51.5
	-8.2
	-48.5
	-5.2

	mol12
	-54.0
	-53.2
	0.8
	-52.5
	1.5
	-53.2
	0.8
	-43.3
	-47.0
	-3.6
	-49.1
	-5.8
	-45.9
	-2.6

	mol13
	-53.7
	-53.0
	0.7
	-51.0
	2.8
	-53.7
	0.0
	-53.4
	-44.9
	8.5
	-48.1
	5.3
	-40.6
	12.7

	mol14
	-55.9
	-53.9
	2.1
	-54.4
	1.5
	-54.3
	1.6
	-56.7
	-55.4
	1.3
	-54.1
	2.6
	-56.4
	0.3

	mol15
	-56.8
	-53.7
	3.1
	-53.3
	3.5
	-54.5
	2.3
	-58.2
	-46.1
	12.0
	-50.8
	7.4
	-49.3
	8.8

	mol16
	-53.3
	-53.0
	0.4
	-54.3
	-0.9
	-53.4
	0.0
	-50.1
	-50.3
	-0.2
	-51.7
	-1.6
	-52.1
	-1.9

	mol17
	-53.0
	-53.6
	-0.6
	-58.4
	-5.4
	-55.3
	-2.2
	-43.1
	-49.7
	-6.5
	-60.6
	-17.5
	-57.2
	-14.0

	mol18
	-53.6
	-53.1
	0.5
	-54.6
	-1.0
	-53.8
	-0.1
	-51.8
	-50.8
	0.9
	-52.3
	-0.5
	-55.1
	-3.3

	mol19
	-55.7
	-55.4
	0.3
	-56.5
	-0.8
	-57.8
	-2.1
	-41.0
	-50.8
	-9.8
	-52.5
	-11.6
	-49.4
	-8.5

	mol20
	-53.7
	-53.1
	0.7
	-53.5
	0.3
	-53.9
	-0.2
	-51.9
	-50.8
	1.2
	-52.9
	-1.0
	-51.3
	0.7

	mol21
	-54.7
	-54.7
	0.0
	-54.5
	0.1
	-54.1
	0.5
	-51.9
	-49.5
	2.4
	-52.8
	-0.9
	-51.4
	0.5

	mol22
	-50.5
	-53.7
	-3.2
	-51.7
	-1.2
	-55.2
	-4.7
	-45.6
	-53.9
	-8.3
	-53.9
	-8.3
	-55.3
	-9.7

	mol23
	-59.3
	-57.3
	2.0
	-57.8
	1.5
	-59.4
	0.0
	-48.2
	-54.6
	-6.4
	-53.2
	-5.0
	-45.8
	2.4

	mol24
	-52.1
	-54.1
	-2.0
	-52.5
	-0.5
	-53.1
	-1.1
	-52.6
	-55.8
	-3.2
	-51.3
	1.4
	-53.4
	-0.7

	mol25
	-62.0
	-54.2
	7.8
	-58.0
	4.0
	-56.3
	5.7
	-62.9
	-58.1
	4.8
	-53.2
	9.7
	-55.1
	7.8

	mol26
	-56.3
	-54.4
	1.8
	-54.8
	1.4
	-54.9
	1.4
	-57.8
	-57.1
	0.7
	-54.8
	3.0
	-56.9
	0.9

	mol27
	-48.3
	-52.6
	-4.3
	-51.2
	-3.0
	-49.6
	-1.4
	-40.5
	-46.3
	-5.9
	-49.5
	-9.0
	-44.8
	-4.3

	mol28
	-52.8
	-54.0
	-1.2
	-55.0
	-2.2
	-55.6
	-2.7
	-53.8
	-51.5
	2.3
	-52.3
	1.5
	-51.9
	1.9

	mol29
	-54.4
	-54.0
	0.3
	-55.3
	-0.9
	-55.3
	-1.0
	-56.9
	-50.8
	6.1
	-55.4
	1.5
	-51.7
	5.2

	mol30
	-53.6
	-52.3
	1.2
	-52.1
	1.5
	-52.7
	0.9
	-44.7
	-53.2
	-8.5
	-52.6
	-7.9
	-54.0
	-9.4

	mol31
	-50.2
	-54.8
	-4.7
	-52.6
	-2.5
	-52.2
	-2.0
	-51.3
	-54.5
	-3.2
	-49.2
	2.1
	-47.6
	3.7

	mol32
	-58.2
	-54.4
	3.8
	-54.2
	4.0
	-54.5
	3.7
	-58.0
	-51.7
	6.2
	-54.2
	3.8
	-55.0
	3.0

	mol33
	-56.5
	-51.9
	4.6
	-59.7
	-3.1
	-56.1
	0.4
	-46.9
	-46.3
	0.6
	-53.7
	-6.8
	-56.2
	-9.3

	mol34
	-50.9
	-53.0
	-2.0
	-56.8
	-5.8
	-53.1
	-2.2
	-45.4
	-44.6
	0.8
	-52.0
	-6.6
	-47.2
	-1.8

	mol35
	-55.0
	-56.0
	-1.0
	-56.5
	-1.5
	-57.1
	-2.1
	-40.3
	-50.7
	-10.5
	-52.6
	-12.4
	-50.1
	-9.9

	mol36
	-49.0
	-52.7
	-3.7
	-54.1
	-5.2
	-54.5
	-5.5
	-53.2
	-52.6
	0.6
	-53.0
	0.1
	-51.1
	2.1

	mol37
	-53.6
	-65.4
	-11.8
	-54.5
	-1.0
	-58.6
	-5.0
	-55.6
	-40.7
	14.9
	-53.7
	2.0
	-45.5
	10.1

	mol38
	-52.5
	-53.9
	-1.4
	-55.1
	-2.6
	-54.6
	-2.1
	-51.4
	-52.3
	-0.9
	-52.6
	-1.2
	-54.6
	-3.1

	mol39
	-64.5
	-59.6
	4.9
	-61.7
	2.8
	-63.6
	0.9
	-54.7
	-56.5
	-1.8
	-55.4
	-0.8
	-62.2
	-7.5

	mol40
	-61.0
	-58.4
	2.6
	-52.5
	8.5
	-54.4
	6.7
	-59.8
	-56.9
	2.9
	-53.7
	6.2
	-50.4
	9.4

	mol41
	-53.2
	-53.4
	-0.2
	-53.6
	-0.4
	-54.2
	-1.0
	-50.2
	-50.4
	-0.2
	-52.5
	-2.3
	-50.2
	0.0

	mol42
	-61.3
	-55.1
	6.3
	-56.3
	5.1
	-56.7
	4.7
	-62.3
	-52.6
	9.7
	-52.4
	9.9
	-52.4
	9.9

	mol43
	-61.1
	-60.4
	0.7
	-61.0
	0.1
	-61.0
	0.1
	-68.1
	-48.8
	19.3
	-62.1
	6.0
	-63.2
	4.9

	mol44
	-48.8
	-53.0
	-4.2
	-54.3
	-5.5
	-52.8
	-3.9
	-51.2
	-49.8
	1.4
	-51.2
	0.0
	-42.2
	9.0

	mol45
	-55.5
	-60.0
	-4.5
	-60.3
	-4.8
	-59.9
	-4.4
	-60.1
	-56.6
	3.5
	-58.6
	1.5
	-56.4
	3.7

	mol46
	-52.8
	-54.5
	-1.7
	-46.8
	6.0
	-48.0
	4.8
	-43.6
	-48.5
	-4.9
	-45.3
	-1.7
	-48.2
	-4.5

	mol47
	-53.6
	-53.9
	-0.3
	-55.7
	-2.1
	-56.1
	-2.5
	-51.9
	-52.6
	-0.6
	-54.0
	-2.0
	-53.2
	-1.3

	mol48
	-53.6
	-53.9
	-0.3
	-55.7
	-2.1
	-53.9
	-0.4
	-50.0
	-52.7
	-2.6
	-51.8
	-1.8
	-49.5
	0.5

	mol49
	-61.5
	-52.6
	8.8
	-50.9
	10.5
	-51.2
	10.3
	-61.2
	-53.1
	8.1
	-49.8
	11.4
	-49.4
	11.8

	mol50
	-61.8
	-54.9
	6.9
	-56.6
	5.1
	-56.1
	5.6
	-60.9
	-52.3
	8.6
	-56.7
	4.2
	-55.3
	5.6

	mol51
	-54.4
	-53.5
	0.8
	-54.6
	-0.2
	-53.2
	1.2
	-50.3
	-49.6
	0.8
	-51.0
	-0.7
	-48.7
	1.6

	mol52
	-58.1
	-54.2
	3.9
	-54.6
	3.4
	-54.3
	3.7
	-59.0
	-51.5
	7.4
	-52.6
	6.4
	-51.7
	7.2

	mol53
	-53.7
	-53.7
	0.0
	-53.9
	-0.2
	-53.6
	0.1
	-54.1
	-50.4
	3.6
	-51.8
	2.3
	-50.1
	4.0

	mol54
	-52.5
	-54.5
	-2.1
	-53.9
	-1.4
	-54.1
	-1.7
	-54.8
	-55.0
	-0.2
	-52.6
	2.2
	-55.1
	-0.3

	mol55
	-51.9
	-53.4
	-1.5
	-51.9
	0.0
	-51.3
	0.6
	-51.8
	-49.9
	1.9
	-50.4
	1.4
	-51.3
	0.5

	mol56
	-51.8
	-54.0
	-2.1
	-53.0
	-1.1
	-54.0
	-2.2
	-55.5
	-53.0
	2.4
	-51.7
	3.8
	-50.2
	5.3

	mol57
	-52.7
	-54.5
	-1.8
	-54.0
	-1.2
	-54.2
	-1.5
	-55.0
	-55.0
	-0.1
	-52.8
	2.2
	-55.3
	-0.3

	mol58
	-55.4
	-54.6
	0.8
	-64.7
	-9.3
	-63.4
	-7.9
	-64.6
	-59.0
	5.6
	-52.9
	11.7
	-71.3
	-6.7

	mol59
	-54.3
	-52.8
	1.4
	-54.0
	0.2
	-53.7
	0.6
	-48.7
	-48.7
	0.0
	-49.2
	-0.5
	-48.2
	0.6

	mol60
	-50.6
	-54.0
	-3.4
	-53.9
	-3.2
	-55.2
	-4.6
	-40.3
	-44.5
	-4.2
	-51.2
	-10.9
	-47.5
	-7.2

	mol61
	-53.2
	-54.3
	-1.1
	-52.8
	0.5
	-53.4
	-0.2
	-52.9
	-54.9
	-2.0
	-50.5
	2.4
	-53.1
	-0.2

	mol62
	-51.5
	-54.5
	-3.0
	-53.6
	-2.1
	-53.9
	-2.4
	-47.1
	-54.3
	-7.2
	-52.5
	-5.3
	-54.6
	-7.5

	mol63
	-56.4
	-55.1
	1.3
	-55.2
	1.1
	-56.2
	0.2
	-57.4
	-47.1
	10.2
	-54.6
	2.8
	-50.1
	7.3

	mol64
	-53.7
	-54.3
	-0.6
	-55.3
	-1.6
	-55.2
	-1.5
	-54.8
	-53.9
	0.9
	-51.9
	2.9
	-52.4
	2.4

	mol65
	-53.7
	-56.1
	-2.5
	-55.4
	-1.7
	-56.2
	-2.5
	-49.9
	-49.9
	-0.1
	-53.6
	-3.7
	-50.8
	-0.9

	mol66
	-58.6
	-54.2
	4.3
	-54.9
	3.7
	-55.2
	3.3
	-59.1
	-55.7
	3.4
	-54.1
	5.0
	-56.1
	3.0

	mol67
	-52.4
	-54.5
	-2.1
	-54.0
	-1.6
	-54.4
	-2.0
	-54.8
	-55.0
	-0.2
	-52.7
	2.2
	-54.7
	0.2

	mol68
	-56.7
	-54.5
	2.2
	-54.7
	2.0
	-55.0
	1.7
	-59.2
	-55.9
	3.4
	-53.8
	5.4
	-55.7
	3.5

	mol69
	-52.0
	-54.8
	-2.8
	-53.8
	-1.7
	-54.2
	-2.1
	-55.2
	-54.8
	0.4
	-52.3
	2.9
	-54.4
	0.8

	mol70
	-52.1
	-54.8
	-2.7
	-54.2
	-2.1
	-54.6
	-2.5
	-54.7
	-55.3
	-0.6
	-52.8
	1.9
	-54.9
	-0.2

	mol71
	-55.4
	-54.6
	0.8
	-53.8
	1.6
	-54.1
	1.3
	-56.6
	-54.4
	2.2
	-52.5
	4.1
	-54.8
	1.8

	mol72
	-53.5
	-53.8
	-0.3
	-55.4
	-1.9
	-53.6
	-0.2
	-50.3
	-53.2
	-2.9
	-51.7
	-1.4
	-49.4
	0.9

	mol73
	-57.6
	-51.2
	6.3
	-67.1
	-9.5
	-68.7
	-11.2
	-53.5
	-59.0
	-5.6
	-57.8
	-4.3
	-65.1
	-11.6

	mol74
	-53.7
	-58.4
	-4.7
	-55.6
	-1.9
	-58.2
	-4.4
	-53.0
	-50.7
	2.3
	-53.4
	-0.4
	-57.9
	-4.9

	mol75
	-53.1
	-56.7
	-3.7
	-56.5
	-3.4
	-57.9
	-4.8
	-49.6
	-51.6
	-2.0
	-54.0
	-4.4
	-51.8
	-2.2

	mol76
	-50.4
	-54.7
	-4.3
	-51.4
	-1.0
	-52.9
	-2.6
	-39.4
	-46.0
	-6.6
	-48.5
	-9.1
	-42.7
	-3.2

	mol77
	-50.7
	-54.7
	-3.9
	-54.3
	-3.6
	-56.9
	-6.2
	-52.4
	-52.9
	-0.5
	-48.9
	3.6
	-54.1
	-1.7

	mol78
	-57.4
	-53.9
	3.5
	-56.1
	1.2
	-56.0
	1.4
	-52.0
	-50.8
	1.3
	-50.5
	1.6
	-47.3
	4.7

	mol79
	-60.4
	-54.4
	6.0
	-55.1
	5.3
	-55.5
	5.0
	-52.4
	-54.6
	-2.2
	-54.5
	-2.1
	-55.9
	-3.5

	mol80
	-57.8
	-54.6
	3.1
	-55.8
	2.0
	-54.8
	3.0
	-58.8
	-56.4
	2.4
	-51.2
	7.7
	-53.7
	5.1

	mol81
	-64.0
	-54.8
	9.2
	-55.6
	8.4
	-56.6
	7.4
	-62.7
	-47.5
	15.2
	-51.6
	11.1
	-49.3
	13.4

	mol82
	-50.6
	-66.2
	-15.5
	-52.0
	-1.4
	-57.9
	-7.2
	-49.5
	-48.2
	1.3
	-52.2
	-2.7
	-30.4
	19.2

	mol83
	-50.7
	-55.0
	-4.4
	-53.4
	-2.7
	-53.7
	-3.0
	-54.9
	-54.9
	0.0
	-52.0
	2.8
	-54.2
	0.7

	mol84
	-49.7
	-53.3
	-3.6
	-54.2
	-4.5
	-55.1
	-5.4
	-60.2
	-41.1
	19.1
	-52.0
	8.2
	-45.9
	14.3

	mol85
	-52.2
	-53.9
	-1.7
	-56.1
	-3.9
	-56.3
	-4.1
	-48.4
	-53.5
	-5.1
	-55.0
	-6.6
	-53.9
	-5.5

	mol86
	-57.2
	-54.7
	2.5
	-55.2
	2.1
	-57.1
	0.2
	-59.2
	-56.0
	3.2
	-49.3
	9.9
	-55.2
	4.0

	mol87
	-55.8
	-52.7
	3.2
	-54.9
	1.0
	-57.1
	-1.3
	-43.4
	-48.1
	-4.7
	-50.9
	-7.5
	-48.1
	-4.8

	mol88
	-47.4
	-54.0
	-6.6
	-49.8
	-2.4
	-50.1
	-2.6
	-38.4
	-47.1
	-8.6
	-46.4
	-8.0
	-46.3
	-7.8

	mol89
	-53.7
	-53.9
	-0.1
	-55.4
	-1.7
	-56.0
	-2.3
	-54.6
	-52.1
	2.5
	-53.7
	0.9
	-50.6
	4.0

	mol90
	-53.1
	-53.7
	-0.6
	-53.7
	-0.6
	-54.8
	-1.7
	-51.6
	-52.1
	-0.5
	-52.7
	-1.1
	-50.8
	0.8

	mol91
	-55.9
	-50.9
	5.0
	-46.0
	9.9
	-51.6
	4.3
	-53.8
	-57.4
	-3.6
	-52.9
	0.9
	-58.8
	-5.0

	mol92
	-59.1
	-61.9
	-2.7
	-62.6
	-3.4
	-62.1
	-3.0
	-46.2
	-50.5
	-4.3
	-57.0
	-10.8
	-50.8
	-4.6

	mol93
	-49.2
	-52.6
	-3.4
	-50.2
	-1.0
	-50.6
	-1.4
	-47.7
	-50.9
	-3.1
	-50.0
	-2.3
	-48.5
	-0.8

	mol94
	-69.7
	-53.0
	16.7
	-48.1
	21.7
	-49.4
	20.4
	-41.3
	-50.2
	-8.9
	-49.8
	-8.5
	-49.2
	-7.9

	mol95
	-63.7
	-64.5
	-0.8
	-55.4
	8.3
	-63.0
	0.7
	-48.6
	-62.1
	-13.4
	-52.2
	-3.6
	-57.4
	-8.8

	mol96
	-58.7
	-54.8
	3.8
	-53.5
	5.1
	-53.5
	5.2
	-58.7
	-48.8
	9.9
	-54.9
	3.7
	-57.9
	0.7

	mol97
	-58.8
	-56.3
	2.5
	-55.0
	3.7
	-56.1
	2.7
	-58.8
	-48.9
	9.9
	-56.5
	2.3
	-59.0
	-0.2

	mol98
	-49.4
	-53.3
	-3.9
	-52.0
	-2.6
	-53.1
	-3.8
	-53.2
	-51.8
	1.4
	-51.2
	2.0
	-50.5
	2.7

	mol99
	-50.4
	-52.6
	-2.2
	-50.8
	-0.5
	-52.6
	-2.3
	-53.4
	-51.9
	1.4
	-50.0
	3.4
	-51.5
	1.9

	mol100
	-49.1
	-53.6
	-4.5
	-50.3
	-1.2
	-51.5
	-2.4
	-52.0
	-50.9
	1.0
	-50.0
	2.0
	-49.3
	2.7

	mol101
	-56.5
	-53.5
	3.1
	-55.5
	1.1
	-55.5
	1.1
	-56.5
	-47.5
	9.0
	-49.5
	7.1
	-45.2
	11.4

	mol102
	-53.7
	-56.0
	-2.3
	-51.6
	2.1
	-52.5
	1.2
	-55.2
	-55.2
	0.0
	-48.0
	7.2
	-53.1
	2.1

	mol103
	-55.0
	-53.9
	1.1
	-54.4
	0.6
	-56.9
	-1.9
	-57.1
	-55.6
	1.5
	-53.5
	3.7
	-57.6
	-0.5

	mol104
	-48.8
	-53.3
	-4.5
	-51.1
	-2.2
	-52.6
	-3.7
	-36.6
	-45.3
	-8.7
	-48.0
	-11.4
	-42.3
	-5.8

	mol105
	-64.6
	-37.7
	26.9
	-42.4
	22.3
	-40.5
	24.1
	-42.1
	-19.1
	23.0
	-42.4
	-0.3
	-24.1
	18.0

	mol106
	-51.1
	-54.8
	-3.7
	-52.2
	-1.1
	-52.6
	-1.6
	-38.9
	-46.1
	-7.2
	-51.0
	-12.1
	-38.9
	-0.1

	mol107
	-49.2
	-53.6
	-4.4
	-53.6
	-4.3
	-55.4
	-6.2
	-37.3
	-45.8
	-8.5
	-51.3
	-14.0
	-48.8
	-11.4

	mol108
	-54.4
	-52.8
	1.6
	-54.2
	0.1
	-53.6
	0.7
	-49.2
	-48.9
	0.3
	-49.4
	-0.2
	-45.7
	3.5

	mol109
	-47.2
	-50.7
	-3.4
	-52.4
	-5.2
	-54.4
	-7.2
	-51.5
	-52.4
	-0.9
	-50.2
	1.3
	-50.9
	0.6

	mol110
	-51.7
	-52.0
	-0.3
	-53.4
	-1.7
	-53.4
	-1.8
	-51.5
	-53.9
	-2.4
	-50.6
	0.9
	-54.7
	-3.2

	mol111
	-52.4
	-52.2
	0.2
	-52.4
	0.0
	-53.3
	-0.9
	-52.5
	-43.5
	9.0
	-49.9
	2.6
	-45.1
	7.3

	mol112
	-52.6
	-54.2
	-1.7
	-52.6
	0.0
	-55.0
	-2.4
	-54.9
	-56.1
	-1.2
	-50.0
	4.9
	-56.4
	-1.5

	mol113
	-49.7
	-47.9
	1.8
	-50.4
	-0.7
	-49.3
	0.4
	-45.4
	-47.1
	-1.7
	-50.4
	-5.0
	-47.9
	-2.4

	mol114
	-48.5
	-54.5
	-6.0
	-55.8
	-7.3
	-56.2
	-7.7
	-45.5
	-53.9
	-8.4
	-53.5
	-8.0
	-51.6
	-6.1

	mol115
	-51.1
	-50.2
	1.0
	-51.2
	-0.1
	-53.2
	-2.1
	-43.6
	-50.9
	-7.3
	-53.1
	-9.6
	-50.1
	-6.6

	mol116
	-51.7
	-53.1
	-1.4
	-50.2
	1.5
	-50.2
	1.5
	-50.6
	-51.1
	-0.5
	-49.9
	0.8
	-48.9
	1.7

	mol117
	-55.0
	-53.7
	1.3
	-52.1
	2.9
	-54.2
	0.8
	-50.8
	-52.6
	-1.8
	-54.2
	-3.3
	-56.0
	-5.1

	mol118
	-51.7
	-52.5
	-0.8
	-50.8
	0.9
	-51.5
	0.1
	-49.6
	-51.6
	-2.0
	-50.7
	-1.1
	-50.3
	-0.6

	mol119
	-53.8
	-52.8
	1.1
	-53.3
	0.5
	-52.8
	1.0
	-52.0
	-52.0
	0.0
	-55.6
	-3.6
	-55.5
	-3.5

	mol120
	-68.0
	-54.8
	13.2
	-66.3
	1.7
	-65.8
	2.2
	-60.0
	-55.6
	4.4
	-60.2
	-0.2
	-63.0
	-3.0

	mol121
	-66.4
	-72.0
	-5.6
	-63.8
	2.6
	-67.2
	-0.8
	-62.4
	-63.2
	-0.8
	-62.9
	-0.5
	-54.7
	7.7

	mol122
	-62.7
	-53.5
	9.1
	-59.4
	3.3
	-57.9
	4.7
	-61.9
	-55.3
	6.6
	-58.3
	3.6
	-70.5
	-8.6

	mol123
	-53.2
	-51.6
	1.6
	-50.8
	2.3
	-51.1
	2.1
	-49.9
	-48.8
	1.2
	-48.6
	1.3
	-53.4
	-3.5

	mol124
	-54.3
	-53.4
	0.8
	-53.0
	1.3
	-55.1
	-0.9
	-44.4
	-45.5
	-1.1
	-50.4
	-6.0
	-46.4
	-2.0

	mol125
	-60.9
	-56.9
	4.0
	-56.7
	4.2
	-56.5
	4.4
	-62.5
	-56.2
	6.3
	-52.2
	10.3
	-57.4
	5.1

	mol126
	-60.7
	-55.1
	5.6
	-56.2
	4.5
	-56.9
	3.8
	-61.9
	-47.2
	14.8
	-56.2
	5.8
	-51.7
	10.2

	mol127
	-62.5
	-59.9
	2.6
	-57.3
	5.1
	-58.0
	4.5
	-62.4
	-56.8
	5.6
	-52.1
	10.3
	-58.9
	3.5

	mol128
	-60.8
	-55.9
	5.0
	-56.3
	4.6
	-56.9
	3.9
	-60.3
	-47.5
	12.7
	-56.4
	3.9
	-52.0
	8.2

	mol129
	-54.8
	-55.7
	-0.9
	-55.2
	-0.4
	-56.3
	-1.5
	-42.5
	-47.2
	-4.7
	-55.2
	-12.7
	-50.2
	-7.7

	mol130
	-54.7
	-55.6
	-0.9
	-55.2
	-0.5
	-56.3
	-1.6
	-42.0
	-47.3
	-5.3
	-55.2
	-13.2
	-50.3
	-8.3

	mol131
	-52.1
	-54.9
	-2.7
	-54.8
	-2.7
	-55.5
	-3.4
	-53.5
	-56.1
	-2.6
	-51.9
	1.6
	-54.7
	-1.2

	mol132
	-50.2
	-55.3
	-5.1
	-54.9
	-4.7
	-56.2
	-6.0
	-38.0
	-46.7
	-8.7
	-54.1
	-16.1
	-48.7
	-10.8

	mol133
	-52.9
	-53.9
	-1.0
	-55.7
	-2.8
	-56.2
	-3.3
	-53.5
	-51.0
	2.5
	-52.6
	1.0
	-51.8
	1.7

	mol134
	-49.8
	-55.2
	-5.5
	-52.6
	-2.9
	-55.3
	-5.6
	-40.5
	-45.9
	-5.4
	-49.0
	-8.4
	-42.9
	-2.4

	mol135
	-52.3
	-52.9
	-0.6
	-53.2
	-0.9
	-52.8
	-0.5
	-56.5
	-51.7
	4.8
	-54.9
	1.6
	-54.9
	1.6

	mol136
	-46.8
	-49.3
	-2.5
	-48.9
	-2.1
	-48.8
	-1.9
	-52.1
	-50.0
	2.2
	-49.7
	2.4
	-51.3
	0.8

	mol137
	-48.3
	-49.1
	-0.8
	-48.3
	0.0
	-48.4
	-0.1
	-52.2
	-46.8
	5.4
	-48.2
	4.0
	-47.0
	5.2

	mol138
	-50.2
	-52.7
	-2.6
	-52.6
	-2.5
	-53.4
	-3.2
	-54.0
	-51.6
	2.4
	-52.5
	1.5
	-49.6
	4.4

	mol139
	-50.3
	-51.7
	-1.3
	-53.0
	-2.7
	-55.7
	-5.3
	-44.8
	-51.9
	-7.0
	-55.9
	-11.1
	-57.7
	-12.9

	mol140
	-50.6
	-50.8
	-0.3
	-50.7
	-0.2
	-50.7
	-0.2
	-53.2
	-50.9
	2.3
	-50.4
	2.8
	-54.7
	-1.5

	mol141
	-50.4
	-52.9
	-2.5
	-51.6
	-1.2
	-50.7
	-0.3
	-54.2
	-51.1
	3.1
	-52.0
	2.2
	-51.6
	2.6

	mol142
	-52.5
	-52.4
	0.1
	-52.1
	0.4
	-52.9
	-0.4
	-58.4
	-51.0
	7.4
	-51.7
	6.7
	-49.6
	8.8

	mol143
	-57.7
	-47.6
	10.1
	-49.9
	7.7
	-52.5
	5.1
	-58.9
	-45.5
	13.4
	-48.5
	10.4
	-47.4
	11.5

	mol144
	-53.9
	-52.4
	1.5
	-52.5
	1.4
	-51.7
	2.2
	-58.8
	-51.2
	7.6
	-53.7
	5.2
	-53.0
	5.8

	mol145
	-53.8
	-53.2
	0.6
	-53.1
	0.7
	-54.2
	-0.4
	-59.5
	-51.1
	8.4
	-53.1
	6.3
	-53.7
	5.8

	mol145
	-57.0
	-53.3
	3.7
	-53.1
	3.9
	-54.4
	2.6
	-61.7
	-51.3
	10.4
	-53.5
	8.2
	-54.1
	7.7

	mol146
	-76.5
	-65.8
	10.7
	-66.6
	10.0
	-70.1
	6.5
	-72.0
	-59.5
	12.5
	-67.8
	4.2
	-64.9
	7.1

	mol148
	-62.2
	-56.6
	5.6
	-59.5
	2.7
	-60.2
	2.1
	-56.7
	-59.1
	-2.4
	-61.4
	-4.7
	-64.2
	-7.5

	mol149
	-55.6
	-52.8
	2.7
	-55.7
	-0.2
	-56.8
	-1.2
	-44.6
	-45.2
	-0.6
	-52.8
	-8.2
	-51.5
	-6.8

	mol150
	-58.8
	-54.7
	4.2
	-55.1
	3.7
	-55.4
	3.4
	-60.4
	-55.3
	5.0
	-54.3
	6.1
	-56.0
	4.4

	mol151
	-50.4
	-59.7
	-9.3
	-54.4
	-4.0
	-56.8
	-6.3
	-51.0
	-54.8
	-3.8
	-51.7
	-0.8
	-50.9
	0.1

	mol152
	-45.9
	-48.5
	-2.5
	-47.3
	-1.4
	-46.3
	-0.4
	-41.9
	-48.2
	-6.3
	-46.2
	-4.3
	-43.8
	-1.9

	mol153
	-50.7
	-53.1
	-2.4
	-53.1
	-2.4
	-53.4
	-2.7
	-54.5
	-51.5
	3.0
	-51.6
	2.9
	-55.5
	-1.0

	mol154
	-54.9
	-54.3
	0.6
	-52.9
	2.1
	-55.3
	-0.4
	-56.2
	-52.7
	3.5
	-54.3
	2.0
	-52.7
	3.5

	mol155
	-61.7
	-57.2
	4.5
	-58.0
	3.7
	-58.8
	3.0
	-55.1
	-55.8
	-0.7
	-57.7
	-2.6
	-55.5
	-0.4

	mol156
	-46.0
	-48.0
	-2.0
	-50.9
	-4.9
	-50.5
	-4.6
	-46.6
	-49.5
	-2.9
	-52.8
	-6.2
	-50.5
	-3.9

	mol157
	-55.5
	-57.2
	-1.8
	-58.1
	-2.6
	-57.1
	-1.7
	-52.8
	-56.4
	-3.6
	-58.2
	-5.3
	-58.7
	-5.9

	mol158
	-54.2
	-53.4
	0.8
	-50.3
	3.9
	-51.9
	2.3
	-55.7
	-51.8
	4.0
	-49.8
	6.0
	-49.4
	6.3

	mol159
	-58.2
	-54.0
	4.3
	-60.1
	-1.9
	-60.1
	-1.8
	-56.0
	-53.9
	2.1
	-54.8
	1.2
	-53.5
	2.5

	mol160
	-61.4
	-59.0
	2.4
	-57.7
	3.7
	-57.2
	4.3
	-60.1
	-56.4
	3.7
	-53.7
	6.4
	-55.6
	4.5

	mol161
	-48.8
	-47.1
	1.7
	-49.1
	-0.3
	-49.0
	-0.1
	-43.7
	-44.0
	-0.3
	-50.2
	-6.4
	-44.6
	-0.9

	mol162
	-46.8
	-47.6
	-0.8
	-48.0
	-1.2
	-47.2
	-0.4
	-53.9
	-46.4
	7.5
	-46.7
	7.2
	-48.4
	5.5

	mol163
	-45.8
	-48.4
	-2.5
	-49.4
	-3.6
	-48.7
	-2.9
	-42.2
	-45.3
	-3.1
	-47.8
	-5.7
	-42.4
	-0.3

	mol164
	-49.7
	-52.2
	-2.6
	-51.0
	-1.4
	-51.9
	-2.2
	-54.6
	-51.1
	3.6
	-49.8
	4.8
	-48.1
	6.6

	mol165
	-48.7
	-50.6
	-1.9
	-54.3
	-5.6
	-52.8
	-4.1
	-41.7
	-48.6
	-6.9
	-57.6
	-15.9
	-50.0
	-8.2

	mol166
	-44.6
	-48.6
	-4.0
	-48.6
	-4.0
	-48.1
	-3.5
	-44.8
	-49.8
	-5.0
	-47.2
	-2.4
	-46.4
	-1.6

	mol167
	-44.9
	-50.2
	-5.3
	-54.2
	-9.3
	-51.4
	-6.5
	-41.7
	-48.8
	-7.1
	-52.3
	-10.5
	-49.9
	-8.1

	mol168
	-61.9
	-53.0
	8.9
	-55.4
	6.5
	-56.0
	5.9
	-54.3
	-51.5
	2.7
	-53.5
	0.8
	-50.9
	3.4

	mol169
	-48.0
	-48.1
	-0.1
	-50.3
	-2.2
	-50.1
	-2.1
	-52.8
	-47.0
	5.8
	-49.8
	3.0
	-49.5
	3.3

	mol170
	-43.4
	-50.9
	-7.5
	-51.0
	-7.6
	-53.7
	-10.3
	-55.4
	-50.4
	5.0
	-45.1
	10.2
	-48.8
	6.5

	mol171
	-50.6
	-52.4
	-1.8
	-52.0
	-1.4
	-52.3
	-1.8
	-54.6
	-50.9
	3.7
	-50.9
	3.7
	-55.1
	-0.5

	mol172
	-50.2
	-52.9
	-2.7
	-52.5
	-2.3
	-53.2
	-2.9
	-54.8
	-50.7
	4.1
	-51.7
	3.1
	-50.4
	4.4

	mol173
	-50.4
	-52.4
	-2.1
	-53.1
	-2.7
	-52.3
	-1.9
	-54.7
	-50.4
	4.3
	-54.0
	0.6
	-54.3
	0.3

	mol174
	-51.2
	-53.1
	-1.9
	-52.5
	-1.3
	-53.1
	-1.9
	-49.4
	-50.8
	-1.5
	-51.8
	-2.4
	-50.4
	-1.0

	mol175
	-47.0
	-45.7
	1.3
	-49.6
	-2.6
	-48.8
	-1.8
	-45.1
	-45.2
	-0.1
	-49.2
	-4.1
	-47.4
	-2.3

	mol176
	-55.2
	-48.7
	6.6
	-52.1
	3.1
	-52.4
	2.8
	-48.2
	-46.1
	2.1
	-51.5
	-3.3
	-48.8
	-0.6

	mol177
	-50.7
	-52.1
	-1.3
	-51.1
	-0.4
	-51.5
	-0.8
	-53.7
	-51.5
	2.2
	-50.4
	3.3
	-55.5
	-1.8

	mol178
	-50.5
	-49.3
	1.2
	-52.0
	-1.5
	-51.7
	-1.2
	-53.8
	-46.5
	7.3
	-49.5
	4.3
	-47.3
	6.6

	mol179
	-50.9
	-48.5
	2.4
	-53.7
	-2.8
	-53.7
	-2.8
	-48.6
	-46.6
	2.0
	-52.4
	-3.8
	-49.7
	-1.1

	mol180
	-51.2
	-52.2
	-1.0
	-52.0
	-0.8
	-52.0
	-0.8
	-49.2
	-51.1
	-1.9
	-51.8
	-2.6
	-51.1
	-1.9

	mol181
	-49.0
	-53.6
	-4.5
	-50.2
	-1.2
	-51.2
	-2.2
	-40.3
	-51.2
	-10.8
	-50.0
	-9.7
	-49.6
	-9.2

	mol182
	-50.4
	-52.6
	-2.1
	-51.9
	-1.4
	-50.9
	-0.5
	-54.4
	-51.2
	3.3
	-52.8
	1.6
	-51.8
	2.7

	mol183
	-50.9
	-51.0
	-0.1
	-52.2
	-1.2
	-54.7
	-3.8
	-54.8
	-50.7
	4.0
	-53.0
	1.8
	-53.4
	1.3

	mol184
	-50.4
	-52.8
	-2.4
	-52.6
	-2.2
	-52.0
	-1.6
	-54.6
	-51.5
	3.1
	-54.4
	0.2
	-52.8
	1.7

	mol185
	-49.9
	-52.0
	-2.1
	-53.2
	-3.4
	-52.5
	-2.6
	-54.7
	-51.1
	3.6
	-54.7
	0.0
	-54.0
	0.7

	mol186
	-51.4
	-56.9
	-5.5
	-50.9
	0.5
	-50.3
	1.1
	-54.1
	-60.5
	-6.4
	-48.6
	5.5
	-52.4
	1.7

	mol187
	-53.5
	-51.7
	1.8
	-52.4
	1.1
	-52.8
	0.7
	-55.2
	-51.3
	3.9
	-51.6
	3.7
	-50.0
	5.2

	mol188
	-62.7
	-49.3
	13.4
	-53.6
	9.1
	-54.3
	8.4
	-62.2
	-49.9
	12.3
	-54.6
	7.7
	-52.5
	9.7

	mol189
	-54.6
	-51.0
	3.6
	-53.3
	1.3
	-53.3
	1.3
	-55.4
	-50.7
	4.7
	-53.0
	2.4
	-54.3
	1.1

	mol190
	-51.1
	-49.6
	1.5
	-49.5
	1.7
	-50.0
	1.1
	-46.6
	-50.9
	-4.4
	-50.8
	-4.3
	-47.9
	-1.4

	mol191
	-56.1
	-52.5
	3.6
	-54.3
	1.8
	-54.5
	1.6
	-59.0
	-51.9
	7.1
	-52.6
	6.4
	-50.3
	8.7

	mol192
	-62.4
	-47.8
	14.6
	-51.7
	10.7
	-47.9
	14.5
	-47.7
	-51.4
	-3.7
	-53.1
	-5.4
	-52.9
	-5.2

	mol193
	-51.2
	-36.7
	14.4
	-43.4
	7.8
	-38.9
	12.3
	-40.9
	-45.2
	-4.4
	-44.0
	-3.2
	-36.3
	4.6

	mol194
	-42.8
	-40.6
	2.2
	-47.2
	-4.4
	-46.0
	-3.2
	-43.6
	-42.2
	1.4
	-45.5
	-1.9
	-41.5
	2.1

	mol195
	-45.5
	-46.1
	-0.6
	-54.2
	-8.8
	-51.5
	-6.0
	-54.4
	-40.5
	13.9
	-53.8
	0.6
	-41.9
	12.5

	mol196
	-48.5
	-47.9
	0.6
	-51.3
	-2.8
	-50.6
	-2.1
	-47.3
	-45.2
	2.1
	-50.0
	-2.7
	-47.6
	-0.3

	mol197
	-49.3
	-52.3
	-3.0
	-53.3
	-4.0
	-53.7
	-4.4
	-48.8
	-51.3
	-2.5
	-51.7
	-2.9
	-49.7
	-0.8

	mol198
	-49.2
	-56.0
	-6.8
	-51.9
	-2.7
	-54.0
	-4.8
	-41.0
	-54.9
	-13.9
	-51.4
	-10.4
	-55.8
	-14.8

	mol199
	-49.2
	-53.4
	-4.2
	-51.4
	-2.3
	-51.4
	-2.2
	-54.5
	-52.5
	2.0
	-50.0
	4.6
	-49.6
	5.0

	mol200
	-51.1
	-52.5
	-1.3
	-53.1
	-2.0
	-53.7
	-2.5
	-45.8
	-51.1
	-5.3
	-51.8
	-6.0
	-49.2
	-3.4

	mol201
	-46.2
	-66.8
	-20.7
	-51.1
	-4.9
	-58.3
	-12.2
	-70.0
	-71.9
	-1.9
	-68.7
	1.3
	-73.1
	-3.1

	mol202
	-43.5
	-55.5
	-11.9
	-52.5
	-9.0
	-55.6
	-12.1
	-54.8
	-53.3
	1.4
	-49.3
	5.5
	-47.6
	7.2

	mol203
	-43.8
	-41.0
	2.8
	-45.7
	-1.9
	-41.4
	2.4
	-66.2
	-70.5
	-4.3
	-66.5
	-0.3
	-66.7
	-0.5

	mol204
	-40.6
	-43.3
	-2.7
	-53.6
	-13.0
	-50.4
	-9.8
	-73.5
	-77.0
	-3.5
	-60.7
	12.8
	-64.5
	8.9

	mol205
	-46.2
	-53.3
	-7.1
	-62.6
	-16.4
	-62.9
	-16.7
	-72.0
	-47.7
	24.3
	-60.0
	11.9
	-65.0
	7.0

	mol206
	-54.3
	-48.1
	6.2
	-43.4
	10.9
	-47.3
	7.0
	-51.5
	-53.9
	-2.5
	-51.1
	0.4
	-58.9
	-7.5

	mol207
	-44.1
	-44.6
	-0.4
	-44.6
	-0.4
	-43.4
	0.8
	-69.1
	-66.7
	2.4
	-65.0
	4.1
	-69.4
	-0.3

	mol208
	-41.6
	-44.4
	-2.8
	-54.0
	-12.4
	-49.4
	-7.8
	-42.0
	-50.4
	-8.4
	-52.9
	-10.9
	-43.9
	-2.0

	mol209
	-55.1
	-53.6
	1.5
	-55.6
	-0.5
	-57.8
	-2.8
	-55.1
	-53.3
	1.8
	-59.7
	-4.6
	-42.2
	12.9

	mol210
	-47.4
	-54.4
	-7.1
	-52.2
	-4.9
	-56.5
	-9.1
	-46.4
	-56.6
	-10.1
	-52.0
	-5.6
	-53.1
	-6.7

	mol211
	-62.3
	-48.5
	13.9
	-48.3
	14.0
	-45.5
	16.8
	-48.1
	-59.4
	-11.4
	-66.7
	-18.6
	-47.9
	0.2

	mol212
	-40.9
	-44.1
	-3.2
	-50.3
	-9.4
	-49.5
	-8.6
	-43.0
	-48.5
	-5.5
	-43.5
	-0.5
	-50.1
	-7.1

	mol213
	-55.5
	-53.4
	2.0
	-48.2
	7.3
	-50.0
	5.4
	-50.9
	-54.3
	-3.5
	-48.6
	2.2
	-55.0
	-4.1

	mol214
	-55.7
	-52.7
	3.0
	-49.7
	6.0
	-51.5
	4.2
	-55.7
	-53.6
	2.1
	-59.6
	-3.9
	-51.1
	4.6

	mol215
	-44.8
	-43.9
	0.9
	-44.3
	0.5
	-42.5
	2.3
	-69.4
	-66.0
	3.4
	-65.6
	3.8
	-68.3
	1.1

	mol216
	-44.1
	-44.1
	0.0
	-44.1
	0.0
	-42.5
	1.6
	-69.5
	-63.7
	5.8
	-64.5
	5.0
	-67.0
	2.5

	mol217
	-41.9
	-43.5
	-1.6
	-42.6
	-0.7
	-42.4
	-0.5
	-68.9
	-60.6
	8.3
	-54.7
	14.3
	-67.5
	1.5

	mol218
	-42.2
	-40.4
	1.8
	-52.7
	-10.5
	-52.9
	-10.7
	-53.9
	-62.9
	-9.0
	-44.3
	9.6
	-64.1
	-10.2

	mol219
	-50.8
	-52.5
	-1.7
	-42.0
	8.8
	-48.5
	2.3
	-49.3
	-47.8
	1.5
	-58.9
	-9.6
	-59.5
	-10.1

	mol220
	-42.8
	-47.7
	-4.9
	-44.8
	-2.0
	-44.8
	-1.9
	-50.2
	-49.5
	0.7
	-50.0
	0.2
	-42.7
	7.5

	mol221
	-47.2
	-53.9
	-6.8
	-46.2
	1.0
	-49.0
	-1.8
	-43.5
	-47.6
	-4.1
	-55.9
	-12.4
	-51.2
	-7.7

	mol222
	-47.5
	-38.0
	9.5
	-41.9
	5.5
	-43.0
	4.5
	-64.5
	-44.0
	20.5
	-67.5
	-3.0
	-56.8
	7.7

	mol223
	-59.9
	-58.9
	1.0
	-51.3
	8.6
	-48.1
	11.8
	-45.8
	-49.5
	-3.7
	-49.3
	-3.5
	-43.8
	2.0

	mol224
	-68.9
	-47.0
	21.8
	-43.1
	25.8
	-40.6
	28.3
	-68.9
	-67.8
	1.0
	-44.6
	24.3
	-57.4
	11.5

	mol225
	-41.2
	-51.1
	-9.9
	-45.7
	-4.5
	-50.2
	-9.0
	-49.5
	-54.6
	-5.1
	-60.7
	-11.2
	-47.9
	1.5


Mean absolute errors ∆Eint
	Type
	Property
	LCP
	BCP
	Combined

	
	
	
	
	

	aldehydes
	Covalent ∆Eint (kcal/mol)
	2.66
	3.22
	2.81

	
	van der Waals ∆Eint (kcal/mol)
	5.12
	4.53
	4.77

	ketones
	Covalent ∆Eint (kcal/mol)
	3.27
	3.84
	3.28

	
	van der Waals ∆Eint (kcal/mol)
	4.34
	4.53
	4.54

	imides
	Covalent ∆Eint (kcal/mol)
	5.25
	2.98
	2.81

	
	van der Waals ∆Eint (kcal/mol)
	4.74
	8.36
	5.13

	amides
	Covalent ∆Eint (kcal/mol)
	7.16
	5.81
	7.62

	
	van der Waals ∆Eint (kcal/mol)
	7.18
	5.84
	5.41


Table S7. Optimized ANN parameters for predicting interaction energies
	
	LCP
	BCP
	Combined

	
	LRa
	Nb
	HNc
	LRa
	Nb
	HNc
	LRa
	Nb
	HNc

	Covalent IE (kcal/mol)
	0.011
	500
	5
	0.024
	2500
	12
	0.013
	500
	20

	van der Waals IE (kcal/mol)
	0.012
	500
	8
	0.026
	1900
	13
	0.010
	1500
	5


aLearning rate

bNumber of epochs

cNumber of hidden neurons

