[bookmark: _GoBack]Table S1. Flavor agents docking results
	No.
	Ligand
	Structure
	Binding Energy

	
	
	
	1R4L
	6LU7
	Sum

	1
	Glycyrrhizic acid
	

	-9.6
	-9.3
	-18.9

	2
	Theaflavin 3,3'-digallate
	

	-8.3
	-10
	-18.3

	3
	Agnuside
	

	-9.6
	-8
	-17.6

	4
	Fenflumizole
	

	-9.5
	-7.7
	-17.2

	5
	Angelicide
	

	-9.7
	-7.1
	-16.8

	6
	Sageone
	

	-9
	-7.8
	-16.8

	7
	Oleanic acid
	

	-9.4
	-7.3
	-16.7

	8
	Benzyl (3-fluoro-4-morpholine-4-yl phenyl) carbamate
	

	-9.4
	-7.1
	-16.5

	9
	Glycerol ester of rosin
	

	-9.4
	-6.9
	-16.3

	10
	Endere S
	

	-9.4
	-6.8
	-16.2

	11
	Testosterone
	

	-9
	-6.8
	-15.8

	12
	Artabsin
	

	-8.7
	-6.7
	-15.4

	13
	Elantrine
	

	-8.6
	-6.8
	-15.4

	14
	Piperine
	

	-8.3
	-6.6
	-14.9

	15
	Nonanal
	

	-8.1
	-6.6
	-14.7

	16
	(1R,2S,5R)-2-Isopropyl-N-(4-methoxyphenyl)-5-methylcyclohexane-1-carboxamide
	

	-8.2
	-6.2
	-14.4

	17
	2,5-Dimethyl-4-(2-thienylaminosulphonyl)furan-3-carboxylic
	

	-7.7
	-6.6
	-14.3

	18
	Angelicone
	

	-7.9
	-6.3
	-14.2

	19
	Traseolide
	

	-7.7
	-6.3
	-14

	20
	Vitamin A
	

	-8.3
	-5.6
	-13.9

	21
	Curcumadione
	

	-7.5
	-6.1
	-13.6

	22
	Muscone
	

	-8
	-5.6
	-13.6

	23
	1-Phenyl-1,3,3-trimethylindan
	

	-7.8
	-5.7
	-13.5

	24
	Angelicin
	

	-7.5
	-5.9
	-13.4

	25
	3-(Trifluoromethyl)cinnamic acid
	

	-7
	-6
	-13

	26
	Curcumanolide-A
	

	-7.8
	-5.2
	-13

	27
	N-[(Ethoxycarbonyl)methyl]-p-menthane-3-carboxamide
	

	-7.3
	-5.4
	-12.7

	28
	Menthyl lactate
	

	-7.1
	-5.5
	-12.6

	29
	10-Gingerol
	

	-7
	-5.6
	-12.6

	30
	(+)-Delta-Cadinene
	

	-7
	-5.4
	-12.4

	31
	4-Methyl-2-phenyl-3,6-dihydro-2H-pyran
	

	-7
	-5.4
	-12.4

	32
	Ligustilide
	

	-7
	-5.4
	-12.4

	33
	Asulam
	

	-6.9
	-5.5
	-12.4

	34
	Dhelwangin
	

	-6.7
	-5.7
	-12.4

	35
	Lily aldehyde
	

	-6.7
	-5.5
	-12.2

	36
	Nerolidol
	

	-6.5
	-5.6
	-12.1

	37
	2-Formylcinnamic acid
	

	-6.6
	-5.4
	-12

	38
	4-Epoxy isoeugenol
	

	-6.4
	-5.6
	-12

	39
	6-Methylcoumarin
	

	-6.7
	-5.3
	-12

	40
	Cinnamylacetate
	

	-6.6
	-5.4
	-12

	41
	Gingerdione
	

	-6.7
	-5.3
	-12

	42
	2-Methoxy-4-[(1E)-1-propenyl]phenyl acetate
	

	-6.5
	-5.5
	-12

	43
	3-(3,4,5-Trimethoxyphenyl)propenoic acid ethyl ester
	

	-6.7
	-5.2
	-11.9

	44
	α-(2,4-Dichlorophenyl)-1H-imidazole-1-ethanol
	

	-6.5
	-5.4
	-11.9

	45
	3-Hydroxy-2-butanone dimer
	

	-6.7
	-5
	-11.7

	46
	4-Methylcinnamic acid methyl ester
	

	-6.6
	-5.1
	-11.7

	47
	β-Lonone
	

	-6.8
	-4.9
	-11.7

	48
	Patchouli alcohol
	

	-6.6
	-5
	-11.6

	49
	N-Ethyl-p-menthane-3-carboxamide
	

	-6.7
	-4.9
	-11.6

	50
	(E,E)-Farnesol
	

	-6.3
	-5.1
	-11.4

	51
	α-Ionone
	

	-6.4
	-5
	-11.4

	52
	Ethyl (2E)-3-(4-hydroxyphenyl)acrylate
	

	-6.5
	-4.9
	-11.4

	53
	Isoeugenol
	

	-6.2
	-5.2
	-11.4

	54
	Ethyl 4-chlorocinnamate
	

	-6.2
	-5
	-11.2

	55
	Terpineol
	

	-6.4
	-4.8
	-11.2

	56
	(E,E,E)-2,6,10-Trimethyldodeca-2,6,9,11-tetraen-1-al
	

	-6.2
	-5
	-11.2

	57
	3-Phenylpropionic acid
	

	-6.3
	-4.8
	-11.1

	58
	2-Benzylidene-1-heptanol
	

	-6.3
	-4.8
	-11.1

	59
	Azulene
	

	-6.1
	-4.9
	-11

	60
	Dibutyl phthalate
	

	-5.9
	-5.1
	-11

	61
	Eugenol
	

	-6.1
	-4.9
	-11

	62
	L-(-)-Carvone (Spearmint oil)
	

	-6
	-5
	-11

	63
	Piperonyl aldehyde
	

	-6
	-5
	-11

	64
	Methyl salicylate (Wintergreen oil) 
	

	-6.1
	-4.9
	-11

	65
	Ethyl cinnamate
	

	-6.2
	-4.8
	-11

	66
	Methyl dihydrojasmonate
	

	-6.2
	-4.7
	-10.9

	67
	Methyl isoeugenol
	

	-6.1
	-4.8
	-10.9

	68
	Neryl acetate
	

	-5.9
	-5
	-10.9

	69
	1-Phenylethyl acetate
	

	-6.1
	-4.8
	-10.9

	70
	3-Methyl cinnamaldehyde
	

	-6.1
	-4.7
	-10.8

	71
	Butyl cinnamic aldehyde
	

	-6.1
	-4.7
	-10.8

	72
	Cinnamic acid
	

	-5.9
	-4.9
	-10.8

	73
	cis-Jasmone
	

	-5.9
	-4.9
	-10.8

	74
	Cuminaldehyde
	

	-6.1
	-4.7
	-10.8

	75
	Raspberry ketone
	

	-5.9
	-4.9
	-10.8

	76
	Thymol
	

	-6.1
	-4.7
	-10.8

	77
	2-Tert-Butylcyclohexyl acetate
	

	-6.2
	-4.5
	-10.7

	78
	Ethyl vanillin
	

	-5.7
	-5
	-10.7

	79
	α-Hexylcinnamaldehyde
	

	-5.8
	-4.8
	-10.6

	80
	p-Menthane-3,8-diol
	

	-6.1
	-4.5
	-10.6

	81
	(-)-Perillaldehyde
	

	-5.9
	-4.6
	-10.5

	82
	Allyl cyclohexanepropionate
	

	-5.9
	-4.6
	-10.5

	83
	Dimethyl 2-acetamidopropanedioate
	

	-5.9
	-4.6
	-10.5

	84
	1,2-Dimethoxy-4-(2-propenyl)-benzen
	

	-6.1
	-4.4
	-10.5

	85
	Linalyl acetate
	

	-5.9
	-4.6
	-10.5

	86
	Menthone
	

	-5.9
	-4.6
	-10.5

	87
	Dihydro cuminyl alcohol
	

	-5.8
	-4.6
	-10.4

	88
	Linalyl propionate
	

	-5.9
	-4.5
	-10.4

	89
	Vanillin
	

	-5.5
	-4.9
	-10.4

	90
	γ-Terpinene
	

	-5.8
	-4.6
	-10.4

	91
	2,4-Dimethyl-3-cyclohexene formaldehyde
	

	-5.7
	-4.7
	-10.4

	92
	2-Acetoxy-2-methyl-6-methylene-7-octene
	

	-5.8
	-4.5
	-10.3

	93
	2-Methoxy-4-methylphenol
	

	-5.6
	-4.7
	-10.3

	94
	Limonene
	

	-5.8
	-4.5
	-10.3

	95
	Azone
	

	-6.1
	-4.1
	-10.2

	96
	cis-Cinnam aldehyde
	

	-5.6
	-4.6
	-10.2

	97
	Fema 3236
	

	-5.8
	-4.4
	-10.2

	98
	1,8-Cineole
	

	-5.9
	-4.3
	-10.2

	99
	(±)-2-Bornanol
	

	-5.7
	-4.4
	-10.1

	100
	(-)-Camphor
	

	-5.8
	-4.3
	-10.1

	101
	3,5-Dimethyl-4-cyclohexene formaldehyde
	

	-5.4
	-4.7
	-10.1

	102
	Cinnamic aldehyde
	

	-5.7
	-4.4
	-10.1

	103
	Cinnamonitrile
	

	-5.7
	-4.4
	-10.1

	104
	Anethol
	

	-5.8
	-4.3
	-10.1

	105
	2-Hexyl-2-cyclopenten-1-one
	

	-5.5
	-4.5
	-10

	106
	3,3-Diethyloxy-1-propargyne
	

	-5.5
	-4.5
	-10

	107
	Cinnamyl alcohol
	

	-5.6
	-4.4
	-10

	108
	Jasmone
	

	-5.9
	-4.1
	-10

	109
	Linalool
	

	-5.5
	-4.5
	-10

	110
	Geraniol
	

	-5.3
	-4.6
	-9.9

	111
	Nerol
	

	-5.4
	-4.5
	-9.9

	112
	(R)-(+)-β-Citronellol
	

	-5.3
	-4.6
	-9.9

	113
	Citral
	

	-5.4
	-4.4
	-9.8

	114
	N,2,3-Trimethyl-2-isopropylbutamide
	

	-5.7
	-4.1
	-9.8

	115
	Para-Mentha-8-thiolone
	

	-5.6
	-4.2
	-9.8

	116
	γ-Decalactone
	

	-5.3
	-4.5
	-9.8

	117
	Comphene
	

	-5.5
	-4.2
	-9.7

	118
	Linoleic acid (Grape seed oil)
	

	-5.1
	-4.6
	-9.7

	119
	Sabinene
	

	-5.4
	-4.3
	-9.7

	120
	Anisaldehyde
	

	-5.3
	-4.3
	-9.6

	121
	Apricolin
	

	-5.4
	-4.2
	-9.6

	122
	Phenylethyl alcohol 
	

	-5.3
	-4.3
	-9.6

	123
	2-Aminomalonamide
	

	-5.1
	-4.4
	-9.5

	124
	(2E)-Decenoic acid
	

	-5
	-4.5
	-9.5

	125
	Allyl (3-methylbutoxy)acetate
	

	-5.4
	-4.1
	-9.5

	126
	β-Bromostyrene
	

	-5.3
	-4.2
	-9.5

	127
	Citronellal
	

	-5.3
	-4.2
	-9.5

	128
	γ-Octanoic lactone
	

	-5.3
	-4.2
	-9.5

	129
	Isoamyl isovalerate
	

	-5.7
	-3.8
	-9.5

	130
	2,2,5-Trimethyl-4-hexenal
	

	-5.5
	-3.9
	-9.4

	131
	2-Methylbutyl isovalerate
	

	-5.3
	-4.1
	-9.4

	132
	7-Hydroxy-3,7-dimethyloctanal
	

	-5.2
	-4.2
	-9.4

	133
	DAAM (Diacetone acrylamide)
	

	-5.1
	-4.3
	-9.4

	134
	Oleic acid
	

	-5.3
	-4
	-9.3

	135
	Benzaldehyde
	

	-5
	-4.2
	-9.2

	136
	2,3,5-Trimethylpyrazine
	

	-5
	-4.1
	-9.1

	137
	Palmitic acid
	

	-4.9
	-4.2
	-9.1

	138
	Prenyl acetate
	

	-5.1
	-4
	-9.1

	139
	7-Methyl-3-methyleneocta-1,6-diene
	

	-5.2
	-3.8
	-9

	140
	Butyl lactate
	

	-4.9
	-4
	-8.9

	141
	Ethyl 2-bromo-3-methylbutyrate
	

	-5
	-3.9
	-8.9

	142
	Isoamyl butyrate
	

	-5.2
	-3.7
	-8.9

	143
	5-(2-Hydroxyethyl)-4-methylthiazole
	

	-4.7
	-4.1
	-8.8

	144
	5-Methylfurfural
	

	-4.8
	-4
	-8.8

	145
	α-Angelic lactone
	

	-4.9
	-3.9
	-8.8

	146
	Heptanoicacid
	

	-4.8
	-4
	-8.8

	147
	Methyl lactate
	

	-4.5
	-4.1
	-8.6

	148
	N-Methylol acrylamide
	

	-4.3
	-4.2
	-8.5

	149
	n-Nonanol
	

	-4.5
	-4
	-8.5

	150
	Ethyl isovalerate
	[image: ]
	-4.8
	-3.6
	-8.4

	151
	2-Methyl butyric acid
	

	-4.6
	-3.8
	-8.4

	152
	Sodium-2-ethylcaproate
	

	-4.8
	-3.6
	-8.4

	153
	4-Nonene
	

	-4.4
	-3.9
	-8.3

	154
	Propargylaldehyde diethyl acetal
	

	-4.6
	-3.7
	-8.3

	155
	Ethyl hexanoate
	

	-4.7
	-3.5
	-8.2

	156
	Ethyl 2-methylbutyrate
	

	-4.5
	-3.6
	-8.1

	157
	Butanone alcohol
	

	-4.1
	-3.7
	-7.8

	158
	Heptanol
	

	-4.2
	-3.5
	-7.7

	159
	Leaf alcohol
	

	-4.2
	-3.5
	-7.7

	160
	2-Methylbutyraldehyde
	

	-4.1
	-3.5
	-7.6

	161
	Pineapple methyl ester
	

	-4.4
	-3.2
	-7.6

	162
	Ethyl 3-methylthiopropionate
	

	-4.1
	-3.4
	-7.5

	163
	1-Nonene
	

	-4.2
	-3.2
	-7.4

	164
	Isobutyraldehyde
	

	-3.8
	-3.2
	-7

	165
	Valeraldehyde
	

	-3.8
	-3.2
	-7

	166
	Isobutanol
	

	-3.6
	-3.2
	-6.8

	167
	3-MethyIthlo-1-propanol
	

	-3.4
	-3.3
	-6.7

	168
	Allyl Sulfide
	

	-3.6
	-3
	-6.6

	169
	Thiazolidine
	

	-3
	-2.9
	-5.9
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