	Nº
	VOC
	RTexp
	RTlit
	Referential number
	Unroasted samples
	Referential number
	Roasted samples
	Odour description
	Reference

	Acids

	1
	Benzoic acid
	1150
	1170
	69
	
	148
	CCN51, ABL01, ABL03, VVA01
	Urine
	(Utrilla-Vázquez et al., 2020)

	2
	Lactic acid
	838
	838
	76
	
	155
	MRC10
	
	

	Alcohols

	3
	1-Phenylethanol
	1147
	1155
	37
	CCN51, MRC05, MRC10
	116
	CCN51, JBB04, MRC05, MRC10
	
	

	4
	2-Ethylhexanol
	1027
	1030
	4
	ABL01
	83
	
	
	

	5
	2-Heptanol
	891
	900
	65
	
	144
	CCN51, ABL01, JBB04
	Sweet, citrusy
	(Utrilla-Vázquez et al., 2020)

	6
	2-Nonanol
	1100
	1102
	11
	CCN51, ABL01, ABL03, VVA01
	90
	CCN51, ABL03, JBB04, MRC05, MRC10, VVA01
	Fat, green
	(Utrilla-Vázquez et al., 2020)

	7
	2-Octanol
	999
	998
	14
	CCN51, ABL01, ABL03, 
MRC05, MRC10, VVA01
	93
	CCN51, ABL03, JBB04, MRC05, MRC10, VVA01
	
	

	8
	2,4-Dimethyl-3-pentanol
	848
	829
	26
	CCN51, MRC05, MRC10
	105
	CCN51, MRC05, MRC10
	
	

	9
	3-Methyl-2-butanol
	661
	674
	6
	ABL01, JBB04, MRC05, MRC10
	85
	CCN51, ABL01, JBB04, MRC10, VVA01
	
	

	10
	Benzyl alcohol
	1040
	1036
	41
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10
	120
	CCN51, JBB04, MRC05, MRC10, VVA01
	Sweet, flowery
	(Utrilla-Vázquez et al., 2020)

	11
	Linalool oxide
	1081
	1074
	77
	
	156
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	
	

	12
	Linalool oxide pyranoid
	1185
	1178
	21
	MRC10
	100
	
	
	

	Aldehydes

	13
	2-Phenylbut-2-enal
	1284
	1279
	35
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	114
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	Caramel-like, smooky, nutty
	(Calva-Estrada et al., 2020)

	14
	3-Furaldehyde
	816
	832
	22
	MRC05
	101
	CCN51, ABL01, ABL03, JBB04, MRC05, VVA01
	
	

	15
	Benzaldehyde
	970
	962
	32
	CCN51, ABL01, JBB04, MRC05, MRC10, VVA01
	111
	CCN51, JBB04, MRC05, MRC10, VVA01
	Candy, almond, burnt sugar
	(Utrilla-Vázquez et al., 2020)

	16
	Benzeneacetaldehyde
	1054
	1045
	34
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	113
	CCN51, JBB04, MRC05, MRC10, VVA01
	Green
	(Utrilla-Vázquez et al., 2020)

	17
	Decanal
	1208
	1206
	72
	
	151
	VVA01
	Fatty, floral, green, orange
	(Tejeda et al., 2024)

	18
	Isobutyraldehyde
	537
	552
	59
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	138
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	Malt and chocolate
	(Utrilla-Vázquez et al., 2020)

	19
	Nonanal
	1106
	1104
	54
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	133
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	Citrusy, flowery
	(Velásquez-Reyes et al., 2023)

	Esters

	20
	1-Methylbutyl benzoate
	1405
	1394
	40
	CCN51, ABL01, ABL03, MRC10
	119
	CCN51, ABL01, ABL03, JBB04, MRC10
	
	

	21
	1-Phenylethyl acetate
	1193
	1194
	38
	CCN51, ABL01, JBB04, MRC05, MRC10
	117
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	
	

	22
	2-Methylbutyl acetate
	864
	880
	2
	CCN51, ABL03, JBB04, MRC05, MRC10, VVA01
	81
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	
	

	23
	3-Methylbut-2-enyl acetate
	910
	918
	7
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	86
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	
	

	24
	3-Methylbutyl propanoate
	964
	969
	3
	ABL01, MRC10, VVA01
	82
	ABL01
	
	

	25
	Acetoin acetate
	871
	888
	46
	CCN51, JBB04, MRC05, MRC10
	125
	CCN51, JBB04, MRC05, MRC10
	
	

	26
	Amyl acetate
	902
	911
	29
	CCN51, ABL01, ABL03, MRC05, VVA01
	108
	CCN51, ABL01, ABL03, MRC05, MRC10, VVA01
	
	

	27
	Benzyl acetate
	1169
	1164
	30
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10,
	109
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	Sweet, honey, jasmine
	(Utrilla-Vázquez et al., 2020)

	28
	Butanedioic acid diethyl ester
	1170
	1182
	42
	CCN51, ABL01, ABL03, JBB04, MRC05, VVA01
	121
	CCN51, ABL01, ABL03, JBB04, VVA01
	
	

	29
	Ethyl 2-hydroxy-4-methylvalerate
	1057
	1060
	56
	ABL01, ABL03, JBB04, VVA01
	135
	ABL01, ABL03, JBB04
	
	

	30
	Ethyl 2-methylbutyrate
	832
	849
	43
	CCN51, ABL01, ABL03, JBB04, VVA01
	122
	CCN51, ABL01, ABL03, VVA01
	
	

	31
	Ethyl 4-methylvalerate
	959
	969
	57
	ABL01
	136
	
	
	

	32
	Ethyl benzoate
	1181
	1171
	39
	CCN51, ABL01, ABL03, JBB04, MRC05, VVA01
	118
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	Camomile, flower, celery, fruity
	(Utrilla-Vázquez et al., 2020)

	33
	Ethyl Decanoate
	1391
	1396
	47
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	126
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	Pear, grape, brandy
	(Utrilla-Vázquez et al., 2020)

	34
	Ethyl dl-2-hydroxycaproate
	1057
	1062
	73
	VVA01
	152
	VVA01
	
	

	35
	Ethyl dodecanoate
	1590
	1595
	74
	
	153
	CCN51, JBB04, MRC05, MRC10
	Sweet, floral
	(Chagas Junior et al., 2021)

	36
	Ethyl hexanoate
	994
	1000
	51
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	130
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	Apple peel, fruit
	(Utrilla-Vázquez et al., 2020)

	37
	Ethyl isovalerate
	836
	854
	44
	CCN51, ABL01, ABL03, JBB04, VVA01
	123
	CCN51, ABL01, ABL03
	
	

	38
	Ethyl octonoate
	1192
	1196
	55
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	134
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	Fruity, floral, pineapple
	(Utrilla-Vázquez et al., 2020)

	39
	Ethyl phenylacetate
	1250
	1246
	36
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	115
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	Fruity
	(Velásquez-Reyes et al., 2023)

	40
	Heptan-2-yl acetate
	1033
	1045
	8
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	87
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	
	

	41
	Hexan-2-yl acetate
	934
	937
	10
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	89
	
	
	

	42
	Hexyl acetate
	1007
	1011
	27
	CCN51, ABL01, ABL03, JBB04, VVA01
	106
	
	
	

	43
	Isoamyl acetate
	862
	876
	75
	
	154
	CCN51, JBB04, MRC10
	
	

	44
	Isoamyl lactate
	1071
	1082
	52
	ABL01, JBB04
	131
	ABL01, JBB04, VVA01
	Fruity creamy nutty
	(Utrilla-Vázquez et al., 2020)

	45
	Isoprenyl acetate
	869
	881
	24
	JBB04, MRC05, MRC10, VVA01
	103
	

	
	

	46
	Methyl acetate
	517
	526
	28
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	107
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	
	

	47
	Nonan-2-yl acetate
	1227
	1237
	12
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	91
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	
	

	48
	Octan-2-yl acetate
	1130
	1115
	15
	ABL03, MRC05, MRC10
	94
	ABL03, MRC05, MRC10, VVA01
	
	

	49
	Octyl acetate
	1205
	1210
	78
	
	157
	CCN51
	
	

	Furans

	50
	2-Pentyl-furan
	992
	993
	66
	
	145
	CCN51
	Green bean, butter, fruity
	(Utrilla-Vázquez et al., 2020)

	Hydrocarbons

	51
	1,2,4-Trimethyl-benzene
	1005
	990
	33
	ABL01, ABL03, VVA01
	112
	
	
	

	52
	Styrene
	892
	893
	62
	CCN51, ABL01, ABL03, JBB04, MRC05, VVA01
	141
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	
	

	53
	Toluene
	746
	763
	63
	CCN51, ABL01, ABL03, VVA01
	142
	
	
	

	Ketones

	54
	2-Heptanone
	879
	891
	9
	JBB04
	88
	CCN51, ABL01, JBB04, MRC05
	Pear, grape, brandy, fruity, floral
	(Utrilla-Vázquez et al., 2020)

	55
	2-Nonanone
	1090
	1092
	13
	ABL01, JBB04, MRC05, MRC10, VVA01
	92
	CCN51, ABL01, JBB04, MRC05, MRC10, VVA01
	Fruity, musty
	(Utrilla-Vázquez et al., 2020)

	56
	2-Octanone
	988
	990
	16
	CCN51, ABL03, MRC05, MRC10, VVA01
	95
	ABL03, MRC05, MRC10, VVA01
	Butter, cream
	(Utrilla-Vázquez et al., 2020)

	57
	3-Hepten-2-one
	930
	937
	23
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	102
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	
	

	58
	Acetophenone
	1078
	1065
	31
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	110
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	Flower, almond, pungent, sweet
	(Utrilla-Vázquez et al., 2020)

	Lactones

	59
	Butyrolactone
	905
	915
	45
	ABL01
	124
	CCN51, ABL01, ABL03, MRC05, MRC10, VVA01
	Sweet, aromatic, creamy
	(Utrilla-Vázquez et al., 2020)

	60
	Dihydro-5-methyl-2(3H)-furanone
	950
	958
	20
	CCN51
	99
	
	
	

	Phenols

	61
	Guaiacol
	1095
	1090
	58
	MRC10
	137
	CCN51, ABL01, JBB04, MRC05, MRC10
	Smoked, sweet (low intensity)
	(Afoakwa et al., 2008)

	Pyrans

	62
	2,3-Dihydro-3,5-dihydroxy-6-methyl-4H-pyran-4-one
	1154
	1151
	67
	
	146
	CCN51, JBB04, MRC05, MRC10, VVA01
	
	

	Pyrazines

	63
	2,3-Dimethyl-pyrazine
	916
	926
	60
	CCN51, JBB04, MRC05, VVA01
	139
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	Caramel, cocoa
	(Utrilla-Vázquez et al., 2020)

	64
	2,3,5-Trimethyl-6-ethylpyrazine
	1161
	1163
	18
	CCN51, MRC05, MRC10
	97
	CCN51, MRC05, MRC10
	
	

	65
	3,5-Diethyl-2-methylpyrazine
	1161
	1162
	68
	
	147
	CCN51
	
	

	66
	Tetramethyl-pyrazine
	1089
	1089
	79
	
	158
	ABL01, ABL03, VVA01
	Chocolate, cocoa, coffee
	(Utrilla-Vázquez et al., 2020)

	67
	Trimethyl-pyrazine
	1006
	1004
	61
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	140
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	Cocoa, rusted nuts, peanut
	(Utrilla-Vázquez et al., 2020)

	Terpenes

	68
	.beta.-Myrcene
	990
	991
	1
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	80
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
	Balsamic, must, spice
	(Utrilla-Vázquez et al., 2020)

	69
	2,6-Dimethyl-2,4,6-octatriene
	1131
	1131
	19
	CCN51, MRC05
	98
	JBB04, MRC05
	
	

	70
	Linalool
	1102
	1099
	53
	JB04, MRC05
	132
	CCN51, ABL03, JBB04, MRC05, MRC10, VVA01
	Floral
	(Chagas Junior et al., 2021)

	71
	trans-.beta.-Ocimene
	1036
	1049
	64
	JB04, MRC05
	143
	ABL01, ABL03, JBB04
	
	

	Others

	72
	2-Acetylpyrrole
	1064
	1064
	49
	MRC05, MRC10
	128
	CCN51, ABL01, JBB04, MRC05, MRC10, VVA01
	Cocoa, chocolate, hazelnut, roasted
	(Afoakwa et al., 2008)

	73
	2-Pyridinealdoxime
	1124
	1143
	17
	VVA01
	96
	MRC05, MRC10
	
	

	74
	2,4,5-Trimethyl-1,3-dioxolane
	725
	742
	5
	ABL01, ABL03, VVA01
	84
	
	
	

	75
	3-Oxobutan-2-yl 2-methylbutanoate
	1111
	1091
	25
	MRC10
	104
	MRC05
	
	

	76
	Benzonitrile
	993
	985
	70
	
	149
	CCN51, ABL03, MRC05, MRC10, VVA01
	Almond
	(Utrilla-Vázquez et al., 2020)

	77
	Cyclohexene, 4-ethyl-3-ethylidene-
	1041
	1046
	71
	
	150
	ABL03
	
	

	78
	Ethanethiol
	515
	517
	48
	MRC05, MRC10
	127
	
	
	

	79
	Ethyl 2-(5-methyl-5-vinyltetrahydrofuran-2-yl)propan-2-yl carbonate
	1096
	1090
	50
	ABL01, JBB04, MRC05, MRC10, VVA01
	129
	CCN51, ABL01, ABL03, JBB04, MRC05, MRC10, VVA01
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