

[bookmark: _GoBack]Table 2: Volatile compounds successfully detected and identified in fruit juice extracts


	 
	
	
	
	
	
	SBSE
	
	
	
	SAFE
	
	
	
	
	HSSE
	
	
	
	HSSPME
	
	
	

	Compound
	CAS
	RIa
	RIb
	Ic
	
	RR%d
	RSD (%)
	µg/Lf
	RSD (%)
	RR%d
	RSD (%)
	µg/Lf
	RSD (%)
	
	RR%d
	RSD (%)
	µg/Lf
	RSD (%)
	RR%d
	RSD (%)
	µg/Lf
	RSD (%)

	Acids
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	n-pentanoic acid
	109-52-4
	1732
	1688
	-
	
	-
	-
	-
	-
	0.2
	30.9
	12.9
	51.7
	
	-
	-
	-
	-
	-
	-
	-
	-

	n-hexanoic acid
	142-62-1
	1842
	1861
	St
	
	-
	-
	-
	-
	1.4
	34.3
	74.2
	8.7
	
	-
	-
	-
	-
	-
	-
	-
	-

	n-octanoic acid
	124-07-2
	2052
	2094
	 St 
	
	-
	-
	-
	-
	0.4
	47.1
	20.3
	31.2
	
	-
	-
	-
	-
	-
	-
	-
	-

	n-dodecanoic acid
	143-07-7
	2477
	2511
	St
	
	0.8
	5.5
	19.5
	5.4
	-
	-
	-
	-
	
	-
	-
	-
	-
	-
	-
	-
	-

	n-tetradecanoic acid
	544-63-8
	2657
	2723
	St
	
	1.8
	3.2
	41.9
	7.9
	-
	-
	-
	-
	
	0.6
	26.6
	47.94
	29.4
	-
	-
	-
	-

	n-pentadecanoic acid
	1002-84-2
	2789
	2836
	St
	
	0.8
	5.9
	18.4
	8.8
	-
	-
	-
	-
	
	0.2
	30.5
	17.84
	31.9
	-
	-
	-
	-

	n-hexadecanoic acid
	57-10-3
	2882
	2934
	St
	
	5.0
	5.2
	120.2
	9.6
	-
	-
	-
	-
	
	2.2
	5.9
	178.57
	10.6
	-
	-
	-
	-

	Total 
	
	
	
	
	
	8.4
	
	
	
	2.0
	
	
	
	
	3.2
	
	
	
	0.0
	
	
	

	Alcohols
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	isobutyl alcohol
	78-83-1
	1098
	1096
	St
	
	-
	-
	-
	-
	0.4
	15.2
	20.0
	22.8
	
	-
	-
	-
	-
	-
	-
	-
	-

	n-butanol
	71-36-3
	1143
	1151
	St
	
	-e
	-
	-
	-
	4.6
	13.5
	253.0
	13.8
	
	0.3
	16.5
	24.2
	20.9
	0.2
	8.9
	25.1
	11.4

	2-methyl-1-butanol
	137-32-6
	1206
	1213
	St
	
	-
	-
	-
	-
	5.1
	12.2
	280.4
	14.5
	
	-
	-
	-
	-
	-
	-
	-
	-

	n-pentanol
	71-41-0
	1248
	1257
	St
	
	-
	-
	-
	-
	0.2
	26.9
	9.8
	21.4
	
	-
	-
	-
	-
	-
	-
	-
	-

	n-hexanol
	111-27-3
	1351
	1361
	St
	
	0.8
	2.1
	19.8
	3.7
	13.7
	8.8
	770.6
	16.9
	
	0.6
	14.2
	43.0
	14.6
	1.4
	2.9
	163.7
	6.7

	3-hexenol
	928-95-0
	1383
	1389
	St
	
	-
	-
	-
	-
	0.3
	10.9
	15.4
	15.1
	
	-
	-
	-
	-
	-
	-
	-
	-

	2-hexen-1-ol
	928-95-0
	1400
	1412
	 St
	
	0.1
	10.7
	2.8
	8.9
	2.9
	8.0
	161.8
	17.6
	
	0.0
	21.9
	2.0
	26.9
	0.3
	6.6
	29.1
	10.4

	linalool
	78-70-6
	1544
	1552
	St
	
	0.8
	7.7
	19.3
	5.3
	1.3
	8.2
	74.0
	17.6
	
	0.1
	37.2
	11.4
	38.5
	0.7
	4.7
	76.7
	1.2

	n-octanol
	111-87-5
	1554
	1564
	St
	
	0.2
	7.4
	4.5
	4.5
	0.3
	9.1
	16.7
	16.7
	
	-e
	-
	-
	-
	-e
	-
	-
	-

	fenchol
	1632-73-1
	1571
	1590
	 St
	
	-e
	-
	-
	-
	0.2
	5.9
	12.1
	19.9
	
	-e
	-
	-
	-
	-e
	-
	-
	-

	4-terpineol
	562-74-3
	1595
	1608
	MS
	
	0.3
	27.5
	6.1
	31.8
	0.6
	12.2
	35.1
	14.2
	
	-e
	-
	-
	-
	0.2
	17.9
	17.7
	14.1

	p-2,3-menthadien-1-ol
	65391-05-1
	n.e.
	1634
	MS
	
	-
	-
	-
	-
	0.1
	9.3
	4.3
	18.9
	
	-
	-
	-
	-
	-
	-
	-
	-

	β-terpineol
	138-87-4
	1627
	1637
	St
	
	-
	-
	-
	-
	0.1
	9.1
	5.3
	23.3
	
	-
	-
	-
	-
	-
	-
	-
	-

	α-terpineol
	98-55-5
	1691
	1703
	St
	
	1.1
	8.4
	25.9
	10.3
	3.6
	14.2
	197.6
	12.3
	
	0.0
	20.4
	3.4
	16.9
	0.3
	3.5
	36.4
	2.7

	geraniol
	106-24-1
	1834
	1853
	 St
	
	0.2
	16.9
	3.9
	14.7
	0.2
	6.3
	9.8
	22.5
	
	- e
	-
	-
	-
	-e
	-
	-
	-

	phenyl-methanol
	100-51-6
	1868
	1881
	St
	
	-
	-
	-
	-
	0.4
	26.7
	19.4
	3.5
	
	-
	-
	-
	-
	-
	-
	-
	-

	2-phenylethanol
	60-12-8
	1908
	1917
	St
	
	-
	-
	-
	-
	0.5
	10.5
	26.7
	16.1
	
	-
	-
	-
	-
	-
	-
	-
	-

	juniper camphor
	473-04-1
	n.e.
	2244
	St
	
	0.6
	9.9
	13.3
	5.5
	0.2
	19.6
	9.1
	7.5
	
	-
	-
	-
	-
	-
	-
	-
	-

	Total 
	
	
	
	
	
	4.1
	
	
	
	34.7
	
	
	
	
	1.1
	
	
	
	3.1
	
	
	

	Aldehydes
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	hexanal
	66-25-1
	1078
	1082
	St
	
	-e
	-
	-
	-
	1.9
	8.7
	104.6
	17.0
	
	1.2
	21.4
	89.9
	25.4
	1.7
	3.7
	187.6
	7.3

	(E)-2-hexenal
	6728-26-3
	1132
	1218
	St
	
	0.6
	6.4
	13.5
	7.2
	1.4
	9.6
	76.4
	16.6
	
	0.2
	6.2
	14.3
	10.1
	0.8
	9.8
	94.0
	12.3

	octanal
	124-13-0
	1286
	1291
	St
	
	0.3
	15.0
	7.0
	14.5
	0.1
	12.5
	6.3
	16.5
	
	0.1
	21.2
	9.0
	24.2
	0.4
	5.9
	40.8
	9.7

	decanal
	112-31-2
	1492
	1501
	St
	
	0.9
	3.6
	22.5
	2.7
	0.1
	16.4
	5.0
	27.5
	
	0.3
	29.1
	24.0
	30.4
	0.1
	10.1
	11.7
	7.9

	Total
	
	
	
	
	
	1.8
	
	
	
	3.5
	
	
	
	
	1.8
	
	
	
	3.0
	
	
	

	Carbonyls/ketones
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	2-pentanone
	107-87-9
	964
	965
	St
	
	-
	-
	-
	-
	3.0
	12.3
	170.9
	16.1
	
	-
	-
	-
	-
	-
	-
	-
	-

	2-heptanone
	110-43-0
	1177
	1180
	St
	
	0.9
	7.6
	21.3
	12.1
	0.2
	5.5
	9.1
	22.2
	
	0.9
	16.9
	66.3
	20.8
	0.4
	19.7
	40.2
	20.0

	3-hepten-2-one
	1119-44-4
	1243
	1302
	St
	
	-
	-
	-
	-
	0.1
	8.7
	4.9
	17.6
	
	-
	-
	-
	-
	-
	-
	-
	-

	carvone
	2244-16-8
	1639
	1740
	St
	
	-e
	-
	-
	-
	0.1
	27.1
	5.0
	34.3
	
	-
	-
	-
	-
	-
	-
	-
	-

	β-damascenone
	23726-93-4
	1814
	1828
	St
	
	0.4
	8.5
	10.0
	6.2
	0.1
	9.3
	7.9
	16.5
	
	-e
	-
	-
	-
	-e
	-
	-
	-

	(E)-β-ionone
	79-77-6
	1910
	1947
	St
	
	0.2
	18.7
	5.0
	19.0
	0.1
	18.1
	3.8
	9.3
	
	-e
	-
	-
	-
	-e
	-
	-
	-

	nootkatone
	4674-50-4
	2506
	2531
	St
	
	3.0
	4.8
	71.4
	5.4
	0.4
	16.2
	21.0
	10.4
	
	-
	-
	-
	-
	-
	-
	-
	-

	Total
	
	
	
	
	
	4.5
	
	
	
	4.0
	
	
	
	
	0.9
	
	
	
	0.4
	
	
	

	Esters
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	methyl-butanoate
	623-42-7
	977
	982
	St
	
	-
	-
	-
	-
	0.1
	19.2
	6.1
	9.5
	
	-
	-
	-
	-
	-
	-
	-
	-

	methyl-2-methylbutanoate
	868-57-5
	1006
	1013
	St
	
	-
	-
	-
	-
	0.2
	12.9
	9.5
	13.5
	
	-
	-
	-
	-
	-
	-
	-
	-

	iso-butyl-acetate
	110-19-0
	1004
	1015
	St
	
	-
	-
	-
	-
	0.7
	24.4
	37.1
	4.1
	
	-
	-
	-
	-
	-
	-
	-
	-

	ethyl butanoate
	105-54-4
	1034
	1038
	St
	
	0.3
	8.9
	7.9
	4.7
	1.7
	12.5
	93.4
	16.3
	
	1.2
	9.9
	94.3
	7.6
	1.2
	5.7
	139.0
	5.8

	ethyl-2-methyl-butanoate
	7452-79-1
	1049
	1054
	St
	
	0.1
	15.9
	1.3
	15.9
	0.2
	10.8
	12.9
	15.3
	
	0.5
	40.7
	29.7
	40.8
	0.2
	11.7
	27.1
	15.2

	butyl acetate
	123-86-4
	1069
	1076
	St
	
	0.8
	10.2
	19.2
	5.8
	4.5
	6.7
	250.5
	18.9
	
	3.3
	8.2
	253.5
	6.9
	2.7
	12.4
	298.8
	9.3

	3-methyl-1-butyl acetate
	123-92-2
	1121
	1125
	St 
	
	4.2
	6.3
	99.5
	1.7
	5.4
	3.7
	301.6
	21.4
	
	5.6
	17.7
	426.9
	17.2
	2.7
	13.0
	310.9
	16.3

	isobutylbutanoate
	539-90-2
	1157
	1162
	St
	
	-
	-
	-
	-
	0.2
	4.2
	10.3
	21.8
	
	-
	-
	-
	-
	-
	-
	-
	-

	n-pentyl acetate
	628-63-7
	1174
	1170
	St
	
	-
	-
	-
	-
	0.1
	15.4
	5.8
	25.0
	
	-
	-
	-
	-
	-
	-
	-
	-

	methyl-hexanoate
	106-70-7
	1177
	1190
	St
	
	-
	-
	-
	-
	0.4
	5.0
	21.6
	22.1
	
	-
	-
	-
	-
	-
	-
	-
	-

	n-butyl-butanoate
	109-21-7
	1217
	1223
	St
	
	0.4
	16.6
	9.2
	21.2
	0.1
	25.0
	6.0
	30.8
	
	0.1
	5.3
	10.3
	7.8
	0.5
	12.3
	52.7
	15.9

	2-methylbutyl butanoate
	5115-64-1
	1271
	1269
	St
	
	2.2
	6.2
	53.3
	2.1
	1.0
	0.6
	58.7
	24.6
	
	1.6
	17.8
	114.4
	17.4
	3.3
	5.8
	375.6
	9.6

	n-hexyl acetate
	142-92-7
	1271
	1276
	MS
	
	1.8
	14.3
	42.9
	10.0
	1.2
	3.5
	66.2
	22.6
	
	1.0
	16.7
	76.9
	16.7
	3.0
	4.3
	334.9
	8.2

	3-hydroxy-2-butanone
	513-86-0
	1286
	1285
	St
	
	-
	-
	-
	-
	1.7
	17.8
	93.2
	9.2
	
	-
	-
	-
	-
	-
	-
	-
	-

	isoamyl isovalerate
	659-70-1
	1291
	1297
	St
	
	0.9
	5.8
	22.5
	1.6
	0.4
	3.0
	23.6
	26.6
	
	0.6
	18.6
	45.8
	18.2
	1.3
	2.4
	146.9
	5.9

	2-hexenyl acetate
	10094-40-3
	n.e.
	1338
	MS
	
	0.3
	11.2
	6.3
	6.8
	0.1
	5.9
	7.0
	24.7
	
	0.0
	13.6
	3.7
	18.1
	0.3
	6.0
	36.0
	6.5

	n-hexyl butanoate
	2639-63-6
	1411
	1419
	St
	
	0.9
	4.7
	20.3
	7.9
	0.3
	6.6
	14.3
	29.0
	
	0.2
	19.0
	17.1
	23.5
	0.8
	9.0
	91.3
	12.7

	ethyl octanoate
	106-32-1
	1433
	1437
	St
	
	0.3
	6.7
	7.9
	5.1
	0.2
	5.1
	10.4
	20.4
	
	-e
	-
	-
	-
	0.4
	15.47
	46.1
	18.5

	n-hexyl hexanoate
	6378-65-0
	1605
	1614
	St
	
	1.7
	0.9
	40.7
	5.6
	0.9
	15.8
	49.4
	36.9
	
	0.3
	36.2
	22.4
	36.2
	1.0
	10.1
	107.6
	6.6

	(Z)-3-hexenyl hexanoate
	31501-11-8
	1642
	1660
	St
	
	0.2
	16.1
	4.3
	17.1
	0.2
	10.0
	12.2
	22.6
	
	-
	-
	-
	-
	-
	-
	-
	-

	ethyl-3-hydroxyhexanoate
	2305-25-1
	1677
	1684
	St
	
	-
	-
	-
	-
	0.9
	60.2
	46.8
	31.7
	
	-
	-
	-
	-
	-
	-
	-
	-

	triacetin
	102-76-1
	n.e.
	2076
	MS
	
	-
	-
	-
	-
	0.3
	119.0
	15.3
	98.8
	
	-
	-
	-
	-
	-
	-
	-
	-

	Total
	
	
	
	
	
	14.1
	
	
	
	20.8
	
	
	
	
	14.4
	
	
	
	17.4
	
	
	

	Furans
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	linalool oxide
	5989-33-3
	1444
	1447
	St
	
	-
	-
	-
	-
	0.1
	14.9
	10.2
	11.5
	
	-
	-
	-
	-
	-
	-
	-
	-

	furfural
	98-01-1
	1458
	1465
	St
	
	-e
	-
	-
	-
	1.1
	65.2
	65.7
	72.5
	
	-e
	-
	-
	-
	-e
	-
	-
	-

	4-methoxy-2,5-dimethylfuranone
	4077-47-8
	1578
	1598
	MS
	
	-
	-
	-
	-
	0.6
	19.3
	31.1
	8.7
	
	-
	-
	-
	-
	-
	-
	-
	-

	furfuryl alcohol
	98-00-0
	1651
	1646
	St
	
	-e
	-
	-
	-
	-
	-
	-
	-
	
	0.1
	21.6
	6.5
	18.7
	-
	-
	-
	-

	furaneol
	3658-77-3
	2033
	2038
	St
	
	-
	-
	-
	-
	0.1
	57.9
	2.7
	42.5
	
	-
	-
	-
	-
	-
	-
	-
	-

	Total
	
	
	
	
	
	0.0
	
	
	
	1.9
	
	
	
	
	0.1
	
	
	
	0.0
	
	
	

	Hydrocarbons
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	α-pinene
	80-56-8
	1023
	1019
	St
	
	0.7
	8.8
	16.7
	5.2
	-
	-
	-
	-
	
	2.0
	7.1
	150.8
	9.5
	0.9
	3.9
	97.3
	6.1

	3-carene
	13466-78-9
	1141
	1142
	St
	
	0.4
	8.2
	8.6
	11.3
	-
	-
	-
	-
	
	0.2
	19.8
	15.9
	21.9
	0.0
	36.6
	5.2
	32.2

	β-myrcene
	123-35-3
	1160
	1166
	St
	
	8.4
	1.6
	199.5
	6.3
	1.7
	35.3
	98.7
	53.7
	
	12.1
	0.7
	925.2
	5.6
	11.9
	6.2
	1349.7
	2.4

	D-limonene
	138-86-3
	1197
	1200
	St
	
	44.7
	2.5
	1065.4
	7.0
	19.8
	34.2
	1181.3
	52.4
	
	53.4
	5.4
	4072.6
	8.3
	51.5
	1.3
	5817.2
	2.9

	(E)-β-ocimene
	3779-61-1
	1249
	1238
	MS
	
	5.2
	6.0
	122.7
	2.3
	2.4
	13.3
	141.6
	35.9
	
	5.5
	1.1
	415.7
	4.4
	6.7
	8.5
	755.5
	12.2

	γ-terpinene
	99-85-4
	1246
	1247
	St
	
	0.2
	27.1
	3.7
	30.4
	0.1
	18.8
	4.5
	36.7
	
	0.2
	11.7
	14.8
	13.3
	0.3
	10.9
	30.2
	14.2

	(Z)-β-ocimene
	3338-55-4
	1236
	1254
	MS
	
	0.7
	2.9
	16.4
	7.7
	0.3
	22.3
	16.5
	41.9
	
	0.9
	3.8
	68.1
	3.3
	1.0
	11.8
	114.0
	15.4

	terpinolene
	586-62-9
	1286
	1286
	 St
	
	0.2
	36.4
	5.3
	34.1
	-
	-
	-
	-
	
	0.4
	14.0
	27.0
	8.6
	0.6
	2.2
	65.3
	1.9

	(4E,6Z)-alloocimene
	7216-56-0
	1378
	1376
	St
	
	1.0
	1.9
	23.5
	3.4
	0.1
	29.6
	4.5
	48.2
	
	1.0
	9.0
	73.3
	7.0
	1.5
	8.8
	169.6
	12.5

	β-caryophyllene
	87-44-5
	1595
	1606
	MS
	
	0.2
	3.2
	5.5
	5.0
	0.1
	7.1
	8.1
	26.5
	
	0.2
	7.7
	16.3
	4.8
	0.3
	3.4
	36.9
	3.1

	α-humulene
	6753-98-6
	1668
	1676
	St
	
	0.2
	15.7
	5.4
	14.8
	0.2
	0.9
	9.9
	24.1
	
	0.1
	23.3
	10.0
	23.9
	0.2
	15.3
	25.6
	15.3

	valencene
	4630-07-3
	1717
	1726
	St
	
	1.0
	12.6
	23.8
	13.3
	1.2
	14.8
	67.7
	15.0
	
	0.7
	18.9
	52.0
	18.9
	1.2
	4.0
	138.1
	3.0

	tricosane
	638-67-5
	2300
	2296
	St
	
	-e
	-
	-
	-
	0.1
	22.8
	6.9
	43.5
	
	0.2
	25.3
	16.1
	22.4
	-
	-
	-
	-

	tetracosane
	646-31-1
	2400
	2396
	St
	
	-e
	-
	-
	-
	0.3
	17.2
	14.5
	38.6
	
	0.2
	22.3
	13.7
	19.7
	-
	-
	-
	-

	pentacosane
	629-99-2
	2500
	2496
	St
	
	-e
	-
	-
	-
	0.3
	24.1
	15.6
	45.5
	
	0.3
	16.1
	22.8
	15.25
	-
	-
	-
	-

	hexacosane
	630-01-3
	2600
	2596
	St
	
	-e
	-
	-
	-
	0.4
	18.6
	21.0
	40.4
	
	0.3
	14.3
	30.7
	13.1
	-
	-
	-
	-

	heptacosane
	593-49-7
	2700
	2696
	St
	
	-e
	-
	-
	-
	0.3
	13.6
	18.5
	32.4
	
	0.3
	16.6
	21.8
	11.5
	-
	-
	-
	-

	octacosane
	630-02-4
	2800
	2796
	St
	
	-e
	-
	-
	-
	0.3
	12.5
	17.2
	33.4
	
	0.3
	11.4
	21.1
	11.3
	-
	-
	-
	-

	nonacosane
	630-03-5
	2900
	2896
	St
	
	-e
	-
	-
	-
	0.2
	14.1
	12.0
	27.6
	
	0.2
	11.3
	14.9
	9.0
	-
	-
	-
	-

	triacontane
	638-68-6
	3000
	2996
	St
	
	-e
	-
	-
	-
	0.1
	22.6
	8.3
	36.6
	
	-
	-
	-
	-
	-
	-
	-
	-

	Total
	
	
	
	
	
	62.9
	
	
	
	27.9
	
	
	
	
	78.5
	
	
	
	76.1
	
	
	

	Lactones
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	butyro-lactone
	96-48-0
	1642
	1629
	St
	
	-
	-
	-
	-
	0.2
	20.8
	11.8
	6.4
	
	-
	-
	-
	-
	-
	-
	-
	-

	γ-decalactone
	706-14-9
	2134
	2150
	St
	
	0.4
	10.0
	10.2
	8.4
	0.2
	26.9
	10.5
	7.7
	
	-e
	-
	-
	-
	-e
	-
	-
	-

	Total
	
	
	
	
	
	0.4
	
	
	
	0.4
	
	
	
	
	0.0
	
	
	
	0.0
	
	
	

	Phenols
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	2,6-di-tert-butyl-4-methylphenol
	128-37-0
	1925
	1920
	MS
	
	-e
	-
	-
	-
	-
	-
	-
	-
	
	-
	-
	-
	-
	-
	-
	-
	-

	eugenol
	97-53-0
	2167
	2172
	St
	
	0.9
	3.1
	21.0
	3.8
	1.7
	20.2
	93.0
	6.8
	
	-e
	-
	-
	-
	-e
	-
	-
	-

	elemicin
	487-11-6
	2208
	2232
	St
	
	1.5
	4.9
	36.6
	5.6
	0.7
	23.4
	37.1
	4.6
	
	-e
	-
	-
	-
	-e
	-
	-
	-

	methoxy-eugenol
	6627-88-9
	2570
	2546
	St
	
	1.4
	8.3
	33.2
	6.4
	0.8
	39.5
	40.6
	11.1
	
	-
	-
	-
	-
	-
	-
	-
	-

	Total
	
	
	
	
	
	3.8
	
	
	
	3.2
	
	
	
	
	0.0
	
	
	
	0.0
	
	
	

	Sulfur compounds
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	methyl-β-methylthiopropionate
	13532-18-8
	1525
	1528
	St
	
	-
	-
	-
	-
	0.9
	23.5
	49.3
	4.4
	
	-
	-
	-
	-
	-
	-
	-
	-

	ethyl-β-methylthiopropionate
	13327-56-5
	1561
	1571
	St
	
	-e
	-
	-
	-
	0.5
	11.4
	26.3
	14.6
	
	-e
	-
	-
	-
	-e
	-
	-
	-

	3-methylthiopropanol
	505-10-2
	1723
	1722
	St
	
	-
	-
	-
	-
	0.2
	25.4
	15.8
	10.4
	
	-
	-
	-
	-
	-
	-
	-
	-

	Total
	
	
	
	
	
	0.0
	
	
	
	1.6
	
	
	
	
	0.0
	
	
	
	0.0
	
	
	



a Retention Index (RI) on DB-Wax from VCF 16.1 database
b Retention Index of the compounds calculated using a series of n-alkanes (from decane to triacontane) injected under identical chromatographic conditions
c I: Mode of identification: MS: Identification by comparison with mass spectra database and retention index; St: Mass spectra and retention index verified with the standard injected in the same conditions
d Relative recovery (RR%) of volatile compounds obtained by the formula TICmolecule/TICsum × 100, considering the ‘sum’ of the identified compounds of the Total Ion Chromatogram (TIC) as 100% of the overall volatile compound response
e Traces
f Semi-quantitative concentrations in juice calculated from TICmolecule/TICinternal standard × [internal standard concentration], mean of triplicates (n = 3)
― : Indicates component not identified
n.e.: Non specified
RSD %: Relative Standard Deviation of the mean of triplicates (n = 3)


