Supplementary Material
Table S1. Identification and quantification data of phenolic compounds in ‘BRS Magna’ grape juices analyzed by LC-DAD-ESI-QToF-MS. The juices were produced with grapes grown using three training systems (trellis, lyre, and espalier) and two rootstocks (IAC 572 and IAC 766) and stored for 0, 6, 12, and 24 months.
	
	Identification parameters
	
	Concentration ± standard deviation (mg L-1)

	#
	TR
(min)a
	m/z theoretical precursor ion
[detection mode] 
	m/z experimental precursor ion
[product ions] 
	Compound
	Time
(months)
	 
	IAC 572
	 
	 
	IAC 766
	 

	Hidroxybenzoic acid
	
	
	
	Trellis
	Lyre
	Espalier
	Trellis
	Lyre
	Espalier

	1
	12.6
	169.0137 [M-H]-
	169.0143 [125]
	Gallic acidb
	0
	3.21 ± 0.95A,a
	2.29 ± 0.03B,d
	2.73 ± 0.05C,b
	1.92 ± 0.08D,e
	2.14 ± 0.08B,e
	2.42 ± 0.07A,c

	
	
	
	
	
	6
	2.13 ± 0.04AB,c
	2.76 ± 0.01A,b
	3.23 ± 0.39B,a
	2.16 ± 0.02C,c
	1.46 ± 0.05C,d
	2.47 ± 0.15A,b

	
	
	
	
	
	12
	2.22 ± 0.13AB,d
	2.93 ± 0.02A,b
	3.13 ± 0.09B,a
	2.46 ± 0.09B,c
	2.46 ± 0.03A,c
	2.46 ± 0.03A,c

	
	
	
	
	
	24
	1.83 ± 0.17B,d
	2.09 ± 0.05C,c
	3.72 ± 0.02A,a
	2.67 ± 0.09A,b
	1.35 ± 0.10C,e
	2.09 ± 0.15B,c

	Hidroxycinnamic acid
	
	
	
	
	
	
	
	
	

	2
	23.7
	311.0403 [M-H]-
	311.0417 [179]
	trans-caftaric acidb
	0
	113.92 ± 1.37A,a
	101.11 ± 2.17B,b
	113.66 ± 7.13BC,a
	97.80 ± 1.59B,b
	115.53 ± 8.69A,a
	108.31 ± 0.84B,a

	
	
	
	
	
	6
	114.68 ± 0.36A,c
	113.77 ± 0.08A,c
	130.79 ± 3.49A,a
	111.14 ± 1.41A,d
	85.73 ± 6.08B,e
	122.12 ± 3.89A,b

	
	
	
	
	
	12
	93.22 ± 1.26B,e
	105.16 ± 1.52B,c
	123.14 ± 0.26AB,a
	100.50 ± 2.28B,d
	110.42 ± 0.62A,b
	111.88 ± 1.25B,b

	
	
	
	
	
	24
	59.24 ± 3.44C,d
	58.76 ± 4.85C,d
	108.57 ± 1.67C,a
	85.04 ± 0.93C,b
	38.19 ± 4.65C,e
	78.82 ± 5.54C,c

	3
	25.3
	179.0344 [M-H]-
	179.0352 [135]
	Caffeic acidb
	0
	4.72 ± 0.23C,b
	4.97 ± 0.10D,b
	6.76 ± 0.46C,a
	4.20 ± 0.17C,c
	4.22 ± 0.26C,c
	4.23 ± 0.06B,c

	
	
	
	
	
	6
	7.95 ± 0.00B,d
	9.28 ± 0.05B,b
	12.64 ± 0.31B,a
	7.63 ± 0.13B,e
	5.64 ± 0.44B,f
	8.71 ± 0.26A,c

	
	
	
	
	
	12
	8.98 ± 0.19A
	11.62 ± 0.30A
	14.95 ± 0.27A,a
	9.64 ± 0.05A
	9.75 ± 0.17A
	9.90 ± 0.04A

	
	
	
	
	
	24
	5.15 ± 0.59C,c,d
	5.84 ± 0.40C,c
	12.64 ± 0.25B,a
	7.33 ± 0.28B,b
	3.31 ± 0.27D,e
	4.98 ± 1.68B,d

	4
	27.2
	163.0395 [M-H]-
	163.0399 [119]
	p-Coumaric acidb
	0
	1.55 ± 0.21C,a
	1.50 ± 0.03D,a
	1.44 ± 0.11C,a
	1.28 ± 0.01C,b
	1.45 ± 0.09C,a
	1.45 ± 0.03C,a

	
	
	
	
	
	6
	2.55 ± 0.16B,cd
	2.74 ± 0.02B,b
	3.19 ± 0.13B,a
	2.33 ± 0.04B,d
	1.98 ± 0.16B,e
	2.59 ± 0.08B,c

	
	
	
	
	
	12
	3.15 ± 0.04A,c
	3.48 ± 0.13A,b
	4.15 ± 0.12A,a
	2.97 ± 0.04A
	3.21 ± 0.03A,c
	3.23 ± 0.04A,c

	
	
	
	
	
	24
	1.53 ± 0.12C,c
	2.25 ± 0.08C,b
	4.23 ± 0.11A,a
	2.34 ± 0.06B,b
	1.06 ± 0.11D,d
	1.60 ± 0.10C,c

	5
	27.8
	193.0501 [M-H]-
	193.0508 [178; 149; 134]
	Ferulic acidb
	0
	0.47 ± 0.00D,b
	0.51 ± 0.00D,a
	0.47 ± 0.02C,b
	0.43 ± 0.01D,c
	0.46 ± 0.01D,b
	0.47 ± 0.01C,b

	
	
	
	
	
	6
	1.22 ± 0.09A,d
	2.10 ± 0.01A,a
	1.61 ± 0.05A,b
	1.31 ± 0.02A,c
	0.96 ± 0.06B,e
	0.98 ± 0.05A,e

	
	
	
	
	
	12
	0.85 ± 0.03B,f
	1.87 ± 0.01B,a
	1.68 ± 0.02A,b
	1.17 ± 0.03B,d
	1.29 ± 0.00A,c
	0.98 ± 0.02A,e

	
	
	
	
	24
	0.65 ± 0.04C,d
	0.75 ± 0.01C,c
	1.23 ± 0.04B,a
	0.86 ± 0.00C,b
	0.56 ± 0.03C,e
	0.79 ± 0.04B,c

	Flavonols
	
	 
	 
	 
	 
	 
	 
	 

	6
	30.5
	463.0877 [M-H]-
	463.0889 [301]
	Quercetin-3-O-β-
glucosided
	0
	10.22 ± 0.42A,a
	8.74 ± 0.14A,b
	10.66 ± 0.81A,a
	8.56 ± 0.07A,b
	8.45 ± 0.61A,b
	5.52 ± 0.03A,c

	
	
	
	
	
	6
	7.76 ± 0.33B,b
	7.72 ± 0.14B,b
	10.58 ± 0.37A,a
	7.87 ± 0.10B,b
	4.86 ± 0.44B,c
	5.70 ± 0.26A,d

	
	
	
	
	
	12
	5.29 ± 0.03C,d
	6.37 ± 0.12C,b
	9.11 ± 0.16A,a
	6.25 ± 0.10C,b
	5.53 ± 0.00B,c
	4.70 ± 0.14B,e

	
	
	
	
	
	24
	1.58 ± 0.01D,b
	2.89 ± 0.28D,b
	8.33 ± 0.36A,a
	4.03 ± 0.08D,b
	1.39 ± 0.13C,b
	2.68 ± 0.48C,b

	7
	35.5
	317.0298 [M-H]-
	317.0310 [179; 151]
	Myricetind
	0
	0.69 ± 0.03A,b
	0.68 ± 0.01B,b
	0.80 ± 0.04A,a
	0.63 ± 0.02B,c
	0.60 ± 0.02A,c
	0.55 ± 0.04A,d

	
	
	
	
	
	6
	0.77 ± 0.05A,a
	0.78 ± 0.07A,a
	0.78 ± 0.07A,a
	0.76 ± 0.06A,a
	0.58 ± 0.01A,b
	0.53 ± 0.01AB,b

	
	
	
	
	
	12
	0.56 ± 0.02B,b
	0.61 ± 0.02B,a
	0.69 ± 0.07A,a
	0.61 ± 0.00B,a
	0.51 ± 0.00B,c
	0.52 ± 0.02AB,bc

	
	
	
	
	
	24
	0.48 ± 0.03B,b
	0.48 ± 0.01C,b
	0.68 ± 0.06A,a
	0.57 ± 0.01B,b
	0.42 ± 0.01C,b
	0.47 ± 0.02B,b

	8
	35.7
	447.0927 [M-H]-
	447.0944 [301; 285]
	Kaempferol-3-O-
glucosided
	0
	0.63 ± 0.00A,a
	0.45 ± 0.00A,b
	0.35 ± 0.00A,c
	0.40 ± 0.05B,bc
	0.30 ± 0.04A,d
	0.27 ± 0.00B,d

	
	
	
	
	
	6
	0.40 ± 0.01B,b
	0.34 ± 0.00B,c
	0.36 ± 0.04A,c
	0.66 ± 0.02A,a
	0.26 ± 0.01A,e
	0.29 ± 0.01AB,d

	
	
	
	
	
	12
	0.35 ± 0.02C,ab
	0.31 ± 0.01C,c
	0.39 ± 0.05A,a
	0.33 ± 0.00C,b
	0.29 ± 0.00A,d
	0.33 ± 0.02A,abc

	
	
	
	
	
	24
	0.26 ± 0.01D,b
	0.26 ± 0.00D,b
	0.36 ± 0.01A,a
	0.29 ± 0.00D,b
	0.23 ± 0.01B,b
	0.25 ± 0.01C,b

	9
	35.4
	477.1033 [M-H]-
	477.1053 [301]
	Isorhamnetin-3-O-
glucosided
	0
	0.90 ± 0.17A,a
	0.61 ± 0.03A,c
	0.73 ± 0.03A,b
	0.70 ± 0.04A,b
	0.56 ± 0.08A,c
	0.33 ± 0.00C,d

	
	
	
	
	
	6
	0.87 ± 0.13A,a
	0.61 ± 0.10A,b
	0.73 ± 0.01A,a
	0.68 ± 0.12A,ab
	0.34 ± 0.01B,c
	0.35 ± 0.02C,c

	
	
	
	
	
	12
	0.37 ± 0.02C,c
	0.33 ± 0.01C,d
	0.72 ± 0.05A,a
	0.35 ± 0.00B,c,d
	0.32 ± 0.01B
	0.44 ± 0.01B,b

	
	
	
	
	
	24
	0.47 ± 0.02B,d
	0.53 ± 0.04B,c
	0.76 ± 0.03A,a
	0.67 ± 0.02A,b
	0.30 ± 0.01B,e
	0.56 ± 0.02A,c

	Flavan-3-ol
	
	
	
	
	
	
	
	
	

	10
	18.7
	575.1189 [M-H]-
	575.1212 [423; 289]
	Procyanidin A2d
	0
	0.78 ± 0.02A,b
	0.74 ± 0.01A,c
	0.87 ± 0.03A,a
	0.72 ± 0.01A,c
	0.69 ± 0.02A,d
	0.64 ± 0.00A,e

	
	
	
	
	
	6
	0.58 ± 0.01B,b
	0.58 ± 0.01C,b
	0.70 ± 0.02C,a
	0.58 ± 0.00C,b
	0.51 ± 0.02C,d
	0.54 ± 0.01B,c

	
	
	
	
	
	12
	0.48 ± 0.01C,c
	0.51 ± 0.00D,b
	0.55 ± 0.00D,a
	0.48 ± 0.02D,c
	0.47 ± 0.00D,c
	0.46 ± 0.01C,c

	
	
	
	
	
	24
	0.60 ± 0.01B,d
	0.64 ± 0.01B,c
	0.77 ± 0.01B,a
	0.68 ± 0.00B,b
	0.57 ± 0.02B,d
	0.61 ± 0.03A,d

	11
	19.2
	577.1346 [M-H]-
	577.1368 [407; 289; 125]
	Procyanidin B1d
	0
	1.68 ± 0.08B,a
	1.66 ± 0.04B,a
	1.65 ± 0.05C,a
	1.44 ± 0.01D,b
	1.68 ± 0.01B,a
	1.42 ± 0.06C,b

	
	
	
	
	
	6
	1.93 ± 0.13A,d
	2.13 ± 0.03A,b
	2.38 ± 0.05B,a
	2.00 ± 0.02B,d
	2.09 ± 0.03A,c
	1.62 ± 0.11B,e

	
	
	
	
	
	12
	1.53 ± 0.13B,c
	1.73 ± 0.00B,a
	1.74 ± 0.09C,ab
	1.63 ± 0.02C,b
	1.53 ± 0.01C,c
	1.30 ± 0.01C,d

	
	
	
	
	
	24
	1.95 ± 0.17A,c
	2.07 ± 0.14A,c
	3.59 ± 0.03A,a
	2.34 ± 0.08A,b
	1.61 ± 0.06BC,d
	2.55 ± 0.14A,b

	12
	21.1
	289.0712 [M-H]-
	289.0724 [245; 205]
	(+)-Catechind
	0
	8.20 ± 0.35A,b
	12.26 ± 0.06A,a
	8.10 ± 0.70A,b
	8.00 ± 0.44A,b
	8.53 ± 0.43A,b
	5.40 ± 0.24A,cx

	
	
	
	
	
	6
	3.02 ± 0.33B,c
	4.65 ± 0.04B,a
	2.89 ± 0.13B,c
	3.29 ± 0.08B,b
	2.38 ± 0.00B,d
	2.17 ± 0.08B,e

	
	
	
	
	
	12
	1.26 ± 0.02C,d
	2.11 ± 0.08C,a
	1.36 ± 0.12C,c
	1.56 ± 0.04C,b
	1.37 ± 0.02C,c
	0.98 ± 0.05C,e

	
	
	
	
	
	24
	0.81 ± 0.05C,b
	0.98 ± 0.03D,a
	0.86 ± 0.07C,b
	0.80 ± 0.02D,b
	0.67 ± 0.03D,c
	0.84 ± 0.09C,b

	13
	22.8
	577.1346 [M-H]-
	577.1369 [407; 289; 125]
	Procyanidin B2d
	0
	2.72 ± 0.06D,a
	2.33 ± 0.03D,b
	2.36 ± 0.08C,b
	2.37 ± 0.06D,b
	2.37 ± 0.09C,b
	1.88 ± 0.03C,c

	
	
	
	
	
	6
	5.22 ± 0.13C,a
	4.59 ± 0.02C,c
	5.10 ± 0.14B,b
	5.05 ± 0.06C,b
	4.70 ± 0.24B,c
	2.32 ± 0.03C,d

	
	
	
	
	
	12
	6.06 ± 0.08B,d
	6.01 ± 0.00B,d
	3.47 ± 0.84C,e
	6.21 ± 0.00B,c
	6.31 ± 0.01A,b
	6.67 ± 0.14B,a

	
	
	
	
	
	24
	9.89 ± 0.61A,c
	8.88 ± 0.38A,d
	11.34 ± 0.29A,b
	13.71 ± 0.12A,a
	6.08 ± 0.54A,e
	12.77 ± 1.13A,ab

	14
	23.8
	289.0712 [M-H]-
	289.0723 [245; 205]
	(-)-Epicatechind
	0
	5.21 ± 0.33A,c
	7.94 ± 0.03A,a
	5.49 ± 0.32A,c
	4.98 ± 0.27A,c
	6.17 ± 0.40A,b
	3.99 ± 0.23A

	
	
	
	
	
	6
	1.71 ± 0.15B,c
	2.76 ± 0.03B,a
	1.71 ± 0.08B,c
	1.82 ± 0.03B,b
	1.53 ± 0.04B,d
	1.32 ± 0.04B,e

	
	
	
	
	
	12
	0.85 ± 0.02C,c
	1.32 ± 0.01C,a
	0.93 ± 0.03C,b
	0.97 ± 0.02C,b
	0.95 ± 0.02C,b
	0.73 ± 0.01C,d

	
	
	
	
	
	24
	0.70 ± 0.03C,b
	0.83 ± 0.02D,a
	0.73 ± 0.03C,b
	0.72 ± 0.01C,b
	0.64 ± 0.02C,c
	0.68 ± 0.05C,bc

	15
	24.1
	441.0822 [M-H]-
	441.0839 [289; 169]
	(-)-Epicatechin gallated
	0
	0.68 ± 0.07C
	0.42 ± 0.04C
	0.55 ± 0.02B
	0.44 ± 0.03C
	0.60 ± 0.04B
	0.35 ± 0.02C

	
	
	
	
	
	6
	0.78 ± 0.07C
	0.56 ± 0.01B
	0.62 ± 0.06B
	0.50 ± 0.04BC
	0.67 ± 0.03B
	0.41 ± 0.03BC

	
	
	
	
	
	12
	1.04 ± 0.01B
	0.60 ± 0.03B
	0.74 ± 0.02B
	0.58 ± 0.04B
	0.81 ± 0.08B
	0.55 ± 0.05C

	
	
	
	
	
	24
	1.32 ± 0.15A
	1.18 ± 0.08A
	1.15 ± 0.22A
	2.19 ± 0.24A
	1.55 ± 0.02A
	2.09 ± 0.12A

	16
	24.2
	457.0771 [M-H]-
	457.0793 [331; 305; 169]
	(-)-Epigallocatechin gallated
	0
	1.35 ± 0.10B,b
	1.22 ± 0.04B,b
	1.51 ± 0.05C,a
	1.23 ± 0.17C,b
	1.27 ± 0.03AB,b
	1.44 ± 0.03B,a

	
	
	
	
	
	6
	2.04 ± 0.01A,c
	2.75 ± 0.12A,a
	2.19 ± 0.12B,b
	1.98 ± 0.04A,d
	1.39 ± 0.06A,f
	1.79 ± 0.12A,e

	
	
	
	
	
	12
	1.17 ± 0.03B,c
	2.66 ± 0.04A,a
	2.59 ± 0.14A,a
	1.64 ± 0.07B,b
	1.50 ± 0.14A,b
	1.22 ± 0.06C,c

	
	
	
	
	
	24
	1.22 ± 0.01B,b
	1.23 ± 0.00B,b
	1.42 ± 0.05C,a
	1.26 ± 0.03C,b
	1.06 ± 0.07B,c
	1.20 ± 0.05C,b

	Anthocyanin
	
	
	
	
	
	
	
	
	

	17
	28.8
	655.1880 [M]+
	655.1910 [493; 331]
	Malvidin-3,5-O-
diglucosided
	0
	273.98 ± 1.84A,b
	276.33 ± 3.65A,b
	370.14 ± 25.32A,a
	252.03 ± 4.41A,c
	195.05 ± 13.73B,d
	190.37 ± 0.92A,d

	
	
	
	
	
	6
	159.11 ± 6.22B,c
	164.78 ± 0.12B,b
	219.95 ± 8.54B,a
	163.36 ± 2.02B,b
	150.00 ± 49.27A,c
	111.73 ± 5.76B,e

	
	
	
	
	
	12
	77.57 ± 1.48C,c
	94.09 ± 1.11C,b
	123.18 ± 2.30C,a
	91.53 ± 3.80C,b
	54.17 ± 0.52C,e
	59.18 ± 1.20C,d

	
	
	
	
	
	24
	26.09 ± 2.11D,c
	28.45 ± 1.43D,c
	58.14 ± 0.58D,a
	41.99 ± 0.32D,b
	11.35 ± 1.42C,e
	23.41 ± 1.45D,d

	18
	29.5
	611.1612 [M]+
	611.1619 [449; 287]
	Cyanidin-3,5-O-
diglucosided
	0
	7.91 ± 0.07A,b
	7.13 ± 0.08A,c
	9.11 ± 0.13A,a
	7.01 ± 0.10A,c
	6.00 ± 0.44A,d
	5.88 ± 0.01A,d

	
	
	
	
	
	6
	4.84 ± 0.12B,b
	4.71 ± 0.07B,c
	6.22 ± 0.22B,a
	4.85 ± 0.08B,b
	2.62 ± 0.13B,e
	3.65 ± 0.19B,d

	
	
	
	
	
	12
	2.51 ± 0.03C,c
	2.85 ± 0.01C,b
	3.66 ± 0.12C,a
	2.89 ± 0.09C,b
	1.85 ± 0.00C,e
	2.01 ± 0.05C,d

	
	
	
	
	
	24
	0.94 ± 0.06D,cd
	0.97 ± 0.03D,c
	1.80 ± 0.04D,a
	1.41 ± 0.01D,b
	0.51 ± 0.06D,e
	0.86 ± 0.04D,d

	19
	29.9
	493.1340 [M]+
	493.1349 [331]
	Malvidin-3-O-
glucosided
	0
	5.37 ± 0.13A,a
	4.96 ± 0.03A,b
	5.16 ± 0.22A,a
	4.41 ± 0.04A,c
	2.01 ± 0.28A,e
	3.17 ± 0.58A,d

	
	
	
	
	
	6
	2.58 ± 0.08B,c
	2.86 ± 0.03B,b
	3.67 ± 0.16B,a
	2.83 ± 0.20B,bc
	1.33 ± 0.08B,e
	1.71 ± 0.11B,d

	
	
	
	
	
	12
	1.12 ± 0.04C,d
	1.43 ± 0.02C,b
	1.82 ± 0.03C,a
	1.29 ± 0.05C,c
	0.79 ± 0.05C,f
	0.94 ± 0.04BC,e

	
	
	
	
	
	24
	0.57 ± 0.02D,c
	0.60 ± 0.02D,c
	0.93 ± 0.02D,a
	0.72 ± 0.01D,b
	0.46 ± 0.01C,e
	0.52 ± 0.02C,d

	20
	30.0
	465.1027 [M]+
	465.1036 [303]
	Delphinidin-3-O-
glucosided
	0
	61.19 ± 0.11A,b
	62.34 ± 0.92A,b
	79.71 ± 5.64A,a
	54.89 ± 0.89A,c
	47.40 ± 3.40A,d
	43.62 ± 0.26A,d

	
	
	
	
	
	6
	33.34 ± 1.31B,c
	36.38 ± 0.12B,b
	47.94 ± 1.71B,a
	34.25 ± 0.48B,c
	17.54 ± 1.46B,e
	24.07 ± 1.48B,d

	
	
	
	
	
	12
	15.95 ± 0.28C,d
	20.75 ± 0.15C,b
	26.73 ± 0.51C,a
	18.91 ± 0.77C,b
	12.04 ± 0.25C,e
	12.30 ± 0.26C,e

	
	
	
	
	
	24
	5.07 ± 0.42D,d
	6.08 ± 0.26D,c
	12.29 ± 0.34D,a
	8.20 ± 0.09D,b
	2.38 ± 0.33D,e
	4.57 ± 0.29D,d

	21
	30.7
	449.1078 [M]+
	449.1085 [287]
	Cyanidin-3-O-
glucosided
	0
	10.74 ± 0.07A,b
	9.93 ± 0.09A,bc
	11.92 ± 0.87A,a
	9.62 ± 0.14A.c
	7.44 ± 0.52A,d
	7.26 ± 0.01A,d

	
	
	
	
	
	6
	5.76 ± 0.04B,b
	5.14 ± 0.00B,c
	6.02 ± 0.14B,a
	5.72 ± 0.05B,b
	2.58 ± 0.18B,d
	3.85 ± 0.21B,d

	
	
	
	
	
	12
	2.86 ± 0.05C,c
	2.95 ± 0.03C,b
	3.69 ± 0.07B,a
	3.12 ± 0.12C,b
	1.84 ± 0.03C,e
	2.00 ± 0.04C,d

	
	
	
	
	
	24
	0.98 ± 0.07D,c
	0.94 ± 0.06D,c
	1.69 ± 0.02C,a
	1.42 ± 0.03D,b
	0.45 ± 0.05D,d
	0.89 ± 0.11D,c

	22
	31.4
	433.1137 [M]+
	433.1149 [271]
	Pelargonidin-3-O-
glucosided
	0
	11.44 ± 0.00A,c
	12.67 ± 0.23A,b
	15.30 ± 0.99A,a
	10.07 ± 0.15A,d
	10.21 ± 0.73A,d
	9.00 ± 0.10A,e

	
	
	
	
	
	6
	5.64 ± 0.13B,c
	6.95 ± 0.01B,b
	8.69 ± 0.15B,a
	5.70 ± 0.01B,c
	3.38 ± 0.26B,e
	4.38 ± 0.24B,d

	
	
	
	
	
	12
	2.54 ± 0.06C,c
	3.54 ± 0.02C,b
	4.44 ± 0.18C,a
	2.27 ± 0.17C,d
	2.02 ± 0.04C,e
	1.83 ± 0.23C,e

	
	
	
	
	
	24
	0.86 ± 0.08D,d
	1.06 ± 0.02D,c
	1.93 ± 0.05D,a
	1.19 ± 0.01D,b
	0.52 ± 0.04D,e
	0.78 ± 0.04D,d

	23
	32.6
	479.1184 [M]+
	479.1199 [317]
	Petunidin-3-O-
glucosided
	0
	2.52 ± 0.01A,c
	2.64 ± 0.06A,b
	3.21 ± 0.17A,a
	2.19 ± 0.02A,c
	1.81 ± 0.09A,d
	1.81 ± 0.02A,d

	
	
	
	
	
	6
	1.40 ± 0.09B,c
	1.50 ± 0.12B,c
	2.19 ± 0.15B,a
	1.62 ± 0.03B,b
	0.85 ± 0.13B,e
	1.21 ± 0.05B,d

	
	
	
	
	
	12
	0.88 ± 0.06C,c
	1.12 ± 0.02C,b
	1.46 ± 0.04C,a
	0.98 ± 0.10C,c
	0.71 ± 0.00B,d
	0.73 ± 0.03C,d

	
	
	
	
	
	24
	0.00 ± 0.00D,e
	0.16 ± 0.07D,d
	0.29 ± 0.00D,a
	0.26 ± 0.00D,b
	0.00 ± 0.00C,e
	0.24 ± 0.01D,c

	Stillbene
	
	
	
	
	
	
	
	
	
	

	24
	13.7
	243.0657 [M-H]-
	243.0664 [225; 183; 141]
	trans-Piceatannolb
	0
	0.56 ± 0.06A,ab
	0.56 ± 0.06A,ab
	0.55 ± 0.01A,b
	0.64 ± 0.07A,a
	0.49 ± 0.02A,c
	0.41 ± 0.01A,d

	
	
	
	
	
	6
	0.46 ± 0.02AB,ab
	0.50 ± 0.02AB,a
	0.42 ± 0.02BC,b
	0.40 ± 0.01B,c
	0.44 ± 0.02B,bc
	0.40 ± 0.02A,c

	
	
	
	
	
	12
	0.37 ± 0.03BC,ab
	0.43 ± 0.03BC,a
	0.39 ± 0.01BC,ab
	0.37 ± 0.01B,b
	0.32 ± 0.01C,c
	0.37 ± 0.01A,b

	
	
	
	
	
	24
	0.29 ± 0.01C,d
	0.30 ± 0.00C,c
	0.37 ± 0.01C,a
	0.33 ± 0.01B,b
	0.29 ± 0.01C,d
	0.30 ± 0.01B,c

	25
	14.6
	453.1338 [M-H]-
	453.1359 [435; 369; 265]
	ε-Viniferind
	0
	0.38 ± 0.00A,a
	0.38 ± 0.01A,ab
	0.38 ± 0.00A,a
	0.38 ± 0.01A,ab
	0.38 ± 0.01A,ab
	0.37 ± 0.00A,b

	
	
	
	
	
	6
	0.37 ± 0.01A,a
	0.38 ± 0.01A,a
	0.37 ± 0.01A,a
	0.37 ± 0.00A,a
	0.36 ± 0.00A,b
	0.36 ± 0.01A,ab

	
	
	
	
	
	12
	0.37 ± 0.01A,a
	0.37 ± 0.00A,a
	0.37 ± 0.01A,a
	0.37 ± 0.00A,a
	0.37 ± 0.00A,a
	0.37 ± 0.00A,a

	
	
	
	
	
	24
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B

	26
	35.8
	227.0708 [M-H]-
	227.0717 [185]
	trans-resveratrold
	0
	0.31 ± 0.00C,c
	0.33 ± 0.01B,ab
	0.35 ± 0.01C,a
	0.29 ± 0.00C,e
	0.30 ± 0.00B,d
	0.32 ± 0.00C,b

	
	
	
	
	
	6
	0.35 ± 0.01B,ab
	0.32 ± 0.00B,b
	0.36 ± 0.01C,a
	0.35 ± 0.00B,a
	0.32 ± 0.02B,b
	0.32 ± 0.00B,b

	
	
	
	
	
	12
	0.33 ± 0.00BC,c
	0.32 ± 0.00B,d
	0.40 ± 0.01B,a
	0.36 ± 0.00B,b
	0.31 ± 0.00B,d
	0.32 ± 0.00B,d

	
	
	
	
	
	24
	0.50 ± 0.02A,c
	0.48 ± 0.03A,c
	0.77 ± 0.02A,a
	0.57 ± 0.01A,b
	0.36 ± 0.01A,d
	0.49 ± 0.00A,c

	27
	37.8
	227.0708 [M-H]-
	227.0719 [185]
	cis-resveratrolc
	0
	0.15 ± 0.00C,a
	0.16 ± 0.00C,a
	0.16 ± 0.00C,a
	0.18 ± 0.03B,a
	0.09 ± 0.00B ,b
	0.15 ± 0.00B,a

	
	
	
	
	
	6
	0.19 ± 0.00A,b
	0.19 ± 0.01B,b
	0.23 ± 0.01B,a
	0.19 ± 0.00B,b
	0.16 ± 0.01A,c
	0.16 ± 0.00B,c

	
	
	
	
	
	12
	0.18 ± 0.01A,ab
	0.19 ± 0.00B,a
	0.21 ± 0.02B,a
	0.18 ± 0.00B,b
	0.16 ± 0.00A,c
	0.16 ± 0.01B,c

	
	
	
	
	
	24
	0.20 ± 0.01A,d
	0.23 ± 0.00A,c
	0.32 ± 0.02A,a
	0.24 ± 0.00A,b
	0.15 ± 0.01A,e
	0.22 ± 0.01A,cd


a: Retention time obtained on a C18 column (4 μm), using a mobile phase gradient composed of 0.1% formic acid in water and 0.1% formic acid in acetonitrile;
Analytical standards acquired from:
b:  Sigma-Aldrich (EUA);
c: Cayman Chemical (Michigan, EUA);
d: Extrasynthese (Genay, França);
Different capital letters in the same column indicate a statistically significant difference between storage times within each combination of training system and rootstock, according to analysis of variance (ANOVA) followed by Tukey's test (p ≤ 0.05). Different lowercase letters in the same row indicate a statistically significant difference between the combinations of training systems and rootstocks within each storage time, according to ANOVA followed by Tukey's test (p ≤ 0.05).
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Table S2. Antioxidant capacity against hydrogen peroxide (H2O2), 2,2-azino-bis-(3-ethylbenzothiazoline-6-sulfonic acid) (ABTS•⁺) and peroxyl (ROO•) of ‘BRS Magna’ grape juices stored for 6, 12 and 24 months. The juices were produced from grapes grown using two rootstocks (IAC 572 and IAC 766) and three vine training systems (trellis, lyre and espalier).

	Rootstock
	IAC 572
	IAC 776

	Training system
	Trellis
	Lyre
	Espalier
	Trellis
	Lyre
	Espalier

	Time (months)
	ORAC assay (µmol TE 100 mL-1) - (H2O2)

	0
	1626.72 ± 5.64A,d
	1694.17 ± 22.36A,c
	1824.84 ± 56.45A,a
	1733.61 ± 15.29A,b,c
	1715.90 ± 27.04A,bc
	1740.57 ± 17.78A,b

	6
	1537.99 ± 4.93B,d
	1647.82 ± 16.84AB,c
	1726.51 ± 17.41A,a
	1660.81 ± 46.87A,c
	1688.23 ± 37.79AB,c
	1700.77 ± 50.07B,abc

	12
	1456.41 ± 13.97C,d
	1566.00 ± 44.57B,bc
	1697.80 ± 23.18A,a
	1516.83 ± 80.48B,c
	1601.74 ± 44.32B,b
	1661.16 ± 28.66B,a

	24
	1441.52 ± 20.09C,b
	1458.13 ± 42.05C,b
	1569.87 ± 57.69B,a
	1308.91 ± 49.68C,c
	1535.57 ± 33.54C,a
	1523.19 ± 44.86C,a

	
	GSH assay (% of remaining sulfhydryls of GSH) -  (ROO•)

	0
	100.58 ± 9.45A,ab
	104.71 ± 4.74A,a
	103.06 ± 7.38A,ab
	105.60 ± 8.22A,a
	93.51 ± 5.57A,b
	109.62 ± 5.36A,a

	6
	95.02 ± 9.18A,ab
	95.44 ± 9.15A,ab
	100.94 ± 8.63A,a
	86.93 ± 7.90B,b
	88.75 ± 5.96AB,b
	99.69 ± 9.46AB,a

	12
	90.54 ± 5.35A,a
	90.57 ± 8.63A,a
	96.66 ± 1.31A,ab
	85.76 ± 8.41B,ab
	77.85 ± 3.09BC,b
	87.78 ± 3.82BC,ab

	24
	72.52 ± 4.09B,b
	76.83 ± 3.97B,b
	86.27 ± 1.95B,a
	84.39 ± 4.06B,a
	67.44 ± 6.10C,b
	83.30 ± 4.38C,a

	
	ABTS•+ (μmol TE mL-1 of juice)

	0
	5476.17 ± 125.46C,b
	7011.67 ± 589.73B,a
	6622.78 ± 101.84C,a
	7172.78 ± 437.66B,a
	5117.22 ± 711.87B,bc
	4845.00 ± 251.66C,c

	6
	6851.66 ± 240.04B,c 
	7989.44 ± 765.64B,b
	10028.33 ± 354.73B,a
	9522.75 ± 458.36A,a
	7783.89 ± 250.19A,b
	6372.78 ± 362.99B,c

	12
	9522.78 ± 385.98A,b
	8283.89 ± 550.34B,c
	10267.22 ± 53.58B,a
	9922.78 ± 818.25A,a
	7567.22 ± 133.68A,d
	7233.89 ± 85.53A,d

	24
	9728.33 ± 617.34A,b
	9883.89 ± 154.86A,b
	10861.67 ± 185.59A,a
	8522.78 ± 619.44A,c
	7083.89 ± 249.63A,d
	6745.00 ± 428.50AB,d


Different letters indicate statistically significant differences according to ANOVA followed by Tukey’s test (p ≤ 0.05): uppercase letters within a column denote differences between storage times for each training system × rootstock combination, while lowercase letters within a row denote differences between training system × rootstock combinations at each storage time.




Table S3. Changes in color parameters (L*, a*, b*, intensity, tonality, C*, hue, and ΔE) of juices produced from ‘BRS Magna’ grapes grown on two rootstocks (IAC 572 and IAC 766) and three vine training systems (trellis, lyre, and espalier) at different storage times (0, 6, 12, and 24 months).
	Rootstock
	
	IAC 572
	
	
	IAC 766
	

	Training System
	Trellis
	Lyre
	Espalier
	Trellis
	Lyre
	Espalier

	Time (months)
	L

	0
	15.38 ± 0.06Da
	14.50 ± 0.08Db
	14.62 ± 0.05Cb
	15.52 ± 0.34Ca
	15.14 ± 0.03Bab
	15.37 ± 0.19Da

	6
	15.85 ± 0.03Ca
	15.82 ± 0.12Ca
	15.82 ± 0.04Ba
	15.93 ± 0.04Ca
	16.25 ± 0.46Ba
	16.32 ± 0.02Ca

	12
	16.83 ± 0.15Ba
	16.40 ± 0.09Ba
	16.50 ± 0.07ABa
	16.60 ± 0.05Ba
	18.20 ± 0.73Aa
	17.44 ± 0.02Ba

	24
	18.08 ± 0.06Ab
	16.87 ± 0.08Ad
	17.25 ± 0.22Aa
	17.62 ± 0.28Ac
	18.41 ± 0.17Aa
	17.76 ± 0.06Ac

	
	a*

	0
	0.45 ± 0.03Dbc
	0.21 ± 0.13Dd
	0.56 ± 0.06Ce
	0.27 ± 0.01Cc
	1.24 ± 0.02Da
	0.48 ± 0.03Db

	6
	0.63 ± 0.02Cc
	0.76 ± 0.03Cc
	0.68 ± 0.14Bd
	0.31 ± 0.00Ccd
	2.43 ± 0.06Ca
	1.67 ± 0.01Cb

	12
	1.34 ± 0.05Bbc
	1.18 ± 0.14Bbc
	0.71 ± 0.04Ac
	1.13 ± 0.00Bb
	2.69 ± 0.13Ba
	2.22 ± 0.08Ba

	24
	1.86 ± 0.11Abc
	1.99 ± 0.06Ac
	0.83 ± 0.02Ad
	1.84 ± 0.01Ac
	3.23 ± 0.04Aa
	3.07 ± 0.01Aab

	
	b*

	0
	1.42 ± 0.05Dd
	2.27 ± 0.02Cb
	2.07 ± 0.01Da
	1.55 ± 0.07Dd
	1.36 ± 0.02Dd
	1.91 ± 0.02Dc

	6
	2.18 ± 0.10Cc
	2.34 ± 0.04BCb
	2.18 ± 0.02Cd
	2.44 ± 0.04Cb
	2.38 ± 0.05Cb
	2.70 ± 0.14Ca

	12
	2.55 ± 0.04Bb
	2.53 ± 0.03Cb
	2.33 ± 0.02Bc
	2.78 ± 0.02Ba
	2.86 ± 0.09Ba
	2.98 ± 0.07Ba

	24
	3.05 ± 0.04Aacd
	3.20 ± 0.06Ac
	2.80 ± 0.03Ad
	3.50 ± 0.10Ab
	3.14 ± 0.08Aac
	3.96 ± 0.02Aa

	
	Intensity 

	0
	10.32 ± 1.07Ab
	8.51 ± 0.04Bc
	13.23 ± 0.49Aa
	8.14 ± 0.14Ac
	7.21 ± 0.26Acd
	6.55 ± 0.08BCd

	6
	10.11 ± 0.78Abc
	10.50 ± 1.23Ab
	14.75 ± 1.59Aa
	9.79 ± 0.79Ab
	6.76 ± 0.53Ac
	6.17 ± 0.17Cc

	12
	8.17 ± 0.27Bb
	8.95 ± 0.82ABb
	12.79 ± 1.62Aa
	8.61 ± 0.78Ab
	6.71 ± 1.14Ab
	7.46 ± 0.18Ab

	24
	9.31 ± 0.12ABb
	9.39 ± 0.04Ab
	13.58 ± 1.82Aa
	9.40 ± 1.06Ab
	7.51 ± 0.59Ac
	8.25 ± 0.74Ab

	
	Tonality 

	0
	0.62 ± 0.00Db
	0.55 ± 0.00Dd
	0.54 ± 0.00De
	0.64 ± 0.00Da
	0.60 ± 0.00Dc
	0.64 ± 0.00Da

	6
	1.04 ± 0.04Ca
	0.93 ± 0.06Cbc
	0.92 ± 0.04Cc
	1.04 ± 0.00Cab
	1.08 ± 0.01Ca
	1.14 ± 0.01Ca

	12
	1.28 ± 0.02Bab
	1.23 ± 0.04Bb
	1.14 ± 0.04Bc
	1.20 ± 0.05Bbc
	1.32 ± 0.01Ba
	1.36 ± 0.01Ba

	24
	1.43 ± 0.01Abc
	1.37 ± 0.01Ac
	1.23 ± 0.02Ad
	1.35 ± 0.04Ac
	1.50 ± 0.01Aab
	1.53 ± 0.06Aa

	
	C*

	0
	1.50 ± 0.04Dd
	2.25 ± 0.09Cb
	1.80 ± 0.32Bc
	1.57 ± 0.06Cd
	1.85 ± 0.02Cc
	1.98 ± 0.02Dc

	6
	2.23 ± 0.06Cb
	2.53 ± 0.02Bb
	2.33 ± 0.55ABb
	2.85 ± 0.35Bab
	3.43 ± 0.16Ba
	3.34 ± 0.13Ca

	12
	2.54 ± 0.05Bbc
	2.60 ± 0.02Bbc
	2.41 ± 0.67ABa
	3.02 ± 0.62Bb
	4.07 ± 0.25ABa
	3.87 ± 0.02Ba

	24
	3.18 ± 0.09Ad
	3.56 ± 0.13Ac
	2.88 ± 0.22ABe
	4.02 ± 0.09Ab
	4.24 ± 0.40Aab
	4.56 ± 0.03Aa

	
	Hue (h)

	0
	73.35 ± 2.30Ad
	94.50 ± 3.33Ab
	101.24 ± 0.31Aa
	79.37 ± 1.13ABc
	47.65 ± 0.10Ae
	75.74 ± 0.81Acd

	6
	75.56 ± 1.24Abc
	71.80 ± 4.87Bcd
	94.15 ± 2.17Aa
	88.92 ± 6.44Aab
	43.99 ± 6.99Ae
	59.67 ± 5.08Bd

	12
	57.51 ± 0.08Bab
	68.84 ± 1.35Ba
	73.09 ± 2.30Ba
	56.62 ± 12.96Bab
	37.62 ± 4.98Bc
	42.16 ± 4.84Cbc

	24
	58.02 ± 2.52Bbc
	69.88 ± 1.28Bab
	75.76 ± 4.45Ba
	67.40 ± 5.43Babc
	52.16 ± 0.32Ad
	69.18 ± 7.48ABab

	
	ΔE

	6
	0.91
	1.53
	1.22
	0.99
	1.92
	1.71

	12
	2.05
	2.14
	1.91
	1.85
	3.70
	2.91

	24
	3.45
	3.11
	2.75
	3.27
	4.22
	4.08


Different letters indicate statistically significant differences acording to ANOVA followed by Tukey’s test, p ≤ 0.05): uppercase letters within columns = differences among storage times for each training system × rootstock combination; lowercase letters within rows = differences among training system × rootstock combinations at each storage time.









Tabela S4. Parâmetros de identificação e dados de concentração dos compostos voláteis de suco de uvas ‘BRS Magna’ cultivadas sob três sistemas de condução (latada, lira ou espaldeira) e dois porta-enxertos (IAC 572 e IAC 766) armazenados por 0, 6, 12 e 24 meses e analisados por HS-SPME-GC/qMS. Os compostos estão listados de acordo com a classe química e em ordem crescente do índice de retenção (RI) obtido na coluna cromatográfica polar.
	 
	 
	Identification parameters
	
	 
	Concentration ± standard deviation (µg L-1)

	 
	 
	Retention Index
	
	 
	 
	 
	 
	 
	 
	 

	 
	 
	Polar column
	Apolar column
	
	Time
	 
	IAC 572
	 
	 
	IAC 766
	 

	 
	Compound
	Exp.a
	Lit.b [Ref.]
	Exp.c
	Lit.b [Ref.]
	Fisher Ratio
	(months)
	Trellis
	Lyre
	Espalier
	Trellis
	Lyre
	Espalier

	 #
	Acids
	 
	 
	 
	 
	
	 
	 
	 
	 
	 
	 
	 

	28
	Acetic acid
	1455
	1451 [1]
	ND
	
	79.873
	0
	70.87 ± 0.38D,b
	87.82 ± 0.89D,a
	66.66 ± 0.93C,d
	71.37 ± 1.44D,bc
	67.90 ± 2.20D,cd
	61.46 ± 0.65D,e

	
	
	
	 
	
	
	
	6
	87.17 ± 0.36C,b
	91.89 ± 0.55C,a
	68.34 ± 0.52C,d
	76.57 ± 0.46C,c
	77.09 ± 0.64C,c
	85.39 ± 1.14C,b

	
	
	
	 
	
	
	
	12
	96.44 ± 0.40B,bc
	95.83 ± 0.25B,c
	80.43 ± 0.56B,f
	84.09 ± 0.78B,e
	94.74 ± 0.44B,d
	110.61 ± 1.04B,a

	
	
	
	 
	
	
	
	24
	105.89 ± 4.10A,c
	104.64 ± 1.70A,c
	95.28 ± 0.65A,d
	116.34 ± 3.03A,a
	111.67 ± 0.58A,b
	120.71 ± 1.32A,a

	29
	Isovaleric acid
	1676
	1684 [1]
	ND
	
	570.428
	0
	34.91 ± 0.12A
	ND
	ND
	36.09 ± 0.28A
	ND
	ND

	
	
	
	 
	
	
	
	6
	36.03 ± 1.56A
	ND
	ND
	35.35 ± 0.17AB
	ND
	ND

	
	
	
	 
	
	
	
	12
	36.63 ± 1.26A
	ND
	ND
	34.67 ± 0.58B
	ND
	ND

	
	
	
	 
	
	
	
	24
	37.30 ± 0.92A
	ND
	ND
	35.24 ± 0.68AB
	ND
	ND

	30
	Hexanoic acid
	1865
	1863 [1]
	ND
	
	3.959
	0
	41.94 ± 0.55C
	39.19 ± 0.53C
	39.40 ± 0.49A
	42.76 ± 0.82B
	39.40 ± 0.20B
	38.21 ± 1.22B

	
	
	
	 
	
	
	
	6
	44.16 ± 0.18B
	41.54 ± 0.87B
	40.39 ± 0.12A
	46.08 ± 1.30B
	41.10 ± 1.10A
	38.99 ± 0.69B

	
	
	
	 
	
	
	
	12
	44.84 ± 0.30B
	43.12 ± 0.38AB
	40.50 ± 1.98A
	46.59 ± 0.63B
	41.37 ± 0.30A
	43.59 ± 0.64A

	
	
	
	 
	
	
	
	24
	47.23 ± 0.12A
	44.70 ± 0.96A
	41.38 ± 0.75AA
	54.91 ± 5.22A
	42.62 ± 0.39A
	45.77 ± 1.46A

	31
	Heptanoic acid
	1966
	1962 [2]
	ND
	
	1.439
	0
	36.20 ± 0.43B
	38.36 ± 1.68A
	36.79 ± 0.32A
	36.95 ± 1.61A
	36.92 ± 1.49A
	36.79 ± 0.32A

	
	
	
	 
	
	
	
	6
	36.81 ± 0.26B
	37.42 ± 1.12A
	37.40 ± 0.77A
	37.22 ± 0.92A
	36.30 ± 0.84A
	37.40 ± 0.77A

	
	
	
	 
	
	
	
	12
	37.56 ± 0.62B
	37.43 ± 0.17A
	36.39 ± 0.75A
	36.68 ± 2.01A
	36.37 ± 0.90A
	36.39 ± 0.75A

	
	
	
	 
	
	
	
	24
	42.00 ± 1.00A
	37.69 ± 0.84A
	37.00 ± 1.00A
	37.02 ± 0.90A
	36.38 ± 0.05A
	37.00 ± 1.00A

	32
	2-Hexenoic acid
	1979
	1980 [1]
	ND
	
	0.199
	0
	36.02 ± 0.96A
	35.23 ± 1.07B
	37.00 ± 1.00A
	35.43 ± 1.36A
	35.79 ± 1.92A
	34.43 ± 0.04A

	
	
	
	 
	
	
	
	6
	37.91 ± 1.55A
	36.28 ± 1.67AB
	38.00 ± 1.00A
	36.21 ± 1.70A
	37.33 ± 1.53A
	35.20 ± 0.42A

	
	
	
	 
	
	
	
	12
	37.59 ± 1.60A
	38.87 ± 0.76A
	37.33 ± 1.53A
	36.04 ± 2.83A
	37.33 ± 0.58A
	35.55 ± 2.12A

	
	
	
	 
	
	
	
	24
	37.61 ± 1.80A
	37.33 ± 1.53AB
	37.67 ± 1.53A
	36.50 ± 2.46A
	36.61 ± 2.28A
	35.83 ± 1.10A

	33
	Octanoic acid
	2073
	2069 [3]
	ND
	
	23.962
	0
	8.70 ± 0.24B,ab
	8.03 ± 0.43B,bc
	7.95 ± 0.20B,c
	7.98 ± 0.07B,c
	9.06 ± 0.16C,a
	7.75 ± 0.17C,c

	
	
	
	 
	
	
	
	6
	9.58 ± 0.10B,b
	9.25 ± 1.09B,b
	9.08 ± 0.51B,b
	9.12 ± 0.67B,b
	11.32 ± 0.97BC,a
	8.87 ± 0.19BC,b

	
	
	
	 
	
	
	
	12
	9.74 ± 0.47B,bc
	9.94 ± 0.86B,bc
	9.01 ± 0.49B,c
	8.89 ± 0.16B,c
	14.04 ± 1.62B,a
	10.77 ± 1.15AB,b

	
	
	
	 
	
	
	
	24
	10.96 ± 0.74A
	22.14 ± 1.44A,a
	10.76 ± 0.58A
	12.45 ± 1.64A
	18.86 ± 1.29A
	12.20 ± 1.06A

	34
	Nonanoic acid
	2181
	2186 [4]
	1277
	1271 [23]
	0.925
	0
	9.11 ± 0.59C
	9.53 ± 1.51C
	9.78 ± 0.66D
	8.77 ± 0.70C
	9.99 ± 0.62C
	9.68 ± 0.88B

	
	
	
	 
	
	
	
	6
	13.23 ± 1.07C
	16.89 ± 1.99B
	11.83 ± 0.73C
	10.84 ± 0.87BC
	11.39 ± 0.37C
	10.40 ± 0.73B

	
	
	
	 
	
	
	
	12
	19.60 ± 4.34B
	25.94 ± 1.71A
	17.97 ± 0.58B
	14.64 ± 2.61B
	16.45 ± 2.55B
	21.84 ± 12.95B

	
	
	
	 
	
	
	
	24
	28.63 ± 0.72A
	29.21 ± 1.96A
	22.22 ± 0.57A
	38.55 ± 0.94A
	37.76 ± 2.62A
	44.57 ± 5.81A

	35
	Decanoic acid
	2289
	2283 [5]
	1368
	1373 [23]
	30.216
	0
	7.66 ± 0.51C
	7.50 ± 0.58C
	7.56 ± 0.07C
	7.36 ± 0.24B
	7.52 ± 0.15C
	7.90 ± 0.47B

	
	
	
	 
	
	
	
	6
	8.46 ± 0.88BC
	8.79 ± 1.80BC
	8.44 ± 0.49C
	8.02 ± 0.18B
	7.98 ± 0.37C
	8.20 ± 0.60B

	
	
	
	 
	
	
	
	12
	9.89 ± 0.35B
	11.58 ± 0.50AB
	10.41 ± 0.37B
	9.01 ± 0.94B
	8.98 ± 0.43B
	9.27 ± 0.09B

	
	
	
	 
	
	
	
	24
	14.65 ± 0.78A
	14.28 ± 0.93A
	15.87 ± 1.12A
	19.35 ± 1.02A
	10.19 ± 0.17A
	13.05 ± 1.64A

	36
	Benzoic acid
	2469
	2457 [35]
	ND
	
	0.267
	0
	6.43 ± 0.15A
	ND
	ND
	6.69 ± 0.01A
	ND
	ND

	
	
	
	 
	
	
	
	6
	6.57 ± 0.03A
	ND
	ND
	6.63 ± 0.15A
	ND
	ND

	
	
	
	 
	
	
	
	12
	4.55 ± 0.45B
	ND
	ND
	4.50 ± 3.90AB
	ND
	ND

	
	
	
	 
	
	
	
	24
	0.00 ± 0.00B
	ND
	ND
	0.00 ± 0.00B
	ND
	ND

	37
	Dodecanoic acid
	2504
	2504 [6]
	ND
	
	495.545
	0
	6.63 ± 0.01C
	6.60 ± 0.03B
	6.66 ± 0.01B
	6.65 ± 0.02C
	6.63 ± 0.05C
	6.71 ± 0.06A

	
	
	
	 
	
	
	
	6
	6.76 ± 0.14C
	6.70 ± 0.04B
	6.71 ± 0.03B
	6.79 ± 0.11C
	6.73 ± 0.03C
	6.69 ± 0.01A

	
	
	
	 
	
	
	
	12
	7.16 ± 0.05B
	6.91 ± 0.10AB
	6.80 ± 0.04B
	7.15 ± 0.15B
	6.88 ± 0.04B
	6.72 ± 0.02A

	
	
	
	 
	
	
	
	24
	7.62 ± 0.08A
	7.38 ± 0.36A
	7.13 ± 0.21A
	7.50 ± 0.10A
	7.06 ± 0.07A
	6.94 ± 0.19A

	38
	Tetradecanoic acid
	2707
	2703 [36]
	ND
	
	140344.341
	0
	ND
	0.00 ± 0.00B
	ND
	ND
	ND
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	6
	ND
	0.00 ± 0.00B
	ND
	ND
	ND
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	12
	ND
	6.54 ± 0.04A
	ND
	ND
	ND
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	24
	ND
	6.75 ± 0.21A
	ND
	ND
	ND
	6.49 ± 0.17A

	 
	Alcohols
	 
	 
	 
	 
	
	 
	 
	 
	 
	 
	 
	 

	39
	3-Methyl-1-butanol
	1218
	1215 [7]
	ND
	
	54.814
	0
	30.43 ± 1.29B
	31.56 ± 1.68B
	37.52 ± 0.30C
	36.52 ± 0.83A
	29.86 ± 0.09B
	35.29 ± 1.18B

	
	
	
	 
	
	
	
	6
	31.07 ± 0.16B
	32.66 ± 0.52B
	38.77 ± 0.09BC
	36.22 ± 0.63A
	30.10 ± 0.12AB
	36.93 ± 0.33AB

	
	
	
	 
	
	
	
	12
	31.65 ± 0.20AB
	33.53 ± 0.20B
	39.41 ± 0.31C
	36.83 ± 0.47A
	30.37 ± 0.18AB
	37.22 ± 0.04A

	
	
	
	 
	
	
	
	24
	33.16 ± 0.49A
	72.12 ± 1.12A
	41.80 ± 1.33A
	36.83 ± 0.74A
	34.94 ± 3.82A
	38.41 ± 0.81A

	40
	2-Methyl-1-butanol
	1226
	1220 [37]
	ND
	
	1319.079
	0
	0.00 ± 0.00B
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND

	
	
	
	 
	
	
	
	6
	0.00 ± 0.00B
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND

	
	
	
	 
	
	
	
	12
	0.00 ± 0.00B
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND

	
	
	
	 
	
	
	
	24
	27.55 ± 0.18A
	ND
	30.29 ± 0.62A
	29.20 ± 1.04A
	27.02 ± 0.02A
	ND

	41
	3-Metil-2-buten-1-ol
	1330
	1334 [1]
	ND
	
	98.217
	0
	26.81 ± 0.19B
	26.78 ± 0.69B
	27.18 ± 0.08A
	26.52 ± 0.57B
	26.96 ± 0.13C
	26.66 ± 0.27B

	
	
	
	 
	
	
	
	6
	27.23 ± 0.07AB
	27.13 ± 0.05B
	27.46 ± 0.49A
	26.94 ± 0.04AB
	27.20 ± 0.04BC
	26.93 ± 0.03B

	
	
	
	 
	
	
	
	12
	27.39 ± 0.03AB
	27.29 ± 0.08B
	27.34 ± 0.24A
	27.03 ± 0.05AB
	27.38 ± 0.10B
	27.09 ± 0.23B

	
	
	
	 
	
	
	
	24
	27.62 ± 0.42A
	34.45 ± 0.57A
	26.92 ± 0.15A
	28.60 ± 1.30A
	28.03 ± 0.15A
	27.82 ± 0.40A

	42
	1-Hexanol
	1363
	1371 [1]
	871
	871 [23]
	246.359
	0
	98.63 ± 2.62B
	98.68 ± 7.70C
	84.34 ± 0.20C
	132.36 ± 1.53C
	89.48 ± 0.92B
	109.61 ± 1.61C

	
	
	
	 
	
	
	
	6
	103.13 ± 1.02B
	113.23 ± 1.33BC
	85.74 ± 1.09C
	146.56 ± 0.09B
	91.33 ± 0.70B
	112.64 ± 0.32BC

	
	
	
	 
	
	
	
	12
	104.54 ± 0.69B
	117.54 ± 3.98B
	89.77 ± 1.29B
	148.32 ± 1.37B
	94.08 ± 1.00A
	115.23 ± 0.63B

	
	
	
	 
	
	
	
	24
	111.29 ± 3.51A
	652.82 ± 7.10A
	94.31 ± 2.56A
	165.33 ± 1.41A
	95.69 ± 0.50A
	132.32 ± 1.78A

	43
	3-Ethoxy-1-propanol
	1382
	1375 [8]
	ND
	
	1.104
	0
	26.57 ± 1.08A
	26.14 ± 0.04A
	26.69 ± 0.53A
	27.70 ± 0.40A
	27.13 ± 0.95A
	26.49 ± 0.01A

	
	
	
	 
	
	
	
	6
	26.33 ± 0.68A
	26.10 ± 0.00A
	26.50 ± 0.37A
	25.87 ± 1.24A
	27.50 ± 1.22A
	26.87 ± 0.81A

	
	
	
	 
	
	
	
	12
	28.40 ± 1.42A
	26.12 ± 0.01A
	27.14 ± 1.53A
	26.83 ± 0.64A
	27.57 ± 0.46A
	26.38 ± 0.02A

	
	
	
	 
	
	
	
	24
	28.43 ± 0.58A
	26.15 ± 0.01A
	26.77 ± 1.29A
	27.57 ± 1.27A
	27.07 ± 0.86A
	26.37 ± 0.07A

	44
	3-Hexen-1-ol
	1391
	1389 [9]
	855
	855 [46]
	0.039
	0
	51.84 ± 3.77C
	30.89 ± 3.30B
	48.88 ± 0.63A
	51.01 ± 1.32B
	46.47 ± 18.04A
	34.45 ± 13.81B

	
	
	
	 
	
	
	
	6
	56.93 ± 1.94BC
	54.30 ± 18.20AB
	50.59 ± 0.63A
	52.64 ± 0.77B
	61.19 ± 1.05A
	55.70 ± 0.72A

	
	
	
	 
	
	
	
	12
	60.51 ± 0.82AB
	67.98 ± 0.59A
	54.18 ± 0.50A
	54.37 ± 0.43AB
	63.59 ± 0.35A
	56.88 ± 0.18A

	
	
	
	 
	
	
	
	24
	65.48 ± 2.05A
	72.06 ± 4.21A
	65.39 ± 16.03A
	57.34 ± 2.05A
	66.43 ± 0.57A
	59.18 ± 1.29A

	45
	2-Hexen-1-ol
	1415
	1416 [10]
	867
	867 [47]
	0.023
	0
	141.82 ± 12.34B
	134.78 ± 12.39C
	76.02 ± 14.61A
	214.61 ± 1.52C
	146.81 ± 0.34C
	156.23 ± 1.43C

	
	
	
	 
	
	
	
	6
	157.30 ± 2.32AB
	161.75 ± 1.33B
	93.54 ± 1.04A
	236.00 ± 2.16B
	148.12 ± 1.18BC
	160.63 ± 3.02BC

	
	
	
	 
	
	
	
	12
	161.17 ± 1.14AB
	170.17 ± 9.58AB
	100.45 ± 4.38A
	242.53 ± 3.84B
	152.52 ± 2.31C
	165.09 ± 1.01B

	
	
	
	 
	
	
	
	24
	171.15 ± 7.83A
	186.49 ± 5.43A
	153.04 ± 78.92A
	269.41 ± 6.46A
	158.09 ± 3.26A
	180.58 ± 2.94A

	46
	Heptanol
	1465
	1467 [11]
	971
	970 [48]
	62.560
	0
	26.62 ± 0.07C
	27.26 ± 0.24B
	27.61 ± 0.45B
	27.06 ± 0.05B
	26.89 ± 0.02A
	26.50 ± 0.05B

	
	
	
	 
	
	
	
	6
	26.70 ± 0.03BC
	27.74 ± 0.14B
	28.16 ± 0.21B
	27.17 ± 0.02A
	26.92 ± 0.00A
	26.73 ± 0.21B

	
	
	
	 
	
	
	
	12
	26.82 ± 0.03AB
	28.08 ± 0.11B
	28.45 ± 0.11AB
	27.23 ± 0.04A
	27.02 ± 0.02A
	27.56 ± 0.11A

	
	
	
	 
	
	
	
	24
	26.97 ± 0.10A
	36.07 ± 1.38A
	29.44 ± 0.78A
	28.21 ± 0.36A
	27.99 ± 1.63A
	27.85 ± 0.19A

	47
	 2-Ethyl-1-hexanol
	1499
	1491 [1]
	1029
	1030 [48]
	12.866
	0
	27.47 ± 0.15C
	26.60 ± 0.56B
	27.40 ± 0.12C
	26.80 ± 0.48C
	26.82 ± 0.67B
	26.94 ± 0.08B

	
	
	
	 
	
	
	
	6
	27.87 ± 0.12BC
	27.47 ± 0.15A
	27.67 ± 0.18C
	27.66 ± 0.31BC
	27.37 ± 0.04B
	27.16 ± 0.20B

	
	
	
	 
	
	
	
	12
	28.39 ± 0.04B
	27.93 ± 0.12A
	28.47 ± 0.38B
	28.43 ± 0.43C
	27.60 ± 0.13B
	27.51 ± 0.10AB

	
	
	
	 
	
	
	
	24
	29.61 ± 0.45A
	28.23 ± 0.21A
	29.76 ± 0.40A
	29.57 ± 0.24A
	32.96 ± 2.59A
	27.97 ± 0.46A

	48
	2-Nonanol
	1671
	1676 [1]
	ND
	
	41.359
	0
	26.68 ± 0.01C
	27.47 ± 0.37A
	26.15 ± 0.22B
	26.67 ± 0.25A
	26.67 ± 0.25A
	27.20 ± 0.75A

	
	
	
	 
	
	
	
	6
	27.26 ± 0.24B
	26.99 ± 0.08AB
	26.46 ± 0.21B
	26.77 ± 0.23A
	26.77 ± 0.23A
	27.10 ± 0.11A

	
	
	
	 
	
	
	
	12
	27.99 ± 0.11A
	26.90 ± 0.00B
	27.03 ± 0.24A
	27.37 ± 0.50A
	27.37 ± 0.50A
	26.90 ± 0.00A

	
	
	
	 
	
	
	
	24
	28.29 ± 0.05A
	26.53 ± 0.15B
	27.43 ± 0.06A
	27.10 ± 0.11A
	27.10 ± 0.11A
	26.70 ± 0.20A

	49
	2.3-Butanediol
	1550
	1553 [12]
	ND
	
	0.867
	0
	54.79 ± 3.24A
	94.08 ± 2.99A
	52.28 ± 12.18A
	55.47 ± 3.18A
	39.75 ± 2.25A
	41.53 ± 10.00A

	
	
	
	 
	
	
	
	6
	49.96 ± 1.52AB
	44.91 ± 1.76B
	44.16 ± 0.35A
	49.43 ± 0.46B
	35.70 ± 0.83B
	43.24 ± 0.76A

	
	
	
	 
	
	
	
	12
	47.17 ± 1.39B
	42.39 ± 1.92BC
	41.27 ± 1.09A
	46.31 ± 0.75BC
	34.63 ± 0.18B
	41.54 ± 0.57A

	
	
	
	 
	
	
	
	24
	46.38 ± 0.94B
	37.60 ± 1.38C
	38.86 ± 1.60A
	42.55 ± 0.77C
	33.82 ± 0.42B
	39.39 ± 1.30A

	50
	1-Octanol
	1568
	1568 [13]
	1071
	1070 [23]
	0.380
	0
	27.35 ± 0.05A
	27.99 ± 0.01A
	28.48 ± 0.06A
	28.20 ± 0.05A
	27.54 ± 0.04A
	27.25 ± 0.29A

	
	
	
	 
	
	
	
	6
	27.30 ± 0.07A
	27.84 ± 0.39A
	29.41 ± 2.42A
	27.62 ± 0.05AB
	28.40 ± 1.94A
	27.00 ± 0.04A

	
	
	
	 
	
	
	
	12
	27.93 ± 1.50A
	27.43 ± 0.37A
	28.19 ± 0.07A
	27.57 ± 0.03B
	27.08 ± 0.08A
	26.50 ± 0.06B

	
	
	
	 
	
	
	
	24
	27.67 ± 2.08A
	28.33 ± 1.53A
	27.53 ± 0.46A
	28.08 ± 0.44AB
	27.67 ± 2.08A
	27.09 ± 0.17A

	51
	2-Octen-1-ol
	1622
	1621 [38]
	ND
	
	5.764
	0
	27.56 ± 0.01C
	25.98 ± 0.01B
	26.06 ± 0.02A
	26.69 ± 0.27A
	26.42 ± 0.03A
	26.03 ± 0.01A

	
	
	
	 
	
	
	
	6
	27.60 ± 0.02BC
	26.02 ± 0.03B
	26.66 ± 0.36A
	26.90 ± 1.33A
	26.61 ± 0.61A
	27.07 ± 1.18A

	
	
	
	 
	
	
	
	12
	28.00 ± 0.29AB
	26.14 ± 0.13B
	26.33 ± 0.58A
	26.45 ± 0.47A
	26.90 ± 1.33A
	26.33 ± 0.13A

	
	
	
	 
	
	
	
	24
	28.30 ± 0.09A
	26.90 ± 0.18A
	25.99 ± 0.04A
	26.47 ± 0.46A
	26.13 ± 0.07A
	26.25 ± 0.14A

	52
	1-Nonanol
	1671
	1676 [1]
	1171
	1173 [48]
	13.762
	0
	26.62 ± 0.33A
	26.53 ± 0.10C
	27.06 ± 0.38A
	26.62 ± 0.13A
	26.62 ± 0.13AB
	26.62 ± 0.33A

	
	
	
	 
	
	
	
	6
	26.90 ± 0.37A
	26.72 ± 0.02BC
	27.12 ± 0.36A
	26.83 ± 0.46A
	26.92 ± 0.53A
	26.16 ± 0.05A

	
	
	
	 
	
	
	
	12
	26.76 ± 0.04A
	26.89 ± 0.10B
	26.62 ± 0.13A
	26.52 ± 0.45A
	26.16 ± 0.05B
	26.50 ± 0.01A

	
	
	
	 
	
	
	
	24
	26.84 ± 0.03A
	27.38 ± 0.10A
	26.92 ± 0.53A
	26.28 ± 0.16A
	26.25 ± 0.17AB
	26.46 ± 0.47A

	53
	Phenylethyl Alcohol
	1917
	1919 [14]
	1109
	1111 [50]
	14.275
	0
	77.12 ± 2.35A
	45.06 ± 3.62A
	91.45 ± 3.35A
	81.76 ± 1.95A
	30.72 ± 2.26A
	87.03 ± 3.37A

	
	
	
	 
	
	
	
	6
	37.64 ± 2.26B
	38.60 ± 1.71B
	84.95 ± 1.20AB
	73.18 ± 5.34B
	26.91 ± 1.23B
	73.84 ± 5.65B

	
	
	
	 
	
	
	
	12
	33.14 ± 1.19B
	35.60 ± 0.92B
	80.96 ± 1.31BC
	67.21 ± 0.53BC
	25.06 ± 0.64BC
	64.89 ± 1.34C

	
	
	
	 
	
	
	
	24
	27.46 ± 2.41C
	34.34 ± 0.23B
	74.50 ± 3.53C
	64.59 ± 1.02C
	23.00 ± 0.88C
	55.78 ± 0.53D

	54
	1-Dodecanol
	1982
	1983 [1]
	ND
	
	2220954.834
	0
	0.09 ± 0.01A
	0.09 ± 0.00A
	0.09 ± 0.01A
	0.09 ± 0.01A
	0.10 ± 0.01A
	0.09 ± 0.01A

	
	
	
	 
	
	
	
	6
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	12
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	24
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B

	55
	n-Tridecanol
	2084
	2078 [1]
	ND
	
	2846143729571110.000
	0
	ND
	ND
	ND
	ND
	ND
	ND

	
	
	
	 
	
	
	
	6
	ND
	ND
	ND
	ND
	ND
	ND

	
	
	
	 
	
	
	
	12
	ND
	ND
	ND
	ND
	ND
	ND

	
	
	
	 
	
	
	
	24
	ND
	ND
	ND
	0.09 ± 0.00
	0.08 ± 0.00
	0.09 ± 0.00

	56
	1-Hexadecanol
	2395
	2393 [15]
	1882
	1882 [51]
	26242.655
	0
	0.13 ± 0.00C
	0.13 ± 0.01B
	0.13 ± 0.00A
	0.12 ± 0.02A
	0.13 ± 0.01A
	0.13 ± 0.01A

	
	
	
	 
	
	
	
	6
	0.14 ± 0.00C
	0.14 ± 0.00B
	0.16 ± 0.04A
	0.14 ± 0.02A
	0.13 ± 0.01A
	0.13 ± 0.01A

	
	
	
	 
	
	
	
	12
	0.16 ± 0.01B
	0.17 ± 0.03B
	0.12 ± 0.01A
	0.12 ± 0.02A
	0.12 ± 0.01A
	0.13 ± 0.01A

	
	
	
	 
	
	
	
	24
	0.17 ± 0.00A
	0.34 ± 0.04A
	0.14 ± 0.00A
	0.16 ± 0.00A
	0.13 ± 0.02A
	0.13 ± 0.01A

	57
	1-Penten-3-ol
	1180
	1176 [13]
	ND
	
	2552123.242
	0
	ND
	ND
	ND
	ND
	ND
	ND

	
	
	
	 
	
	
	
	6
	ND
	ND
	ND
	ND
	ND
	ND

	
	
	
	 
	
	
	
	12
	ND
	ND
	ND
	ND
	ND
	ND

	
	
	
	 
	
	
	
	24
	ND
	ND
	ND
	0.16 ± 0.01
	ND
	ND

	 
	Aldehydes
	 
	 
	 
	 
	
	 
	 
	 
	 
	 
	 
	 

	58
	Hexanal
	1080
	1089 [1]
	ND
	
	120.746
	0
	27.67 ± 1.34
	30.90 ± 0.12B
	28.54 ± 1.35B
	29.82 ± 0.72B
	27.98 ± 1.21B
	29.43 ± 1.09C

	
	
	
	 
	
	
	
	6
	28.37 ± 0.45
	31.00 ± 1.38B
	30.39 ± 0.82AB
	31.89 ± 0.99B
	29.43 ± 0.45AB
	29.42 ± 0.31C

	
	
	
	 
	
	
	
	12
	29.09 ± 1.73A
	30.70 ± 2.50AB
	31.09 ± 1.00A
	47.07± 2.67A
	29.99 ± 0.93AB
	33.33 ± 0.43B

	
	
	
	 
	
	
	
	24
	29.10 ± 2.50A
	35.40 ± 1.49A
	32.92 ± 0.90A
	50.74 ± 2.99A
	30.92 ± 0.55A
	36.98 ± 0.85A

	59
	Heptanal
	1179
	1175 [16]
	ND
	
	510.699
	0
	29.49 ± 0.33A
	30.05 ± 0.25A
	30.34 ± 0.25A
	31.98 ± 0.44A
	29.79 ± 0.13A
	ND

	
	
	
	 
	
	
	
	6
	0.00 ± 0.00B
	29.01 ± 1.80A
	27.62 ± 1.11B
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND

	
	
	
	 
	
	
	
	12
	0.00 ± 0.00B
	0.00 ± 0.00B
	29.89 ± 0.41A
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND

	
	
	
	 
	
	
	
	24
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00C
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND

	60
	2-Hexenal
	1211
	1213 [16]
	849
	854 [52]
	12.114
	0
	27.19 ± 4.76A
	29.96 ± 0.99A
	30.90 ± 0.70A
	27.65 ± 0.17C
	28.13 ± 0.55A
	30.29 ± 1.67A

	
	
	
	 
	
	
	
	6
	28.18 ± 1.76A
	28.60 ± 0.57A
	29.06 ± 2.94A
	29.07 ± 0.25C
	27.95 ± 0.41A
	29.61 ± 0.32A

	
	
	
	 
	
	
	
	12
	26.00 ± 1.00A
	29.15 ± 2.29A
	30.10 ± 0.00A
	43.33 ± 0.36B
	30.70 ± 1.10A
	27.76 ± 1.08A

	
	
	
	 
	
	
	
	24
	27.04 ± 0.95A
	27.45 ± 0.50A
	33.40 ± 1.50A
	48.58 ± 0.87A
	31.00 ± 0.80A
	29.25 ± 0.53A

	61
	Octanal
	1285
	1284 [1]
	ND
	
	72302.397
	0
	ND
	27.33 ± 0.17A
	27.50 ± 0.15A
	27.90 ± 0.19A
	27.20 ± 0.32A
	ND

	
	
	
	 
	
	
	
	6
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND

	
	
	
	 
	
	
	
	12
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND

	
	
	
	 
	
	
	
	24
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND

	62
	2-Heptenal
	1315
	1315 [39]
	ND
	
	27.897
	0
	54.19 ± 2.11A
	ND
	ND
	26.86 ± 0.13A
	ND
	ND

	
	
	
	 
	
	
	
	6
	49.67 ± 1.67A
	ND
	ND
	0.00 ± 0.00B
	ND
	ND

	
	
	
	 
	
	
	
	12
	44.04 ± 3.04B
	ND
	ND
	0.00 ± 0.00B
	ND
	ND

	
	
	
	 
	
	
	
	24
	38.47 ± 0.86C
	ND
	ND
	0.00 ± 0.00B
	ND
	ND

	63
	Nonanal
	1380
	1379 [40]
	ND
	
	139.927
	0
	ND
	ND
	ND
	ND
	0.00 ± 0.00B
	ND

	
	
	
	 
	
	
	
	6
	ND
	ND
	ND
	ND
	0.00 ± 0.00B
	ND

	
	
	
	 
	
	
	
	12
	ND
	ND
	ND
	ND
	30.16 ± 0.37A
	ND

	
	
	
	 
	
	
	
	24
	ND
	ND
	ND
	ND
	30.28 ± 1.66A
	ND

	64
	Methional
	1450
	1451 [17]
	ND
	
	2284.193
	0
	28.19 ± 0.22A
	28.23 ± 0.20A
	29.47 ± 0.40A
	28.14 ± 0.07AB
	28.88 ± 0.13A
	29.04 ± 0.14A

	
	
	
	 
	
	
	
	6
	0.00 ± 0.00B
	26.98 ± 0.05A
	29.15 ± 0.81A
	27.34 ± 1.01AB
	27.67 ± 0.68B
	26.81 ± 0.40B

	
	
	
	 
	
	
	
	12
	0.00 ± 0.00B
	27.00 ± 1.00A
	28.41 ± 0.30A
	26.58 ± 0.36B
	0.00 ± 0.00C
	27.60 ± 0.29C

	
	
	
	 
	
	
	
	24
	0.00 ± 0.00B
	27.68 ± 0.51A
	28.59 ± 0.03A
	28.28 ± 0.72A
	0.00 ± 0.00C
	0.00 ± 0.00D

	65
	2.4-Heptadienal
	1488
	1487 [2]
	ND
	
	19.583
	0
	ND
	26.96 ± 0.05A
	26.99 ± 0.04A
	27.04 ± 1.06A
	26.86 ± 0.85A
	ND

	
	
	
	 
	
	
	
	6
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND

	
	
	
	 
	
	
	
	12
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND

	
	
	
	 
	
	
	
	24
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND

	66
	Benzaldehyde
	1518
	1518 [18]
	ND
	
	50.979
	0
	3.56 ± 0.00A
	3.56 ± 0.00A
	3.56 ± 0.00A
	3.56 ± 0.00A
	3.56 ± 0.00C
	3.63 ± 0.13A

	
	
	
	 
	
	
	
	6
	3.75 ± 0.22A
	3.56 ± 0.00A
	3.56 ± 0.00A
	3.56 ± 0.00A
	3.56 ± 0.00C
	4.16 ± 0.53A

	
	
	
	 
	
	
	
	12
	3.36 ± 0.23A
	3.56 ± 0.00A
	3.56 ± 0.00A
	3.56 ± 0.00A
	4.77 ± 0.32B
	3.56 ± 0.00A

	
	
	
	 
	
	
	
	24
	3.56 ± 0.00A
	3.56 ± 0.00A
	3.56 ± 0.00A
	3.56 ± 0.00A
	5.53 ± 0.44A
	4.69 ± 1.02A

	 
	Esters
	 
	 
	 
	 
	
	 
	 
	 
	 
	 
	 
	 

	67
	Isoamyl acetate
	1122
	1119 [1]
	877
	875 [53]
	80529.794
	0
	2.69 ± 0.01A
	2.69 ± 0.01A
	4.28 ± 0.18A
	2.70 ± 0.01A
	3.33 ± 0.03B
	3.32 ± 0.07A

	
	
	
	 
	
	
	
	6
	2.69 ± 0.01A
	2.69 ± 0.00A
	2.70 ± 0.06B
	0.00 ± 0.00B
	4.16 ± 0.13A
	3.69 ± 0.06B

	
	
	
	 
	
	
	
	12
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00C
	0.00 ± 0.00B
	0.00 ± 0.00C
	0.00 ± 0.00C

	
	
	
	 
	
	
	
	24
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00C
	0.00 ± 0.00B
	0.00 ± 0.00C
	0.00 ± 0.00C

	68
	Ethyl pentanoate
	1130
	1134 [19]
	ND
	
	710853.436
	0
	2.70 ± 0.00A
	2.61 ± 0.10A
	2.69 ± 0.01A
	2.69 ± 0.00A
	2.69 ± 0.00A
	2.69 ± 0.01A

	
	
	
	 
	
	
	
	6
	2.67 ± 0.02A
	0.00 ± 0.00B
	0.00 ± 0.00B
	2.70 ± 0.06A
	2.68 ± 0.02A
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	12
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	24
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B

	69
	Ethyl 2-butenoate
	1159
	1158 [20]
	843
	844 [54]
	25.096
	0
	10.88 ± 0.23C
	11.01 ± 0.20C
	11.79 ± 0.10D
	11.00 ± 0.36C
	8.82 ± 0.09D
	18.41 ± 2.32A

	
	
	
	 
	
	
	
	6
	15.47 ± 1.22B
	12.15 ± 1.42C
	17.07 ± 0.36C
	12.89 ± 0.65BC
	11.75 ± 0.84C
	13.32 ± 0.89B

	
	
	
	 
	
	
	
	12
	16.59 ± 1.40B
	17.17 ± 0.82B
	19.93 ± 0.42B
	15.22 ± 0.33C
	13.83 ± 0.52B
	12.16 ± 0.19B

	
	
	
	 
	
	
	
	24
	26.83 ± 1.58A
	26.45 ± 1.71A
	28.60 ± 0.80A
	27.66 ± 2.60A
	21.13 ± 1.00A
	11.75 ± 0.28B

	70
	Ethyl hexanoate
	1232
	1236 [1]
	1000
	998 [23]
	119667.862
	0
	3.59 ± 0.07A
	3.25 ± 0.02A
	3.75 ± 0.08A
	3.31 ± 0.01A
	3.14 ± 0.01A
	3.06 ± 0.04A

	
	
	
	 
	
	
	
	6
	3.17 ± 0.04B
	2.94 ± 0.01B
	3.41 ± 0.03B
	2.98 ± 0.00B
	2.88 ± 0.01B
	2.89 ± 0.01B

	
	
	
	 
	
	
	
	12
	2.97 ± 0.02C
	2.85 ± 0.00C
	3.23 ± 0.02C
	2.80 ± 0.03C
	2.83 ± 0.01C
	2.79 ± 0.01C

	
	
	
	 
	
	
	
	24
	2.81 ± 0.01D
	2.81 ± 0.00D
	3.19 ± 0.02C
	2.69 ± 0.01D
	2.73 ± 0.02D
	2.73 ± 0.02D

	71
	Ethyl 2-hexenoate
	1344
	1336 [22]
	1043
	1049 [48]
	65191.929
	0
	3.27 ± 0.07A
	2.94 ± 0.02A
	2.99 ± 0.03A
	3.37 ± 0.04A
	2.85 ± 0.01A
	2.95 ± 0.02A

	
	
	
	 
	
	
	
	6
	3.06 ± 0.02B
	2.88 ± 0.11A
	2.93 ± 0.02B
	3.15 ± 0.02B
	2.87 ± 0.12A
	2.80 ± 0.02A

	
	
	
	 
	
	
	
	12
	3.02 ± 0.01B
	2.89 ± 0.01A
	2.88 ± 0.02BC
	3.04 ± 0.03C
	0.00 ± 0.00B
	2.86 ± 0.12A

	
	
	
	 
	
	
	
	24
	2.96 ± 0.04B
	2.85 ± 0.04A
	2.84 ± 0.02C
	2.98 ± 0.02C
	0.00 ± 0.00B
	2.89 ± 0.14A

	72
	Ethyl 2-hydroxy-3-methylbutanoate
	1428
	1422 [21]
	ND
	
	20036012.583
	0
	ND
	ND
	2.68 ± 0.02A
	ND
	ND
	ND

	
	
	
	 
	
	
	
	6
	ND
	ND
	0.00 ± 0.00B
	ND
	ND
	ND

	
	
	
	 
	
	
	
	12
	ND
	ND
	0.00 ± 0.00B
	ND
	ND
	ND

	
	
	
	 
	
	
	
	24
	ND
	ND
	0.00 ± 0.00B
	ND
	ND
	ND

	73
	Ethyl octanoate
	1437
	1429 [1]
	1196
	1199 [23]
	8611.929
	0
	2.66 ± 0.00A
	2.44 ± 0.04A
	2.94 ± 0.03A
	2.46 ± 0.02A
	2.55 ± 0.05A
	2.54 ± 0.02A

	
	
	
	 
	
	
	
	6
	2.50 ± 0.02B
	2.34 ± 0.02AB
	2.76 ± 0.01B
	2.32 ± 0.02B
	2.36 ± 0.02B
	2.13 ± 0.12B

	
	
	
	 
	
	
	
	12
	2.26 ± 0.04C
	2.18 ± 0.09B
	2.47 ± 0.02C
	2.17 ± 0.05C
	2.05 ± 0.01C
	2.00 ± 0.07BC

	
	
	
	 
	
	
	
	24
	1.99 ± 0.09D
	1.65 ± 0.13C
	2.24 ± 0.05D
	1.76 ± 0.08D
	1.93 ± 0.02D
	1.84 ± 0.05C

	74
	Ethyl 3-hydroxybutyrate
	1523
	1514 [1]
	939
	943 [48]
	0.103
	0
	67.14 ± 1.72A
	78.62 ± 3.89A
	101.38 ± 27.14A
	63.67 ± 7.48A
	62.96 ± 1.76A
	91.82 ± 2.05A

	
	
	
	 
	
	
	
	6
	62.23 ± 1.86A
	70.31 ± 4.32A
	75.74 ± 3.60AB
	52.87 ± 3.52AB
	54.24 ± 2.40B
	58.33 ± 6.90B

	
	
	
	 
	
	
	
	12
	52.74 ± 7.22A
	58.36 ± 2.08B
	67.13 ± 0.98B
	47.72 ± 1.22B
	50.18 ± 0.70BC
	48.20 ± 2.54C

	
	
	
	 
	
	
	
	24
	29.52 ± 13.50B
	53.42 ± 2.58B
	63.97 ± 2.56B  
	43.11 ± 1.87B
	46.63 ± 2.53C
	40.73 ± 0.05C

	75
	Ethyl 2-hydroxy-4-methylpentanoate
	1537
	1538 [1]
	ND
	
	7.859
	0
	ND
	2.64 ± 0.26A
	1.64 ± 0.01A
	ND
	ND
	2.18 ± 0.28A

	
	
	
	 
	
	
	
	6
	ND
	0.00 ± 0.00B
	1.81 ± 0.21A
	ND
	ND
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	12
	ND
	0.00 ± 0.00B
	1.93 ± 0.50A
	ND
	ND
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	24
	ND
	0.00 ± 0.00B
	2.21 ± 1.37A
	ND
	ND
	0.00 ± 0.00B

	76
	Ethyl 3-hydroxypentanoate
	1595
	1587 [24]
	ND
	
	946.826
	0
	1.75 ± 0.08A
	1.77 ± 0.05A
	2.16 ± 0.34A
	1.76 ± 0.07B
	1.76 ± 0.05A
	2.17 ± 0.02A

	
	
	
	 
	
	
	
	6
	1.29 ± 0.01B
	1.66 ± 0.03B
	1.89 ± 0.01AB
	1.68 ± 0.02B
	1.72 ± 0.10A
	1.80 ± 0.12B

	
	
	
	 
	
	
	
	12
	0.00 ± 0.00C
	0.00 ± 0.00C
	1.77 ± 0.05AB
	1.63 ± 0.04B
	0.00 ± 0.00B
	1.57 ± 0.08C

	
	
	
	 
	
	
	
	24
	0.00 ± 0.00C
	0.00 ± 0.00C
	1.60 ± 0.01B
	3.17 ± 0.58A
	0.00 ± 0.00B
	0.00 ± 0.00D

	77
	Ethyl decanoate
	1641
	1643 [1]
	1394
	1397 [23]
	12716.223
	0
	1.49 ± 0.03A
	1.46 ± 0.01A
	1.64 ± 0.05A
	1.47 ± 0.01A
	1.46 ± 0.01A
	1.48 ± 0.02A

	
	
	
	 
	
	
	
	6
	1.45 ± 0.00AB
	1.44 ± 0.00AB
	1.59 ± 0.02B
	1.45 ± 0.01B
	1.45 ± 0.01AB
	1.46 ± 0.00AB

	
	
	
	 
	
	
	
	12
	1.43 ± 0.00B
	1.44 ± 0.00B
	1.51 ± 0.01C
	1.44 ± 0.00BC
	1.43 ± 0.01B
	1.45 ± 0.00B

	
	
	
	 
	
	
	
	24
	1.41 ± 0.02B
	1.42 ± 0.01B
	1.47± 0.00D
	1.42 ± 0.00C
	1.41 ± 0.01C
	1.43 ± 0.01B

	78
	Ethyl benzoate
	1660
	1664 [21]
	ND
	
	6766679.115
	0
	ND
	ND
	1.47 ± 0.02A
	1.41 ± 0.01A
	ND
	1.41 ± 0.01A

	
	
	
	 
	
	
	
	6
	ND
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	12
	ND
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	24
	ND
	ND
	0.00 ± 0.
	


00B
	0.00 ± 0.00B
	ND
	0.00 ± 0.00B

	79
	Diethyl succinate
	1681
	1686 [1]
	1179
	1176 [53]
	41.662
	0
	2.11 ± 0.52A
	2.10 ± 0.02A
	2.1 ± 0.01A
	2.11 ± 0.02A
	2.12 ± 0.09A
	2.1 ± 0.59A

	
	
	
	 
	
	
	
	6
	1.80 ± 0.00B
	1.75 ± 0.02B
	1.92 ± 0.09AB
	1.79 ± 0.05AB
	1.78 ± 0.07A
	1.755 ± 0.08A

	
	
	
	 
	
	
	
	12
	1.67 ± 0.03C
	1.48 ± 0.02C
	1.84 ± 0.00B
	1.52 ± 0.04C
	1.56 ± 0.00A
	1.47 ± 0.00A

	
	
	
	 
	
	
	
	24
	1.51 ± 0.19D
	1.53 ± 0.06D
	1.70 ± 0.06C
	1.60 ± 0.07BC
	1.45 ± 0.05A
	1.42 ± 0.02A

	80
	Ethyl 3-hydroxyhexanoate
	1684
	1677 [1]
	ND
	
	1169.209
	0
	2.07 ± 0.05A
	1.79 ± 0.01A
	2.15 ± 0.23A
	2.16 ± 0.13A
	1.79 ± 0.06A
	2.04 ± 0.04A

	
	
	
	 
	
	
	
	6
	1.98 ± 0.01A
	1.71 ± 0.06AB
	1.91 ± 0.03AB
	2.00 ± 0.03AB
	1.66 ± 0.02B
	1.76 ± 0.02B

	
	
	
	 
	
	
	
	12
	1.81 ± 0.11A
	1.64 ± 0.01B
	1.75 ± 0.03B
	1.90 ± 0.02BC
	1.56 ± 0.00C
	1.66 ± 0.06B

	
	
	
	 
	
	
	
	24
	1.52 ± 0.18B
	1.54 ± 0.02C
	1.67 ± 0.01B
	1.76 ± 0.08C
	1.53 ± 0.01C
	1.51 ± 0.01C

	81
	Ethyl 3-(methylthio)-(E)-2-propenoate
	1737
	1733 [41]
	ND
	
	48663803.546
	0
	ND
	ND
	ND
	ND
	ND
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	6
	ND
	ND
	ND
	ND
	ND
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	12
	ND
	ND
	ND
	ND
	ND
	1.37 ± 0.01A

	
	
	
	 
	
	
	
	24
	ND
	ND
	ND
	ND
	ND
	1.36 ± 0.01A

	82
	Phenethyl acetate
	1817
	1821 [25]
	ND
	
	64991.968
	0
	9.48 ± 0.03A
	6.91 ± 0.04A
	9.01 ± 0.02A
	14.28 ± 0.21A
	5.75 ± 0.04A
	12.67 ± 0.07A

	
	
	
	 
	
	
	
	6
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	4.92 ± 0.27B

	
	
	
	 
	
	
	
	12
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00C

	
	
	
	 
	
	
	
	24
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00C

	83
	Methyl hexadecanoate
	2231
	2226 [1]
	1925
	1920 [23]
	0.347
	0
	3.69 ± 1.06A
	3.38 ± 0.98A
	3.84 ± 0.16A
	2.85 ± 0.73A
	3.12 ± 0.96A
	3.61 ± 0.60A

	
	
	
	 
	
	
	
	6
	2.27 ± 0.38A
	3.52 ± 1.98A
	3.66 ± 1.25A
	2.47 ± 0.53A
	3.01 ± 0.94A
	3.58 ± 0.42A

	
	
	
	 
	
	
	
	12
	3.24 ± 0.93A
	2.30 ± 0.29A
	2.47 ± 0.14A
	2.74 ± 0.51A
	2.85 ± 0.84A
	3.85 ± 1.35A

	
	
	
	 
	
	
	
	24
	3.50 ± 0.66A
	4.00 ± 0.84A
	3.48 ± 1.85A
	3.39 ± 0.69A
	3.29 ± 0.75A
	3.17 ± 0.48A

	84
	Isopropyl palmitate
	2253
	2251 [26]
	ND
	
	885.516
	0
	1.32 ± 0.02A
	1.34 ± 0.01A
	1.35 ± 0.00AB
	1.32 ± 0.02A
	1.33 ± 0.02A
	1.35 ± 0.01A

	
	
	
	 
	
	
	
	6
	1.33 ± 0.01A
	1.35 ± 0.04A
	1.37 ± 0.02A
	1.33 ± 0.01A
	1.32 ± 0.02A
	1.34 ± 0.01A

	
	
	
	 
	
	
	
	12
	1.32 ± 0.03A
	1.32 ± 0.01A
	1.32 ± 0.00B
	1.32 ± 0.02A
	1.32 ± 0.02A
	1.35 ± 0.02A

	
	
	
	 
	
	
	
	24
	1.35 ± 0.01A
	1.35 ± 0.01A
	1.35 ± 0.02AB
	1.34 ± 0.01A
	1.36 ± 0.06A
	1.32 ± 0.02A

	85
	Methyl palmitoleate
	2262
	2266 [27]
	1905
	1895 [55]
	37.720
	0
	1.42 ± 0.05A
	1.39 ± 0.03A
	1.42 ± 0.00A
	1.37 ± 0.03A
	1.37 ± 0.03AB
	1.39 ± 0.04A

	
	
	
	 
	
	
	
	6
	1.32 ± 0.02B
	1.74 ± 0.52A
	1.41 ± 0.04A
	1.36 ± 0.01A
	1.41 ± 0.01A
	1.41 ± 0.02A

	
	
	
	 
	
	
	
	12
	1.33 ± 0.03AB
	1.47 ± 0.10A
	1.33 ± 0.03A
	1.36 ± 0.02A
	1.36 ± 0.04AB
	1.41 ± 0.05A

	
	
	
	 
	
	
	
	24
	1.33 ± 0.03B
	1.39 ± 0.08A
	1.39 ± 0.12A
	1.42 ± 0.08A
	1.32 ± 0.01B
	1.41 ± 0.02A

	86
	Methyl octadecanoate
	2441
	2433 [26]
	2125
	2128 [23]
	53.109
	0
	1.54 ± 0.04A
	1.57 ± 0.08A
	1.57 ± 0.02A
	1.49 ± 0.09A
	1.53 ± 0.11A
	1.63 ± 0.09A

	
	
	
	 
	
	
	
	6
	1.45 ± 0.07A
	1.51 ± 0.15A
	1.58 ± 0.19A
	1.46 ± 0.08A
	1.45 ± 0.05A
	1.48 ± 0.03A

	
	
	
	 
	
	
	
	12
	1.48 ± 0.06A
	1.41 ± 0.01A
	1.44 ± 0.02A
	1.45 ± 0.05A
	1.48 ± 0.09A
	1.54 ± 0.09A

	
	
	
	 
	
	
	
	24
	1.51 ± 0.08A
	1.58 ± 0.10A
	1.48 ± 0.08A
	1.51 ± 0.09A
	1.49 ± 0.10A
	1.49 ± 0.03A

	87
	Methyl 9-octadecenoate
	2466
	2455 [26]
	ND
	
	4.601
	0
	1.89 ± 0.25A
	1.84 ± 0.23A
	2.01 ± 0.06A
	1.70 ± 0.19A
	1.77 ± 0.24A
	2.02 ± 0.29A

	
	
	
	 
	
	
	
	6
	1.41 ± 0.08A
	1.66 ± 0.32A
	1.86 ± 0.43A
	1.59 ± 0.16A
	1.61 ± 0.21A
	1.81 ± 0.13A

	
	
	
	 
	
	
	
	12
	1.67 ± 0.28A
	1.55 ± 0.09A
	1.53 ± 0.12A
	1.60 ± 0.12A
	1.64 ± 0.30A
	1.88 ± 0.29A

	
	
	
	 
	
	
	
	24
	1.55 ± 0.24A
	1.84 ± 0.42A
	1.68 ± 0.51A
	1.72 ± 0.23A
	1.69 ± 0.41A
	1.67 ± 0.16A

	88
	Methyl linolelaidate
	2517
	2509 [28]
	ND
	
	713.740
	0
	1.41 ± 0.06A
	1.37 ± 0.01A
	1.44 ± 0.02AB
	1.37 ± 0.04A
	1.39 ± 0.01A
	1.42 ± 0.06A

	
	
	
	 
	
	
	
	6
	1.40 ± 0.01A
	1.39 ± 0.03A
	1.48 ± 0.03A
	1.36 ± 0.02A
	1.39 ± 0.02A
	1.37 ± 0.02A

	
	
	
	 
	
	
	
	12
	1.39 ± 0.01A
	1.37 ± 0.04A
	1.34 ± 0.01C
	1.35 ± 0.02A
	1.38 ± 0.04A
	1.37 ± 0.04A

	
	
	
	 
	
	
	
	24
	1.40 ± 0.03A
	1.42 ± 0.06A
	1.37 ± 0.04BC
	1.39 ± 0.04A
	1.37 ± 0.03A
	1.38 ± 0.02A

	 
	Furans derivatives
	 
	 
	 
	 
	
	 
	 
	 
	 
	 
	 
	 

	89
	Furfural
	1461
	1460 [1]
	831
	831 [53]
	48.831
	0
	125.17 ± 1.65D
	114.99 ± 0.60D
	112.57 ± 0.30D
	115.07 ± 1.87D
	114.33 ± 2.53D
	105.75 ± 0.54C

	
	
	
	 
	
	
	
	6
	208.45 ± 5.75C
	162.19 ± 1.32C
	129.56 ± 1.90C
	163.40 ± 2.77C
	189.40 ± 0.71C
	241.04 ± 0.95B

	
	
	
	 
	
	
	
	12
	245.58 ± 2.39B
	242.08 ± 4.72B
	216.86 ± 1.20B
	242.78 ± 2.83B
	285.91 ± 1.66B
	266.03 ± 4.09A

	
	
	
	 
	
	
	
	24
	324.40 ± 4.60A
	324.97 ± 2.95A
	288.69 ± 9.41A
	293.50 ± 2.56A
	366.21 ± 5.25A
	241.23 ± 1.19B

	90
	2-Acetylfuran
	1500
	1501 [21]
	ND
	
	37.457
	0
	72.80 ± 1.57C
	68.04 ± 2.34D
	69.46 ± 0.06D
	66.07 ± 0.67D
	70.30 ± 0.56D
	69.30 ± 3.42B

	
	
	
	 
	
	
	
	6
	83.74 ± 0.05B
	76.55 ± 0.19C
	77.17 ± 0.50C
	80.15 ± 0.39C
	78.63 ± 1.11C
	83.84 ± 0.98A

	
	
	
	 
	
	
	
	12
	84.53 ± 0.28B
	80.62 ± 0.69B
	80.97 ± 0.05B
	87.55 ± 1.20B
	84.73 ± 1.34B
	85.41 ± 0.10A

	
	
	
	 
	
	
	
	24
	91.82 ± 0.74A
	95.42 ± 1.28A
	87.45 ± 1.05A
	91.52 ± 1.14A
	88.54 ± 0.65A
	86.90 ± 0.63A

	91
	5-Methylfurfural
	1570
	1565 [1]
	ND
	
	515.384
	0
	0.00 ± 0.00B
	ND
	0.00 ± 0.00D
	0.00 ± 0.00B
	0.00 ± 0.00C
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	6
	0.00 ± 0.00B
	ND
	65.32 ± 0.80C
	0.00 ± 0.00B
	0.00 ± 0.00C
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	12
	0.00 ± 0.00B
	ND
	67.75 ± 0.10B
	0.00 ± 0.00B
	69.41 ± 0.36B
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	24
	71.89 ± 0.51A
	ND
	70.89 ± 0.86A
	75.93 ± 1.70A
	72.63 ± 0.27A
	73.17 ± 2.70A

	92
	Ethyl furyl ketone
	1570
	1569 [42]
	ND
	
	393.717
	0
	0.00 ± 0.00B
	0.00 ± 0.00B
	89.22 ± 0.97C
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	6
	0.00 ± 0.00B
	0.00 ± 0.00B
	96.92 ± 0.38B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	12
	0.00 ± 0.00B
	0.00 ± 0.00B
	98.08 ± 0.14B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	24
	67.39 ± 0.46A
	65.33 ± 1.40A
	103.63 ± 0.64A
	66.10 ± 3.60A
	67.90 ± 1.35A
	66.74 ± 0.09A

	93
	2.5-Dimethyl-4-methoxy-2.3-dihydro-3-furanone
	1591
	1584 [24]
	ND
	
	55682.812
	0
	0.00 ± 0.00C
	0.00 ± 0.00B
	66.90 ± 0.52B
	0.00 ± 0.00C
	0.00 ± 0.00C
	67.44 ± 0.12D

	
	
	
	 
	
	
	
	6
	67.15 ± 1.00B
	0.00 ± 0.00B
	67.82 ± 0.04A
	0.00 ± 0.00C
	67.81 ± 0.02B
	68.05 ± 0.08C

	
	
	
	 
	
	
	
	12
	67.31 ± 0.82B
	0.00 ± 0.00B
	67.97 ± 0.02A
	67.29 ± 0.21B
	67.89 ± 0.08B
	68.68 ± 0.05B

	
	
	
	 
	
	
	
	24
	69.09 ± 0.13A
	66.75 ± 0.29A
	68.48 ± 0.01A
	68.17 ± 0.08A
	68.55 ± 0.33A
	69.26 ± 0.20A

	94
	Furaneol
	2049
	2045 [30]
	1062
	1061 [56]
	154.901
	0
	72.42 ± 1.44A
	70.56 ± 0.96A
	78.08 ± 0.86A
	70.40 ± 0.10A
	70.10 ± 0.10A
	70.85 ± 0.21A

	
	
	
	 
	
	
	
	6
	67.83 ± 0.19B
	62.91 ± 0.48B
	71.98 ± 0.97B
	64.15 ± 0.13B
	65.90 ± 0.10B
	64.20 ± 0.62B

	
	
	
	 
	
	
	
	12
	63.19 ± 0.40C
	51.49 ± 0.33C
	69.80 ± 0.24C
	61.46 ± 0.17C
	57.39 ± 0.29C
	52.79 ± 0.14C

	
	
	
	 
	
	
	
	24
	55.79 ± 0.14D
	49.29 ± 0.18D
	65.60 ± 0.39D
	50.91 ± 0.50D 
	50.49 ± 0.28D
	50.50 ± 0.36D

	95
	5-Hydroxymethylfurfural
	2532
	2537 [31]
	ND
	
	7.925
	0
	67.08 ± 0.58C
	67.17 ± 0.36C
	66.21 ± 0.19B
	66.96 ± 0.79C
	67.46 ± 0.17B
	68.26 ± 0.92D

	
	
	
	 
	
	
	
	6
	69.27 ± 0.68C
	68.95 ± 0.29BC
	66.86 ± 0.62B
	69.64 ± 1.34BC
	67.80 ± 0.73B
	69.81 ± 0.46C

	
	
	
	 
	
	
	
	12
	72.25 ± 1.22B
	70.58 ± 0.41C
	69.70 ± 3.27B
	70.88 ± 0.68B
	69.87 ± 1.01B
	71.54 ± 0.10B

	
	
	
	 
	
	
	
	24
	81.47 ± 0.75A
	77.36 ± 2.05A
	75.73 ± 1.87A
	78.05 ± 1.43A
	80.26 ± 2.78A
	73.86 ± 0.50A

	 
	Ketones
	 
	 
	 
	 
	
	 
	 
	 
	 
	 
	 
	 

	96
	2-Heptanone
	1172
	1171 [40]
	ND
	
	27.233
	0
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00D

	
	
	
	 
	
	
	
	6
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	28.67 ± 0.19C

	
	
	
	 
	
	
	
	12
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	27.72 ± 0.14B

	
	
	
	 
	
	
	
	24
	59.48 ± 1.41A
	63.60 ± 3.06A
	67.47 ± 3.11A
	66.52 ± 4.00A
	32.34 ± 1.00A
	29.70 ± 0.12A

	97
	3-Penten-2-one
	1122
	1123 [13]
	ND
	
	0.042
	0
	0.00 ± 0.00B
	ND
	43.37 ± 2.41A
	ND
	0.00 ± 0.00B
	ND

	
	
	
	 
	
	
	
	6
	0.00 ± 0.00B
	ND
	61.29 ± 24.71A
	ND
	0.00 ± 0.00B
	ND

	
	
	
	 
	
	
	
	12
	0.00 ± 0.00B
	ND
	65.08 ± 8.97A
	ND
	0.00 ± 0.00B
	ND

	
	
	
	 
	
	
	
	24
	54.46 ± 3.10A
	ND
	63.54 ± 0.41A
	ND
	27.77 ± 0.39A
	ND

	98
	3-Octanone
	1251
	1253 [32]
	ND
	
	2.535
	0
	40.43 ± 1.23A
	40.12 ± 0.24AB
	40.99 ± 0.84A
	40.11 ± 1.15B
	39.48 ± 0.64C
	38.84 ± 0.93B

	
	
	
	 
	
	
	
	6
	40.23 ± 0.90A
	38.56 ± 0.30B
	40.57 ± 0.17A
	39.71 ± 1.21B
	40.45 ± 0.25C
	40.46 ± 1.10B

	
	
	
	 
	
	
	
	12
	42.34 ± 1.68A
	42.72 ± 0.97A
	42.69 ± 0.94A
	39.53 ± 0.82B
	43.65 ± 0.85B
	40.74 ± 0.22B

	
	
	
	 
	
	
	
	24
	42.53 ± 1.19A
	41.51 ± 2.65AB
	42.90 ± 2.08A
	43.12 ± 0.47A
	47.17 ± 1.43A
	44.71 ± 0.84A

	99
	Acetoin
	1283
	1284 [9]
	ND
	
	8.000
	0
	106.82 ± 8.40A
	80.64 ± 0.74A
	104.75 ± 0.47A
	96.26 ± 0.28A
	83.96 ± 3.62A
	108.31 ± 7.27A

	
	
	
	 
	
	
	
	6
	83.27 ± 1.02B
	67.03 ± 0.77B
	96.37 ± 1.21B
	84.70 ± 2.31B
	69.44 ± 1.34B
	78.05 ± 1.35B

	
	
	
	 
	
	
	
	12
	72.65 ± 1.95B
	65.34 ± 0.92B
	88.44 ± 1.44C
	81.28 ± 0.20C
	62.53 ± 0.24C
	68.68 ± 0.13B

	
	
	
	 
	
	
	
	24
	26.02 ± 0.07C
	58.89 ± 1.61C
	68.88 ± 0.22D
	77.15 ± 0.05D
	59.34 ± 0.27C
	54.38 ± 0.54C

	100
	2-Octanone
	1276
	1275 [43]
	ND
	
	5.123
	0
	0.00 ± 0.00B
	ND
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	6
	0.00 ± 0.00B
	ND
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	12
	49.74 ± 3.83A
	ND
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	24
	45.30 ± 4.74A
	ND
	ND
	63.73 ± 1.71A
	33.52 ± 0.58A
	45.67 ± 2.08A

	101
	Methyl heptenone
	1336
	1338 [1]
	985
	989 [9]
	0.128
	0
	27.21 ± 0.18A
	26.58 ± 0.11A
	ND
	26.87 ± 0.15A
	27.23 ± 0.27A
	ND

	
	
	
	 
	
	
	
	6
	26.91 ± 0.11A
	0.00 ± 0.00B
	ND
	0.00 ± 0.00B
	17.69 ± 15.32AB
	ND

	
	
	
	 
	
	
	
	12
	26.79 ± 0.27A
	0.00 ± 0.00B
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND

	
	
	
	 
	
	
	
	24
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND

	102
	2-Nonanone
	1381
	1389 [14]
	ND
	
	12.911
	0
	34.05 ± 0.68A
	ND
	55.19 ± 2.84A
	46.43 ± 2.12A
	ND
	ND

	
	
	
	 
	
	
	
	6
	0.00 ± 0.00B
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND
	ND

	
	
	
	 
	
	
	
	12
	0.00 ± 0.00B
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND
	ND

	
	
	
	 
	
	
	
	24
	0.00 ± 0.00B
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND
	ND

	103
	α-Isophorone
	1583
	1591 [44]
	ND
	
	11.673
	0
	36.28 ± 1.49A
	47.34 ± 0.88A
	ND
	33.91 ± 0.24A
	29.54 ± 0.10B
	31.37 ± 0.05A

	
	
	
	 
	
	
	
	6
	29.14 ± 0.07B
	28.97 ± 0.25B
	ND
	30.22 ± 1.15B
	42.80 ± 7.34A
	32.53 ± 0.67A

	
	
	
	 
	
	
	
	12
	0.00 ± 0.00C
	0.00 ± 0.00C
	ND
	0.00 ± 0.00C
	35.39 ± 0.55AB
	32.48 ± 1.95A

	
	
	
	 
	
	
	
	24
	0.00 ± 0.00C
	0.00 ± 0.00C
	ND
	0.00 ± 0.00C
	0.00 ± 0.00C
	0.00 ± 0.00B

	104
	3-Ethyl-2-hydroxy-2-cyclopenten-1-one
	1927
	1924 [45]
	ND
	
	17.688
	0
	26.32 ± 0.33A
	26.16 ± 0.02C
	26.16 ± 0.02C
	26.45 ± 0.08A
	26.13 ± 0.11C
	26.16 ± 0.14B

	
	
	
	 
	
	
	
	6
	26.83 ± 0.27A
	26.34 ± 0.04BC
	26.34 ± 0.04BC
	26.42 ± 0.18A
	26.40 ± 0.05B
	26.20 ± 0.02B

	
	
	
	 
	
	
	
	12
	26.40 ± 0.12A
	26.48 ± 0.03AB
	26.48 ± 0.03AB
	26.38 ± 0.04A
	26.48 ± 0.04AB
	26.52 ± 0.08A

	
	
	
	 
	
	
	
	24
	26.63 ± 0.12A
	26.75 ± 0.24A
	26.75 ± 0.24A
	26.67 ± 0.17A
	26.58 ± 0.05A
	26.14 ± 0.12B

	 
	Lactones
	 
	 
	 
	 
	
	 
	 
	 
	 
	 
	 
	 

	105
	Methyl (Z)-dihydrojasmonate
	2310
	 
	ND
	
	5.691
	0
	6.27 ± 0.18A
	5.92 ± 0.04A
	5.86 ± 0.10A
	5.16 ± 0.49A
	5.07 ± 0.61A
	5.24 ± 0.46A

	
	
	
	 
	
	
	
	6
	6.39 ± 0.25A
	6.10 ± 1.15A
	5.66 ± 0.36A
	5.26 ± 0.24A
	5.20 ± 0.30A
	5.45 ± 0.92A

	
	
	
	 
	
	
	
	12
	6.44 ± 0.37A
	6.00 ± 0.75A
	5.29 ± 0.25A
	5.04 ± 0.25A
	4.86 ± 0.31A
	4.73 ± 0.27A

	
	
	
	 
	
	
	
	24
	6.57 ± 0.14A
	5.56 ± 0.36A
	5.40 ± 0.82A
	4.90 ± 0.38A
	5.02 ± 0.29A
	4.85 ± 0.43A

	106
	γ-Nonalactone
	2035
	2032 [29]
	ND
	
	66.378
	0
	5.33 ± 0.20A
	5.02 ± 0.15A
	5.68 ± 0.13A
	5.63 ± 0.08B
	0.00 ± 0.00B
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	6
	5.53 ± 0.20A
	5.33 ± 0.10A
	7.74 ± 1.95A
	5.53 ± 0.20B
	0.00 ± 0.00B
	5.52 ± 0.32A

	
	
	
	 
	
	
	
	12
	5.79 ± 0.30A
	5.65 ± 0.19A
	6.61 ± 0.25A
	6.11 ± 0.08A
	5.88 ± 0.17A
	5.56 ± 0.19A

	
	
	
	 
	
	
	
	24
	5.77 ± 0.07A
	5.93 ± 0.69A
	6.43 ± 0.11A
	7.02 ± 0.67A
	5.93 ± 0.17A
	6.05 ± 0.15A

	107
	Pantolactone
	2035
	2033 [7]
	ND
	
	174.188
	0
	0.00 ± 0.00B
	5.83 ± 0.38AB
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	6
	0.00 ± 0.00B
	5.14 ± 0.17B
	0.00 ± 0.00B
	5.47 ± 0.41A
	0.00 ± 0.00B
	6.04 ± 0.28A

	
	
	
	 
	
	
	
	12
	0.00 ± 0.00B
	5.32 ± 0.19B
	6.02 ± 0.30A
	5.95 ± 0.74A
	6.08 ± 0.26A
	5.92 ± 0.17A

	
	
	
	 
	
	
	
	24
	7.50 ± 0.51A
	7.04 ± 1.01A
	6.27 ± 0.51A
	7.00 ± 0.84A
	6.36 ± 0.16A
	5.78 ± 0.15A

	 
	Norisoprenoids
	 
	 
	 
	 
	
	 
	 
	 
	 
	 
	 
	 

	108
	 β-Damascenone
	1822
	1818 [29]
	1382
	1387 [48]
	9.405
	0
	51.66 ± 2.41A
	51.04 ± 2.65A
	51.74 ± 1.57A
	56.05 ± 1.13A
	63.84 ± 1.20A
	51.94 ± 0.86A

	
	
	
	 
	
	
	
	6
	38.71 ± 4.43B
	39.78 ± 1.07B
	32.69 ± 1.47B
	30.68 ± 0.63B
	34.99 ± 2.55B
	39.39 ± 5.42B

	
	
	
	 
	
	
	
	12
	23.76 ± 1.92C
	27.32 ± 0.73C
	27.24 ± 0.63C
	25.56 ± 1.98C
	29.94 ± 0.86C
	32.89 ± 0.31BC

	
	
	
	 
	
	
	
	24
	20.47 ± 1.58C
	20.54 ± 1.72D
	22.00 ± 0.88D
	20.26 ± 0.84D
	24.52 ± 1.47D
	28.81 ± 1.95C

	109
	Dihydro-β-ionone
	1836
	1838 [33]
	1443
	1440 [57]
	4993.078
	0
	5.74 ± 0.40A
	5.36 ± 0.19A
	5.03 ± 0.17A
	4.13 ± 0.11A
	4.44 ± 0.09A
	4.65 ± 0.17A

	
	
	
	 
	
	
	
	6
	0.00 ± 0.00B
	5.28 ± 0.07A
	4.70 ± 0.01B
	0.00 ± 0.00B
	4.52 ± 0.17A
	4.78 ± 0.27A

	
	
	
	 
	
	
	
	12
	0.00 ± 0.00B
	0.00 ± 0.00B
	4.42 ± 0.09C
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B

	
	
	
	 
	
	
	
	24
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00D
	0.00 ± 0.00B
	0.00 ± 0.00B
	0.00 ± 0.00B

	 
	Terpenes
	 
	 
	 
	 
	
	 
	 
	 
	 
	 
	 
	 

	110
	Limonene
	1188
	1188 [9]
	ND
	
	0.149
	0
	ND
	58.02 ± 0.16A
	57.96 ± 0.05A
	57.95 ± 0.01A
	57.93 ± 0.01B
	57.91 ± 0.02A

	
	
	
	 
	
	
	
	6
	ND
	0.00 ± 0.00B
	57.91 ± 0.01A
	57.97 ± 0.03A
	57.96 ± 0.04AB
	57.99 ± 0.09A

	
	
	
	 
	
	
	
	12
	ND
	0.00 ± 0.00B
	58.25 ± 0.26A
	0.00 ± 0.00B
	58.02 ± 0.06A
	38.62 ± 33.44AB

	
	
	
	 
	
	
	
	24
	ND
	0.00 ± 0.00B
	57.90 ± 0.01A
	0.00 ± 0.00B
	57.91 ± 0.01B
	0.00 ± 0.00B

	111
	Linalool oxide
	1445
	1448 [26]
	1070
	1074 [58]
	34.308
	0
	58.00 ± 0.65A
	56.00 ± 0.47B
	56.00 ± 0.01A
	58.09 ± 0.06C
	58.10 ± 0.05B
	56.12 ± 0.26B

	
	
	
	 
	
	
	
	6
	55.21 ± 0.56B
	58.20 ± 0.42A
	56.55 ± 0.70A
	58.20 ± 0.32B
	58.21 ± 0.17B
	56.97 ± 0.26B

	
	
	
	 
	
	
	
	12
	58.04 ± 0.20A
	57.74 ± 0.42A
	58.22 ± 0.10A
	58.36 ± 0.16B
	56.29 ± 0.22C
	58.65 ± 0.04A

	
	
	
	 
	
	
	
	24
	56.64 ± 0.52B
	58.12 ± 0.12A
	58.43 ± 0.16A
	58.85 ± 0.07A
	58.62 ± 0.09A
	56.26 ± 0.12B

	112
	trans-Linalool oxide (furanoid)
	1473
	1474 [8]
	ND
	
	119.635
	0
	56.95 ± 0.02B
	57.97 ± 0.00B
	57.92 ± 0.01A
	58.01 ± 0.01A
	57.98 ± 0.01B
	56.00 ± 0.02B

	
	
	
	 
	
	
	
	6
	56.97 ± 0.07B
	56.95 ± 0.04C
	58.16 ± 0.36A
	58.00 ± 0.01A
	58.00 ± 0.06B
	58.00 ± 0.03C

	
	
	
	 
	
	
	
	12
	56.98 ± 0.03B
	58.03 ± 0.03B
	58.01 ± 0.04A
	58.08 ± 0.03A
	58.09 ± 0.03AB
	58.21 ± 0.01A

	
	
	
	 
	
	
	
	24
	58.17 ± 0.07A
	58.17 ± 0.07A
	58.10 ± 0.08A
	58.09 ± 0.08A
	58.18 ± 0.09A
	57.97 ± 0.07B

	113
	Linalool
	1556
	1154 [1]
	1098
	1101 [51]
	229.180
	0
	58.40 ± 0.01B
	58.56 ± 0.04A
	58.57 ± 0.01B
	58.58 ± 0.03A
	58.54 ± 0.02A
	58.52 ± 0.02C

	
	
	
	 
	
	
	
	6
	58.87 ± 0.08A
	58.76 ± 0.07A
	59.44 ± 0.47A
	58.69 ± 0.01A
	58.80 ± 0.30A
	58.77 ± 0.04AB

	
	
	
	 
	
	
	
	12
	58.48 ± 0.09B
	58.71 ± 0.06A
	59.05 ± 0.02AB
	58.67 ± 0.05A
	58.40 ± 0.02AB
	58.63 ± 0.04BC

	
	
	
	 
	
	
	
	24
	58.47 ± 0.05B
	58.62 ± 0.19A
	58.79 ± 0.04B
	58.43 ± 0.07B
	58.07 ± 0.10B
	58.85 ± 0.10A

	114
	Terpinen-4-ol
	1598
	1602 [1]
	ND
	
	8738.195
	0
	ND
	57.96 ± 0.03A
	58.25 ± 0.59A
	ND
	ND
	ND

	
	
	
	 
	
	
	
	6
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND
	ND
	ND

	
	
	
	 
	
	
	
	12
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND
	ND
	ND

	
	
	
	 
	
	
	
	24
	ND
	0.00 ± 0.00B
	0.00 ± 0.00B
	ND
	ND
	ND

	115
	α-Terpineol
	1701
	1705 [14]
	1187
	1190 [23]
	43.790
	0
	58.06 ± 0.02C
	58.22 ± 0.04B
	58.18 ± 0.02B
	58.22 ± 0.03C
	58.23 ± 0.01D
	58.25 ± 0.03C

	
	
	
	 
	
	
	
	6
	58.58 ± 0.02B
	58.66 ± 0.06B
	59.35 ± 1.05AB
	58.48 ± 0.02C
	58.72 ± 0.04C
	58.82 ± 0.09B

	
	
	
	 
	
	
	
	12
	58.71 ± 0.20B
	59.12 ± 0.06A
	59.41 ± 0.10AB
	59.05 ± 0.06B
	59.14 ± 0.04B
	59.36 ± 0.13A

	
	
	
	 
	
	
	
	24
	59.23 ± 0.08A
	59.87 ± 0.70A
	59.88 ± 0.43A
	59.48 ± 0.24A
	59.33 ± 0.08A
	58.76 ± 0.18B

	116
	Geraniol
	1868
	1861 [34]
	ND
	
	392.913
	0
	58.19 ± 0.03B
	56.35 ± 0.13C
	58.42 ± 0.08A
	57.40 ± 0.01B
	55.26 ± 0.02B
	58.23 ± 0.43A

	
	
	
	
	
	
	
	6
	58.20 ± 0.10B
	58.12 ± 0.52A
	56.39 ± 0.21B
	55.08 ± 0.51C
	58.10 ± 0.14A
	55.09 ± 0.53B

	
	
	
	
	
	
	
	12
	58.17 ± 0.03B
	57.19 ± 0.02AB
	58.37 ± 0.02A
	58.20 ± 0.03A
	58.10 ± 0.02A
	58.14 ± 0.01A

	 
	 
	 
	 
	 
	 
	
	24
	58.38 ± 0.57A
	58.47 ± 0.25A
	58.59 ± 0.04A
	56.38 ± 0.50C
	56.17 ± 0.00B
	55.13 ± 0.07B


Different letters in the same column indicate statistically significant differences between storage times within each combination of training system and rootstock, according to analysis of variance (ANOVA) followed by Tukey's test (p ≤ 0,05);
a Experimental retention index (RI) calculated using n-alkanes (C9-C24) in a polar column (DB-Wax; 30 m × 0.25 mm × 0.25 μm, J&W Scientific Inc. Folsom, CA, EUA);
b RI reported in scientific literature;
c Experimental RI calculated using n-alkanes (C9-C24) in an apolar column (DB-5; 30 m × 0.25 mm × 0.25 μm, J&W Scientific Inc. Folsom, CA, EUA);
ND: not detected.
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