
Supplementary Table S3. Volatile compounds identified in green tea samples with different fixation temperatures.
	No.
	Compounds
	CAS
	RI(cal)a
	RI(ref)b
	Time (minutes)
	Identification methodsc

	1
	Toluene
	108-88-3
	777
	763
	7.57326
	MS/RI

	2
	Hexanal
	66-25-1
	805
	800
	8.32857
	MS/RI/Std

	3
	(Z)-3-Hexen-1-ol
	928-96-1
	861
	857
	10.1596
	MS/RI/Std

	4
	Ethylbenzene
	100-41-4
	862
	855
	10.2912
	MS/RI

	5
	1-Hexanol
	111-27-3
	869
	868
	10.5201
	MS/RI

	6
	1,3-Dimethylbenzene
	108-38-3
	875
	866
	10.5716
	MS/RI

	7
	o-Xylene
	95-47-6
	892
	887
	11.3784
	MS/RI

	8
	Heptanal
	111-71-7
	901
	901
	11.4986
	MS/RI/Std

	9
	2-Butoxy-1-ethanol
	111-76-2
	907
	906
	11.8362
	MS/RI

	10
	α-Pinene
	80-56-8
	931
	937
	12.7174
	MS/RI

	11
	Benzaldehyde
	100-52-7
	961
	962
	13.776
	MS/RI

	12
	1-Heptanol
	111-70-6
	967
	970
	14.0048
	MS/RI

	13
	1-Octen-3-ol
	3391-86-4
	976
	980
	14.3253
	MS/RI

	14
	2,3-Octanedione
	585-25-1
	977
	984
	14.371
	MS/RI

	15
	6-Methyl-5-hepten-2-one
	110-93-0
	981
	986
	14.5198
	MS/RI

	16
	β-Myrcene
	123-35-3
	985
	991
	14.6629
	MS/RI

	17
	Octanal
	124-13-0
	1001
	1003
	15.0863
	MS/RI

	18
	(Z)-3-Hexenyl acetate
	3681-71-8
	1003
	1005
	15.1664
	MS/RI/Std

	19
	(Z)-5-Isopropenyl-2-methyl-2-vinyltetrahydrofuran
	54750-69-5
	1003
	1008
	15.2806
	MS/RI

	20
	α-Phellandrene
	99-83-2
	1008
	1005
	15.2638
	MS/RI

	21
	β-Cymene
	535-77-3
	1022
	1023
	15.9904
	MS/RI

	22
	2-Ethyl-1-hexanol
	104-76-7
	1026
	1030
	16.1105
	MS/RI/Std

	23
	Limonene
	138-86-3 
	1027
	1030
	16.1392
	MS/RI

	24
	2,2,6-Trimethylcyclohexanone
	2408-37-9
	1032
	1036
	16.3337
	MS/RI

	25
	Benzyl alcohol
	100-51-6
	1041
	1036
	16.6484
	MS/RI

	26
	(Z)-β-Ocimene
	3779-61-1
	1043
	1038
	16.74
	MS/RI

	27
	(E)-2-Octen-1-al
	2548-87-0
	1056
	1060
	17.1976
	MS/RI

	28
	γ-Terpinene
	99-85-4
	1057
	1060
	17.2149
	MS/RI

	29
	1-Octanol
	2511-91-3
	1071
	1071
	17.7299
	MS/RI

	30
	(E)-Linalool oxide (furanoid)
	34995-77-2
	1071
	1086
	17.7471
	MS/RI/Std

	31
	3-Ethyl-2,5-dimethylpyrazine
	13360-65-1
	1077
	1082
	17.9431
	MS/RI

	32
	3-Nonanone
	925-78-0
	1082
	1090
	18.1133
	MS/RI

	33
	(Z)-Linalool oxide (furanoid)
	5989-33-3 
	1088
	1074
	18.3307
	MS/RI/Std

	34
	Linalool
	78-70-6
	1103
	1099
	18.983
	MS/RI/Std

	35
	Nonanal
	124-19-6
	1105
	1104
	18.777
	MS/RI/Std

	36
	Hotrienol
	29957-43-5
	1107
	1107
	18.9888
	MS/RI

	37
	(E)-4,8-Dimethylnona-1,3,7-triene
	19945-61-0
	1117
	1116
	19.2176
	MS/RI

	38
	Phenylethyl Alcohol
	60-12-8
	1122
	1116
	19.4465
	MS/RI/Std

	39
	Isophorone
	78-59-1
	1124
	1124
	19.5724
	MS/RI

	40
	1-Nonanol
	143-08-8
	1153 
	1173
	19.8356
	MS/RI

	41
	(Z)-3-Nonen-1-ol
	10340-23-5
	1157 
	1156
	20.5909
	MS/RI

	42
	3,6-Nonadienol
	56805-23-3
	1171 
	1156
	20.7282
	MS/RI

	43
	(E)-Linalool oxide (pyranoid)
	39028-58-5
	1173
	1173
	21.2087
	MS/RI

	44
	(Z)-Linalool oxide (pyranoid)
	14009-71-3
	1179
	1174
	21.3863
	MS/RI

	45
	(E)-3-Hexenyl butanoate
	53398-84-8
	1185
	1185
	21.5865
	MS/RI

	46
	Naphthalene
	91-20-3
	1191
	1182
	21.8898
	MS/RI

	47
	2,6-Dimethyl-3,7-octadiene-2,6-diol
	13741-21-4
	1193
	1190
	21.9528
	MS/RI

	48
	α-Terpineol
	98-55-5
	1198
	1189
	22.1359
	MS/RI

	49
	Estragole
	140-67-0
	1199
	1196
	22.1585
	MS/RI

	50
	Methyl salicylate
	119-36-8
	1202
	1192
	22.2675
	MS/RI/Std

	51
	Decanal
	112-31-2
	1203
	1206
	22.2789
	MS/RI

	52
	7-Methyl-3-methylene-6-octen-1-ol
	13066-51-8
	1215
	1195
	22.8053
	MS/RI

	53
	β-Cyclocitral
	432-25-7
	1223
	1220
	22.9713
	MS/RI

	54
	(Z)-3-Hexenyl isovalerate
	35154-45-1
	1228
	1238
	23.1315
	MS/RI/Std

	55
	Nerol
	106-25-2
	1228
	1228
	23.1429
	MS/RI

	56
	(Z)-3-Hexenyl valerate
	35852-46-1
	1232
	1237
	23.2746
	MS/RI

	57
	Isogeraniol
	5944-20-7
	1233
	1240
	23.2917
	MS/RI

	58
	Hexanoic acid, ethenyl ester
	3050-69-9
	1240
	1244
	23.5378
	MS/RI/Std

	59
	Geraniol
	106-24-1
	1256
	1255
	24.0585
	MS/RI/Std

	60
	β-Phenethyl acetate
	103-45-7
	1257
	1258
	24.0756
	MS/RI

	61
	2,6,6-Trimethyl-1-cyclohexene-1-acetaldehyde
	472-66-2
	1261
	1254
	24.2072
	MS/RI

	62
	(E)-2-Decen-1-ol
	18409-18-2
	1268
	1257
	24.4533
	MS/RI

	63
	α-Citral
	141-27-5
	1270
	1270
	24.5219
	MS/RI

	64
	3-Undecanone
	2216-87-7
	1285
	1283
	25.0198
	MS/RI

	65
	2-Undecanone
	112-12-9
	1291
	1294
	25.1914
	MS/RI

	66
	Indole
	120-72-9
	1307
	1295
	25.6892
	MS/RI

	67
	Perilla alcohol
	536-59-4
	1311
	1296
	25.8438
	MS/RI

	68
	2-Methylpropyl benzoate
	120-50-3
	1331
	1321
	26.456
	MS/RI

	69
	α-Cubebene
	17699-14-8 
	1354
	1351
	27.1941
	MS/RI

	70
	2-Ethyl-3-hydroxyhexyl 2-methylpropanoate
	74367-31-0
	1356
	1373
	27.2342
	MS/RI

	71
	Eugenol
	97-53-0
	1362
	1357
	27.4516
	MS/RI

	72
	3-hydroxy-2,2,4-trimethylpentyl isobutyrate
	77-68-9
	1376
	1380
	27.8922
	MS/RI

	73
	(Z)-3-Hexenyl hexanoate
	31501-11-8
	1378
	1380
	27.9266
	MS/RI/Std

	74
	(Z,Z)-3-Hexenoic acid, 3-hexenyl ester
	61444-38-0
	1382
	1389
	28.0696
	MS/RI/Std

	75
	Biphenyl
	92-52-4
	1396
	1381
	28.2527
	MS/RI

	76
	β-Cubebene
	13744-15-5
	1397
	1389
	28.4988
	MS/RI

	77
	(Z)-Jasmone
	488-10-8
	1403
	1394
	28.699
	MS/RI

	78
	Dodecanal
	112-54-9 
	1407
	1409
	28.8249
	MS/RI

	79
	β-Phenylethyl butyrate
	103-52-6
	1444
	1447
	29.9007
	MS/RI

	80
	(E)-Geranylacetone
	3796-70-1
	1452
	1453
	30.1582
	MS/RI

	81
	Coumarin
	91-64-5
	1455
	1441
	30.2383
	MS/RI/Std

	82
	1-Dodecanol
	112-53-8
	1474
	1473
	30.7933
	MS/RI

	83
	(E)-β-Ionone
	79-77-6
	1490
	1486
	31.2968
	MS/RI/Std

	84
	δ-Decalactone
	705-86-2
	1502
	1496
	31.64
	MS/RI/Std

	85
	Epicubebol
	38230-60-3
	1505
	1493
	31.7374
	MS/RI

	86
	2,4-Di-tert-butylphenol
	96-76-4
	1515
	1519
	32.0464
	MS/RI

	87
	Cubebol
	23445-02-5
	1525
	1515
	32.344
	MS/RI

	88
	Dihydroactinidiolide
	17092-92-1
	1542
	1532
	32.8532
	MS/RI

	89
	α-Calacorene
	21391-99-1
	1554
	1542
	33.208
	MS/RI

	90
	(E)-Nerolidol
	40716-66-3
	1567
	1564
	33.6086
	MS/RI

	91
	Cedrenol
	19903-73-2
	1617
	1610
	35.4797
	MS/RI

	92
	Epicubenol
	19912-67-5
	1639
	1627
	36.2636
	MS/RI

	93
	Methyl jasmonate
	1211-29-6
	1652
	1638
	36.7385
	MS/RI

	94
	τ-Cadinol
	5937-11-1
	1654
	1640
	36.8129
	MS/RI

	95
	α-Cadinol
	481-34-5
	1655
	1653
	37.3851
	MS/RI

	96
	Methyl (3-oxo-2-[(2Z)-2-pentenyl]cyclopentyl)acetate
	42536-97-0
	1685
	1685
	37.9573
	MS/RI

	97
	Benzyl benzoate
	120-51-4
	1779
	1762
	40.5208
	MS/RI

	98
	2-Ethylhexyl salicylate
	118-60-5
	1819
	1811
	41.2818
	MS/RI

	99
	Neophytadiene
	504-96-1
	1844
	1837
	41.7796
	MS/RI

	100
	Benzyl salicylate
	118-58-1
	1888
	1869
	42.6265
	MS/RI

	101
	2-Methylpropyl butyl phthalate
	17851-53-5
	1927
	1924
	43.1129
	MS/RI

	102
	Phytol
	150-86-7
	2126
	2114
	45.6134
	MS/RI


a RI: retention indices; the RI values were calculated using n-alkanes of C8-C40;
b The RI values were the reference values for DB-5MS, HP-5MS, or other columns with a similar stationary phase under similar GC conditions, and the values were obtained from NIST 2014;
c “MS” mass spetrum comparison using NIST 2014; “RI” retention index is similar to the values obtained from NIST 2014 (within 30); “STD” confirmed by standards substance.
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