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Table 1. Instrument (Pegasus BTX 4D) Conditions

Auto Sampler LECO L-PAL 3 Autosampler

=N GC EAOICT 2 pEkE, AT7Uw Mt 10:1

Gas Chromatograph LECO QuadJet™ GCxGC

EINE| 250° C

FrUTPHA He 1.4 mL/min

VARTIAN Rxi-bms, 30 m x 0.25 mm i.d. x 0.25 um coating
Rxi-17Sil MS, 0.6 m x 0.25 mm i.d. x 0.25 ym coating

BETOIS A 40T @ 2RFF) — 6 T/min T200 THFT— 24 T/minT250 TEFT
ZRA—=T> +10C

TIal—v3v Quad jet thermal modulator, 2.5 s

NSURTP—5A 250° C

Mass Spectrometer LECO Pegasus BT

A X VRRE 250° C

SEHHA 35-500 m/z

ERE 10 spectra/s (GC) and 100 spectra/s (GCxGC)

Results and Discussion
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'IName lSmhg Retention lndILb. RI ]Name IR.T. (s) CAS IRelenmn Ind|Lb. RI
Butanoic acd, 3-methyt 912} 840.5/850 + 18(13: Butanoic acd, 3-methyl- 362.477, 0.818/503-74-2 |
Ethanol, 2-(methykhio)- 784 840.8 843 + 5(6) |Ethanol, 2-(methykhio)- | 362.477, 1.107/5271-38-5
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|Name |Formula__|R.T. (s) |cas | Similari Retention In|Lib. RI ! |Name [Formula__ [R.T.(s) CAS [Similari Retention In|Lib. RI
{Benzaldehyde (GHeO 549.725/100-52-7 782 963.0/962 £ 3(414)"  Benzene, 1-ethyl-4-methyl-  CoHy, 549.965, 0.936,622-96-8 844 963.2/954 + 6(55)
Benzaldehyde CyHgO 549.965, 1.301/100-52-7 914 963.21962 + 3(414
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K2 IRV DZRR U E—I T —TILD—8CTT. AV I MO 7T IAVRY 21— 3 V7EfdHAd. ANT MUK
BOEKU RIBHRZERA LU CHOBEZTVE T, &2 DEDIEET. ANT MUVELE 700 UESBKU R —HICKDIER
ME<EESNTHED. 300 UEOEDHCDOFRGZECLE UIce 2TV TILOE—JERIE—EDEEEE CTEHE .
E—hYYTEULTERRSNTVET, RED 21 5[ 7 BEDEHERT 3 BIFDAELEY Y TIV7ZRULTED. 8h
ZEICK DD DERECZERNICIEETETT . RNSHFIFRLD. B ORIFENZRULE T, WD CFETDHAD
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Name Formula MW.  Simiarity CAS Quantmz RLcalc RLIb SN Aroma  Description MedRl MedRT2 1 2 3 4 5 6 7 8 9 1011 1 1: 1€ 1€ 1€ 1 1€ 1€ A 21
Hexanal CH0 100 B2 66251 5608 804 801 4439469 green fresh green fatty aldehydic grass leafy fruity sweaty s os (R
2-Hexenal CaHiO 98 938 505577 9809 857 851 367856 green sweet almond fruity green leafy apple plum vegetable e B ]
Methiona [ 104 810 3268493 10405 910 907 11396 vegetable musty potato tomato earthy vegetable creamy EE——- > 0 o
Heptanal GHWO 14 935  1M-T17 932 904 901 80898 green fresh aldehydic fatty green herbal wine-lee 0zone 4550 B 0 B s |
Decanal CaHuO 156 94 12312 11215 1209 1206 17025 aldenydic  sweet aldehydic waxy orange peel citrus floral =z oo [N
Dimethy! trisuifide CiHSs 126 927 3658-80-8 12599 972 971 78398 alliaceous  sulfurous cooked onion savory meaty BN | e 2 s oaae 0 |
Butanoic acid CHO; 88 808 107926 6003 785 802 41503 cheesy  sharp acetic cheese butter fruit 850 082
23-Butanedione CHO; 86 B4 431038 8605 604 595 341394 buttery  strong butter swest creamy pungent caramel 1300 064
Octanoic acid, ethyl ester CroHae0; 172 i 106-3241 8807 1200 1% 41730 wany Truity wine waxy sweet apricot banana brandy pear 9099 094
Ethanol, 2-(methylthio) CHOS 2 780 S35 9205 841 843 66195 meaty sulfurous meaty e I
2-Heptanane CHO 14 86 110430 11413 84 89 3812¢ cheesy  truity spicy sweet herbal coconut woody 4400 0%
Ethanol CHO % 989 64175 4606 454 427 725030 alcoholic  strong alcoholic ethereal medicinal 000 058
1-Heptanol GHWO 16 89 1706 7009 §73 970 206908 green musty leay violet herbal green sweet woody peony %50 091
1-Octanol CaHuO 130 919 11875 8410 1072 1070 165321 waxy waxy green orange aldehydic rose mushroom T 090
Hexanoic acid, ethyl ester [N 144 733 123660 8807 1002 9% 57195 truity sweet fruity pineapple waxy green banana eie oz [
Acetic acid CHO, & 953 64197 6003 608 610 902501 acidic sharp pungent sour vinegar s on [
Pyrazine, 2-methyl-6-(1-propenyl), CoHoNs 134 748 18217-81-7 13311 1103 1107 7623 7675 -
Pyrazine. 2.5-dimethyl- o 108 %02 123320 10809 917 917 132317 chocolate  cocoa roasted nuts roast beef woody grass medical S I s
Pyrazine. 3-ethyi-2 5-dimetnyi- = 136 92 13360651 13613 1084 1081 25961 nutty potato cocoa roasted nutty BI5
Acetic acid, methyl ester X 1 818 7909 7405 537 5% 1404283 ethereal  ether sweet fuity 125 058
Acetic acid, pentyl ester Hu 130 84 620637 7009 918 910 346817 fruity ethereal fruity banana pear banana apple a7’s 088
Ethyl Acetate e L] 852 M1-786 8806 620 612 986433 ethereal  ethereal fruity sweet weed green wo  os [
Phenylethyl Alcoho +Huo 122 958 60128 9108 M7 M6 425933 flora fioral rose dried rose flowe rose water 7874 136
Acetic acid, butyl ester X 16 BS5 123864 T304 B19 812 83903 ethereal ethereal solvent fruity banana s00 o [
Linalool oHy 154 831 78706 9309 1101 1099 82114 floral citrus floral sweet bois de rose woody green blueberry M 22 | e 2000 |
1-Butanol, 2-methyt " [ 960 137-32-6  S709 740 739 321900 ethereal  ethereal fusel alcoholic fatty greasy winey whiskey leathery  235.0 BN D aaaaas 202000 |
1-Butanol, 3-methyl- Ha ] 21 123513 ss07 736 3% 1566728 fermented fusel oil alcoholic whiskey fuity banana 200 o7
Benzeneacetic acid, methyl ester  CyHag; 150 760 101-41-7 15011 1183 1178 6050 honey sweet floral honey spice waxy almond 8849 I W
Methyl valerate CeHeaOs 16 723 624-24-8 7405 823 823 30089 ftruity sweet green fruity apple pineapple nutty 3425 083 _
Butanoic acid, 3-methyl GHWO: 102 713 503742 6003 841 850 146290 cheesy  sour stinky feet sweaty cheese tropical %25 081
Acetic acid, 2-phenylethyl ester  CyoHy;0, 164 936 103457 10409 1261 1258 726178 floral fioral rose sweet honey fruity tropical s 12 [N
Acetic acid, heptyl ester CoHiaOs 158 887 112061 9813 1MS 12 85461 green fresh green rum ripe fruit pear apricot woody 7849 I O e
Acetic acid, hexyl ester GHWO; 144 766 142927 10108 %81 1011 55209 truity fruity green apple banana sweet By 0000 ]
Acetic acid, phenyimethylester  CiH40; 150 897 140-114 10808 1169 1164 52408 floral sweet floral fruity jasmin fresh EEaaa 20000 O O O 0 00 ¥
Acetic acid, octyl ester [N 172 821 12141 11215 1214 1210 44518 fioral green earthy mushroom herbal way EEra—y 0000 0 0 000 0 1]
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Name formula MW.  Similarty CAS Quantm: RLcak RLED SN Aroma  Description MedRI MedRT2 1 2 3 4 5 6 7 8 9 10111 15 1 15 1€ 17 1€ 16 X 21
# Heansl CHO 100 82 66251 5608 804 601 439469 green y sweaty 075 087
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Library Hit V 780/780/97.59 Ethanol, 2-(methyithio)- ¥ Unassign 1) . ) 3
[ad J o d . 1 2 3 4 s 6 8 9 0 1M 12 13 14 15 16 17 18 19 20 2
Name Formula  MW. Similarity CAS Quantm: Rlcalc RLID S/N Aroma Description MedRl MedRT2 1 2 3 4 5 6 7 8 9 10 11 12 12 1 15 1€ 15 1€ 1€ A 1
@  Ethanol, 2-(methylthio)- CH,08 2 780 5271-38-5 9205 841 843 66195 meaty sulfurous meaty 3625 110
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Name Formula MW.  Similarity CAS Quantm: Ricalc RLID SN Aoma  Description MedRl MedRT2 1 2 3 4 5 6 7 8 9 1011 12 13 1 18 1€ 17 1€ 16 X 21
@  Butanoic acid, 3-methy- GHGO; 102 713 503742 6003 841 850 146290 cheesy  sour stinky feet sweaty cheese tropical 3625 081
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Name formula  MW.  Similarity CAS Quantm: Ricakc RLEb S/N Aroma  Description MedR) MedRT2 1 2 3 4 5 6 7 8 9 1011 1 15 1€ 15 1€ 17 1€ 1€ 2 21
@ enanol GHO 6 989 64175 4606 454 47 725930 aloholic strong alcoholic ethereal medicinal 1000 058
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Name Formula  MW. Similari ty CAS Quantm: Rlcalc RLiD S/N Aroma Description MedRl MedRT2 1 2 3 4 5 6 7 8 9 10 11 12 1 1 12 1€ 15 1 1€ 2 21
@ [Aceticacia CHO; 6 953 64197 6003 608 610 902501 acidic sharp pungent sour vinegar s on2 [
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