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id Compound id Compound id Compound id Compound

1 1-Propene 47 1-Propanol 03 Butvl acetate 139 a-Methvlstyrene

2 Propane 48 I-Butene, 1,3-dimethv] 04 1-Octene 140 I-Methvlstyrene

3 1-Propyvne 49 3-Methvlcvelopentene 95 Octane 141 Benzaldehvde

4 Dichlorodifluoromethane 50 I-Methylfuran 96 1-Acetvlfuran 142 3-Methvlstyrene

5 LI-Propadiene 51 Butanal 97 Hexamethylevelotrisiloxane 143 #-3-Carene

[] Methvl chloride 2 2.3-Butanedione 98 Spiro[2.4]Hepta-4,6-Diene 144 o-Terpinene

7 1-Butene 53 Nitromethane 29 Butvl acetate 145 Benzofuran

8 1,3-Butadiene 54 1-Butanone 100 N-ethvl-1,3-dithioisoindoline 146 Limonene

9 1-Propene- I methyl fsobutene 55 3-Buten-l-one 101 Tetrachloroethylene 147 4-Methvlstyrene

10 1-Butvne 56 3-Methvl-1,3-pentadiene 102 2-Hexanone 148 p-Cyvmene

11 Acetaldehvde 57 (Z) 2-Methvl-1,3-pentadiene 103 Hexamal 149 1.,3,5-Trimethvlbenzene
12 Butane 38 Methvlevelopentadiene 104 14-Dimethvl-1-heptene 150 1.2 3-Trimethvlbenzene
13 Methvlevclopropane 5 1. 4-Dimethvl 1.4-pentadiene 105 Chlorobenzene-D3 151 Benzene, 3-butenvl

14 Isopentane 60 Ethvl Acetate 106 1,3-Cyclooctadiene 152 Butylbenzene

15 Ethvlevelopropane 6l Bromoechloromethane 107 Ethylbenzene 153 3-Methvldecane

16 Methane, fluorotrichloro 2 2-Methvlhexane 108 1-Nonene 154 1-Terpinene

17 1-Pentene 63 Cvelohexane 108 m,p- Xvlene 155 1.2-Diethvlbenzene

18 Pentane 64 Carben Tetrachloride 110 Phenvlacetvlene 156 Undecane

19 1,1-Butadiene 65 1-Methyl-1-propancl 111 Nonane 157 Benzyl chloride

20 Ethanol 66 3-Methylhexane 112 Stvrene 158 1,1-Dichlorobenzene
21 Cyclobutane, methvlene 67 Benzene 113 1.3,5,7-Cvclooctatetraene 159 1-Undecene

22 Furan 68 Cyelohexene 114 1.6-Dimethyvloctane 160 1-Propyuvibenzene

23 2-Methvl-1-butene 69 1-Heptene 115 o-Thujene 161 o-Isopropenvyltoluene

pt ] Ethvl Chloride 0 Hepitane 114 o-Xvlene 162 2.5-Dimethvlstvrene
15 1-Methyl-2-butene 71 1-Butenal 117 a-Phellandrene 163 2-Methvlbenzaldehyde
26 2-Propenal 72 (Z)-2-butenal 118 a-Pinene 164 Phenvlacetaldehvde
27 Propanal 73 14-Difluorobenzene 119 Heptanal 165 1-Methyl-2-(2-propenvl)benzene
2 1,1,2-Trichloroethane T4 1,2-Dichloropropane 120 Cumene 166 I-Methylbenzofuran

2 Acetone 75 1-Heptene 121 1-Butoxyethanol 167 T-Methvlbenzofuran
30 Carbon disulfide 76 ethvl propionate 122 4-Methvinonane 168 m-Cymene

31 2-Propanol il 1.4-Hexadiene, 4-methyl 113 2-Methvinonane 169 3-Methylindole

32 (Z)-1,3-Pentadiene 78 J-Methvl-3-buten-1-one 124 m-Bromofluorobenzene 170 1-Dodecene

33 Cyclopentadiene it 1-Ethyvlfuran 125 2-Methyl-2-cvclopentenone 171 Indene

3 Methyl acetate 80 4 A-Dimethvl-cvclopentene 116 3-Methvinonane 172 1-Methvlindene

35 Cvelopentene 31 2.5 -Dimethvlfuran 127 Camphene 173 Terpinolene

36 Dichloromethane 31 1,35 Triozane 118 Propvl benzene 174 1,2-Dimethvl-4-ethylbenzene
37 Cyclopentane 83 1-Butanol 119 1-Methyl-4-ethylbenzene 175 (E)-decahyvdronaphthalene
33 1-Methylpentane 84 Methylevelohexane 130 1-Ethyl-3-methvlbenzene 1746 1.3,5-Trichlorobenzene
39 3-Methylpentane 85 Methacrvlic acid 131 Propenylbenzene 177 Hexachloro-1,3-butadiene
40 1-Butene, 1.3-dimethvl 36 Dimethv] disulfide 132 Decane 178 1,1a 6.6a-tetrahvdrocvelopropalalindene
41 Acrvlonitrile 87 Iso butylacetate 133 Myrcene 179 1,2-Dihvdronaphthalene
2 1-Hexene 88 4-Methvlheptane 134 f-Pinene 180 Azulene

43 Hexane 89 2-Butenenitrile 135 1-Ethyl-1-methvlbenzene 151 Naphthalene

44 2-Hexene Ll 4-Methvlevelohexene 136 1-Decene

45 1.5 -Dibhvdrofuran ) | Toluene 137 1,6-Dimethvinonane

46 2-MethvIbutanal 92 2-Butv] acetate 138 1.2 4-Trimethvibenzene

Figure S1. Investigated compounds.
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