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Figure S1. Optimization of HS-SPME conditions using A) DVB-CAR-PDMS, B) PDMS-DVB, C) CAR-PDMS 
fibers with the following settings: teq = 20 min, tsa = 35 min. Total peaks area (primary axes) and number of 
detected peaks (secondary axes) vs equilibration/sampling temperature temperature (in °C). 
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Figure S2. Distribution of the principal classes of volatile compounds detected. The following HS-SPME 
conditions have been used: teq = 20 min, tsa = 35 min. The HS-SPME temperatures are reported into the brackets 
for each employed fiber. 
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Table S1. HS-SPME-GC-MS results obtained using PDMS-DVB fiber (teq = 20 min and tsa = 15 min at T = 80 °C). 
Compound Class Area% RI RILa 
Propeneb Other 0,33 - - 
Allyl alcoholb Alcohol 0,27 - - 
Trichloromethaneb Other 0,34 - - 
1,3 Propanedithiol SCC 0,17 844 861 
Diallyl sulfide  SCC 0,06 861 857 
Methyl allyl disulfide SCC 0,06 920 919 
2,2,4,6,6-Pentamethyl heptane  Other 0,03 989 995 
Diallyl disulphide SCC 12,50 1083 1090 
Allyl propyl disulfide SCC 0,49 1097 1097 
Ligustrazin Other 0,26 1100 1083 
Allyl methyl trisulfide SCC 0,91 1142 1137 
2,3,5-Trimethyl-6-ethyl pyrazine Other 0,46 1172 1163 
3-Vinyl 1,2 dithiacyclohex-5-ene SCC 0,29 1192 1214 
3-Vinyl 1,2 dithiacyclohex-4-ene SCC 0,82 1219 1185 
Diallyl trisulfide (allitridin) SCC 37,52 1307 1300 
Propenil propyl trisulfide SCC 0,50 1319 1314 
Eugenol Alcohol 1,48 1368 1357 
Allyl-1-methylthio propyl disulfide SCC 0,25 1388 1387 
Cyclopentane nonyl Other 0,22 1450 1451 
Diallyl tetrasulfide  SCC 3,23 1550 1539 
2,4-Dimethyl-5,6-dithia-2,7-nonadienal SCC 3,57 1776 1788 
2,4-Dimethyl-5,6-dithia-2,7-nonadienal (isomer) SCC 1,09 1792 1788 
Myristic acid Other 0,24 1798 1794 
FAE (unidentified) FAE 0,40 1827 - 
Methyl hexadecanoate  FAE 0,82 1929 1925 
Dibutyl phtalate Other 0,22 1973 1960 
Ethyl palmitoleate FAE 0,33 1976 1975 
Ethyl palmitate FAE 6,88 1998 1993 
Allyl stearateb FAE 0,12 2093 - 
Methyl linoleate FAE 0,71 2100 2093 
Methyl elaidate FAE 0,15 2105 2107 
Ethyl linoleate FAE 8,70 2163 2164 
Ethyl oleate FAE 1,52 2168 2173 
Ethyl linolenate FAE 0,51 2171 2153 
Methyl-9,12-heptadecadienoateb FAE 0,99 2245 - 
1-Hexyl-2-nitro cyclohexaneb Other 0,25 2250 - 
13 unknown  13.31   
Class Area%    
Alcohol 1.75    
SCC 61.46    
FAE 21.13    
Others 2.35    
aRI reported in literature bMS-only identification method. 

 
 
 
 
 
 
 



Table S2. HS-SPME-GC-MS results obtained using CAR-PDMS fiber (teq = 20 min and tsa = 15 min at T = 80 °C). 

Compound Class Area% RI RILa 
Allyl alcoholb Alcohol 31.04 - - 
Acetic acidb Other 8.38 - - 
Trichloromethaneb Other 3.80 - - 
2,3-Butanediol Alcohol 28.06 800 788 
Diallyl disulphideb SCC 5.60 1084 - 
Diallyl trisulfide (allitridin) SCC 2.99 1308 1300 
2,4 Dimethyl 5,6 dithia 2,7 nonadienal SCC 2.03 1779 1788 
2,4 Dimethyl 5,6 dithia 2,7 nonadienal (isomer) SCC 0.92 1795 1788 
Ethyl palmitate FAE 7.41 2000 1993 
Ethyl linoleate FAE 4.88 2166 2164 
Ethyl oleate FAE 1.71 2171 2173 
3 unknown  3.18   
Class Area% 
Alcohol 59.10 
SCC 11.54 
FAE 14.0 
Others 12.18 
aRI reported in literature bMS-only identification method. 

 


