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Menthol is a naturally occurring compound belonging to the cyclic monoterpene family and is one of the main
constituents of peppermint ol recognized worldwide as a cooling agent. This studyis the fist report on the reaction
mechanism of menthol with OH radical by exploring the hydrogen abstraction mechanism using theoretical methods
like MOS-2X and wB37X-D/6-311+G(d,p) level of theary. Menthol has three chiral centres with cyclohexane, isopropyl Supplementary files
‘and methyl groups;all the rezctive sites have been studied to identify the dominant route. The H atom abstracted

from the isopropyl group of mentholis found to be more energetically favourable than the entire reactive site. The Supplementary information

results acquired are compared with high level G383 for the most prominent pathway. Further, the rate coefficients of o 1501





