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Cell viability of Caco-2 and QGP-1 cells after treatment with 0.5 mM of the test compounds used in
the present study assessed via MTT assay. None of the tested compounds at .05 mM reduced cellular
viability in both cell lines below 70% (black line), which was regarded as cytotoxic according to ISO
10993:5.
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Cell viability of Caco-2 and QGP-1 cells after treatment with 0.5 to 5 mM cinnamaldehyde assessed
via MTT assay. Concentrations leading to a viability below 70% (black line) were regarded as
cytotoxic according to ISO 10993:5 and not further used for the serotonin assays.



Figure S3: Graphical representation of the matched-molecular pair analysis carried out with the
software Vortex (Version 2019.04, Dotmatics Ltd., UK) including single atom changes and non-ring
fragmentations (with maximum fragment size of 8 and minimum core size of 8 atoms, respectively),
using both experimental readouts of TRPA1 activation and serotonin secretion by Caco-2 enterocytes
as parameters of interest.
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