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Figure S1: First derivative (a) and second derivative (b) spectra, showing the mean spectrum for each species.
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Figure S2: Further PCA information for (a, ¢, e) unprocessed FTIR spectra, and (b, d, f) FTIR spectra processed with
Savitzky-Golay smoothing and first derivatives. (a and b) cumulative proportion of variance explained by PCA axes,
with horizontal dashed line showing 90% explained variance. (c and d) PCA axes 3 and 4, (e and f) PCA axes 5 and 6.



