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Plant secondary metabolites have large chemical diversities. However,
information of physicochemical properties of these compounds can be obtained by referring articles
or measurement of target compounds. As it takes time due to curating published papers as well as
quantifying target compounds, novel computational methods is required for predicting compounds
properties to shorten time with high accuracy. We developed the novel method for improving accuracy
of spectroscopic data of secondary metabolites in Arabidopsis predicted by quantum chemical
calculation. In this study, we focused on defense metabolites produced by Arabidopsis, in particular

anthocyanins, accumulated by UV-B irradiation. By quantum chemical calculation of the 19
metabolites, we favorably ﬁredicted UV-vis spectra Therefore, the high-resolution prediction method
may contribute to shed light on complex biosynthetic pathways in plants.
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