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[Abstract] Photochromic reaction of hydroxychalcone and flavenol has been studied by
time-resolved infrared (TR-IR) spectroscopy and quantum chemical calculations. Here, the
photo-induced ring-opening reaction from flav-3-en-2-ol to trans-2-hydroxychalcone is
discussed. A vibrational band due to a C=0 stretching mode of an intermediate species, enol
form of 2-hydroxychalcone, was detected a 1632 cm™ in TR-IR spectra obtained after
photoexcitation of flav-3-en-2-ol. We also found that a vibrational band at 1664 cm™, where a
C=0 stretching mode of trans-2-hydroxychalcone appears, appeared immediately after the
photoexcitation and increased in intensity upon depletion of the enol intermediate. The DFT
calculation showed that the enol intermediate has no vibrational modes at around the 1664
cm®. These findings indicate that trans-2-hydroxychalcone is produced not only via the enol
intermediate but also directly from flav-3-en2-ol without viathe enol intermediate.
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