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Quantum Chemical Study of Inverse-Electron-Demand Diels—Alder Reaction of Tropone
Catalyzed by B(CcFs)s (Faculty of Pharmaceutical Sciences, Toho University) O Ken Sakata,
Sarina Suzuki, Tsubasa Sugimoto, Takeshi Yoshikawa

Li and Yamamoto reported the inverse-electron-demand Diels—Alder reaction of tropone
with electron-rich dienophiles catalyzed by B(Ce¢Fs);. They found that the reaction of tropone
with 1,1-diethoxyethene catalyzed by B(C¢Fs); gave the [4+2] adduct while the reaction
catalyzed by other Lewis acids such as BPhs;, Me,AICl, BF;-OEt; and TiCls provided the [8+2]
adduct. In this study, we examined the precise reaction pathways for the reaction catalyzed by
a Lewis acid, B(CsFs); or BPhs, by using ®B97X-D-level DFT calculations.
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