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Abstract

We present a novel mechanism for the onset of large-amplitude conformational transitions of molecular systems. We first develop a methodology to scrutinize
intramolecular vibrational energy transfer using the framework of hyperspherical coordinates. This method makes it possible to extract a small number of predominant
reactive modes out of all vibrational modes of a molecule. It is shown that a large amount of kinetic energy must flow into the reactive modes in order for the system to
undergo conformational transitions. We clarify the mechanism of this energy transfer in terms of mode coupling, and show a general mechanism for molecular reactions.
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2. Hyperspherical Modes
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3. Predominant modes in Reaction
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