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We have developed a computational method that introduces externallﬁ induced
forces and studied the principle of unique chemical reactions in mechanochemistry. Although there
has been a rapid increase in the number of experimental reports showing that mechanical stimuli
change the selectivity of chemical reactions, the theoretical understanding of this phenomenon has
not yet progressed. The experimental results that depolymerization is prioritized over side chain
hydrolysis in the hydrolysis of chitin using a ball mill, the computational results showing that the

Fischer-Tropsch reaction activity can deviate from the BEP rule in response to external force
stimulation of a high-index interface, and the computational results showing that a narrow reaction
field changes selectivity in cyclopropanation reactions using a ball mill were reported. The
reaction mechanism under mechanical stimuli was elucidated. The developed program is available on
GitHub.
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