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The GRRM program, developed by Maeda et al.), automatically obtains reaction route maps
(RRMs) composed of full information on equilibrium points and transition states on the
potential energy landscape (PEL). This enables us to access massive data of RRM, and create
a new problem to compare the similarity of each RRM for statistical analysis. Recently, Mirth
et al.” proposed a new method for extracting the feature of PEL by persistent homology (PH),
but it was limited to a simplified model. Then, we have developed a method applicable to RRM
for realistic molecular systems based on Petri's work® on PH for the weighted graph. We will
show the application for coinage metal clusters and organic molecular systems.
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