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[ Abstract] Investigation of new molecules based on quantum chemical explorations of
potential energy surfaces (PES) is important in molecular science. New types of hydrocarbon
molecules were constructed by dimerization of Polycyclic Aromatic Hydrocarbons (PAH), such
as naphthalene, perylene, and coronene. Their stabilities were studied by automated reaction-
path-search techniques, and interesting characteristics were discovered.
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