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Classical molecular dynamics (MD) simulations enable us to analyze various
physicochemical properties of molecules by reproducing and simulating molecular structures on
computers. In classical MD simulations, the function of the force field that describes the
interactions between atoms (or groups of atoms), as well as the parameters of the force field
function, determines the behavior of the molecules in the computer. Finding appropriate functions
and their parameters is thus vital in the simulation. In this research, | aimed to find force field
functions with low calculation costs by computer. | implemented a symbolic regression algorithm
fitted to the molecular simulation and searched the functions. In an existing dataset of quantum
chemical calculation, functions that fit well with the dataset were successfully found.
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