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(57) Abstract: The present invention defines the spatial structure of a molecule without allowing freedom with respect
to the selection of a coordinate system and predicts material properties based on the spatial structure of the molecule.
A material properties prediction system for predicting material properties, the system being characterized by having: a
three-dimensional molecular structure calculation unit provided with a function for calculating the position coordinates of
atoms constituting a molecule from the structural formula of a material; a spatial structure feature quantity calculation unit
having a function for selecting three atoms and constructing a triangle on the basis of the position coordinates of atoms
calculated by the three-dimensional molecular structure calculation unit, calculating the distance between the three atoms
and other atoms, and employing the result as a spatial structure feature quantity; and a material properties prediction unit
for predicting material properties using, as an explanatory variable, the spatial structure feature quantity generated by the

spatial structure feature quantity calculation unit.
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