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How to define a non-Euclidean model of 3D space
to improve optimization methods in molecular

geometry?

Carlile Lavor

University of Campinas

Minimizing molecular potential energy is a key challenge in computa-
tional chemistry, often hindered by the computational cost of distance calcu-
lations in Euclidean space. We introduce a non-Euclidean model of 3D space
that optimizes interatomic distance computations and their derivatives, im-
proving efficiency in energy minimization algorithms.
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