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The Lennard-Jones(12-6) and the Exponential-6 potential functions are commonly used in compu-
tational softwares for describing the van der Waals interaction energy. Some softwares allow switch-
ing between these two potentials under prescribed condition(s) that attempt to connect the parameter
relationship between the two functions. Here we propose a technique by which the parameter rela-
tionship between both potentials is extracted by simultaneously imposing an equal force constant at
the well depth’s minimum and an equal mean interatomic energy from the point of equilibrium to the
point of total separation. The former imposition induces good agreement for the interatomic compres-
sion and a small change in the interatomic distance near the equilibrium while the latter enables good
agreement for large interatomic separation. The excellent agreement exhibited by the plots validates
the technique of combined criteria proposed herein.
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