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Improvement of DVR method in non-symmetric system and
its application to atom-diatom system

Yosimasa OHKUBO and Akihiko OHSAKI

Abstract

Improved DVR, (Discrete Variable Representation)_method is presented in order to study the re-
arrangement of generic 3-atomic systems A+BC. The conventional DVR method has a disadvantage,
which should not be applied in cyclic boundary conditions without symmetry. Therefore the adiabatic
potentials for generic 3-atomic systems are calculated by time-consuming direct numerical integration
of the potential matrix elements. Our improved DVR method is applied for D+Hs, T+HD systems.
The hyperspherical coordinates are used in order to carry out accurate three-dimensional quantum

mechanical calculations for the total angular momentum J=0.
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