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How to draw beautiful molecular orbitals, electrostatic potential maps, etc.
with VESTA
Genta Sakane*
Institute for the Advancement of Higher Education
Okayama University of Science

E-mail: gsakane@ous.ac.jp

The electronic structures of molecules calculated by the Discrete Variational
(DV)—Xa molecular orbital method can be visualized in three dimensions by VESTA
as molecular orbital isosurfaces and electrostatic potential maps. In this paper I
report on how to use VESTA to produce high quality molecular orbital isosurface

maps and electrostatic potential maps for use in paper and conference presentations.
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