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Abstract

Schrodinger equation is the governing principle of chemical and material sciences. Therefore, if we can
solve this equation exactly, we can construct a new predictive science of chemistry and material
engineering. One of the authors discovered in 2004 a general theory of solving the Schrédinger equation,
which is referred to as free complement (FC) theory. The objective of this project is to develop this general
theory to be useful for chemical applications. In this report, we describe some computational trials with the

K-computer and some recent developments obtained with later developments of the methodology.
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