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[Abstract] We aim to combine two major principles of chemical science, Schrédinger
equation and chemical formulas, to produce useful predictive theory in chemistry[1,2]. First,
we propose chemical formula theory (CFT) as a general electronic structure theory of atoms
and molecules that has a mathematical structure of chemical formula. Then, by applying the
FC theory to the CFT, we can obtain the solutions of the SE in the structure of the chemical
formula. This theory, FC-CFT, is not only accurate, but also useful for chemists since it
expresses the solution of the SE in the language of chemists. When we deal with only the
integratable functions of the FC-CFT, we obtain accurate useful variational theory called
FC-CFT-V. With the FC-CFT-V, extensive calculations are possible for design chemistry. We
explain the underlying concepts of the above theories and give some results.
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Table. Total Energy of CH molecule
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FC-CFT-V (n=0) -38.196 395 177.22 -38.199 555 158.12
FC-CFT-V (n=1) -38.310655 105.57 -38.295753 97.79
FC-CFT-V (n=2) -38.382956 60.23 -38.361116 56.80
FC-CFTexact  -38.477684 0.825 -38.450754 0.593
MRCI-SD -38.4217 35.93 -38.3942 36.06
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