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In semiconductor processing, it is necessary to design super acids having desired
physicochemical properties according to the situation where they will be applied. In the
engineering fields, there is a growing momentum breaking away from the traditional
experiment-driven molecular design in which whole candidates are synthesized in brute force.
We have performed a set of ab initio molecular orbital calculations to predict the gas phase
acidities of various organic substances, which is the basis of superacid design. In this
presentation, we will report on the possibility of "whether the gas phase acidity can be predicted
quickly by the approach of electronic state informatics".
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