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Searching for zeolite structures suitable for carbon dioxide adsorption, we used DFT calculations
based on the first-principles calculations to calculate the adsorption energy of carbon dioxide for
zeolites with pore diameters close to the molecular diameter of carbon dioxide. First, the
structure-optimized energy was calculated for each zeolite composition, and then the energy of
carbon dioxide in zeolite structure was calculated. As a result, the calculated CO2z adsorption energy
of chabazite zeolite was confirmed to be in good agreement with the experimental value. This shows
that the DFT calculation can calculate the CO2 adsorption energy for zeolite with non-parameters.
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