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Development and screening of novel soft porous materials for hydrogen storage by
molecular simulations

Tanaka, Hideki
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In silico synthesis of zeolite templated carbons (ZTCs) was performed by
molecular dyanimics method, and seventeen ZTCs with a 3D carbon network were obtained from a large
variety of zeolites. It was found by grand canonical Monte Carlo simulations that the hydrogen capacities
of the ZTCs from FAU and BEA zeolites at 77 K (adsorption pressure: 100 bar, desorption pressure 1 bar)
reach 2/3 of the liquid hydrogen density (1 bar, 20 K), which suggests that the ZTCs are promising for
hydrogen storage.
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