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The Effect of Pore Structure on the Adsorption and Storage of
Hydrogen in Nanozeolite

M. Rahmati” and H. Modarress

Department of Chemical Engineering, Amirkabir University of Technology

Abstract  Zeolites have been considered as potential sorbets for hydrogen storage. So, the adsorption of molecular
hydrogen on model zeolites RWY, KFI,and SAS which encompass a range of different pore structures and
compositions, has been simulated employing Grand Canonical Monte Carlo (GCMC) procedure for a temperature range
of 77-95K and a pressure range of 0—10 bars. The results show that the amount of adsorbed hydrogen can be affected
mainly by the available volume and surface area at the same temperature and pressure. The zeolite with larger available
volume shows larger adsorption capacity and the highest storage capacity were obtained for zeolite RWY.

Keywords Hydrogen, Nano Zeolite, Adsorption, Monte Carlo Simulation.
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1. Grand Canonical Monte Carlo.
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2. Metropolis Low.
3. Lennard Jones.
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4. Boltzmann Constant.
5. Planck Constant.
6. Fugacity.
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