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034706.

On the Impact of Sorbent Mobility on the Sorbed Phase Equilibria and Dynamics: A Study of Methane
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Diffusion via space discretization method to study the concentration dependence of self-diffusivity
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Atomistic Simulation Studies on the Dynamics and Thermodynamics of Nonpolar Molecules within the
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Simulation studies of methane, carbon dioxide, hydrogen and deuterium in ITQ-1 and NaX zeolites. 20 18
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Molecular Dynamics of Carbon Dioxide, Methane and Their Mixtures in a Zeolite Possessing Two
Independent Pore Networks as Revealed by Computer Simulations. Journal of Physical Chemistry B,
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Combined Atomistic Simulation and Quasielastic Neutron Scattering Study of the Low-Temperature
Dynamics of Hydrogen and Deuterium Confined in NaX Zeolite. Journal of Physical Chemistry B, 2008, 2.6 23
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A second-order Markov process for modeling diffusive motion through spatial discretization. Journal
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Micropore size distributions from CO2 using grand canonical Monte Carlo at ambient temperatures:
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Transport Diffusivity of N2and CO2in Silicalite:A Coherent Quasielastic Neutron Scattering
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Prediction of Permeation Properties of CO2 and N2 through Silicalite via Molecular Simulations.
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Simulation Study of Sorption of CO<sub>2<[sub>and N<sub>2<[sub>with Application to the
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Influence of orientational ordering transition on diffusion of carbon dioxide in carbon nanopores.
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The Structure of Adsorbed CO2 in Slitlike Micropores at Low and High Temperature and the Resulting
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