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(g/cm’) (A) (A) (A) max. (A)

Our ReaxFF 2.14 1.63 2.73 3.19 3.87

CLAYFF* 2.15 1.57 2.55 3.11 3.99

ReaxFF’ 2.14 1.56 2.53 3.06 3.9

experiment’ 2.2 1.6 2.61 3.115 4.13

*(Bourg & Steefel, 2012); *(Fogarty et al., 2010); ©(Ohno et al., 2001).
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Molecular Dynamics Simulation of Water Diffusion in
Silica Nanopores

Shih-Kai Chien'~ Cha'o-Kuang Chen’

ABSTRACT

In the adsorption dryer, the silica material adsorbs moisture from the air, resulting in clean, dry
compressed air. Consequently, the silica material requires such high temperatures for regeneration. In
order to increase the adsorption capacity and to gain energy savings, the research studies are focusing on
adsorption-desorption mechanism. We present molecular dynamics simulations of water confined in silica
nanopores. In addition, the diffusion dynamics of water is analyzed by molecular dynamics.

Keywords: Silica nanopores, adsorption/desorption mechanism, molecular dynamics simulation
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