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Understanding and modeling of selective adsorption behavior of gases into flexible
metal-organic frameworks
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We investigated binary gas adsorption behavior onto metal-organic frameworks
(MOF) with flexible structure. Simple structural model of MOF with stacking layer motif was prepared, and
adsorption of mixture gas and structural deformation of MOF was predicted by Grand canonical Monte Carlo
method and free energy analysis. Our analysis reveal the condition to concentrate one of two gas

molecules from mixture using soft porous material.
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