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Configurational-bias Monte Carlo simulations in the Gibbs ensemble and the TraPPE force field are used to explore 
liquid-liquid extraction and zeolite-based sorption processes for the separation of ethanol and water. Effects of 
temperature and feedstock composition are investigated. The simulations provide molecular-level insights on how 
the architecture of primary, secondary, and tertiary long-chain alcohols and of hydrophobic zeolites influence 
separation selectivity and capacity.  

 


