Driving up the Yield of Para-Xylene

Scientific Achievement
We performed molecular simulation to understand the role of solvent in the
production of renewable p-xylene, a key monomer for green plastics.
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— Configurational biased Monte Carlo simulations were preformed for multicomponent systems of p-
xylene production.

— Hydrophobic solvents expel water and thereby reduce hydrolysis of DMF and improve selectivity.
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