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In this study, Monte Carlo simulation and density functional calculations for the design of
molecularly imprinted polymers (MIPs) are intestigated. Molecular template, indinavir, using the
rational choice of suitable monomer set used in MIP was designed. Monte Carlo simulations were
performed for four difference groups based on their functional group: nitrogen containing
hydrocarbon (amine), aromatic hydrocarbon, oxygen containing hydrocarbon (acid and ester), and
amino-like hydrocarbon. The prepolymerization adducts of the template at different functional
monomers were discovered in this study. The binding energy and hydrogen bond networks were
analyzed and compared with experimental results to clarify the preferably imprinting complex forming

the selective polymer with nanopore structure.
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