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Molecularly imprinted polymers
(MIPs) are a class of highly cross-
linked polymer that can bind certain
target compound with high specificity.
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The knowledge of the interactions between the
target (in this case, cocaine molecule) and the
monomer seems to be very important in the design
of this MIPs.

A DFT study was carried out in order to indicate if the
methacrylic acid seems to be a good monomer in the recognize of
benzoylecgonine and cocaine. The ratio template polymer and the effect of the
environment were also analyzed.
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