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In this contrbution we pressmt a fundamental study of metformin (N N-
dimethylimidodicarbonimidic diamide) agueous mixtures, with three difierent functional
groups, specifically, acefic acid, ethanol and DABCO (1.4-dizzabicyclo{2.2 Zjoctane). The
chemical equiibium and thermodynamic parameters were deermined by molecular
dynamios in the NpT and NVT ensembles at standard conditions using GROMACS [1]. All
the molecular models were TraPPE-ike built [2). The cutcomes of this study, parScularly, the
pradiction of the ime energy of binding for metformin'functional group and $he insights on the
sohent efiect ower this parameter will help the designing process of nowsl functionaled
activated carbon for metfoemin recovery from waster [3].
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