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                    Abstract
In this work, N-isopropylacrylamide (NIPAAm) and N-isopropylmethacrylamide (NIPMAAm), known as thermoresponsive monomers and used in micro/nanogel preparations, were characterized theoretically. The theoretical calculations have been carried out using Density Functional Theory including CAM–B3LYP method. The molecular geometry and parameters, Mulliken and Atomic Polar Tensors (APT), atomic charges were determined by DFT including CAM–B3LYP/6-31+G as a basis set. The electronic properties and molecular electrostatic potential (MEP) of the surfaces were determined by the same basis set. Finally, the chemical shifts and thermodynamic functions were computed.
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