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NEW CONTRIBUTIONS OF THE THESIS

1/ The results of the thesis provide us an insight into the adsorption of organic
molecules, antibiotics containing different functional groups such as -OH, -COOH, -CHO,
>C=0, NOy, -NHa, -SOsH on the material surfaces including TiO; and clay minerals.

2/ The achieved results in this work give a good assessment of the adsorption
processes that take place on the surfaces of TiO2 and clay minerals. This is an important
investigation for guiding subsequent experimental studies to remove or decompose
pollutants in wastewaters.

3/ The role and origin of intermolecular interactions contributing to the stability of
configurations as well as the adsorption capacity of molecules on the TiO; and clay mineral
surfaces are clarified by using quantum chemical methods.
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