[image: image4.jpg]Internal Medicine 2019

£Uf05(i(0"?@ Internal Medicine & Patient Care

Mar 25-26, 2019] Rome, Italy





[image: image1.png]



[image: image4.jpg][image: image6.png]. 10th Edition of International Conference on World Pharma 2021
[U[OS“(O"@ World Pharmaceutical Sciences & Drug Delivery

August 26-27, 2021 | London, UK



                                                                                                               

Title: Synthesis, biological activity and DFT studies of new hydropyrimidine compounds         https://worldpharmaconference.euroscicon.com/abstract-submission

 Author (s) Name: Maria Marinescu, Claudia-Valentina Popa, Ludmila Otilia Cinteză, Christina-Marie Zălaru
                          Department of Organic Chemistry, Biochemistry and Catalysis, Faculty of Chemistry, University of Bucharest, Romania, Europe.
A series of the dihydropyrimidinones was obtained by the Biginelli condensation using ZnO nanoparticles as catalyst. A new series of compounds was obtained by alkylation of the  dihydropyrimidinones with different halogenated compounds (Fig. 1). The structures of all compounds were confirmed by 1H, 13C-NMR, FTIR, UV-VIS spectra and elemental analysis. All derivatives were evaluated by qualitative and quantitative methods against a panel of selected bacterial and fungal strains. A DFT analysis of molecular structure and frontier molecular orbitals HOMO-LUMO was performed using the GAMESS 2012 software. Antimicrobial activity of the synthesized compounds (Fig. 2) was corelated with electronic parameters (chemical hardness, electronic chemical potential, global electrophilicity index), Mullikan atomic charges and geometric parameters of the tetrahydropyrimidines calculated with GAMESS. It has been found that the presence of nucleophilic group and the symmetry of the molecule are advantages for a high antimicrobial activity.
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                                                            Figure 1. The synthesis of the compounds
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      Figure 2. Antimicrobial activity of tested compounds against Pseudomonas aeruginosa
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