Theoretical modelling and simulations 

of organic and inorganic molecules, biomolecules and biological systems 

Cittadella Universitaria di Monserrato  

Aula 6 Asse E (medicina)

	November, 25

15:00-17:00


	Introduction I: Computer modelling & Simulation: Basic techniques, force fields, first-principles methods

	November, 27 

15:00-17:00


	Introduction II: Molecular computer modeling & simulation across spatial &temporal scales

	November, 28

15:00-17:00


	DNA: Hydration and ion coordination around DNA, Internal structure and dynamics of DNA, Stretching of double helix DNA 



	December, 2

15:00-17:00


	DNA-protein interactions: DNA damage and repair



	December, 4

15:00-17:00


	Phospholipid membranes:

Self-assembly of lipids, Lipid membranes-protein interactions, Structure of membrane proteins, Ion channels

	December, 9

15:00-17:00


	Modelling in materials science: Periodic systems, porous systems.



	December, 11

15:00-17:00


	Solvation and hydration: Solvation structure of organic molecules, Preferential solvation, Conformational studies of di- and polysaccharides

Hydration structure and dynamics of electrolytes, Partition coefficients and free energies of drug molecules



	December, 16

15:00-17:00


	Combined spectroscopy and MD simulation of NMR relaxation 



	December, 18

15:00-17:00


	Nucleation 

Aerosols and water clusters in atmospheric conditions  

Phase transitions in icy particles 




