WORKSHOP Program

Second Spanish Charge Density School 

Zaragoza, 25-27 June 2014 

June 25th, Wednesday 

· 09:00 – 09:30 h.- Organization and objectives of the School – Fernando J. Lahoz
· 09:30 – 11:00 h.- Introduction to charge density studies: what are we looking for? Chemical bond and scattering formalism. Deformation density. Kappa model. Hansen & Coppens model. – Enrique Espinosa 
· 11:30 – 13:30 h.- Modelization of the charge density. Multipolar model. Physical constrictions of charge density. Combined refinement: X-Ray and neutrons. – Enrique Espinosa
· 15:30 – 16:30 h.- Experimental methods. The smart choice of the crystal, radiation source, wavelength and goniometer geometry. – Pilar García Orduña
· 16:30 – 17:30 h.- Quality evaluation of diffraction data. Data reduction. Statistical analysis of data with SORTAV program. -  Pilar García Orduña
· 18:00 – 20:00 h.- Deformation density. Space partitioning. Topological analysis of the charge density. Critical points and the Laplacian of charge density. Electron energy densities. Classification of bonds – Enrique Espinosa
June 26th, Thursday

· 9:30 – 11:30 h.- Computational methods for the charge density evaluation – Ibón Alkorta
· 12:00 – 14:00 h.- Practical session on topological analysis from theoretical data– Ibón Alkorta
· 16:00 – 17:30 h.- Applications I: Intermolecular interactions – Hydrogen bonding. – Enrique Espinosa
· 18:00 – 20:00 h.- Practical session: The MOPRO suite of programs. – Pilar García Orduña
June 27th, Friday

· 9:00 – 10:00 h.- Transferability of multipolar parameters. Databases and applications. – Pilar García Orduña
· 10:00 – 11:30 h.-The electrostatic moments of charge density. Electrostatic potentials. Introduction to reactivity. – Ignasi Mata
· 12:00-14:00 h.- Practical session: The MOPRO suite of programs. – Ignasi Mata + Pilar García Orduña
· 16:00-19:30 h.- Practical session: The MOPRO suite of programs. – Pilar García Orduña + Ignasi Mata
