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Workshop on Crystal Structure Prediction: Exploring the
Mendeleev Table as a Palette to Design New Materials | (smr 3267)

Tuesday 15 January 2019

DAY 2, Afternoon session: Chairperson: Alessandro Laio - Leonardo Building - Budinich

Lecture Hall (14:00-18:30)

time title presenter

14:00 A computational survey on the inorganic electrides from first-principles crystal
structure prediction and data mining

ZHU, Qiang

14:40 Calculating the surface excess free energy TRIBELLO, Gareth

15:20 Navigating at will on the water phase diagram: nucleation, amorphisation, phase
transitions

SAITTA, Marco

16:00 Coffee break

16:30 ICTP Colloquium on Crystallography: Then, Now, and …..? GLAZER, Mike

17:30 Light refreshments
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