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PWF Sri Lanka - Advancing Computational Material Science: A
Workshop on Density Functional Theory (DFT)

Monday 21 April 2025

Day 2 - E-resources room (05:00-13:00)

time title presenter

05:00 Lecture 4: Introduction to Electronic Structure Calculations in Materials Science

06:30 Coffee break

07:00 Crystal Structure (lattice + basis review) Hands-on Session - Drawings using
VESTA, Xcrysden, Material cloud, etc

08:30 Lunch break

09:30 Lecture 5: Basics of Solid-State Physics Reciprocal Lattice, Bloch’s Theorem,
Band Structure

11:00 Coffee break

11:30 Hands on Session: Overview of DFT Software (VASP, Quantum ESPRESSO,
etc.)
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