MARVEL
PSI O00®

NATIONAL CENTRE OF COMPETENCE IN RESEARCH

Electronic-structure simulations for
user communities at large-scale facilities

April 3rd, 4th 7th 9th 2025, 14:00-16:00, PSI Auditorium

The sessions will also be streamed online in webinar mode (no direct interaction or support can be offered)

A gentle introduction to current capabilities in electronic-structure
simulations for materials, and how to run them via open-source software
and infrastructure (Quantum ESPRESSO + AiiDAlab)

Key target audience: experimentalists working at large-scale facilities

Course program:

* Fundamentals of electronic-structure theories: DFT and beyond
Prof. Nicola Marzari (EPFL/PSI), Thu April 3@,14:00-16:00, PSI Auditorium

* Predicting materials properties with electronic-structure simulations
Prof. Nicola Marzari (EPFL/PSI), Fri April 4,14:00-16:00, PSI Auditorium

* Practical guide to DFT simulations, and hands-on session on-premises and in the cloud
Dr. Giovanni Pizzi (PSl) & Team* Mon April 7t", 14:00-16:00, PSI Auditorium (+ optional support 16:00-17:00)

 Automated simulations for large-scale-facility applications
Dr. Giovanni Pizzi (PSl) & Team?* Wed April 9%, 14:00-16:00, PSI Auditorium (+ optional support 16:00-17:00)

Coffee will be served at 16:00, after each session More information and registration on Indico

Registration: by Sunday 30" March 2025

Organized by the Laboratory for Materials Simulations (LMS/CSD)
* Team: Dr. Edan Bainglass, Dr. Miki Bonacci, Mr. Timo Reents, and Dr. Xing Wang (PSI LMS);
Dr. Andres Ortega-Guerrero (Empa) https://indico.psi.ch/e/simulations-for-user-communities-2025
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