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EGQCA code: beyond thermodynamics

Al-doped MgB2 Nb-Ti Nb-V

Materials Today Physics 48, 101547 (2024)
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Take-home messages

- EGQCA is more than a thermodynamic 
model.

- Bridges thermodynamic modeling and 
physical properties.

- Truly ab initio.

- Phase diagram calculations?

- It's designed to make your life easier!



Thank you!
• Dominik Spath (TU Graz)

• Luka Wibmer (TU Graz)
• Eva Kogler (TU Graz)
• Christoph Heil (TU Graz)

• Markus Aichhorn (TU Graz)
• Simone Di Cataldo (University of Rome)

• Luiz T. F. Eleno (University of São Paulo)
• Kieran Bozier (University of Cambridge)
• Chris Pickard (University of Cambridge)

New cool stuff coming soon!

Check out our work here:

nunesferreira@tugraz.at
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