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The FHI-aims Code

Thank you to everyone!

• Community-based electronic structure code

• Contributions from over 200 people all over the world from
Berlin, Duke, UNC, Beijing, Helsinki, Warwick, Cardiff, Dalhousie,
etc, with 20+ years of development

Coordinators: V. Blum, S. Kokott, M. Rossi, M. Scheffler

Slide: Courtesy of V. Blum
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Where Can You Find FHI-aims?

fhi-aims.org

https://fhi-aims.org/
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Where to Start?

https://fhi-aims.org/

https://fhi-aims.org/
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Getting the Code
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Where to Start?

https://fhi-aims.org/

https://fhi-aims.org/
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Extensive and Growing List of Tutorials

https://fhi-aims-club.gitlab.io/tutorials/tutorials-overview/

https://fhi-aims-club.gitlab.io/tutorials/tutorials-overview/
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Where to Start?

https://fhi-aims.org/

https://fhi-aims.org/
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Roadmap Paper

30+ sections, 200+ authors

Available now on arXiv! https://arxiv.org/abs/2505.00125

https://arxiv.org/abs/2505.00125
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Introductory Videos

https://www.youtube.com/@ms1p-eV

Slide: Courtesy of K. Lion
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Design Principles of FHI-aims

Quantum mechanics-based simulations of real, complex
molecules and materials and their properties without a

priori precision and accuracy limitations.

The Vision

• Key design choice: Which basis functions to use?

Gaussians
Plane Waves/

Pseudopotentials
Numeric Atom-

Centered
Orbitals


