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Languages

* German: native speaker
» English: full professional proficiency
* Latin: elementary proficiency

Personal interests

* technology & programming
* running & cycling

* tennis

* news

References

* Univ.-Prof. Dr. Georg Kresse
georg.kresse@univie.ac.at
Universitat Wien

* Prof. Antoine Georges
ageorges@flatironinstitute.org
Collége de France / Flatiron Institute

* Dr. Martijn Marsman
martijn.marsman@vasp.at
VASP Software GmbH

Work experience

2024 - Scientific Software Developer VASP Software GmbH
present software development for the Vienna ab initio simulation package
under supervision of Prof. Georg Kresse, georg.kresse@vasp.at
2022 - Associate Data Scientist CCQ, Flatiron Institute
2024 software development for the TRIQS open source software project
under supervision of Oliver Parcollet, oparcollet@flatironinstitute.org
2019 - Flatiron Research Fellow CCQ, Flatiron Institute
2022 PostDoc researcher under supervision of Prof. Antoine Georges
Education
2015 - PhD, Materials Science Materials Theory, ETH Ziirich
2019 supervisor: Claude Ederer, claude.ederer@mat.ethz.ch
Interplay between structural, electronic, and magnetic properties in
rare-earth nickelates
2013 - MSc, Physics Universitat Hamburg, Germany
2015 Master thesis: Interplay of Spin-Orbit Coupling and Electron Correla-
tions in Iridate Compounds
supervisor: Frank Lechermann, flecherm@physnet.uni-hamburg.de
2009 - BSc, Computing in Science: Physics Universitat Hamburg, Germany
2013 Bachelor thesis: Oxygen Vacancies in Ceria Surfaces

supervisor: Frank Lechermann, flecherm@physnet.uni-hamburg.de

Technical skills

* programming: Python, Fortran, cmake, Bash, MPI, C++, GPU programming
* agentic programming using Claude Code and Opencode

» data analysis & processing with the scientific python stack, i.e. numpy, scipy,
jupyter, pandas, matplotlib, plotly, dash (see github.com/TRIQS/FermiSee)

* electronic structure codes: TRIQS, VASP, Quantum Espresso, Wannier90
» profound knowledge in architecture and use of HPC systems
» continuous integration techniques: Docker, github CI, Jenkins, unit tests

Organization
2023 Co-organizer of the TRIQS summer school 2023
organization and lecturer at the first TRIQS school in Paris
2020 - Co-organizer of the DMFT / Quantum Embedding Meeting at CCQ
2024 organization of the biweekly seminar series with international speakers.

Publications - selection
Google scholar profile: scholar.google.com/citations?user=IghTPbOAAAAJ&hI

» "Stabilizing the calculation of the self-energy in dynamical mean-field theory us-
ing constrained residual minimization” Phys. Rev. B 111 (2025) H. LaBollita, J.
Kaye, and A. Hampel

* "Correlation-Induced Octahedral Rotations in SrMo03”
Phys. Rev. B 104 (2021) A. Hampel, J. Lee-Hand, A. Georges, and C. E. Dreyer

* "Quantum embedding methods for correlated excited states of point defects:
Case studies and challenges” Phys. Rev. B 105 (2022) L. Muechler, D. I. Badrtdi-
nov, A. Hampel, J. Cano, M. Résner, C. E. Dreyer

» "solid_dmft: gray-boxing DFT+ DMFT materials simulations with TRIQS” Journal
of Open Source Software 7 (2022) M. E. Merkel, A. Carta, S. Beck, and A. Hampel
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Teaching
* supervising intern PhD student at Flatiron Institute: "Automatic tail fitting for
noisy QMC self-energies in Dynamical Mean Field Theory”, Harrison LaBollita

* supervision of summer intern under graduate student: "FermiSee: WebApp for
electronic structure visualization and phenomenology”, Shonel Rahim

* tutor for the "International summer school on computational quantum materials
2022", Sherbrooke, Canada

* tutor for the "Wannier 2022 Summer School”, Trieste, Italy

* supervising intern PhD student at Flatiron Institute: "Interplay between breathing-
mode distortions and magnetic order in rare-earth nickelates from ab initio mag-
netic models”, Danis I. Badrtdinov Phys. Rev. B 104, 054403 (2021)

* mentoring a master student project: Tobias Esswein

* mentoring a bachelor thesis: "Analysis of structural distortions in CaFeO3 using
first-principles calculations”: Alexander Gillmann

* tutor for the two Practica: Statistical Analysis and Computer Simulation of Mate-
rials, Materials Department, ETH Ziirich

* teaching Assistant for the Course: Simulation Techniques in Materials Science,
Materials Department, ETH Ziirich

Attended conferences and schools (selection)
Invited talks

07/2027 TRIQS developer and user meeting 2026 Paris, France
06/2025 TRIQS developer and user meeting 2025 Paris, France
12/2024 10th Numerical Materials Simulator Seminar

National Institute for Materials Science Ibaraki Japan
05/2024 International Summer School on Computational Methods for

Quantum Materials Sherbrooke, Canada
09/2023 TRIQS developer and user meeting 2023 Paris, France
05/2023 Wannier90 Developer meeting Daresbury, UK
08/2022 33rd IUPAP Conference on Computational Physics Austin, USA
06/2022 TRIQS developer and user meeting 2022 Paris, France
02/2022 Condensed matter seminar talk at Stony Brook University USA
01/2022 Invited seminar talk University of Geneva Switzerland
09/2019 Invited seminar talk at the ITP University of Bremen, Germany
Schools & Workshops
06/2023 Nvidia workshop: Fundamentals of Deep Learning New York, USA

06/2018 Workshop: Exploiting Supercomputers and Containers for Data
Science Zurich, Switzerland

02/2017 ViCoM Winter School on Computational Magnetism  Vienna, Austria

05/2016 International Summer School on Computational Methods for
Quantum Materials Sherbrooke, Canada


https://doi.org/10.1103/PhysRevB.104.054403

