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Professional Experience

IMCN - MODL Pole, UCLouvain, Belgium 2016 - Present
« Sustainable energy: Photocatalysis, high-entropy materials, photovoltaics.

+ Machine learning: Cluster expansion, MLIPs.
+ Theory developement: Dielectric dependent hybrid functional.
 Software Stewardship: Maintenance of local scientific codebases.

Atomic Scale Simulation, EPFL, Switzerland 2011 - 2016
+ Developed electronic-structure methods (GW, hybrid functionals).
+ Implemented vertex corrections for high-accuracy band gap calculations.

Code Developments

+ GCMC: Grand Canonical Monte Carlo with replica exchange and hybrid MC/MD
support for ASE-compatible MLIPs.

ABINIT: XC kernels and vertex corrections; range-separated hybrid func-
tional.

+ Quantum ESPRESSO: Range-separated hybrid functionalimplementation.
« MPEA Stability: High-throughput alloy prediction webapp.
+ FNV: Python package for charged defect corrections.
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Dr. rer. nat. in Physics (summa cum laude) 2011
Leibniz Universitdt Hannover, Germany
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BSc. in Physics 2002

Fudan University, Shanghai, China
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