Nanoreactor

Automated potential energy surface (PES) sampling and
sorting with extended tight-binding (xTB) and density
functional theory (DFT)
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Example: Hydrolysis of aspirin

Predict plausible degradation products of active pharmaceutical ingredients using XTB
metadynamics. Optionally identify their thermodynamic sorting with free energy refinement.

Highlights
Simulation results align well with experiments

Can be performed on laptop-type compute resources
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