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Topics

⚫Materials Science

⚫Quantum Chemistry

⚫Biochemistry

⚫ ...

⚫APOD Approach

⚫Profiling with Nsight Systems

⚫Profiling with Nsight Compute

⚫Formatting ML Datasets

⚫Publishing Datasets

Other Domains

HPC

AI & ML

Data Science











Reference Handler

• Runtime control

• Recommended software citation format

• Automatic citation counts

• Priority levels

• Export to variety of formats

• Reference databases
• https://github.com/MolSSI/reference_handler
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