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PACKAGING
What is 
___________?

Bundling libraries, modules, or applications with (ideally) all 
necessary dependencies, metadata, and documentation.

PORTABLE TRACEABLE EFFICIENT+ + =

GOOD FOR SCIENCE!
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What happens when packages get old?

RE
PACKAGING:
Bundling libraries, 
modules, or applications 
with (ideally) all necessary 
dependencies, 
metadata, and 
documentation.
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What happens when packages get old?

Dependencies change

Hardware capabilities change

Logic changes
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What does it look like when 
dependencies break?

Nothing works Some things work Everything LOOKS 
like it works
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CI/CD overhaul
• Automate with GitHub actions
• Resolve incompatibilities

RE
setuptools → scikit-build-core

→ hatchling
• Simplify build
• Expose further code rot

CI/CD continuous integration/continuous distribution
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RE

• Wasserstein
https://github.com/thaler-lab/Wasserstein

https://github.com/thaler-lab/EnergyFlow

• EnergyFlow

wasserstein distance
a distance metric 
used to evaluate 
probability 
distributions 
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RE

• Wasserstein
https://github.com/thaler-lab/Wasserstein

https://github.com/thaler-lab/EnergyFlow

• EnergyFlow

Coming soon!
pip install Wasserstein
conda install Wasserstein
pip install EnergyFlow
conda install EnergyFlow



THANK 
YOU!
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