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Principles

• Use Python for quick prototyping and to easily glue faster
implementations (e.g. C++) into performance-critical
components of the code

• Open source
• GitHub as frontend (collect issues/bugs, discuss proposed
changes, plan new features, ...)

• Continuous integration via TravisCI, Appveyor, Azure pipelines
• Unit-testing for large portions of the code
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PyEMMA



PyEMMA on GitHub

https://github.com/markovmodel/pyemma

http://www.emma-project.org
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Main dependencies and packages

*.pdb   *.xtc
*.dcd   *.h5
*.gro    *.xyz

MSMTools, BHMM, …

coordinatesmsm

plot

Thermotools

thermo
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deeptime



deeptime on GitHub

https://github.com/deeptime-ml/deeptime

https://deeptime-ml.github.io
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deep
time

Dependencies:

▪ NumPy
▪ Scipy
▪ scikit-learn
▪ (pytorch)
▪ (matplotlib)

run
unit testing

continuous integration

distribute

documentation

extension code
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Participate!



Forks

Forks are your gateway to contributing
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Pull requests

Sets of changes can be admitted into the codebase via pull requests
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Automated testing

Each pull request goes through automated testing

under a selection of operating systems and python versions
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Found a bug? Need a feature?

Create a GitHub issue to discuss the matter with us! We are always
happy about feedback.
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