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Objective of this lesson

Understand why documentation is important for sustainable scientific software using Sphinx,
building documentation from Python docstrings, Jupyter Notebooks, and publishing automatically
using CI/CD

https://www.sphinx-doc.org/en/master/
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Documentation is important for Sustainable Scientific Software!

Code without docs is not:
• Reproducible
• Reusable
• Understandable

https://www.reddit.com/r/ProgrammerHumor/
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Types of Documentation

Code Documentation (The Reference!)
• Developers, advanced users, and YOU!
• APIs, function parameters, return types
• Docstrings (Autogenerated)
• Information-oriented ("What does this function do?")

User Documentation (The Narrative!)
• Users, and YOU!
• Installation, workflows, theory
• reStructuredText/Markdown
• Understanding-oriented (""How do I simulate my data?)

Tutorials (The Examples!)
• Learners, and YOU!
• Step-by-step lessons, results, visualizations
• Jupyter Notebooks
• Learning-oriented ("Show me a result in 2 minutes")
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Sphinx in one slide

Documentation compiler!

Reads configuration, looks for docstrings in Python, parses .rst and .md files, and outputs a
HTML/PDF

It is the standard for scientific Python (NumPy, SciPy, Astropy)

Supports citations, cross-referencing, and math natively
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Initializing with Pixi

Initialize a Pixi project (pixi init)
• mkdir project
• cd project
• pixi init .

Add dependencies (pixi add)
• pixi add python sphinx sphinx_rtd_theme

Setup Sphinx
• sphinx-quickstart docs
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Code and Configuration

cd ..

mkdir src

vim calculations.py

cd ..

cd project/docs/source/
vim conf.py

• extensions = [’sphinx.ext.autodoc’, ’sphinx.ext.napoleon’, ’sphinx_rtd_theme’]
• html_theme = ’sphinx_rtd_theme’

Add api.rst in /source

Add api in index.rst
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Code and Configuration

calculations.py conf.py

api.rst
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Notebooks

pixi add nbsphinx ipykernel

touch docs/source/tutorial.ipynb

Add ’nbsphinx’ to extensions in conf.py

Add tutorial to index.rst
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CI/CD: The workflow file

mkdir -p .github/workflows

touch .github/workflows/docs.yml
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HAPPY CODING AND DOCS!

AMB Documentation 12 / 12


	Documentation in Scientific Software
	Types of Documentation
	Sphinx
	Hands-on Session

