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Reproducibility checklist

Tick every line before a manuscript leaves your desk.

Item Done Note

Notebook runs top to bottom on a clean
machine

Numbered sections with plain text above
every code cell

Self check recomputes headline values
and stops on mismatch

Raw downloads kept separate from
produced output

README lists every source, the query and
the date

Package versions frozen, container recipe
for heavier tools

Inclusion and exclusion rules stated and
dated

Reconstructed or substituted values
disclosed with the reason

Validation result reported before any
prediction

Code and dataset deposited with a
licence for reuse

Tools and structure depositors cited

Limitations paragraph written before the
abstract

Based on the ERAS Africa Molecular Docking using Python course, 2026, and the study "Target Protein Pocket Volume and Antiretroviral Drug Physicochemical Properties"
(Hailekiros, 2026) with its reproduction guide. Tool documentation from RDKit, AutoDock Vina, Meeko, RCSB PDB, PubChem and ProteinsPlus. Free to copy and adapt with
attribution.



	Reproducibility checklist

