### Supplementary Information ###
The ligand–protein RMSD plots and interaction timelines from MD simulation replicates #2 and #3.
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Figure S1. Protein and ligand RMSD values over the 120 ns MD simulation (replicate #2) of the CAS-AKR1C3 complex.
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Figure S2. Interaction timeline for the 120 ns MD simulation (replicate #2) of the CAS-AKR1C3 complex.
[image: Obraz zawierający tekst, sztuka

Zawartość wygenerowana przez sztuczną inteligencję może być niepoprawna.]
Figure S3. Protein and ligand RMSD values over the 120 ns MD simulation (replicate #3) of the CAS-AKR1C3 complex.
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Figure S4. Interaction timeline for the 120 ns MD simulation (replicate #3) of the CAS-AKR1C3 complex.
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