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Figure S1. Predicted docking poses of the evaluated phytochemicals within the substrate-binding and cofactor-binding 

sites of ALDH1A3. 
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Figure S2. Superimposition of the re-docked and crystallographic ligand poses in ALDH1A3. (A) 

Re-docked retinoic acid–ALDH1A3 complex (pink) superimposed on the corresponding 

crystallographic pose (pale green) within the substrate-binding site (RMSD = 0.85 Å). (B) Re-

docked NAD–ALDH1A3 complex (navy blue) superimposed on the corresponding 

crystallographic pose (ruby) within the cofactor-binding site (RMSD = 1.99 Å). 



Figure S3. Frames of protein‒ligand binding modes every 20 ns for each ligand during simulation. 
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