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Figure S1: A) Structural details of protein GAPDH (PDB ID: 1U8F) bound to its co-crystallized NAD+ 

cofactor. N-terminal of the protein is highlighted in blue, whereas the red terminal is highlighted in 

red. B) Result from the validation of the docking protocol: Crystallized and bound NAD+ (green) 

complexed with re-docked NAD+ (red) with an RMSD of 2.10 Å. 



 

Figure S2: Protein-ligand fingerprinting of isoeugenol and myrcene docked with GAPDH.   


