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Figure S1. Chemical structure of all compounds possible to be synthesized within the available al-
dehydes.
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Figure S2. Pharmacophoric map of in vitro tested compounds generated by molecular docking

against 20K8; (A) Compound 3; (B) Compound 4; (C) Compound 8; (D) Compound 5; (E) Com-
pound 6; (F) Compound 9; (G) Compound 10.
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Figure S3. Evaluation of the interaction of compound 10 with the residues of the iNOS active site
from Mus musculus. A) Redocking of the crystallographic ligand present in the active site of iNOS.
B) Interaction of the crystallographic ligand in the active site of iNOS by hydrogen bonding with
TYR 367B residue (Yellow dashed lines). C) Molecular docking of compound 10 in iNOS site. D)
Interaction of compound 10 within the active site of iNOS by hydrogen bonding with GLU 371 and
ARG 260 residues through hydrogen bonding.



