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Main research findings

The research involved synthesizing two categories of acibenzolar-S-
methyl analogs. The first category comprised derivatives of alkyl
henzo[4l[1,2,3]oxadiazole-7-carboxylate ABI1-ABI12 from salicylic
acid, and the second category included (£ )-
oxadiazol-5-yl)-Aarylmethanemine compounds ABIIT-ABIN0. The
synthetic process involved nitration, reduction, diazotization, and
intramolecular cyclization, with subsequent purification. The results
revealed that specific functional groups influenced interactions with
enzymatic targets, enhancing stability and increasing polarizability
for favorable ligand interactions and competitive inhibition.
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Scheme 1. Chemical synthesis of compounds ABI1-ABI12 (a), and ABII1-ABII0 (b)
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Figure 1. Molecular docking results for
compounds ABI1-ABITZ, and ABIIT-ABII0 against
several enzymatic targets

Figure 2. The 2D diagrams of the best-fit complexes ABII6-7BYU (a), ABI12-4HAQ (b), and ABIIB-LHNW (c),
showing ligand interaction with different amino acid residues of the evaluated enzymatic targets

Conclusions. our results provides insights into the synthesis, structure, and computational analysis of acibenzolar-S-methyl analogs, emphasizing the impact of specific functional groups on
molecular interactions and stability with enzymatic targets.
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