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Introduction: Nowadays, with the emergence of efficient technologies in in silico methods, drug discovery and
design is done in a more targeted and accurate way in order to save time and money. Molecular docking is one of the
key tools in structural molecular biology and computer-assisted drug design, with the aim of predicting the proper
binding site of a ligand to a known protein. Interleukin-5 (IL-5) causes allergy in the airways and asthma symptoms.
Some drugs that target interleukin-5 do not work for everyone. Therefore, interleukin-5 protein is one of the potential
targets in severe asthma, and by preventing its function, at least one of the causes of asthma can be suppressed by
reducing the production of eosinophils in the body. For this purpose, this research was carried out in a targeted way
to find a suitable ligand.

Methods and Materials: 1070 predicted ligands were selected from the ZINC database .Schrodinger’'s GLIDE
software was used in the docking experiments by applying the optimized Interleukin-5 (PDB ID: 3VAZ2) model as the
docking target. Then, the compounds that exhibited favorable docking score, energy, and model calculations were
evaluated.

Results: The 3 top hits were selected from the first round of docking after performing the extensive post-docking
analysis by comparing their binding energy with existing drugs for this protein. The best ligand was docked with
docking score -6.502, glide e-model -80.557, and glide gscore -6.502.

Conclusion: Asthma can be described as a chronic respiratory condition which can be identified by breathing
difficulty, cough and chest tightness. Also, the results show the proper interaction of the superior compound with the
target protein, which has the potential to be investigated as a new drug in further studies.
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