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Abstract: Chagas disease is an infectious disease caused by the parasitic protozoan Trypanosoma cruzi (T.cruzi). This disease
affects people from approximately 20 countries, particularly those living in the southern United States and Latin America, with 15
million people estimated to be infected. Nifurtimox and Benznidazole are currently available for treatment of Chagas disease.
However, there are serious problems associated with their use, including adverse effects and limited effectiveness during the
chronic phase of this disease. Thus, developing new therapeutic agents against 7. cruzi infection is warranted. In order to develop
a novel anti-trypanosoma drug, protein-ligand docking simulation was carried out to discover drug candidate. Furthermore, in vitro
assay was conducted to determine ICs of the selected compounds against a target protein. And protein-ligand complex structures
were determined by X-ray analysis. We performed protein-ligand docking simulation for target protein active site using medicine-
like compounds approximately 4,800,000 and evaluated medicine-like compounds with high docking score by in vitro assay. As a
result, we obtained active compounds which inhibit target protein with values for ICsy of 10 uM order.
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