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Abstract:Gallic acid is a phenolic acid compound that can be found in natural products and has 

been reported to have various biological activity against several cancer cell lines such as 

leukemia, lung cancer, and colon adenocarcinoma. This research is aimed to study the stability, 

affinity, and interaction of the gallic acid and its five derivatives compounds, namely, 

ethylgallate, benzylgallate, phenylethyl gallate, (2-hydroxy)-benzylgallate and 4-metoxy-(2-

hydroxy)-benzylgallate as inhibitors of BRAF colon cancer by in silico molecular docking. 

Gallic acid and the five derivatives as a ligand were transformed into 3D structures, 

subsequently docking simulation process is performed against BRAF. In silico docking study 

showed the five derivatives have the Gibbs energy (ΔG) value lower than gallic acid, 

suggesting that the five derivatives have higher stability than gallic acid. Furthermore, 

compared to gallicacid, the five derivatives have agreater affinity and stronger interaction with 

the catalytic site of BRAF colon cancer. Among the five derivatives, (2-hydroxy)-benzylgallate 

has the highest stability and strongest interaction on BRAF colon cancer. Thus, (2-hydroxy)-

benzylgallate could be developed as a potential inhibitor of BRAF and promising candidate for 

colon cancer drug. 
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