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Nghiên cứu tác dụng kháng α-glucosidase của một số hợp chất từ cây gừng đen … 
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ABSTRACT   

The selected compounds in the essential oil of Distichochlamys citrea M.F. Newman 

(commonly known as "Black Ginger") including Linalool (B1), -Citral (B2), Geraniol 

(B3), Borneol acetate (B4), Geranyl acetate (B5) were choosen to study the 

inhibitability towards enzyme α‑glucosidase. Quantum properties were examined 

using density functional theory (DFT). The inhibitability of the compounds towards 

protein 3W37 of enzyme apha-glucosidase evaluated by molecular docking 

simulation and their bio-compatibility was justified by physicochemical properties 

obtained from QSARIS-based analysis in reference to Lipinski's rule of five. 

Molecular docking results indicated that 3W37 protein  inhibited by the studied 

compounds and the inhibitory efficiency was in the order B5>B1>B4>B3>B2 and the 

physicochemical parameters from the QSARIS system were consistent with the rule 

Lipinski 5. The theoretical results would contribute to the basis for further studies 

on the chemical compositions of Distichochlamys citrea and their biological activities. 

Keywords: Density functional theory (DFT), molecular docking, α-glucosidase, 

protein 3W37, Distichochlamys Citrea.   
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Lĩnh vực nghiên cứu: Hóa học vật liệu và vật liệu nano. 
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