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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), B-Citral (B2), Geraniol
(B3), Borneol acetate (B4), Geranyl acetate (B5) were choosen to study the
inhibitability towards enzyme a-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, a-glucosidase,

protein 3W37, Distichochlamys Citrea.

Bui Quang Thanh tdt nghiép ctt nhan chuyén nganh Hoa hoc tai
Truong Pai hoc St pham, Pai hoc Pa Nacmg; nhan béng Thac si chuyén
nghanh Hoa ly thuyét va hoa ly tai Truong Pai hoc Khoa hoc, Pai hoc
Hué. Hién nay, 6ng giang day va nghién ctru tai Truong Pai hoc Khoa
hoc, Pai hoc Hué.

Linh vwec nghién citu: Héa hoc vt liéu va vit liéu nano.
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H6 Thi T8 Van sinh ngay 20 thdng 12 ndm 1987 tai Gia Lai. Nam 2009,
ba tot nghiép Dai hoc su pham chuyén nganh Hoéa hoc. Hién ba dang
theo hoc chuwong trinh thac si chuyén nganh Hoéa V6 co tai treong Pai
hoc Khoa hoc, DPai hoc Hué. Hién nay, ba cong tac tai truong Trung hoc
pho thong Phan Boi Chau, thanh phd Pleiku, tinh Gia Lai.

Linh viec nghién ciru: Hoa ly thuyét.

Nguyén Vinh Pha sinh ndm 1996. Ong t3t nghiép ctt nhan Hoéa hoc tai
treong Dai hoc Khoa hoc, Dai hoc Hué; Hién dang theo hoc chwong
trinh thac si chuyén nganh Hoéa ly thuyét va Hoa ly tai truong Pai hoc
Khoa hoc, Pai hoc Hué. Hién nay, 6ng giang day va nghién ctu tai

truong Dai hoc Y Duoc, Dai hoc Hué.
Linh vwec nghién civu: Héa hitu co va Hoa vat liéu.

Phan T& Quy sinh nam 1982. Ong t&t nghiép cir nhan Héa hoc tai
truong Dai hoc Su pham, Dai hoc Hué; nhan béng thac si chuyén nganh
Hoa ly tai truong Dai hoc Sw pham, Pai hoc Hué; nhan bang tién si
nganh Hoa ly thuyét va Hoéa ly tai truong DPai hoc Khoa hoc, Pai hoc
Hué. Hién nay, 6ng giang day va nghién cttu tai truong Dai hoc Tay
Nguyén.

Linh viec nghién ciru: Hoa ly va héa ly thuyét.

Nguyén Thi Thanh Hai sinh ngay 17/04/1982 tai Thtra Thién Hué. Ba
tot nghiép ky su chuyén nganh Cong nghé thirc pham va sinh hoc tai
treong Dai hoc Bach khoa, Pai hoc Da Ngng nam 2005; thac si chuyén
nganh hoa ly thuyét va hoa ly tai truong Dai hoc Khoa Hoc, Dai hoc Hué
nam 2011; bao vé luan 4an tién si nam 2021 nganh hoda ly thuyét va hoa
ly tai Trueong Dai hoc Khoa hoc, Dai hoc Hué. Hién nay ba cong tac tai

Truong Dai hoc Khoa hoc Hué.
Linh vwec nghién civu: vat liéu nano, hda duoc.

Nguyén Thi Ai Nhung sinh ndm 1980. Ba t5t nghiép ctr nhan Héa hoc
tai truong Pai hoc Khoa hoc, Dai hoc Hué; nhan béng thac si chuyén
nganh Hoa ly thuyét va Hoéa ly tai truong Pai hoc Su pham, Pai hoc
Hué; nhan bang tién si nganh Hoéa ly thuyét tai treong Dai hoc téng hop
Philipps, Marburg, Cong Hoa Lién Bang Dttc. Ba duoc phong hoc ham
pho gido su nam 2018. Hién nay, ba giang day va nghién cttu tai treong
Pai hoc Khoa hoc, Pai hoc Hué.

Linh viec nghién citu: Héa luong ttr va héa ly thuyét.
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