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TOM TAT

Cac dan xudt phenylpropene gom chavicol acetate (A1), eugenol (A2), trans-
isoeugenol (A3) va eugenol acetate (Ad) dugc nghién ctru bang moé phong 1ap ghép
phén t véi viéc tic ché thu thé ACE2 va protein gai stng (spike protein) (6VSB)
ctia SARS-CoV-2. K&t qua md phong chi ra rang protein ACE2 dugc e ché bao vé
kha ndng tic ché theo thit tw A1l > A3 > A4 > A2. So sanh voéi kha ndng tec ché
protein 6SVB nhan thay thit tu vé kha nang tic ché thay doi theo day A1 > A4 > A3
> A2. Gia tri d6 léch binh phuwong trung binh gbéc (RMSD) trong cac phic hop
nghién < 2A khéng dinh tiém ning tc ché. Kha ning tic ché duoc giai thich dua
vao su khép hinh hoc gifta cdc thanh phan tham gia. Cac dan xudt cta
phenylpropene duoc dé xudt 1a cac hop chat tw nhién tiém nang trong viéc hd tro

qua trinh tim kiém cac duoc chat trong nghién cttu ttc ché€ SARS-CoV-2.

T khoéa: Mo phong lap ghép phan ti, thu thé chu ACE2, spike glycoprotein
(6VSB), phenylpropenes.
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ABSTRACT

Inhibitory capability of phenylpropenes derivatives, including chavicol acetate
(A1), eugenol (A2), trans-isoeugenol (A3), eugenol acetat (A4) with high
potentiality for the treatment of SARS-CoV-2 disease, was examined on the host
receptor Angiotensin-converting enzyme 2 (ACE2) in human body and spike
glycoprotein (6VSB) using molecular docking simulation. Results indicate that
ACE2 protein is strongly inhibited by compounds investigated and the inhibitory
effectiveness is in the order A1 > A3 > A4 > A2 while the overall inhibitability of the
potential compounds with 6VSB protein follows the order A1 > A4 > A3 > A2. Their
biologically rigid conformation is given by the corresponding values of RMSD
registering under 2 A in any systems. The expected inhibition is explainable by
topographical complementarity between the inhibitory aducts. The studied
compounds are suggested as natural medication-assisted agents for selecting
potential pharmaceuticals supporting treatment against infection caused by SARS-
CoV-2.

Keywords: Molecular docking simulation, SARS-CoV-2, angiotensin-converting

enzyme 2 (ACE2), spike glycoprotein (6VSB), phenylpropenes.
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Bui Quang Thanh t6t nghiép cit nhan chuyén nganh Héa hoc tai Truong
Pai hoc S pham, Pai hoc ba Ngmg; nhan bﬁ“mg Thac si chuyén nghanh
Hoa ly thuyét va hoa ly tai Truong Dai hoc Khoa hoc, Dai hoc Hué. Hién

nay, 6ng cong tac tai Truong DPai hoc Khoa hoc, Dai hoc Hué.

Linh vwc nghién ciru: Héa hoc vat liéu va vat liéu nano.

Nguyén Vinh Pha sinh ndm 1996. C)ng tot nghiép cit nhan Hda hoc tai
truong Dai hoc Khoa hoc, Dai hoc Hué; hién dang theo hoc chuong trinh
thac si chuyén nganh Hoéa ly thuyét va Hoa ly tai truong Pai hoc Khoa
hoc, Pai hoc Hué. Hién nay, 6ng cong tac tai treong Dai hoc Y Dugc, Dai

hoc Hué.
Linh vuc nghién ciru: Héa hitu co va Hoéa vat liéu.

Nguyén Hoai Bao sinh nam 1980. Ong t5t nghiép c&t nhan su pham Hoéa
hoc tai treong Pai hoc Quy Nhon; hién dang theo hoc chwong trinh thac
si chuyén nganh Hoéa Vo6 co tai truong Dai hoc Khoa hoc, Dai hoc Hué.
Hién nay, ong cong tac tai trrong THPT Huynh Thuc Khang, tinh Quang
Ngai .

Linh viec nghién cizu: Héa vo co.

Phan T® Quy sinh nam 1982. Ong tot nghiép ctr nhan Hoéa hoc tai truong
Dai hoc Su pham, Pai hoc Hué; nhan béng thac si chuyén nganh Hoéa ly
tai treong Dai hoc Su pham, Pai hoc Hué; nhan b::ing tién si nganh Hoa ly
thuyét va Hoa ly tai truong Dai hoc Khoa hoc, Pai hoc Hué. Hién nay,

ong cong tac tai treong Dai hoc Tay Nguyén.
Linh vyec nghién civu: Héa ly va héa ly thuyét.

Tran Thi Ai My sinh ngay 16/02/1982 tai Thita Thién Hué. Nam 2004, ba
tot nghiép Ctir nhan Hda hoc tai Treong Dai hoc Suw pham, Dai hoc Hué.
Nam 2007, ba t&t nghiép Thac si Hoéa hoc tai Truong Dai hoc Khoa hoc,
Dai hoc Hu€. Nam 2018, ba nhan hoc vi Tién si Hoa hoc tai Truong Pai
hoc Vrije Universiteit Brussel, Bi. Hién nay, ba cong tac tai Treong Pai
hoc Khoa hoc, Pai hoc Hué.

Linh vwc nghién civu: Phan tich cac chat doc trong moi trueong, danh gia

nguy co rui ro d6i voi hé sinh théi va con nguoi.
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Nguyén Thi Thanh Hai sinh ngay 17 thdng 04 ndm 1982 tai Thtra Thién
Hué. Nam 2005, ba t6t nghiép ky su chuyén nganh Cong nghé thuc pham
va sinh hoc tai treong Pai hoc Bach khoa, Dai hoc Da Ngng. Nam 2011, ba
nhan bang thac si chuyén nganh Hoéa ly thuyét va héa 1y tai truong Dai
hoc Khoa hoc, Pai hoc Hu€. Hién ba dang la nghién cttu sinh tai treong
Dai hoc Khoa hoc, Dai hoc Hué. Hién nay, ba cong tac tai treong Pai hoc
Khoa hoc, Dai hoc Hué.

Linh vwc nghién ciru: vat liéu nano, hda duoc.

Nguyén Thi Ai Nhung sinh ndm 1980. Ba tt nghiép ctt nhan Hoéa hoc tai
treong Dai hoc Khoa hoc, Dai hoc Hué; nhan béng thac si chuyén nganh
Hoa ly thuyét va Hoa ly tai truong Dai hoc Su pham, Dai hoc Hué; nhan
bang tién si nganh Hoéa ly thuyét tai treong Dai hoc tong hop Philipps,
Marburg, Cong Hoa Lién Bang Ditc. Ba duoc phong hoc ham pho gido sw

nam 2018. Hién nay, ba cong tac tai treong Pai hoc Khoa hoc, Dai hoc
Hué.

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