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ABSTRAK

Nama : Indah Silviani
NPM : 18330144
Judul : Penambatan Molekul Senyawa Aktif Tanaman Artemisia

(Artemisia annua L.) Terhadap Main Protease pada
SARS-CoV-2 Secara In Silico

SARS-CoV-2 memiliki protein penting yang digunakan untuk menginfeksi dan
bereplikasi, yaitu protein Main Protease . Artemisia annua L. merupakan tanaman
obat terkenal yang memiliki senyawa metabolit kompleks yang memiliki potensi
sebagai obat antivirus. Penelitian ini bertujuan untuk mengetahui aktivitas
penambatan molekul senyawa aktif Artemisia annua L. terhadap main protease
SARS-CoV-2 secara in silico. Sebelum dilakukan penambatan molekul dilakukan
prediksi sifat fisikokimia yang mengacu pada parameter Lipinski’s Rule of Five.
Model protein yang digunakan vyaitu 6LU7. Preparasi reseptor dan ligan
menggunakan aplikasi Yasara. Reseptor 6LU7 dinyatakan valid karena memiliki
nilai RMSD < 2 A. Penambatan molekul dilakukan menggunakan PLANTS, cmd,
wingwm.dll, dan notepad. Hasil menunjukkan senyawa Cis-melilotosid, p-
Farnesene, Eupatorine, Kirsimaritin, dan Acacetin memiliki docking score rendah
dibandingkan dengan senyawa pembanding Azithromycin. Senyawa tersebut
terbukti memiliki interaksi dengan protein target. Prediksi ADMET juga dilakukan
menggunakan aplikasi pkCSM dan Protox Online Tools. Prediksi aktivitas antivirus
ternadap kelima senyawa uji dilakukan menggunakan aplikasi PASS online dan
terbukti memiliki aktivitas antivirus dengan rentang nilai Pa 0,5 <Pa <0,7. Beberapa
senyawa aktif Artemisia annua L. diprediksi berpotensi untuk menghambat reseptor
main protease SARS-CoV-2

Kata Kunci: Artemisia annua L., In silico, Penambatan molekul, SARS-CoV-2
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ABSTRACT

Name : Indah Silviani
Study Program : Pharmacy
Title :Molecular Docking of Bioactive Compound from Artemisia

(Artemisia annua L.) against SARS-CoV-2 Main Protease:
An in silico approach

SARS-CoV-2 has an important protein used to infect and replicate, namely the main
protease protein. Artemisia annua L. is a well-known medicinal plant that has
complex metabolites that have potential as antiviral drugs. This study aims to
determine the molecular docking activity of the active compound Artemisia against
the main protease SARS-CoV-2 in silico. Prior to molecular docking, the
physicochemical properties were predicted based on Lipinski's Rule of Five
parameters. The protein model used is 6LU7. Receptor and ligand preparation using
the Yasara application The 6LU7 receptor was declared valid because it had an
RMSD value of 2A. Molecular docking is done using PLANTS, cmd, wingwm.dll,
and notepad. The results showed that Cis-melilotoside, Farnesene, Eupatorine,
Kirsimaritin, and Acacetin compounds had a lower docking score compared to the
comparison compound Azithromycin. These compounds have been shown to have
interactions with target proteins. ADMET predictions were also carried out using
the pkCSM application and Protox Online Tools. Prediction of antiviral activity
against the five test compounds was carried out using the online PASS application
and proved to have antiviral activity with a range of Pa values of 0.5<Pa<0.7.
Several active compounds of Artemisia annua L. are predicted to have the potential
to inhibit the SARS-CoV-2 main protease receptor.

Keywords: Artemisia annua L., In silico, Molecular docking, SARS-CoV-2
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