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ABSTRAK 

COVID-19 merupakan penyakit yang terjadi karena terinfeksi oleh Severe Acute 
Respiratory Syndrome Coronavirus-2 (SARS-CoV-2). Main protease (Mpro) adalah 
bagian dari komponen SARS-CoV-2 yang berperan penting dalam kelangsungan 
hidup dan proses memperbanyak diri virus. Protease merupakan salah satu target 
paling efektif dalam upaya penghambatan replikasi virus. Penelitian ini dilakukan 
secara in silico diantaranya screening pharmacophore, molecular docking, prediksi 
drug likeness, serta PreADMET. Adapun bahan yang digunakan yaitu protein target 
Mpro dengan kode ID 5R84 serta 46 senyawa yang terdapat di dalam tanaman 
manggis. Hasil validasi farmakofor didapatkan nilai AUC sebesar 0,87 dengan skor 
GH 0,8. Terdapat 28 senyawa yang memiliki fitur kimia penting dengan fit score 
tertinggi dimiliki oleh senyawa uji BR-xanthone B (55,18%). Kemudian berdasarkan 
interaksi sisi aktif reseptor, BR-xanthone B memiliki interaksi yang mirip dengan 
ligan alami dan afinitasnya lebih baik. Hasil tersebut menunjukkan bahwa terdapat 
senyawa dari tanaman manggis yang memiliki aktivitas menghambat protease 
utama SARS-CoV-2. Selain itu, semua senyawa uji diprediksi memiliki profil 
farmakokinetik yang baik, hanya saja dilihat dari hasil prediksi toksisitas 
menunjukkan tidak aman bagi tubuh. 

 

Kata kunci: Garcinia mangostana L., Penambatan molekul, SARS CoV-2, 

Skrining Farmakofor. 
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ABSTRACT 

COVID-19 is a disease that occurs due to infection by Severe Acute Respiratory 

Syndrome Coronavirus-2 (SARS-CoV-2). Main protease (Mpro) is part of the 

SARS-CoV-2 component that plays an important role in the survival and 

reproduction of the virus.  Protease is one of the most effective targets in the effort 

to inhibit viral replication. This research was conducted in silico including: 

screening pharmacophore, molecular docking, prediksi drug-likeness, and 

ADMET. The ingredients used were Mpro target protein with ID code 5R84 and 46 

compounds found in the mangosteen plant. The results of pharmacophore 

validation obtained an AUC value of 0.87 with GH score of 0.8. 28 compounds had 

important chemical features with the highest fit score owned by the test compound 

BR-xanthone B (55.18%). Then based on the interaction of the active site of the 

receptor, BR-xanthone B had a similar interaction with natural ligands and had a 

better affinity. These results indicate that there are compounds from the 

mangosteen plant that had the activity of inhibiting the main protease of SARS-

CoV-2. In addition, all of the tested compounds were predicted to have good 

pharmacokinetic profiles, however, judging from the results of the toxicity 

predictions, they indicated that they were not safe for the body. 

 

Key words: Garcinia mangostana L. Molecular docking, SARS CoV-2, Screening 

pharmacophore. 
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