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ABSTRAK 

SARS-CoV-2 merupakan agen dari penyakit covid-19 yang menyebabkan 

pandemi diseluruh dunia. Salah satu protein yang memediasi struktrus virus sars-

cov-2 yaitu main protease. Telah dilakukan penelitian secara in silico senyawa 

turunan terpenoid terhadap main protease (5RL4, 5R7Y dan 7BUY) sebagai anti 

sars-cov-2. Pengujian yang dilakukan meliputi skrining aktivitas senyawa, analisis 

fisikokimia, analisis farmakokinetika, prediksi toksisitas serta molecular docking. 

Hasil skrining aktivitas menunjukan bahwa senyawa uji diprediksi memiliki 

aktivitas antivirus, hasil analisis profil fisikokimia menunjukan dari 61 senyawa 

ada 29 senyawa uji memenuhi parameter Lipinski’s Rule of Five, hasil analisis 

profil farmakokinetik (absopsi dan distribusi) senyawa uji memiliki profil 

absorbsi baik dan 9 senyawa uji memiliki profil distribusi baik serta hasil prediksi 

toksisitas menunjukan 5 senyawa beresiko dan untuk sisanya aman terhadap 

manusia. Untuk hasil molecular docking senyawa uji didapatkan 3 senyawa 

dengan aktivitas terbaik daripada ligan alami yaitu senyawa nigranoic acid dapat 

menghambat kerja reseptor main protease (PDB ID: 5RL4) dengan nilai ∆G -9,07 

kkal/mol; senyawa cycloartenol dapat menghambat kerja reseptor main protease 

(PDB ID: 5R7Y) dengan nilai ∆G -8,72 kkal/mol; senyawa phytol dapat 

menghambat kerja reseptor main protease (PDB ID: 7BUY) dengan nilai ∆G -

8,51 kkal/mol. Dari hasil penelitian ini 3 senyawa tersebut dapat dijadikan 

kandidat obat anti sars-cov-2 yang bisa diteliti lebih lanjut.  

Kata kunci: sars-cov-2, main protease, skrining virtual 
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ABSTRACT 

SARS-CoV-2 is an agent of the covid-19 disease that causes pandemics around 

the world. One of the proteins that mediates the sars-cov-2 virus structure is main 

protease. Research has been conducted in silico terpenoid derivative compounds 

against main protease (5RL4, 5R7Y and 7BUY) as anti sars-cov-2. Tests include 

compound activity screening, physicochemical analysis, pharmacokinetic 

analysis, toxicity prediction and molecular docking. The results of activity 

screening showed that the test compound is predicted to have antiviral activity, 

the results of physicochemical profile analysis showed from 61 compounds there 

are 29 test compounds meet the parameters of Lipinski's Rule of Five, the results 

of pharmacokinetic profile analysis (absorption and distribution) of test 

compounds have a good absorbance profile and 9 test compounds have a good 

distribution profile and toxicity prediction results show 5 compounds at risk and 

for the rest are safe to humans. For molecular docking results test compounds 

obtained 3 compounds with the best activity than natural ligands that are 

nigranoic acid compounds can inhibit the work of main protease receptors (PDB 

ID: 5RL4) with a value of ∆G -9.07 kcal/mol; cycloartenol compounds can inhibit 

the work of main protease receptors (PDB ID: 5R7Y) with a value of ∆G -8.72 

kcal/mol; Phytol compounds can inhibit the work of main protease receptors 

(PDB ID: 7BUY) with a value of ∆G -8.51 kcal/mol. From the results of this study 

3 compounds can be used as candidates for anti-sars-cov-2 drugs that can be 

further researched. 

Keywords: sars-cov-2, main protease, virtual screening 
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