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ABSTRAK 

 
International Committee on Taxonomy of Viruses memberikan nama virus covid-

19 sebagai Severe Acute Respiratory Syndrome Coronavirus-2 (SARS-CoV-2). 

Reseptor yang digunakan berupa enzim Mpro (Main Protease) dengan kode 

protein 5R7Y, dimana enzim ini bekerja dengan cara berinteraksi secara langsung 

dengan Angiotensin-Converting Enzyme 2 (ACE-2) sehingga virus dapat masuk 

kedalam sel target. Diketahui bahwa ekstrak dari daun jambu mawar dapat 

menghambat pertumbuhan virus. Tujuan penelitian ini yaitu memprediksi 

senyawa baru yang memiliki aktivitas antivirus sehingga dapat dijadikan sebagai 

salah satu kandidat obat untuk anticovid-19. Prediksi dilakukan secara in silico 

dengan metode molecular docking. Hasil penambatan molekul menunjukkan 

bahwa senyawa 4-Quinolinol-4-ethenyl-1-ethyldecahydro-2-methyl memiliki 

afinitas baik terhadap enzim Mpro (Main Protease) dengan nilai ΔG -5.09 

Kkal/mol dan nilai KI 186.87µM sedangkan ligan alami menunjukkan nilai ΔG -

4.77 Kkal/mol dan nilai KI 321.51µM. Senyawa ini memiliki absorpsi dan 

distribusi yang baik dalam tubuh berdasarkan hasil yang didapat dari parameter 

PreADME serta memiliki sifat fisikokimia yang baik karena memenuhi semua 

parameter Lipinski’s Rule of Five. Hasil pengujian profil toksisitas senyawa 

tersebut bersifat mutagenik tetapi negatif karsinogenik. Dapat disimpulkan bahwa 

penilitian dapat dilanjutkan dengan optimasi struktur senyawa 4-Quinolinol 4-

ethenyl-1-ethyldecahydro-2-methyl untuk menghilangkan sifat mutagenik 

sehingga dapat dikembangkan menjadi kandidat obat baru. 

 

Kata kunci: daun jambu mawar (Syzygium jambos (L.) Alston), enzim Mpro, 

molecular docking, reseptor 5R7Y.  
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ABSTRACT 

 
The International Committee on Taxonomy of Viruses named the covid-19 virus 

as severe acute respiratory syndrome coronavirus-2 (SARS-CoV-2). The receptor 

used is Mpro with protein code 5R7Y, where this enzyme works by interacting 

directly with Angiotensin-Converting Enzyme 2 (ACE-2) so that the virus can 

enter the target cell. Based on previous research, Rose Guava leaves extract can 

inhibit the growth of viruses. This study aimed to predict new compounds that had 

antiviral activity as one of the drug candidates for covid-19, using in silico study. 

The results of molecular docking showed that the compound 4-Quinolinol-4-

ethenyl-1-ethyldecahydro-2-methyl had a good affinity for the enzyme Mpro 

(Main Protease) with ΔG of -5.09 Kcal/mol and KI value of 186.87μM while 

natural ligands had ΔG -4.77 Kcal/mol and KI values of 321.51μM. This 

compound had good absorption and distribution in the body based on the results 

obtained from PreADME parameters and had good physicochemical properties 

because it met all parameters of Lipinski's Rule of Five. The result of toxicity 

profile was mutagenic but negative carcinogenic. It was concluded that the 

research could be continued with optimization of the structure of 4-Quinolinol 4-

ethenyl-1-ethyldecahydro-2-methyl to eliminate mutagenic property thus it could 

be developed into new drug candidates. 

 

Keywords: rose guava leaf (Syzygium jambos (L.) Alston), Mpro enzyme, 

molecular docking, 5R7Y receptor 
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