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ABSTRAK 

   

Angiostensin-I Converting Enzyme (ACE) merupakan enzim yang berperan 

penting dalam mengatur tekanan darah sehingga terapi antihipertensi dapat 

dilakukan melalui pemberian agen penghambat aktivitas ACE atau sering disebut 

ACE-I. Seledri, kulit buah manggis, buah sirsak, daun salam secara tradisional 

digunakan sebagai antihipertensi. Tujuan penelitian ini yaitu untuk mendapatkan 

kandidat senyawa baru sebagai obat yang berasal dari ekstrak sehingga dapat 

menjadi alternatif sumber bahan baku obat melalui metode penambatan molekul, 

serta prediksi absorpsi, distribusi serta toksisitasnya. Hasil analisis penambatan 

molekul menunjukkan bahwa senyawa clinidine memiliki nilai energi bebas -

10,41 kkal/mol, tovophyllin memiliki nilai energi bebas -9,85 kkal/mol, beta-

tocopherol memiliki nilai energi bebas -8,44 kkal/mol dan dihidrokaemferol 

hexoside memiliki nilai energi bebas -7,05 kKal/mol, nilai ikatan energi dari 

masing-masing senyawa lebih baik daripada obat pembanding epicaptopril 

sebesar -4,97 kkal/mol. Hasil pengujian profil farmakokinetik pada keempat 

senyawa memiliki absorpsi baik dan profil permeabilitas tingkat menengah, serta 

memiliki profil distribusi ikatan yang kuat terhadap protein plasma. Senyawa ini 

juga sudah memenuhi suatu aturan Lipinski’s Rule Of Five serta tidak bersifat 

mutagenik dan negatif karsinogenik. 
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ABSTRACT 

  

Angiostensin-I Converting Enzyme (ACE) is an enzyme that plays an important 

role in regulating blood pressure so that antihypertensive therapy can be done 

through the provision of ACE activity inhibiting agents or often called ACE-I. 

Celery (Apium graveolens L.), mangosteen rind (Garcinia mangostana L.), 

Soursop leaves (Annona muricata L.), bay leaves (Syzygium polyanthum Wight.) 

are traditionally used as antihypertensive. The purpose of this research was to 

find new compound candidates as antihypertensive that derived from extracts so 

that it can be an alternative source of medicinal raw materials through molecullar 

docking, also prediction of absorption, distribution, and toxicity. The results of 

the molecular docking analysis showed that clinidine compound had a value of 

energy bond -10,41 kkal/mol, tovophyllin had a value of energy bond -9,85 kkal / 

mol, beta-tocopherol had a value of energy bond -8,44 kkal/mol, dihidrokaemferol 

hexoside had a value of energy -7,05 kkal/mol, the energy bond value of each 

compound is more better than the comparative drug epicaptopril  of -4, 97 

kkal/mol.The results of the pharmacokinetic profile testing in their compounds 

have good absorption and intermediate level permeability profiles, and have a 

strong distribution profile of plasma proteins. This compound also does not fulfill 

one of the rules of the Lipinski's Rule of Five and is not mutagenic and 

carcinogenic negative. 
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