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ABSTRAK 

 

PEMODELAN INTERAKSI TURUNAN POTENSIAL ASAM 

BENZOIL SALISILAT DENGAN RESEPTOR ENZIM 

SIKLOOKSIGENASE – 2 

 

Ongki Natalia 
2443009088 

 
Soekardjo, dkk. (2009) telah melakukan studi hubungan kuantitatif struktur 
dengan aktivitas analgesik terhadap mencit (Mus musculus) dari turunan 
asam benzoil salisilat. Dari empat belas senyawa yang sintesis, diketahui 
bahwa asam O-(3-metilklorobenzoil)salisilat memiliki aktivitas analgesik 
yang paling baik bila ditinjau dari nilai ED50 sebesar 15,73% mg/kgBB, 
sedangkan ED50 asam asetilsalisilat sebesar 32% mg/kgBB. Karenanya 
dilakukan penelitian lebih lanjut untuk mengetahui pemodelan interaksi 
turunan potensial asam benzoil salisilat dengan reseptor enzim 
siklooksigenase - 2. Dilakukan pemodelan interaksi turunan potensial asam 
benzoil salisilat pada reseptor  enzim siklooksigenase – 2 menggunakan 
program komputer Glide (lisensi Schrodinger). Penelitian ini dilakukan 
dengan mengamati perhitungan energi interaksi atau GScore dan gambaran 
interaksi kimia yang terjadi sehingga mendapatkan senyawa yang cukup 
potensial disintesis oleh peneliti selanjutnya. Dari hasil pengamatan, 
diketahui bahwa asam O-(2-trifluorometoksibenzoil)salisilat (GScore = -
9.97), asam O-(2,4-dimetilbenzoil)salisilat (GScore = -9.94), asam O-(2-
fluorobenzoil)salisilat (GScore = -9.62) dan asam O-(2,3-
dimetilklorobenzoil)salisilat (GScore = -9.49) merupakan senyawa yang 
diprediksikan cukup potensial sebagai analgesik karena memiliki nilai 
GScore lebih kecil dari asam O-(3-metilklorobenzoil)salisilat (-9.48) yang 
sudah pernah disintesis. Interaksi pada reseptor siklooksigenase -2 adalah 
pada residu Tirosin 385, Leusin 531, Tirosin 355 dan Arginin 120. 
 
Kata-kata kunci: turunan asam benzoilsalisilat, enzim siklooksigenase – 2, 
Glide (Schrodinger) 
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ABSTRACT 

 

THE MODELING INTERACTION OF 

POTENTIAL DERIVATIVES OF BENZOYL SALICYLIC ACID 

WITH ENZYME CYCLOOXYGENASE – 2 RECEPTOR 

 

Ongki Natalia 
2443009088 

 
The research of synthesize and Quantitative Structure Activity Relationship 
of Benzoil Salicylic Acid derivatives for analgesic activity in mice had been 
done by Soekardjo etc (2009). From the fourteen compounds that has been 
synthesized, it’s known that the O-(3-chlorometilbenzoyl) salicylic acid has 
the best analgesic activity (ED50 value was 15.73% mg/kg) while the ED50 
value of acetyl salicylic acid was 32% mg/kg. Therefore it were carried out 
further studies to determined the modeling interactions of potential 
derivatives benzoyl salicylic acid with receptor enzyme cyclooxygenase - 2. 
The modeling interaction of potential derivatives benzoyl salicylic acid at 
receptor enzyme cyclooxygenase - 2 using Glide computer program 
(Schrodinger license). This research was done by observing the interaction 
energy and ligand - receptor interaction to get a potential compound to be 
synthesized by further research. From the observation, it’s known that the 
O-(2-trifluoromethoxybenzoyl)salicylic acid (GScore = -9.97), O-(2,4-
dimethylbenzoyl)salicylic acid (GScore = -9.94), O-(2-fluorobenzoyl) 
salicylic acid (GScore = -9.62) and O-(2,3-dimethylchloro benzoyl)salicylic 
acid (GScore = -9.49) were the compound that predicted good potential as 
an analgesic because it has value of GScore is smaller than O-(3-
chloromethylbenzoyl)salicylic acid (-9.48) that have been synthesized. 
Interaction with enzyme cyclooxygenase – 2 receptor on residues Tyrosine 
385, Leusine 531, Tyrosine 355 dan Arginine 120. 
 
Keywords: benzoylsalicylic acid derivatives, cyclooxygenase – 2 enzyme, 
Glide (Schrodinger) 
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