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ABSTRAK

KAJIAN DOCKING MOLEKULAR SENYAWA AKTIF CIPLUKAN
(Physalis angulata 1..) TERHADAP N-MYRISTOYLTRANSFERASE,
DIHIDROFOLATE REDUCTASE, DAN SECRETED ASPARTIC
PROTEINASE-5 CANDIDA ALBICANS (Oleh: Muhammad Insan Zakia Safar;
Pembimbing: Noer Komari, S.Si., M.Kes., apt. Normaidah, M.Pharm.Sci., M.Sc.,
Apt.; 2023; 135 halaman)

P. angulata merupakan tanaman budidaya yang memiliki nilai ekonomi yang
tinggi dikarenakan kandungannya yang kaya akan nutrisi seperti vitamin, mineral
dan antioksidan. P. angulata juga dibuktikan dapat digunakan sebagai antijamur,
dimana pada penelitian tersebut positif menghambat pertumbuhan C. albicans. C.
albicans merupakan salah satu flora normal yang terdapat pada mukosa rongga
mulut pada individu yang sehat namun memiliki sifat patogen oportunistik. Pada
beberapa penelitian ditemukan bahwa C. albicans resisten terhadap beberapa
antijamur seperti itrakonazol, flukonazol, dan amfoterisin B. Tujuan dari
penelitian ini adalah untuk menentukan senyawa kimia dari P. angulata yang
berpotensi sebagai antijamur dan menjelaskan interaksi senyawa P. angulata
terhadap reseptor. Senyawa dari P. angulata dilakukan skrining Lipinski
menggunakan swissSADME, dilanjutkan skrining toksisitas menggunakan Toxtree
dan pkCSM, kemudian senyawa yang lolos skrining dilakukan docking terhadap
reseptor N-myristoyltransferase (PDB 1D: 11YL), dihidrofolate reductase (PDB
ID: 1AOE), dan secreted aspartic proteinase-5 (PDB 1D:2QZX). Hasil
menunjukan senyawa uji 12 (cholest-5-ene-16,22-dione) merupakan senyawa
yang paling berpotensi sebagai interfere dari reseptor N-mrystoltransferase,
dihidrofolate reductase, dan secreted aspartic proteinase-5.

Kata Kunci: Ciplukan, P. angulata, docking, N-myristoyltransferase,
dihidrofolate reductase, secreted aspartic proteinase-5, candida albican,
molecular docking
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ABSTRACT

MOLECULAR DOCKING STUDY OF CIPLUKAN ACTIVE COMPOUND
AGAINST N-MYRISTOYLTRANSFERASE, DIHIDROFOLATE
REDUCTASE, AND SECRETED ASPARTIC PROTEINASE-5 CANDIDA
ALBICANS (By: Muhammad Insan Zakia Safar; Pembimbing: Noer Komari,
S.Si., M.Kes., apt. Normaidah, M.Pharm.Sci., M.Sc., Apt.; 2023; 135 pages)

P. angulata is a cultivated plant that has economic value because it contains lots of
nutrients such as vitamins, mineral and antioxidants. P. angulata has also been
shown to be used as an antifungal, which in this study positively inhibited the
growth of C. albicans. C. albicans is one of the normal microbe in the oral mucosa
of healthy individual, but is an opportunistic pathogenic. In several studies it was
found that C. albicans was resistant to several antifungals such as itraconazole,
fluconazole, and amphotericin B. The purpose of this study was to determine the
chemical compounds from P. angulata that have the potential as antifungals and to
explain the interactions of these compounds with P. angulata receptors.
Compounds from P. angulata were screened for Lipinski using swissADME,
followed by toxicity screening using Toxtree and pkCSM, compounds that met the
requirements were docked for N-myristoyltransferase receptors (PDB ID: 11YL),
dihydrofolate reductase (PDB ID: 1AOE), and secreted aspartic proteinase -5
(PDB ID:2QZX). The results showed compound 12 (cholest-5-ene-16,22-dione)
was the compound with the most potential to interfere with the N-
mrystoltransferase, dihidrofolate reductase, and secreted aspartic proteinase-5.

Keyword: Ciplukan, P. angulata, docking, N-myristoyltransferase, dihidrofolate
reductase, secreted aspartic proteinase-35, candida albican, molecular docking
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