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ABSTRAK

STUDI IN SILICO POTENSI ANTIJAMUR FITOKIMIA
GAHARU (Aquilaria malaccensis L.)

Senyawa a-agarofuran, 10-epi-y-eudesmol, dan Agarospirol
Minyak Atsiri Gaharu (Aquilaria malaccensis L.) Terhadap
Secreted Aspartic Protease (SAP) Candida albicans

Muhammad Fahreza Anantya

Candida albicans merupakan jenis jamur ragi komensal yang dapat
ditemukan pada saluran gastrointestinal manusia. Candida albicans mengeluarkan
enzim hidrolitik, salah satunya adalah secreted aspartic protease (SAP) yang dinilai
berperan dalam proses putrefaksi. Saat ini, beberapa senyawa metabolit sekunder
dinilai memiliki aktivitas antijamur dan dibuktikan oleh beberapa penelitian.
Senyawa sesquiterpen gaharu (Aquilaria malaccensis L.) yang dipilih adalah a-
agarofuran, 10-epi-y-eudesmol, dan agarospirol. Penelitian ini bertujuan untuk
mengetahui potensi senyawa gaharu tersebut dalam menghambat kerja enzim
hidrolitik yang dikeluarkan Candida albicans. Pencarian senyawa melalui
PubChem. Pencarian enzim melalui RCSB database. Docking dilakukan
menggunakan software AutoDock Vina. Hasil molecular docking didapatkan nilai
binding affinity negatif yang sama pada ketiga senyawa terhadap enzim secreted
aspartic protease (SAP) Candida albicans, yaitu -2.2 Kcal/mol. Ketiga senyawa
tersebut terhadap secreted aspartic protease (SAP) memiliki kesamaan residu asam
amino pada ikatan hidrogen dan ikatan hidrofobik yang berperan dalam
menstabilkan ikatan. Kesimpulan didapatkan bahwa ketiga senyawa memiliki
potensi menjadi senyawa kandidat untuk menghambat secreted aspartic protease
(SAP) Candida albicans.

Kata-kata kunci: gaharu, Candida albicans, molecular docking
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ABSTRACT

IN SILICO STUDY OF THE ANTIFUNGAL POTENTIAL OF
PHYTOCHEMICAL AGARWOOD (Aquilaria malaccensis L.)

Compounds a-agarofuran, 10-epi-y-eudesmol, and Agarospirol
Essential Oil of Agarwood (Aquilaria malaccensis L.) Against
Secreted Aspartic Protease (SAP) Candida albicans

Muhammad Fahreza Anantya

Candida albicans is a type of commensal yeast fungus that can be found in
the human gastrointestinal tract. Candida albicans secretes hydrolytic enzymes,
one of which is secreted aspartic protease (SAP) which is considered to play a role
in the putrefaction process. Currently, several secondary metabolite compounds
are considered to have antifungal activity and have been proven by several studies.
The sesquiterpene compounds of agarwood (Aquilaria malaccensis L.) selected
were a-agarofuran, 10-epi-y-eudesmol, and agarospirol. This research aims to
determine the potential of the agarwood compound in inhibiting the work of
hydrolytic enzymes released by Candida albicans. Compound search via PubChem.
Enzyme search via RCSB database. Docking is carried out using AutoDock Vina
software. The results of molecular docking showed the same negative binding
affinity value for the three compounds against the Candida albicans secreted
aspartic protease (SAP) enzyme, namely -2.2 Kcal/mol. The three compounds
related to secreted aspartic protease (SAP) have the same amino acid residues in
hydrogen bonds and hydrophobic bonds which play a role in stabilizing the bonds.
The conclusion was that the three compounds have the potential to become
candidate compounds to inhibit the secreted aspartic protease (SAP) of Candida
albicans.

Keywords: agarwood, Candida albicans, molecular docking
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