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RESUMO: A grande biodiversidade de plantas medicinais encontradas no Brasil
apresenta grande importéncia para a medicina popular, pois diversas espécies de
plantas medicinais sao utilizadas para o tratamento e cura de doencas. Dessa
maneira, as plantas medicinais apresentam potencial na descoberta e
desenvolvimento de novos farmacos. Para auxiliar nos estudos de desenvolvimentos
de novos farmacos, as técnicas quimioinformaticas se tornaram uma aliada dos
pesquisadores ao reduzir tempo e gastos durante este processo. Neste sentido, o
Oleo essencial de Rosmarinus officinalis L. (Lamiaceae) é conhecida popularmente
como alecrim-de-jardim, alecrim-de-cheiro e apresenta importante atividade
antifungica sendo um grande fator para a descoberta de novas substancias quimicas
com potencial antifungico. Este trabalho tem como obijetivo, analisar por docking
molecular as interagdes de metabdlitos secundarios encontrados no 6leo essencial
de Rosmarinus officinalis em diferentes enzimas de Candida spp. Os metabdlitos
secundarios do 6leo essencial de Rosmarinus officinalis foram obtidos da literatura,
as enzimas foram adquiridas do Protein Data Bank sob cédigo 5TZ1 (14a-lanosterol-
demetilase) e 1EQC (exo-beta-(1,3)-glucanase) com seus respectivos ligantes. O
docking molecular foi realizado utilizando o software Molegro Virtual Docker. Apos
analise do docking molecular, as substancias tiveram melhor afinidade pela enzima
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14a- lanosterol-demetilase, destacando o clovenol que apresentou energia de
ligagdo semelhante ao inibidor cocristalizado. Com esse estudo podemos mostrar a
importancia do docking para a identificar possiveis locais de atuagcao de metabdlitos
secundarios e sugerir que as substancias quimicas do 6leo essencial podem atuar a
nivel de membrana celular sendo necessarios estudos in vivo e in vitro para
confirmagéo.

ABSTRACT: The wide biodiversity of medicinal plants found in Brazil has great
importance to popular medicine, due several species of medicinal plants that are
used to treat and cure diseases. In this way, medicinal plants have potential in the
discovery and development of new drugs. To auxiliary in the study of new drug
developments, chemoinformatics techniques have become an ally of researchers by
reducing time and expenses during this process. In this sense regard, the essential
oil of Rosmarinus officinalis L. (Lamiaceae), popularly known as alecrim-de- jardim,
alecrim-de-cheiro, exhibits important antifungal activity, being an important factor in
the discovery of new chemical substances with antifungal potential. This study aims
to analyze by molecular docking the interactions of secondary metabolites found in
the essential oil of Rosmarinus officinalis in different enzymes of Candida spp. The
secondary metabolites of the essential oil of Rosmarinus officinalis were obtained
from the literature, the enzymes were obtained from Protein Data Bank under code
5TZ1 (14a-lanosterol-demethylase) and 1EQC (exo-beta- (1,3) -glucanase) with their
respective ligands. The molecular docking was performed using the Molegro Virtual
Docker software. After analyzing the results, the substances had better affinity for the
enzyme 14a-lanosterol-demethylase, highlighting that clovenol presented binding
energy similar to the cocrystallized inhibitor. In this study, we showed the importance
of docking to identify possible active sites of secondary metabolites and suggested
that the chemicals in the essential oil can act in cell membranes, requiring in vivo and
in vitro studies for confirmation.
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