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Abstract

Molecular docking was using to find to active compounds them to use it as
antifungal "candido albicans", which they collected from many parts of plants
and then test them in silico to find out their ability to inhibition the fungal cell
wall protein which is responsible for fat forming. Many software was used such
as PYMOL to recognize the chemical structure and active compounds and the
software PYRX to as assimilation the Molecular docking and other software to

treat the ligands such as Avogadro and open babel.

The CYP51 enzyme was chosen as a target for molecular docking due to its

role in fugal grow the and development.

The compounds were arranged according to their affinity bond from (11.9 -
9) and this ratio consider high in relation to natural compound which consider

the highest values obtain by molecular docking.

and then the toxicity of compounds was tested ensure that they are safe to
body and other properties such as absorption in digestive and crossing the brain
blood tissue and their ability to adsorb by skin and easy to build it and other

factors.

three Active compounds were selected according to Molecular docking
results "Astragalin, Apiin, Epicatechin)"

The crude Active compound which detected by Molecular docking were
extracted and used as antifungal Agent using absorbed disk by crud active
compound. The black seed showed the highest inhibition than cumin (1.073,
0.885, 0.84) cm respectively but Crataegus rhipidophylla never showed any
inhibition.

The active compounds were identification from crud extraction by high
performance liquid chromatography (HPLC) and exam their activity as pure
compound in inhibition of growth of candida albicans. The compound was

Apiin, Astragalin- where is the epicatechin not showed any activity in inhibition.
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