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Abstract
Aspergillus species are common pathogens that cause a wide spectrum of infectious diseases in humans. A. fumigatus is accountable for more than 90 % of Aspergillus induced infections such as Aspergillus-mediated asthma and allergic broncho-pulmonary aspergillosis (ABPA), hypersensitivity pneumonitis; chronic pulmonary aspergillosis (CPA), invasive aspergoillosis (IA) and aspergilloma.The severity of these conditions mainly depends on the magnitude and virulence of the inhaled strain and on the status of the host defence. IA is the late stage of infection and mostly lethal due to lack of effective treatment. 
Antifungal drugs such as polyenes (amphotericin B, nystatin), echinocandins (caspofungin), and azoles (fluconazole, itraconazole, ravuconazole, posaconazole) have been developed for therapeutic intermediations. These currently available antifungals involve few targets in disrupting the metabolic pathways of the A. fumigatus such as cytochrome P450 14a-demethylase (CYP51) and β-1,3-endoglucanase (ENGL1) in fungal cell wall, ergosterol biosynthesis, homocitrate synthase in lysine biosynthesis and dihydoorotate dehydrogenase (DHODH) in pyrimidine biosynthesis pathway. The progress of resistance against currently available antifungals have compelled for the search of novel molecules with novel mechanism of action.
A number of medicinal plants have been reported to possess antifungal activity. The literature survey showed that the essential oil and extracts of Allium sativum (garlic), Syzygium aromaticum (clove), Datura metel (datura), Solanum xanthocarpum (eggplant), Acacia catechu, Acacia nilotica, Foeniculum vulgare, Argemone mexicana, Eucalyptus globulus, Mentha spicata, Ocimum sanctum and Azadirachta indica have shown very promising activity against Aspergillus species. Although a number of phytochemicals have been isolated and characterized from these plants, but no potential antifungal molecule(s) have been reported. We have used cheminformatics based, in silico approach to assess drug likeness of the reported phytochemicals of these plants. The molecules have been docked against the known targets of the currently available antifungals. Using Lipinski's rule of five and bio-availability and toxicity studies, potential molecules have been selected. The best prioritized molecules have been proposed for in vitro screening for confirming anti-Aspergillus potential. 
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