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Abstract
Identifying the harmful negative effects of Alternaria alternata a fungal disease on valuable cash crops, this present study, conducted a thorough examination to investigate the impact of various formulations of different weed plants (Parthenium hysterophorus, Lantana camara, Artemisia roxburghiana) against this fungal infection. GCMS analysis of Parthenium hysterophorus, Lantana camara and Artemisia roxburghiana extract was carried out and some major compounds were detected on analysis. BetaCaryophyllene (natural) (C15H24) was detected as major compound in L. camara, 2-Chloroethyl linoleate (C20H35CIO2) was detected as major compound in P. hysterophorus and 2-(1, 2, 2-trimethylcyclopenten-3-en-1-yl) and acetaldehyde (C10H16O) was detected as major compound in A. roxburghiana. Molecular docking was used to evaluate the appropriate binding associations between chemicals found by GCMS analysis and A. alternata allergen protein Alt a1 to the antifungal drug Fluconazole. In silico modelling and molecular docking techniques revealed that the ligand Tricyclo [4.4.0.01,5]deca-3,5,7,9-tetraene from L. camara was the best ligand among all the chosen ligands, with a binding energy of -3.98 Kcal/mol for?. The most frequently occurring residues in the anticipated protein-ligand interactions were VAL32, LYS63, LYS41, and TYR147, indicating that these are key targets for Alternaria alternata allergen Alt a1.
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