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Table S1. Optimized molecular structures of triazole derivatives A-U.
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	(A) N Phenyl 2 (4 phenyl 1H 1,2,3 triazol 1 y-l)acetamide (C16H14N4O) (pIC50= 6.745)
	(B) N (4 Methoxyphenyl) 2 (4 phenyl 1H 1,2,3 triazol 1 yl)acetamide (C17H16N4O2) (pIC50= 7.090)
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	(C)N (4 Nitrophenyl) 2 (4 phenyl 1H 1,2,3 t-riazol 1 yl)acetamide (C16H13N5O3) (pIC50= 7.412)
	(D)N (4 Fluorophenyl) 2 (4 phenyl 1H 1,2,3 triazol 1 yl)acetamide (C16H13FN4O) (pIC50= 7.675)
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	(E)N (4 Chlorophenyl) 2 (4 phenyl 1H 1,2,3 triazol 1 yl)acetamide (C16H13ClN4O) (pIC50= 7.397)
	(F)N (4 Bromophenyl) 2 (4 phenyl 1H 1,2,3 triazol 1 yl)acetamide (C16H13BrN4O) (pIC50= 7.455)
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	(G)N (Naphthalen 1 yl) 2 (4 phenyl 1H 1,2,3 triazol 1 yl)acetamide (C20H16N4O) (pIC50= 7.419)
	(H) N Phenyl 2 [4 (p tolyl) 1H 1,2,3 triazol 1 yl]acetamide (C17H16N4O) (pIC50= 7.068)
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	(I) N (4 Methoxyphenyl) 2 [4 (p tolyl) 1H 1,2,3 triazol 1 yl]acetamide (C18H18N4O2) (pIC50= 7.110)
	(J) N (4 Nitrophenyl) 2 [4 (p tolyl) 1H 1,2,3 t-riazol 1 yl]acetamide (C17H15N5O3) (pIC50= 7.430)
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	(K)N (4 Fluorophenyl) 2 [4 (p tolyl) 1H 1,2,3 triazol 1 yl]acetamide (C17H15FN4O) (pIC50=7.093)
	(L)N (4 Chlorophenyl) 2 [4 (p tolyl) 1H 1,2,3 triazol 1 yl]acetamide (C17H15ClN4O) (pIC50= 6.514)
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	(M)N (4 Bromophenyl) 2 [4 (p tolyl) 1H 1,2,3 triazol 1 yl]acetamide (C17H15BrN4O) (pIC50= 7.774)
	(N)N (Naphthalen 1 yl) 2 [4 (p tolyl) 1H 1,2,3 triazol 1 yl]acetamide (C21H18N4O) (pIC50= 6.835)

	[image: ]
	[image: ]

	(O)2 [4 (3 Fluorophenyl) 1H 1,2,3 triazol 1 yl] N phenylacetamide (C16H13FN4O) (pIC50= 7.376)
	(P)2 [4 (3 Fluorophenyl) 1H 1,2,3 triazol 1 yl] N (4 methoxyphenyl)acetamide (C17H15FN4O2) (pIC50= 7.416)
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	(Q) 2 [4 (3 Fluorophenyl) 1H 1,2,3 triazol 1 yl] N (4 nitrophenyl)acetamide (C16H12FN5O3) (pIC50= 7.436)
	(R)N (4 Fluorophenyl) 2 [4 (3 fluorophenyl) 1H 1,2,3 triazol 1 yl]acetamide (C16H12F2N4O) (pIC50= 7.701)

	[image: ]
	[image: ]

	(S)N (4 Chlorophenyl) 2 [4 (3 fluorophenyl) 1H 1,2,3 triazol 1 yl]acetamide (C16H12ClFN4O) (pIC50= 7.422)
	(T) N (4 Bromophenyl) 2 [4 (3 fluorophenyl) 1H 1,2,3 triazol 1 yl]acetamide (C16H12BrFN4O) (pIC50=7.477)

	[image: ]
	

	(U)2 [4 (3 Fluorophenyl) 1H 1,2,3 triazol 1 yl]  N (naphthalen 1 yl)acetamide (C20H15FN4O) (pIC50= 7.442)
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