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Table S1 — IUPAC names of the designed derivatives 

Derivatives IUPAC names 

Z1 (7-methylbenzo[d]isoxazol-3-yl)methanesulfonamide 
Z2 (7-ethylbenzo[d]isoxazol-3-yl)methanesulfonamide 
Z3 (7-isopropylbenzo[d]isoxazol-3-yl)methanesulfonamide 
Z4 (7-(tert-butyl)benzo[d]isoxazol-3-yl)methanesulfonamide 
Z5 (7-hydroxybenzo[d]isoxazol-3-yl)methanesulfonamide 
Z6 (7-aminobenzo[d]isoxazol-3-yl)methanesulfonamide 
Z7 (6-methylbenzo[d]isoxazol-3-yl)methanesulfonamide 
Z8 (6-ethylbenzo[d]isoxazol-3-yl)methanesulfonamide 
Z9 (6-isopropylbenzo[d]isoxazol-3-yl)methanesulfonamide 
Z10 (6-(tert-butyl)benzo[d]isoxazol-3-yl)methanesulfonamide 
Z11 (6-phenylbenzo[d]isoxazol-3-yl)methanesulfonamide 
Z12 (6-benzylbenzo[d]isoxazol-3-yl)methanesulfonamide 
Z13 (6-cyclohexylbenzo[d]isoxazol-3-yl)methanesulfonamide 
Z14 (6-hydroxybenzo[d]isoxazol-3-yl)methanesulfonamide 
Z15 (6-aminobenzo[d]isoxazol-3-yl)methanesulfonamide 
Z16 (5-methylbenzo[d]isoxazol-3-yl)methanesulfonamide 
Z17 (5-ethylbenzo[d]isoxazol-3-yl)methanesulfonamide 
Z18 (5-isopropylbenzo[d]isoxazol-3-yl)methanesulfonamide 
Z19 (5-(tert-butyl)benzo[d]isoxazol-3-yl)methanesulfonamide 
Z20 (5-phenylbenzo[d]isoxazol-3-yl)methanesulfonamide 
Z21 (5-benzylbenzo[d]isoxazol-3-yl)methanesulfonamide 
Z22 (5-cyclohexylbenzo[d]isoxazol-3-yl)methanesulfonamide 
Z23 (5-hydroxybenzo[d]isoxazol-3-yl)methanesulfonamide 
Z24 (5-aminobenzo[d]isoxazol-3-yl)methanesulfonamide 
Z25 (4-methylbenzo[d]isoxazol-3-yl)methanesulfonamide 
Z26 (4-ethylbenzo[d]isoxazol-3-yl)methanesulfonamide 
Z27 (4-hydroxybenzo[d]isoxazol-3-yl)methanesulfonamide 
Z28 (4-aminobenzo[d]isoxazol-3-yl)methanesulfonamide 
Z29 1-(benzo[d]isoxazol-3-yl)ethanesulfonamide 
Z30 1-(benzo[d]isoxazol-3-yl)propane-1-sulfonamide 
Z31 benzo[d]isoxazol-3-yl(hydroxy)methanesulfonamide 
Z32 amino(benzo[d]isoxazol-3-yl)methanesulfonamide 
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Table S2 — Rat oral median lethal dose of the derivatives 

ID of derivative Rat LD50 

Z3 1600 
Z4 1600 
Z7 1829 
Z8 1257 
Z9 1257 
Z10 1257 
Z11 1257 
Z12 1257 
Z13 1257 
Z14 1829 
Z15 1257 
Z17 1257 
Z18 1257 
Z19 1257 
Z20 1257 
Z21 1257 
Z22 1257 
Z23 1829 
Z24 1257 
Z26 1257 
Z29 1257 

 

Table S3 — Solubility of promising derivatives based  
on ESOL model 

ID Log S Solubility class (ESOL model) 

Zonisamide -1.65 Very soluble 
Z3 -2.47 Soluble 
Z4 -2.88 Soluble 
Z5 -1.5 Very soluble 
Z6 -1.28 Very soluble 
Z7 -1.94 Very soluble 
Z8 -2.2 Soluble 
Z9 -2.47 Soluble 
Z10 -2.88 Soluble 
Z11 -3.16 Soluble 
Z12 -3.34 Soluble 
Z13 -3.55 Soluble 
Z14 -1.5 Very soluble 
Z17 -2.2 Soluble 
Z18 -2.47 Soluble 
Z19 -2.88 Soluble 
Z20 -3.16 Soluble 
Z21 -3.34 Soluble 
Z22 -3.55 Soluble 
Z23 -1.5 Very soluble 
Z26 -2.2 Soluble 
Z29 -1.96 Very soluble 

 


