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Dataset used for the development of pharmacophore model
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2. Chemical data
Synthesis of 6-chloro-5-methyl-3-phenylpyrazolo[1,5-a]pyrimidine-2,7(1H,4H)-dione
(109)
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IH-NMR

Solvent: dmso
SA-Varian 400MHz NMR
Date: Jul 2 2022
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5-((3,4-Dichlorobenzylamino)methyl)-3-phenylpyrazolo[1,5-a]pyrimidine-2,7(1H,4H)-
dione (115)
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IH-NMR

Solvent: dmso
EA-Varian 400MHz NMR

Date: Jun 27 2022
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5-((4-Methoxybenzylamino)methyl)-3-phenylpyrazolo[1,5-a]pyrimidine-2,7(1H,4H)-

dione (116)
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BC-NMR
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5-((Phenylamino)methyl)-3-phenylpyrazolo[1,5-a]pyrimidine-2,7(1H,4H)-dione (117)
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Solvent: dmso
SA-Varian 400MHz NMER
Date: Jun 27 2022
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3-Phenyl-5-((pyridin-4-ylamino)methyl)pyrazolo[1,5-a]pyrimidine-2,7(1H,4H)-dione
(121)
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IH-NMR

Selvent: dmsc
SA-Varian 400MHz NMR
Date: Jun 27 2022
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3-Phenyl-5-((pyrrolidin-1-yl)methyl)pyrazolo[1,5-a]pyrimidine-2,7(1H,4H)-dione (122)
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3,3-dibenzyl-5-methylpyrazolo[1,5-a]pyrimidine-2,7(1H,3H)-dione (130)
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IH-NMR
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3,3-dibenzyl-5-(chloromethyl)pyrazolo[1,5-a]pyrimidine-2,7(1H,3H)-dione (133)
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5-((4-Methoxybenzylamino)methyl)-3,3-dibenzylpyrazolo[1,5-a]pyrimidine-2,7(1H,3H)-
dione (140)
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MVN-V-30CH3, 1H, DMSO
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5-((4-Chlorobenzylamino)methyl)-3-benzylpyrazolo[1,5-a]pyrimidine-2,7(1H,4H)-dione
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3-(1-(4-bromophenyl)-3-oxo0-3-phenylpropylamino)-4,4-dibenzyl-1H-pyrazol-5(4H)-one
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3-(1-(4-Chlorophenyl)-3-oxo-3-phenylpropylamino)-4,4-bis(4-methylbenzyl)-1H-
pyrazol-5(4H)-one (246)
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IH-NMR
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BC-NMR
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IH-NMR

Solvent: eodel3
EA-Varian 400MHz NMR
Date: Jul 2 2022
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SA-Varian 400MHz NMR
Date: Jun 27 2022

- _A JJ\J._JJu___ _ .__JLJL_ D S <l _—
T T T — T T T T T T T T T — T T T T R e e e —
10 9 8 7 [ 5 4 3 2 1 Ppm
i w, vy
3 333 22 E
o S =

Faculty of Pharmacy, The Maharaja Sayajirao University of Baroda SXXXV



