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Table S1. 2D and 3D diagram showing of the interaction of ligands 5a-u, PBZ and IBP with BSA protein.
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Table S2. 2D and 3D diagram showing of the interaction of R- and S-enantiomers of compounds (5a, 5f, Sm, and 5t) with BSA

protein.
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TH NMR of (5-methyl-7-phenyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)(phenyl)methanone (5a)
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13C NMR of (5-methyl-7-phenyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)(phenyl)methanone (5a)
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'H NMR of (4"-Fluorophenyl)(5-methyl-7-phenyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5b)
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13C NMR of (4"-Fluorophenyl)(5-methyl-7-phenyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5b)
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din-6-yl)methanone (5c¢)
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'H NMR of (4"-Chlorophenyl)(5-methyl-7-phenyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyr
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13C NMR of (4"-Chlorophenyl)(5-methyl-7-phenyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5c)
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HRMS of (4''-Chlorophenyl)(5-methyl-7-phenyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5c¢)

Spectrum from MEB 63 6-3-2025.wiff (sample 1...0F MS (100 - 1000) from 0.102 to 0.445 min
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TH NMR of (4"-Bromophenyl)(5-methyl-7-phenyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5d)
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13C NMR of (4"-Bromophenyl)(5-methyl-7-phenyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5d)
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'TH NMR of (4"-Methoxyphenyl)(5-methyl-7-phenyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5¢)
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13C NMR of (4"-Methoxyphenyl)(5-methyl-7-phenyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5e)
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TH NMR of (3"-Methoxyphenyl)(5-methyl-7-phenyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5f)
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13C NMR of (3"-Methoxyphenyl)(5-methyl-7-phenyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5f)
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HRMS of (3"-Methoxyphenyl)(5-methyl-7-phenyl-4,7-dihydro-[1,2,4]triazolo[1,5-a|pyrimidin-6-yl)methanone (5f)

XEVO-G2XSQTOF#NotSet

100+ 364.2922

347.1537

355.2916

359.2382
356.8646
349.0046 365.6840

341.2746 450,9976
360.2354
337.2444 o 1668 345.1430 349.2246 353.1670 363.1500
| : 358.1313 361.2410
. 342.1504 _343,1289 A :
oLl \ ‘ l I miz
336 338 340 342 344 346 348 350 352 354 356 358 360 362 364 366




543

'H NMR of (5-Methyl-7-phenyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)(thiophen-2"-yl)methanone (5g)
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13C NMR of (5-Methyl-7-phenyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)(thiophen-2"-yl)methanone (5g)
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TH NMR of (7-(4'-Methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl) (phenyl)methanone (5h)
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13C NMR of (7-(4'-Methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl) (phenyl)methanone (5h)
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'TH NMR of (4"-Fluorophenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5i)
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13C NMR of (4"-Fluorophenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-a] pyrimidin-6-yl)methanone (5i)
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TH NMR of (4"-Chlorophenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5j)
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13C NMR of (4"-Chlorophenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4] triazolo[1,5-a]pyrimidin-6-yl)methanone (5j)
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HRMS of (4''-Chlorophenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5j)

Spectrum from MBS3 6-3-25.wiff (sample 1) -...0OF MS (100 - 1000) from 0.103 to 0.360 min
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'H NMR of (4"-Bromophenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5k)
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13C NMR of (4"-Bromophenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone
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TH NMR of (4"-Methoxyphenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]|triazolo[1,5-a]pyrimidin-6-yl)methanone
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13C NMR of (4"-Methoxyphenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone
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TH NMR of (3"-Methoxyphenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]|triazolo[1,5-a]pyrimidin-6-yl)methanone
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13C NMR of (3"-Methoxyphenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone
(Sm)
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HRMS of (3"-Methoxyphenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone
(Sm)
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'H NMR of (7-(4'-Methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)(thiophen-2"-yl)methanone (5n)
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13C NMR of (7-(4'-Methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)(thiophen-2"-yl)methanone (5n)
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'TH NMR of (5-Methyl-7-(4"-nitrophenyl)-4,7-dihydro-[1,2,4]| triazolo[1,5-a]pyrimidin-6-yl)(phenyl)methanone (50)
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13C NMR of (5-Methyl-7-(4"-nitrophenyl)-4,7-dihydro-[1,2,4] triazolo[1,5-a]pyrimidin-6-yl)(phenyl)methanone (50)
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TH NMR of (4"-Fluorophenyl)(5-methyl-7-(4'-nitrophenyl)-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5p)
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13C NMR of (4"-Fluorophenyl)(5-methyl-7-(4'-nitrophenyl)-4,7-dihydro-[1,2,4] triazolo[1,5-a]pyrimidin-6-yl)methanone (5p)
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13C NMR of (4"-Chlorophenyl)(5-methyl-7-(4'-nitrophenyl)-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5q)
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13C NMR of (4"-Chlorophenyl)(5-methyl-7-(4'-nitrophenyl)-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5q)
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'TH NMR of (4"-Bromophenyl)(5-methyl-7-(4"-nitrophenyl)-4,7-dihydro-[1,2,4] triazolo[1,5-a]pyrimidin-6-yl)methanone (5r)
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13C NMR of (4"-Bromophenyl)(5-methyl-7-(4'-nitrophenyl)-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5r)
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TH NMR of (4"-Methoxyphenyl)(5-methyl-7-(4'-nitrophenyl)-4,7-dihydro-[1,2,4]triazolo[1,5-a|pyrimidin-6-yl)methanone (5s)
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13C NMR of (4"-Methoxyphenyl)(5-methyl-7-(4'-nitrophenyl)-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5s)
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'TH NMR of (3"-Methoxyphenyl)(5-methyl-7-(4'-nitrophenyl)-4,7-dihydro-[1,2,4]triazolo[1,5-a] pyrimidin-6-yl)methanone (5t)
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13C NMR of (3"-Methoxyphenyl)(5-methyl-7-(4'-nitrophenyl)-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5t)
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HRMS of (3"-Methoxyphenyl)(5-methyl-7-(4'-nitrophenyl)-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5t)
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TH NMR of 5-Methyl-7-(4'-nitrophenyl)-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)(thiophen-2"-yl)methanone (5u)
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13C NMR of 5-Methyl-7-(4'-nitrophenyl)-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)(thiophen-2"-yl)methanone (5u)
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Fig. S1. 'H-13C HMBC NMR of (4"-Methoxyphenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]|triazolo[1,5-
a]pyrimidin-6-yl)methanone (51)
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Fig. S2. 'TH-13C HSQC NMR of (4"-Methoxyphenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-
a]pyrimidin-6-yl)methanone (51)
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Fig. S3. 'H- N HMBC NMR of (4"-Methoxyphenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-
a]pyrimidin-6-yl)methanone (5I)
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