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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, 5m, and 5t) with BSA 
protein.
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1H 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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1H 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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1H 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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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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S35

HRMS 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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1H 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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S37

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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S38

1H 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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S39

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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S40

1H 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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S41

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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single pulse decoupled gated NOE 19

.4
4

39
.5

7
39

.7
8

39
.9

9
40

.2
0

40
.4

1

55
.7

8

61
.2

0

10
7.

80
11

2.
87

11
8.

17
12

0.
71

12
7.

56
12

8.
50

12
8.

99
13

0.
36

14
1.

77
14

2.
65

14
2.

68
14

3.
31

14
7.

81
15

0.
59

15
9.

80
15

9.
83

19
4.

69



S42

HRMS of (3''-Methoxyphenyl)(5-methyl-7-phenyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5f)



S43

1H 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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S44

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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S45

1H 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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S46

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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S47

1H 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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S48

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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S49

1H 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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S50

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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S51

HRMS of (4''-Chlorophenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5j)



S52

1H 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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S53

13C 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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S54

1H NMR of (4''-Methoxyphenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone 
(5l)
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S55

13C NMR of (4''-Methoxyphenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone 
(5l)
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S56

1H NMR of (3''-Methoxyphenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone 
(5m)
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S57

13C NMR of (3''-Methoxyphenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone 
(5m)
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S58

HRMS of (3''-Methoxyphenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone 
(5m)



S59

1H 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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S60

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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S61

1H NMR of (5-Methyl-7-(4'-nitrophenyl)-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)(phenyl)methanone (5o)
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S62

13C NMR of (5-Methyl-7-(4'-nitrophenyl)-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)(phenyl)methanone (5o)
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S63

1H 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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S64

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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S65

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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S66

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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S67

1H 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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S68

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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S69

1H 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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S70

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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S71

1H 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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S72

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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S73

HRMS of (3''-Methoxyphenyl)(5-methyl-7-(4'-nitrophenyl)-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidin-6-yl)methanone (5t)



S74

1H 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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S75

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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S76

Fig. S1. 1H-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 (5l)
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S77

Fig. S2. 1H-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 (5l)
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Fig. S3. 1H-15N HMBC NMR of (4''-Methoxyphenyl)(7-(4'-methoxyphenyl)-5-methyl-4,7-dihydro-[1,2,4]triazolo[1,5-

a]pyrimidin-6-yl)methanone (5l)

1.52.02.53.03.54.04.55.05.56.06.57.07.58.08.5
f2 (ppm)

0

20

40

60

80

100

120

140

160

180

200

220

240

260

280

300

f1
 (p

pm
)

MB-35
gradient enhanced HMBC

{7.65,275.44} {7.61,275.33}

{7.65,209.61}

{7.63,182.07} {6.34,182.02}

{1.81,102.27}

{7.61,209.57}


