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3-Phenyl-2-thioxo-2,3-dihydroquinazolin-4(1H)-one (3).
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Methyl 4-(2-((4-oxo-3-phenyl-3,4-dihydroquinazolin-2-yl)thio)acetamido)benzoate (5a).
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N-(4-acetylphenyl)-2-((4-oxo-3-phenyl-3,4-dihydroquinazolin-2-yl)thio)acetamide (5b).
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2-((4-Oxo-3-phenyl-3,4-dihydroquinazolin-2-yl)thio)-N-(4-sulfamoylphenyl)acetamide (5c).
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HNMR
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Methyl 4-(2-(4-oxo-3-phenyl-2-thioxo-3,4-dihydroquinazolin-1(2H)-yl)acetamido)benzoate (6a).
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13C NMR
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13C NMR
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2-(4-Oxo-3-phenyl-2-thioxo-3,4-dihydroquinazolin-1(2H)-yl)-N-(4-sulfamoylphenyl) acetamide (6c).
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2-((4-oxo-3-phenyl-3,4-dihydroquinazolin-2-yl)thio)-N-(4-(N -(phenylcarbamoyl) sulfamoyl) phenyl)acetamide (7a). 
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13C NMR
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2-((4-oxo-3-phenyl-3,4-dihydroquinazolin-2-yl)thio)-N-(4-(N-(phenylcarbamothioyl) sulfamoyl) phenyl)acetamide (7b).
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13C NMR
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N-(4-(6-Amino-5-cyano-4-(4-methoxyphenyl)pyridin-2-yl)phenyl)-2-((4-oxo-3-phenyl-3,4-dihydroquinazolin-2-yl)thio)acetamide 
(8a).
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13C NMR
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N-(4-(6-amino-4-(4-chlorophenyl)-5-cyanopyridin-2-yl)phenyl)-2-((4-oxo-3-phenyl-3,4-dihydroquinazolin-2-yl)thio)acetamide 
(8b).
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N-(4-(6-amino-5-cyano-4-(4-nitrophenyl)pyridin-2-yl)phenyl)-2-((4-oxo-3-phenyl-3,4-dihydroquinazolin-2-yl)thio)acetamide (8c).
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13C NMR
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N-(4-(3-(4-methoxyphenyl)acryloyl)phenyl)-2-((4-oxo-3-phenyl-3,4-dihydroquinazolin-2-yl)thio)acetamide (9a).
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N-(4-(3-(4-chlorophenyl)acryloyl)phenyl)-2-((4-oxo-3-phenyl-3,4-dihydroquinazolin-2-yl)thio)acetamide (9b).
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HNMR
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N-(4-(3-(4-nitrophenyl)acryloyl)phenyl)-2-((4-oxo-3-phenyl-3,4-dihydroquinazolin-2-yl)thio)acetamide (9c).
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2-Hydrazinyl-3-phenylquinazolin-4(3H)-one (11).
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Methyl 4-(2-(2-(4-oxo-3-phenyl-3,4-dihydroquinazolin-2-yl)hydrazinyl)acetamido)benzoate (12a).
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13C NMR
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N-(4-Acetylphenyl)-2-(2-(4-oxo-3-phenyl-3,4-dihydroquinazolin-2-yl)hydrazinyl)acetamide  (12b).
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2-(2-(4-oxo-3-phenyl-3,4-dihydroquinazolin-2-yl)hydrazinyl)-N-(4-sulfamoylphenyl)acetamide (12c).
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13C NMR
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2-(2-(2-Hydroxybenzylidene)hydrazinyl)-3-phenylquinazolin-4(3H)-one (13a).
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13C NMR
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2-(2-(4-Hydroxybenzylidene)hydrazinyl)-3-phenylquinazolin-4(3H)-one (13b).

IR
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2-(2-(2-Methoxybenzylidene)hydrazinyl)-3-phenylquinazolin-4(3H)-one (13c).

IR

46
8.0

5
48

9.9
7

50
6.3

6
53

2.5
9

59
8.7

1
61

8.9
669

4.7
7

75
4.1

2
78

6.1
0

85
5.1

6
87

6.9
6

92
9.0

9
95

4.4
3

99
5.7

0
10

22
.03

10
46

.23
10

58
.13

10
78

.42
11

09
.61

11
57

.09
11

75
.09

12
48

.1012
82

.21
13

38
.67

13
92

.98
14

34
.33

14
60

.83
14

85
.6015

60
.48

15
80

.49
16

13
.33

16
86

.54
17

81
.19

18
15

.79
19

06
.47

19
41

.5619
70

.45

20
32

.28

28
34

.87
29

31
.86

29
58

.4330
54

.45

33
39

.59

Q2-OME

-40

-30

-20

-10

 0

 10

 20

 30

 40

 50

 60

 70

 80

 90

 100

%
T

 500    1000   1500   2000   2500   3000   3500   4000  
Wavenumbers (cm-1)

N

N

O

Ph

N
H

N

OCH3



104

HNMR

 

N

N

O

Ph

N
H

N

OCH3



105

2-(2-(4-Nitrobenzylidene)hydrazinyl)-3-phenylquinazolin-4(3H)-one (13d).
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Table 5. The docking binding free energies of the synthesized compounds with PARP-1, forming hydrogen bonding and cationic-π 
interactions.

Compd.

ΔG

kcal/mol No. of hydrogen bonding No. of cationic-π interactions

5a -51.47 4 (TYR907, GLY863, TYR896,
ARG878

3 (TYR907, HIS862, LYS903) 

5b -53.18 4 (TYR907,  HIS862, TYR896, 
ARG878)

3 (TYR907, HIS862, LYS903)

5c -51.30 6 (TYR907, GLY863 ,HIS862 
TYR896, ARG878, TYR907)

3 (TYR907, HIS862, LYS903)

6a -57.87 5 (GLY863, HIS862, TYR896, 
ARG878, ARG878)

3 (TYR907, HIS862, LYS903) 

6b    -55.23 5 (TYR907, GLY863, HIS862,
TYR896, ARG878)

3 (TYR907, HIS862, LYS903)

7a
-58.20 7 (TYR907, GLY863, HIS862,

GLY888, ALA880, ARG878
ARG878)

3 (TYR907, HIS862, ARG878)

7b
-58.43 6 (TYR907, GLY863, HIS862, 

GLY888, ALA880, ARG878, 
ARG878)

3 (TYR907, HIS862, ARG878)

8a -62.52 6 (TYR907, GLY863, HIS862,
TYR896, ARG878, ASN868)

3 (TYR907, HIS862, HIS862)

8b -57.54 5 (TYR907, GLY863, HIS862,
TYR896, ARG878)

3 (TYR907, HIS862,  HIS862)

8c -54.18 5 (TYR907,  GLY863, HIS862,
TYR896, ARG878)

3 (TYR907, HIS862, HIS862)

9a -61.58 6 (TYR907, GLY863, HIS862,
GLY894, ARG878, ASN868)

3 (TYR907, HIS862, LYS903)

9b -61.10 4 (TYR907, GLY863, GLY894, 
ARG878)

3 (TYR907, HIS862, LYS903)
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9c -58.25 5 (TYR907, GLY863 , HIS862,
GLY894, ARG878)

3 (TYR907,  HIS862, LYS903) 

12a -59.61
9 (TYR907, SER904, GLY863, 

HIS862, GLY888,TYR889, 
TYR896, ARG878, ARG878)

3 (TYR907, HIS862, LYS903) 

12b -58.01
8 (TYR907, SER904, GLY863, 

HIS862, GLY888, TYR889,
TYR896, ARG878)

3 (TYR907, HIS862, LYS903) 

12c -59.56
8 (TYR907, SER904, GLY863, 

HIS862, GLY888, TYR889, 
TYR896, ARG878)

3 (TYR907, HIS862, LYS903) 

13a -53.14
5 (TYR907, TYR907, GLY863, 

HIS862, GLY888)
3 (TYR907, HIS862, LYS903) 

13b -55.98 6 (TYR907, TYR907, GLY863, 
HIS862 , ALA880, ARG878)

3 (TYR907, HIS862, LYS903) 

13c -55.01
5 (TYR907, TYR907, GLY863, 

HIS862, TYR896)
3 (TYR907, HIS862, LYS903)

13d
-50.56

5 (TYR907, TYR907,GLY863, 
HIS862, TYR889)

3 (TYR907, HIS862,  LYS903) 

olaparib -60.60
4 (GLY863, SER904, TYR896, 

ARG878)
3 (TYR907, HIS862, LYS903, 
TYR896) 


