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N-(2-(4-bromobenzyl)-4-oxoquinazolin-3(4H)-yl)-6-methyl-2-oxo-2H-chromene-3-carboxamide (4a) 

 

4000.0 3600 3200 2800 2400 2000 1800 1600 1400 1200 1000 800 650.0

30.3

35

40

45

50

55

60

65

70

75

80

85

90

95.9

cm-1

%T 

3270

3086

3047

2948

1715

1692

1597

1568

1474

1430

1408

1364

1334

1304

1266

1232

1216

1203

1171

1138

1126

1073

1059

1038

1013

982

961

941

910

853

838

813

803

790

771

750

714

691

663

 



 

 

 

 

6-methyl-N-(2-(4-nitrobenzyl)-4-oxoquinazolin-3(4H)-yl)-2-oxo-2H-chromene-3-carboxamide (4b) 
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N-(2-(4-chlorobenzyl)-4-oxoquinazolin-3(4H)-yl)-6-methyl-2-oxo-2H-chromene-3-carboxamide (4c) 
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N-(2-(3-bromobenzyl)-4-oxoquinazolin-3(4H)-yl)-6-methyl-2-oxo-2H-chromene-3-carboxamide (4d) 
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6-methyl-N-(2-(3-methylbenzyl)-4-oxoquinazolin-3(4H)-yl)-2-oxo-2H-chromene-3-carboxamide (4e) 
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N-(2-(3-chlorobenzyl)-4-oxoquinazolin-3(4H)-yl)-6-methyl-2-oxo-2H-chromene-3-carboxamide (4f) 
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6-methyl-2-oxo-N-(4-oxo-2-(3,4,5-trimethoxybenzyl)quinazolin-3(4H)-yl)-2H-chromene-3-

carboxamide (4g) 
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N-(2-(4-bromobenzyl)-4-oxoquinazolin-3(4H)-yl)-6-chloro-2-oxo-2H-chromene-3-carboxamide (4h) 
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6-chloro-N-(2-(4-nitrobenzyl)-4-oxoquinazolin-3(4H)-yl)-2-oxo-2H-chromene-3-carboxamide 

hydrochloride (4ı) 

 

 

4000.0 3600 3200 2800 2400 2000 1800 1600 1400 1200 1000 800 650.0

24.1

30

35

40

45

50

55

60

65

70

75

80

85

90

95.1

cm-1

%T 

3310

3063

1716

1677

1606

1595

1561

1508

1473

1413

1365

1339

1308

1268

1224

1196

1178

1137

1108

1072

1032

1016

977

960

931

906

885

871

864

850

816

790

769

733

714

693

682

666

 



 

 

 

 

6-chloro-N-(2-(4-chlorobenzyl)-4-oxoquinazolin-3(4H)-yl)-2-oxo-2H-chromene-3-carboxamide (4j) 
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N-(2-(3-bromobenzyl)-4-oxoquinazolin-3(4H)-yl)-6-chloro-2-oxo-2H-chromene-3-carboxamide (4k) 
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6-chloro-N-(2-(3-methylbenzyl)-4-oxoquinazolin-3(4H)-yl)-2-oxo-2H-chromene-3-carboxamide (4l) 
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3-(((6-chloro-2-oxo-2H-chromen-3-yl)methyl)amino)-2-(3-chlorobenzyl)quinazolin-4(3H)-one (4m) 
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6-chloro-2-oxo-N-(4-oxo-2-(3,4,5-trimethoxybenzyl)quinazolin-3(4H)-yl)-2H-chromene-3-

carboxamide (4n) 
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Table 2. ADMET Properties for 4a-4n molecules 

Properties Molecules 

Absorption 4a 4b 4c 4d 4e 4f 4g 4h 4i 4j 4k 4l 4m 4n 

 Caco-2 Permeability -

4.8

80 

-

4.9

33 

-

4.6

67 

-

4.9

50 

-

4.7

91 

-

4.7

14 

-

4.7

48 

-

4.9

05 

-

4.8

82 

-

4.5

66 

-

4.9

17 

-

4.7

13 

-

4.6

11 

-

4.9

71 

 MDCK (Madin-Darby 

Canine Kidney) 

Permeability 

-

4.5

42 

-

4.5

16 

-

4.6

08 

-

4.5

31 

-

4.6

35 

-

4.6

04 

-

4.4

98 

-

4.4

77 

-

4.4

73 

-

4.5

94 

-

4.4

87 

-

4.6

03 

-

4.5

89 

-

4.5

02 

 PAMPA 

(ParallelArtificialMembra

nePermeabilityAssay) 

0.3

12 

0.6

24 

0.3

21 

0.3

11 

0.3

33 

0.3

14 

0.1

21 

0.2

95 

0.6

05 

0.3

03 

0.2

94 

0.3

15 

0.2

97 

0.1

12 

 P-glikoprotein-inhibitor 0.9

27 

0.3

19 

0.8

64 

0.2

93 

0.3

35 

0.1

88 

0.1

67 

0.9

29 

0.3

27 

0.8

68 

0.3

01 

0.3

43 

0.1

94 

0.1

72 

 P-glikoprotein-substrate 0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

 Human 

IntestinalAbsorption 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

 Oral Bioavailability (F%20) 0.0

58 

0.1

03 

0.0

62 

0.2

47 

0.3

00 

0.2

31 

0.3

60 

0.0

09 

0.0

17 

0.0

10 

0.0

46 

0.0

59 

0.0

42 

0.0

05 

 Oral Bioavailability (F%30) 0.0

34 

0.0

96 

0.0

39 

0.3

64 

0.1

63 

0.2

32 

0.0

07 

0.0

09 

0.0

26 

0.0

10 

0.1

27 

0.0

47 

0.0

71 

0.0

02 

 Oral Bioavailability (F%50) 0.0

10 

0.0

22 

0.0

19 

0.0

49 

0.0

56 

0.0

61 

0.0

13 

0.0

06 

0.0

13 

0.0

11 

0.0

29 

0.0

33 

0.0

36 

0.0

07 

 TPSA (Topological Polar 

SurfaceArea) 

94.

200 

137

.34 

94.

20 

94.

20 

94.

20 

94.

20 

121

.89 

94.

20 

137

.34 

94.

20 

94.

20 

94.

20 

94.

20 

121

.89 

 Skin Permeation (cm/s) -

5.9

80 

-

6.3

80 

-

5.7

50 

-

5.9

80 

-

5.8

20 

-

5.8

20 

-

6.6

00 

-

5.9

20 

-

6.3

20 

-

5.6

90 

-

5.9

20 

-

5.7

50 

-

5.6

90 

-

6.5

30 

 GI Absorption Hig

h 

Lo

w 

Hig

h 

Hig

h 

Hig

h 

Hig

h 

Hig

h 

Hig

h 

Lo

w 

Hig

h 

Hig

h 

Hig

h 

Hig

h 

Hig

h 

 BBB Permeant No No No No No No No No No No No No No No 

Distribution               

 PPB (Plasma Protein 

Binding) 

98.

461 

97.

832 

98.

835 

98.

397 

98.

286 

98.

714 

98.

248 

98.

903 

98.

848 

99.

186 

98.

893 

98.

914 

99.

120 

98.

858 

 VDss (Volume of 

Distribution at 

SteadyState) 

-

0.1

25 

-

0.2

33 

-

0.3

16 

-

0.1

29 

-

0.3

64 

-

0.3

40 

-

0.3

16 

-

0.0

39 

-

0.3

50 

-

0.3

28 

-

0.0

83 

-

0.3

71 

-

0.3

98 

-

0.3

67 

 (BBB) Blood-Brain 

BarrierPermeability 

0.2

23 

0.0

01 

0.1

37 

0.1

08 

0.0

26 

0.0

60 

0.0

52 

0.7

91 

0.0

11 

0.6

77 

0.6

14 

0.2

60 

0.4

58 

0.4

21 

 Fu (FractionUnbound in 

Plasma) 

1.0

65 

1.7

58 

0.6

78 

1.1

78 

1.1

87 

0.7

28 

1.3

32 

0.6

49 

0.7

60 

0.4

33 

0.6

67 

0.6

14 

0.4

43 

0.7

92 

 OATP1B1 inhibitor 0.9

94 

0.9

30 

0.9

93 

0.9

77 

0.9

96 

0.9

76 

0.9

95 

0.9

88 

0.8

68 

0.9

85 

0.9

55 

0.9

92 

0.9

53 

0.9

90 

 OATP1B3 inhibitor 0.9

95 

0.8

82 

0.9

86 

0.9

84 

0.9

91 

0.9

77 

0.9

51 

0.9

89 

0.7

81 

0.9

70 

0.9

68 

0.9

82 

0.9

54 

0.9

03 

 BCRP 

(BreastCancerResistance 

Protein) inhibitor 

0.0

00 

0.0

00 

 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

0.0

00 

 MRP1 

(MultidrugResistance-

associated Protein) 

inhibitor 

0.9

99 

1.0

00 

0.9

98 

0.9

99 

0.9

98 

0.9

99 

1.0

00 

0.9

92 

1.0

00 

0.9

89 

0.9

94 

0.9

86 

0.9

93 

0.9

99 

 logS -

5.5

13 

-

5.0

57 

-

5.4

92 

-

5.2

72 

-

4.8

12 

-

5.2

75 

-

5.1

16 

-

5.7

46 

-

5.2

28 

-

5.6

58 

-

5.5

01 

-

5.3

11 

-

5.4

53 

-

5.5

48 

 logP 4.3

42 

3.1

19 

4.0

35 

4.2

28 

4.0

85 

3.9

85 

2.9

94 

4.2

74 

3.1

03 

4.0

48 

4.1

65 

4.0

89 

3.9

87 

3.2

00 

 logD 3.8

66 

3.3

03 

3.6

62 

3.7

08 

3.6

49 

3.5

83 

3.0

19 

3.7

44 

3.2

46 

3.6

22 

3.6

01 

3.6

49 

3.5

38 

3.1

19 

Metabolism               

 CYP1A2 inhibitor 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0.0



00 01 04 03 00 01 00 02 02 16 13 01 05 00 

 CYP1A2 substrate 0.0

64 

0.0

25 

0.1

65 

0.0

04 

0.3

60 

0.5

08 

0.1

76 

0.0

27 

0.0

10 

0.0

75 

0.0

02 

0.1

88 

0.2

98 

0.0

81 

 CYP2C19 inhibitor 0.4

60 

0.2

08 

0.2

54 

0.2

66 

0.2

79 

0.1

10 

0.0

59 

0.5

05 

0.2

40 

0.2

90 

0.3

02 

0.3

17 

0.1

29 

0.0

70 

 CYP2C19 substrate 0.0

00 

0.0

00 

0.0

11 

0.0

00 

0.0

03 

0.0

02 

0.3

15 

0.0

00 

0.0

00 

0.0

01 

0.0

00 

0.0

00 

0.0

00 

0.0

28 

 CYP2C9 inhibitor 0.6

50 

0.0

48 

0.1

44 

0.7

63 

0.2

59 

0.6

88 

0.3

59 

0.4

84 

0.0

25 

0.0

78 

0.6

18 

0.1

50 

0.5

27 

0.2

20 

 CYP2C9 substrate 0.0
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