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Quinazolinone derivatives 

Coumarin derivatives

Quinazolinone Schiff bases

Coumarin Schiff bases



Compound R Inh (%)

1 2,4-(OH)2 91

2 2-OH-3-OC2H5 61

3 2-OH 90

4 2-Cl 64

5 2-OH-5-Br 53

6 2,5-(OCH3)2 84

7 3,4,5-(OCH3)3 NA

8 2,3-(OH)2 90

9 3-Cl 31

10 4-OCH3 38

11 3-Br 30

12 styryl 32

13 4-N,N-(CH3)2 48

14 3,4-(OH)2 82

15 2-OH-4-benzyloxy 2

16 3-OH 70

17 4-OH 66

18 3-OH-4-OCH3 24

19 3,5-(OH)2 74

20 2-OCH3 85

21 H 39

22 2-OH-5-Cl 57

23 2-OH-5-NO2 97

24 2-OH-3,5-(Br)2 76

25 2,5-(OH)2 91

26 4-Br 54

27 3-OCH3-4-OH 42
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 log % hDPP III inh. = - 5.31 + 1.61 IC1 + 0.79 GATS6m - 1.46 EEig15d

 model satisfied all validation criteria, R2 = 0.88
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Docking



Residues 
Subsites 

S2 S1 S1' S2' S3' 

PHE109 - - - 25 - 

GLU316 1, 3, 8, 23, 25 - - - - 

TYR318 - 1, 3, 8, 23, 25 - 1, 3, 8, 23, 25 - 

GLU329 - 1, 3, 8, 23, 25 - - - 

PHE381 - 1, 3, 8, 23 - - - 

PRO387 - 1, 3, 8, 23, 25 1, 3, 8, 23, 25 1, 3, 8, 23, 25 1, 3, 8, 23, 25 

GLY389 - 1, 3, 8, 23, 25 1, 3, 8, 23, 25 - - 

ILE390 1, 3, 8, 23, 25 1, 3, 8, 23, 25 - - - 

ASN391 1, 3, 8, 23, 25 - - - - 

GLU508 1, 8, 23 1, 8, 23 - - - 

HIS568 25 25 25 - - 

 





MD simulations



Relative occupancy (more than 50%) 

of native contacts 



H- bonds



π-π stacking



π-π T -shape



amide-π stacking 
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