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 +TOF MS: 0.341 min from XiLiang_H23.wiff Agilent, su... Max. 1944.5 counts.
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 +TOF MS: 0.355 min from XiLiang_H17.wiff Agilent, sub... Max. 684.1 counts.
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The caculated logP and logD(PH = 7.4) of   
4-hydroxy quinazolines and none 4-hydroxy quinazolines 

 

4-hydroxy 

quinazolines 
logP logD(7.4) 

none 4-hydroxy 

quinazolines 
logP logD(7.4) 

N

N

N+
-O O

NH

HN

HN O

OH

H3C

6a
 

2.52 0.024 

N

N

N+
-O O

NH

HN

HN O

H3C

6a'  

3.11 3.11 

N

N

N+
-O O

NH

HN

HN O

OH

CH3

6b
 

2.52 0.024 

N

N

N+
-O O

NH

HN

HN O

CH3

6b'
 

3.11 3.11 

N

N

N+
-O O

NH

HN

HN O

OH

F
F

F

6d
 

3.42 0.92 

N

N

N+
-O O

NH

HN

HN O

F
F

F

6d'
 

4.00 4.00 

N

N

N+
-O O

NH

HN

HN O

OH

Cl

Cl

6e
 

3.53 1.03 

N

N

N+
-O O

NH

HN

HN O

Cl

Cl

6e'
 

4.12 4.12 
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N

N

OH

N+
-O O

NH

HN

HN O

H3C

F

F
F

6f
 

3.88 1.38 

N

N

N+
-O O

NH

HN

HN O

H3C

F

F
F

6f'
 

4.46 4.46 

N

N

N+
-O O

NH OH

NH

O

N
H

Cl

H3C

6g
 

4.50 2.00 

N

N

N+
-O O

NH

NH

O

N
H

Cl

H3C

6g'
 

5.09 5.09 

N

N

N+
-O O

NH OH

NH

O

N
H

F

F

F

Cl

6k
 

4.95 2.45 

N

N

N+
-O O

NH

NH

O

N
H

F

F

F

Cl

6k'
 

5.53 5.53 

6p

N

N

N+
-O O

NH OH

NH

OHN

Cl

Cl

 

2.48 1.78 

6p'

N

N

N+
-O O

NH

NH

OHN

Cl

Cl

 

4.87 4.87 

N

N

N+
-O O

NH

HN

HN O

OH

CH3

6r
 

2.64 0.14 

N

N

N+
-O O

NH

HN

HN O

CH3

6r'
 

3.23 3.23 
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The Binding mode of Compound 6f in EGFR Kinase activity pocket area 
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The Binding mode of Compound 6f in VEGFR-2 Kinase activity pocket area 
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