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Supplementary data: 

The data are divided into three parts, experimental part and spectral data 

(1HNMR, 13C NMR and MS) of the synthesized compounds, the biological studies 

and the docking studies.  

Part 1:  

A: Experimental part: 

The starting materials 1a-c, 2a-c and 3a-c were synthesized according adopted procedures at 

literatures. 1-6 

General procedure for synthesis of 4-methyl-7-hydroxy-3,8-substituted-2H-1-chromene-2-

ones (1a-c).  

A cooled mixture of resorcinol or 2-methylresorcinol (0.1 mol) and ethyl 2-ethylacetoacetate or 

ethyl 2-benzylacetoacetate (0.1 mol) was slowly added with stirring to cooled concentrated 

sulphuric acid (50 mL) in an ice bath over 90 min. The mixture was left overnight in the 

refrigerator then poured onto ice. The formed precipitate was filtered, dried and recrystallized 

from isopropanol to afford compounds 1a-c in good yield. 

General procedure for synthesis of 2-(4-methyl-3,8-disubstituted-2-oxo-2H-chromen-7-

yl)oxyacetate (2a-c). 

A mixture of the appropriate chromen-2-one derivative 1a-c (0.1 mol), anhydrous potassium 

carbonate (27.64 g, 0.2 mol) and ethyl chloroacetate (14.64 g, 0.12 mol) in dry acetone (200 mL) 

was heated under reflux with stirring for 24 h. After cooling the reaction mixture, the formed 

precipitate was filtered and washed with acetone. The crude product was crystallized from 

ethanol to give compounds 2a-c. 

General procedure for synthesis of 2-(4-methyl-3,8-disubstituted -2-oxo-2H-chromen-7-

yl)oxyacetohydrazide (3a-c). 

A mixture of the appropriate ester derivative 2a-c (0.01 mol) and hydrazine hydrate 99% (1 mL, 

0.02 mol) in absolute ethanol (30 mL) was heated under reflux for 2 h. The precipitate was 
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filtered, washed with water and dried. The crude product was crystallized from acetic acid to 

give compounds 3a-c 

B: Spectral data: 

 

 

 

Figure S1: 1H NMR spectrum of the compound 4a. 
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Figure S2: 13C NMR spectrum of the compound 4a. 
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Figure S3: MS of the compound 4a. 
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Figure S4: 1H NMR spectrum of the compound 4b. 
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Figure S5: 13C NMR spectrum of the compound 4b. 
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Figure S6: MS of the compound 4b. 
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Figure S7: 1H NMR spectrum of the compound 4c. 
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Figure S8: 13C NMR spectrum of the compound 4c. 
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Figure S9: MS of the compound 4c. 
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Figure S10: 1H NMR spectrum of the compound 4d. 
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Figure S11: 13C NMR spectrum of the compound 4d. 
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Figure S12: MS of the compound 4d. 
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Figure S13: 1H NMR spectrum of the compounds 4e. 
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Figure S14: 13C NMR spectrum of the compound 4e. 
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Figure S15: MS of the compound 4e. 
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Figure S16: 1H NMR spectrum of the compound 5. 
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Figure S17: 13C NMR spectrum of the compound 5. 
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Figure S18: MS of the compound 5. 
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Figure S19: 1H NMR spectrum of the compound 6a. 
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Figure S20: 13C NMR spectrum of the compound 6a. 
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Figure S21: MS of the compound 6a. 
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Figure S22: 1H NMR spectrum of the compound 6b. 
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Figure S23: 13C NMR spectrum of the compound 6b. 
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Figure S24: MS of the compound 6b. 
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Figure S25: 1H NMR spectrum of the compound 6c. 
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Figure S26: 13C NMR spectrum of the compound 6c. 



 

29 
 

 

Figure S27: MS of the compound 6c. 
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Figure S28: 1H NMR spectrum of the compound 7. 
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Figure S29: MS of the compound 7. 
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Figure S30: 1H NMR spectrum of the compound 8. 
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Figure S31: 13C NMR spectrum of the compound 8. 
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Figure S32: MS of the compound 8. 
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Figure S33: 1H NMR spectrum of the compound 9a. 
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Figure S34: 13C NMR spectrum of the compound 9a. 
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Figure S35: MS of the compound 9a. 
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Figure S36: 1H NMR spectrum of the compound 9b. 
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Figure S37: 13C NMR spectrum of the compound 9b. 
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Figure S38: MS of the compound 9b. 
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Figure S39: 1H NMR spectrum of the compound 9c. 

  



 

42 
 

 

Figure S40: 13C NMR spectrum of the compound 9c. 
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Figure S41: MS of the compound9c. 
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Figure S42: 1H NMR spectrum of the compound 9d. 
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Figure S43: 13C NMR spectrum of the compound 9d. 
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Figure S44: MS of the compound 9d. 
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Figure S45: 1H NMR spectrum of the compound 9e. 
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Figure S46: 13C NMR spectrum of the compound 9e. 
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Figure S47: MS of the compound 9e. 
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Part 2: Biological studies: 

Table S. 1: The viability percentage for 6 concentrations (µM) for each compound and their IC50 on PC-3 cell line.  

ID 
Mw

t 
ug/ml O.D Viability % 

Mean 

Viabilit

y % 

IC50 ug/ml 
MeanIC5

0 ug/ml 
 SD 

IC50 UM 
MeanIC5

0 ug/ml 
 SD 

Pc3   
-------

- 

0.72

2 

0.71

9 

0.

7 
100 100 

10

0 
100             

4a 409 

1000 
0.02

5 

0.01

8 
0 

3.4

6 

2.50

3 
3.1 3.03 

4 
4.0

5 
4.5 4.183 

0.23

7 
9.9 9.9 

10.
9 

10.218 
0.57

9 

500 
0.03

8 

0.03

7 
0 

5.2

6 

5.14

6 
5.5 5.32 

250 
0.05

9 

0.05

8 

0.

1 

8.1

7 

8.06

7 
8 8.06 

125 
0.07

4 

0.07

9 

0.

1 

10.

2 

10.9

9 
10 10.4 

62.5 
0.12

7 

0.12

9 

0.

1 

17.

6 

17.9

4 
18 18 

31.25 
0.16

1 

0.15

7 

0.

2 

22.

3 

21.8

4 
23 22.2 

4b 430 

1000 
0.05

5 

0.04

8 

0.

1 

7.6

2 

6.67

6 
7.4 7.23 

3.5 
3.6

8 
4.4 3.871 

0.49

3 
8.13 8.55 10.3 8.9927 

1.14

6 

500 
0.05

8 

0.05

8 

0.

1 

8.0

3 

8.06

7 
8.5 8.21 

250 
0.08

4 

0.07

9 

0.

1 

11.

6 

10.9

9 
11 11.1 

125 
0.12

2 

0.12

5 

0.

1 

16.

9 

17.3

9 
17 17.1 

62.5 
0.14

8 

0.14

3 

0.

1 

20.

5 

19.8

9 
20 20.1 

31.25 
0.19

2 
0.19 

0.

2 

26.

6 

26.4

3 
28 27 

4c 441 
1000 

0.05

1 

0.04

8 

0.

1 

7.0

6 

6.67

6 
8.1 7.28 

16 
16.

8 
17 16.55 

0.52

3 
36.2 38.2 38.3 37.579 

1.18

8 
500 0.08 0.07 0. 11. 10.9 11 11 
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9 1 1 9 

250 
0.10

4 

0.10

1 

0.

1 

14.

4 

14.0

5 
14 14.1 

125 
0.14

9 

0.15

5 

0.

2 

20.

6 

21.5

6 
21 21.2 

62.5 
0.19

1 

0.18

8 

0.

2 

26.

5 

26.1

5 
26 26.3 

31.25 
0.29

9 

0.30

3 

0.

3 

41.

4 

42.1

4 
43 42.1 

4d 475 

1000 
0.01

8 

0.01

7 
0 

2.4

9 

2.36

4 
1.8 2.23 

55.

1 
57 60 57.2 

2.24

7 
116 120 125 120.43 

4.73

1 

500 0.04 
0.03

6 
0 

5.5

4 

5.00

7 
5.3 5.27 

250 
0.20

9 

0.20

5 

0.

2 

28.

9 

28.5

1 
30 29 

125 
0.24

9 

0.25

1 

0.

3 

34.

5 

34.9

1 
36 35.1 

62.5 
0.34

1 

0.34

8 

0.

3 

47.

2 
48.4 48 48 

31.25 
0.43

5 

0.43

8 

0.

4 

60.

2 

60.9

2 
62 61.2 

4e 486 

1000 
0.03

1 

0.02

7 
0 

4.2

9 

3.75

5 
4.1 4.06 

10.

6 

11.

4 
12 11.22 

0.58

4 
21.8 23.6 24.1 23.134 

1.20

4 

500 
0.03

9 

0.03

6 
0 5.4 

5.00

7 
4.7 5.03 

250 
0.06

1 

0.05

9 

0.

1 

8.4

5 

8.20

6 
8 8.2 

125 
0.06

9 

0.06

6 

0.

1 

9.5

6 

9.17

9 
8.7 9.13 

62.5 
0.12

1 

0.11

9 

0.

1 

16.

8 

16.5

5 
17 16.8 

31.25 
0.22

2 

0.22

3 

0.

2 

30.

7 

31.0

2 
32 31.3 

5 533 

1000 
0.01

2 

0.01

5 
0 

1.6

6 

2.08

6 
2 1.91 

1.8

9 

1.9

5 
1.9 1.91 

0.03

5 
3.54 3.66 3.54 3.5807 

0.06

5 
500 

0.01

8 

0.01

6 
0 

2.4

9 

2.22

5 
2.3 2.33 

250 
0.02

4 
0.02 0 

3.3

2 

2.78

2 
3.1 3.08 
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125 
0.06

4 

0.05

8 

0.

1 

8.8

6 

8.06

7 
8.7 8.53 

62.5 
0.09

4 

0.08

6 

0.

1 
13 

11.9

6 
13 12.5 

31.25 
0.10

2 
0.1 

0.

1 

14.

1 

13.9

1 
14 14 

6a 377 

1000 
0.01

9 
0.02 0 

2.6

3 

2.78

2 
2.8 2.75 

135 130 
13

3 
132.6 

2.51

1 
357 344 353 351.21 

6.65

1 

500 
0.05

2 

0.06

6 

0.

1 
7.2 

9.17

9 
7.7 8.02 

250 
0.08

3 

0.09

1 

0.

1 

11.

5 

12.6

6 
11 11.7 

125 
0.41

7 

0.37

7 

0.

4 

57.

8 

52.4

3 
56 55.4 

62.5 
0.65

7 

0.67

2 

0.

7 
91 

93.4

6 
95 93.2 

31.25 
0.71

1 

0.71

9 

0.

7 

98.

5 
100 99 99 

6b 389 

1000 
0.02

3 

0.01

9 
0 

3.1

9 

2.64

3 
2.1 2.65 

97 
94.

4 
97 96 

1.43

2 
249 242 248 246.48 

3.67

7 

500 
0.02

2 

0.01

9 
0 

3.0

5 

2.64

3 
2.8 2.84 

250 
0.08

3 
0.11 

0.

1 

11.

5 
15.3 14 13.7 

125 
0.18

3 

0.16

7 

0.

2 

25.

3 

23.2

3 
24 24.3 

62.5 
0.63

8 

0.61

9 

0.

6 

88.

4 

86.0

9 
88 87.6 

31.25 
0.71

1 

0.70

9 

0.

7 

98.

5 

98.6

1 

10

3 
99.9 

6c 426 

1000 
0.01

8 

0.01

6 
0 

2.4

9 

2.22

5 
2.7 2.47 

28.

9 

30.

8 
30 29.84 0.93 67.9 72.3 70.2 70.137 

2.18

6 

500 
0.01

8 

0.01

9 
0 

2.4

9 

2.64

3 
2.7 2.61 

250 0.02 0.02 0 
2.7

7 

2.78

2 
2.7 2.75 

125 
0.03

3 

0.02

8 
0 

4.5

7 

3.89

4 
5.8 4.76 

62.5 0.12 0.14 0. 17. 20.4 16 17.9 
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8 7 1 7 5 

31.25 
0.33

8 

0.35

7 

0.

3 

46.

8 

49.6

5 
49 48.3 

7 346 

1000 
0.02

8 
0.02 0 

3.8

8 

2.78

2 
3.1 3.26 

41.

6 

40.

6 
40 40.65 0.97 120 117 115 117.34 2.8 

500 
0.01

9 

0.02

6 
0 

2.6

3 

3.61

6 
3 3.08 

250 0.02 0.02 0 
2.7

7 

2.78

2 
4.8 3.46 

125 
0.06

6 

0.08

1 

0.

1 

9.1

4 

11.2

7 
13 11.3 

62.5 
0.27

3 

0.29

1 

0.

3 

37.

8 

40.4

7 
38 38.8 

31.25 
0.43

8 

0.41

3 

0.

4 

60.

7 

57.4

4 
57 58.5 

8 388 

1000 
0.03

2 

0.02

8 
0 

4.4

3 

3.89

4 
5.3 4.53 

444 441 
46

9 
451.4 15.4 

114

3 

113

5 

120

7 
1161.9 

39.6

3 

500 
0.26

7 

0.25

3 

0.

3 
37 

35.1

9 
40 37.5 

250 
0.69

9 

0.70

1 

0.

7 

96.

8 
97.5 

10

2 
98.7 

125 
0.72

6 
0.72 

0.

7 
101 

100.

1 
99 99.8 

62.5 
0.68

4 
0.72 

0.

7 

94.

7 

100.

1 

10

2 
98.9 

31.25 
0.71

8 

0.71

2 

0.

7 

99.

4 

99.0

3 

10

1 
100 

9a 246 

1000 
0.01

8 

0.01

7 
0 

2.4

9 

2.36

4 
2.4 2.42 

123 129 
12

7 
126.2 

2.83

8 
500 523 514 512.23 

11.5

2 

500 
0.06

3 

0.04

8 

0.

1 

8.7

3 

6.67

6 
7.4 7.6 

250 
0.05

5 

0.07

3 

0.

1 

7.6

2 

10.1

5 
8.5 8.76 

125 
0.35

2 

0.37

7 

0.

4 

48.

8 

52.4

3 
52 51 

62.5 
0.71

3 

0.71

9 

0.

7 

98.

8 
100 

10

1 
99.9 

31.25 
0.72

1 

0.71

6 

0.

7 

99.

9 

99.5

8 

10

1 
100 



 

54 
 

9b 260 

1000 
0.04

2 

0.02

9 
0 

5.8

2 

4.03

3 
4.7 4.85 

147 155 
15

6 
152.4 

5.08

6 
563 593 600 585.41 

19.5

4 

500 
0.07

3 

0.05

8 

0.

1 

10.

1 

8.06

7 
10 9.47 

250 
0.19

4 

0.18

3 

0.

2 

26.

9 

25.4

5 
27 26.3 

125 
0.37

9 

0.42

7 

0.

4 

52.

5 

59.3

9 
58 56.8 

62.5 
0.68

2 

0.70

3 

0.

7 

94.

5 

97.7

7 
98 96.7 

31.25 
0.72

6 

0.70

7 

0.

7 
101 

98.3

3 
98 99.1 

9c 260 

1000 
0.01

7 

0.01

5 
0 

2.3

5 

2.08

6 
2.3 2.24 

36.

3 

36.

6 
37 36.55 

0.21

1 
140 140 141 140.4 

0.80

9 

500 
0.01

8 

0.01

6 
0 

2.4

9 

2.22

5 
2.7 2.47 

250 
0.01

8 

0.01

8 
0 

2.4

9 

2.50

3 
3.4 2.8 

125 
0.04

4 

0.03

8 
0 

6.0

9 

5.28

5 
5.1 5.5 

62.5 
0.08

9 

0.11

6 

0.

1 

12.

3 

16.1

3 
15 14.5 

31.25 
0.46

3 

0.45

1 

0.

4 

64.

1 

62.7

3 
64 63.5 

9d 258 

1000 
0.04

8 

0.06

2 
0 

6.6

5 

8.62

3 
5.5 6.94 

224 216 
22

3 
220.9 

4.63

6 
867 835 864 855.27 

17.9

5 

500 0.05 
0.05

8 
0 

6.9

3 

8.06

7 
6.3 7.08 

250 
0.28

9 

0.23

4 

0.

3 
40 

32.5

5 
38 36.7 

125 
0.67

2 

0.69

9 

0.

7 

93.

1 

97.2

2 
97 95.8 

62.5 
0.71

6 

0.71

1 

0.

7 

99.

2 

98.8

9 

10

1 
99.7 

31.25 
0.72

7 

0.70

3 

0.

7 
101 

97.7

7 

10

1 
99.7 

9e 334 
1000 

0.05

2 

0.03

8 
0 7.2 

5.28

5 
7 6.48 84.

6 

86.

2 
85 85.32 

0.80

5 
253 258 255 255.14 

2.40

6 
500 0.03 0.05 0. 4.9 8.06 7.2 6.77 
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6 8 1 9 7 

250 
0.11

7 

0.14

3 

0.

1 

16.

2 

19.8

9 
18 18.1 

125 
0.27

3 

0.28

8 

0.

3 

37.

8 

40.0

6 
37 38.3 

62.5 
0.38

8 

0.36

8 

0.

4 

53.

7 

51.1

8 
51 52 

31.25 
0.67

2 

0.65

9 

0.

7 

93.

1 

91.6

6 
97 93.9 

erlotini

b 
393 

1000 
0.01

8 

0.03

3 
0 

2.4

9 
4.59 3.8 3.64 

5.2

2 

4.8

5 
4.5 4.84 

0.38

5 
13.3 12.3 11.3 12.302 

0.97

9 

50 0.02 
0.03

1 
0 

2.7

7 

4.31

2 
4.1 3.73 

25 
0.02

5 

0.02

7 
0 

3.4

6 

3.75

5 
4.3 3.83 

12.5 
0.06

3 

0.05

8 

0.

1 

8.7

3 

8.06

7 
9.9 8.91 

6.25 0.07 
0.07

9 

0.

1 
9.7 

10.9

9 
12 10.7 

3.125 
0.14

4 

0.15

2 

0.

2 

19.

9 

21.1

4 
21 20.8 
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Table S. 2: The viability percentage for 6 concentrations (µM) for each compound and their IC50 on MDA-MB-231cell line.  

ID Mwt 
ug/

ml 
O.D Viability % 

Mean 

Viabil

ity % 

IC50 ug/ml 

MeanI

C50 

ug/ml 

 SD 

IC50 UM 
Mea

n 

IC5

0 

Um 

 SD 
MD

A-

MB-

231 

  
------

-- 

0.6

48 

0.6

66 

0.6

51 
100 100 100 100             

4a 409.4 

1000 
0.0

88 

0.0

82 

0.0

86 

13.580

25 

12.312

31 

13.2

1 

13.034

3 

9.5
2 

9.6

5 

9.8

2 
9.663 

0.1
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Table S.3: The viability percentage (µM) for compound 5 and erlotinib showing their IC50 on HCT-116 cell line.  

ID 
Mw
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O.D Viability % 

Mean 

Viabili

ty % 

IC50 ug/ml 
MeanIC

50 ug/ml 
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IC50 UM 
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116 
  

------

-- 
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59.

9 
61.68 

0.4 
0.32

4 

0.32

6 
0.3 

64.54

2 

65.

6 

62.

6 
64.26 

0.2 
0.33

9 
0.34 

0.29

8 
67.53 

68.

4 

62.

2 
66.05 

erlotin

ib 

393.

4 

100 
0.13

1 

0.12

9 

0.14

4 

26.09

6 
26 

30.

1 
27.37 

6.55 7.02 7.46 7.013 
0.45

5 

16.6

5 

17.8

4 

18.96

1 

17.8173

8 

1.156

7 

25 
0.15

9 

0.15

5 

0.16

5 

31.67

3 

31.

2 

34.

4 
32.44 

6.3 
0.22

5 

0.24

6 

0.22

7 

44.82

1 

49.

5 

47.

4 
47.24 

1.6 
0.32

2 

0.30

8 

0.30

7 

64.14

3 
62 

64.

1 
63.4 

0.4 
0.33

1 

0.33

8 

0.31

3 

65.93

6 
68 

65.

3 
66.43 

0.2 
0.34

8 

0.34

2 
0.32 

69.32

3 

68.

8 

66.

8 
68.31 
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Table S.4: The viability percentage (µM) for compound 5 and erlotinib showing their IC50 on HEPG-2 cell line.  

ID 
Mw

t 

ug/m

l 
O.D Viability % 

Mean 

Viabili

ty % 

IC50 ug/ml 
MeanIC

50 ug/ml 
 SD 

IC50 UM 
MeanIC

50 UM 
 SD 

HEPG

-2 
  

------

-- 

0.54

9 

0.56

1 

0.58

6 
100 

10

0 

10

0 
100             

5 
533.

4 

100 
0.19

2 

0.18

1 

0.21

6 

34.97

3 

32.

3 

36.

9 
34.7 

8.3

3 

7.3

9 

7.0

7 
7.5967 

0.65

5 

15.6

2 

13.8

5 

13.25

4 
14.241 

1.227

8 

25 
0.25

5 

0.23

1 

0.26

4 

46.44

8 

41.

2 

45.

1 
44.23 

6.3 
0.27

9 

0.29

2 

0.28

6 
50.82 52 

48.

8 
50.56 

1.6 
0.29

8 

0.31

9 

0.31

2 

54.28

1 

56.

9 

53.

2 
54.8 

0.4 
0.32

3 

0.32

9 

0.33

1 

58.83

4 

58.

6 

56.

5 
57.99 

0.2 
0.34

1 
0.36 

0.36

6 

62.11

3 

64.

2 

62.

5 
62.91 

erlotin

ib 

393.

4 

100 
0.13

6 

0.12

9 

0.13

7 

24.77

2 
23 

23.

4 
23.72 

8.6

6 

8.5

1 

8.8

7 
25.08 

0.18

1 

22.0

1 

21.6

3 

22.54

5 
22.062 0.46 

25 
0.21

5 

0.22

2 

0.22

1 

39.16

2 

39.

6 

37.

7 
38.82 

6.3 
0.25

4 

0.26

1 

0.34

4 

46.26

6 

46.

5 

58.

7 
50.5 

1.6 
0.32

1 

0.32

6 

0.31

9 
58.47 

58.

1 

54.

4 
57.01 

0.4 
0.39

4 

0.41

1 

0.37

7 

71.76

7 

73.

3 

64.

3 
69.79 

0.2 
0.41

4 

0.42

1 
0.44 75.41 75 

75.

1 
75.18 
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Table S.5: The viability percentage (µM) for compound 5 and erlotinib showing their IC50 on HPrEC cell line.  

ID 
Mw

t 

ug/m

l 
O.D Viability % 

Mean 

Viabili

ty % 

IC50 ug/ml 
MeanIC

50 ug/ml 
 SD 

IC50 UM 
MeanIC

50 UM 
 SD 

HPrE

C 
  

------

-- 

0.54

5 

0.53

1 

0.52

9 
100 100 100 100             

5 
533.

4 

100 
0.24

8 

0.23

9 

0.23

1 

45.50

5 
45 

43.

7 
44.73 

50.

9 
51.7 

50.3

2 
50.96 

0.69

5 

95.3

7 

96.9

2 

94.33

5 
95.541 

1.302

4 

25 
0.31

1 

0.30

5 

0.31

1 

57.06

4 

57.

4 

58.

8 
57.76 

6.3 
0.35

4 

0.34

4 

0.35

7 

64.95

4 

64.

8 

67.

5 
65.74 

1.6 0.39 
0.38

8 

0.39

4 
71.56 

73.

1 

74.

5 
73.04 

0.4 
0.43

2 

0.44

4 

0.50

5 

79.26

6 

83.

6 

95.

5 
86.12 

0.2 
0.51

1 

0.46

9 

0.51

7 

93.76

1 

88.

3 

97.

7 
93.27 

erlotini

b 

393.

4 

100 
0.21

6 

0.20

2 

0.21

7 

39.63

3 
38 41 39.57 

22.

7 

24.9

8 

27.1

9 
25.08 

2.22

5 
57.8 

63.4

9 

69.10

9 
63.466 

5.655

3 

25 
0.25

7 

0.27

7 

0.25

2 

47.15

6 

52.

2 

47.

6 
48.99 

6.3 
0.33

9 

0.31

9 

0.34

4 

62.20

2 

60.

1 
65 62.44 

1.6 0.37 0.37 0.37 67.89 
69.

7 

69.

9 
69.17 

0.4 
0.43

3 

0.44

1 

0.42

8 
79.45 

83.

1 

80.

9 
81.14 

0.2 
0.46

6 

0.45

9 

0.46

3 

85.50

5 

86.

4 

87.

5 
86.49 

 

 



 

65 
 

 

 

Table S6: IC50 values of PI3Kβ and EGFR inhibition for compounds 4a, 4b, 4c, 4e and 5 over PC-3 cells 

Comp no. IC50 PI3Kβ (µM) IC50 EGFR (µM) 

  

4a 0.7918 ±0.0318 0.4140 ±0.0025 

4b 0.4844 ±0.0289 0.5587 ±0.0215 

4c 0.5335 ±0.0525 0.3073 ±0.0259 

4e 0.9923 ±0.0042 0.3132±0.0008 

5 0.2612 ±0.0196 0.1812 ±0.0037 

Erlotinib ND 0.1344 ±0.0135 

LY294002 0.5254 ±0.0393 ND 
Values are means ± SD, n=3, p value using independent t-test for the tested compounds vs Erlotinib and LY294002 

ND= not determined 

Part 3: Docking studies: 
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Figure S.48:  Alignment between x-ray bioactive conformation of Erlotinib (colored in grey) 

and best-fitted docked pose (colored with green) within the binding site of EGFR tyrosine 

kinase.  RMSD refine score = 1.254137 

 

 

 

Figure S.49: Alignment between x-ray bioactive conformation of Alpelisib (colored in grey) and 

its best-fitted docked pose (colored with green) within the binding site of PI3Kβ kinase.  RMSD 

refine score = 1.862 
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