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Cont. Table 3. Cytotoxic activity of compound 4c against the tested cell lines.

In-vitro cytotoxicity
Cell lines BJ-1 A431 HCT116
Concn. 100 50 25 12.5 100 50 25 12.5 100 50 25 2.5
1 test 42.9 39.02 29 0 70.5 63.2 60.7 2.53 21 11.2 0 0
2" test 50.2 41.03 41.03 6.41 65.8 714 | 66.4 4.11 22 9.6 0 0
Antitumor | 3" test 52.9 38.02 42.6 14.1 89.1 | 54.06 | 37.3 25.3 19.7 10.4 0 0
effect Average 48.667 39.357 | 37.543 6.837 | 75.133 | 62.887 | 54.8 | 10.647 | 20.9 10.4 0 0
1Cso0
92.045 4477 201.45
(Hg/mL)
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Fig. 17. MD simulation of the synthesized compounds 4a-e.
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Fig. 18. ADME prediction of compound 4c.
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Fig. 19. ADME prediction of compound 4d.
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Fig. 20. ADME prediction of compound 4e.
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Fig. 21. XRD pattern of TiO2 nanoparticles.

Fig. 22. TEM micrographs of TiO2 nanoparticles.
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Fig. 23. XRD pattern of ZnO nanoparticles.
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Fig. 24. TEM micrographs of ZnO nanoparticles.




rSiey

500

1000

2000

3060

3500

99'LLY _
\ 3
_ -
PLE0S ez \
187261
106LL .
151280 0eg
002E6  g76g6
T : SOEPLL 2904
557
T =M% 2022}
T ———level gLz
T OrECvE  geppyy :
— LU ognel
— 229951 12085t
77 9tar
Pa'v69L
100512
£T'1222
.z
N,\ ZT
L
5
7/ o
8/°5p8¢ <
98'bE6T
96200
o o
(] (]
86°L81E = 2
160288
5 5 2 8 R R B 8 8 3 ¥ 9 8 8 & |

oouepWsURI| %

1500

2500

4000

IR spectrum of compound 4c.




7.068
7.047
6.993
6.952
3.827
3.810
3.793
3.770
3.762
3.468

£
AN
\2.508

MeO .

MeO

13 12 11 10 9 8 7 6 5 4 3 2 1

o=
oo~ S181S
r*‘Tj
== ool —

===

ppm

Current Data Parameters
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PULPROG zg30

TD 65536
SOLVENT DMSO
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FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 205.37

DW 62.400 usec
DE 6.50 usec
TE 300.0 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 400.1524711 MH=z
NUC1 1H

Pl 12.00 usec
PLW1 18.00000000 W

F2 - Processing parameters
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WDW EM

5SB Q

LB 0.30 H=z
GB 0

PC 1.00

'H NMR spectrum (DMSO-ds) of compound 4c.
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