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S1: Percentage cell viability (+ standard deviation) and linear regression plots (used to calculate
LCso values) of doxorubicin hydrochloride and compounds 3-6.
52: 'H-NMR and C-NMR spectra of compounds 3-6.

Table S1. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to different
concentrations of doxorubicin hydrochloride.
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Doxorubicin hydrochloride.

Conc. (ug/mL) Logconc. %Viability MCF-7 SD  %Viability HeLa SD

20 1.30103 22.59 0.87 478 0.75
10 1.0 25.98 0.68 4.96 0.91
5 0.69897 29.35 041 6.04 0.20
2 0.30103 33.58 0.39 19.92 0.92
1 0.0 34.97 0.94 47.38 0.62
0.5 -0.30103 54.97 0.45 50.73 0.59
0.1 -1.0 65.96 0.90 67.60 0.27
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Figure S1. Linear regression plots used to calculate LCso values of doxorubicin hydrochloride.
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Table S2. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to different

concentrations of compound 3a.
N
Br. / 3

3a

Conc. (ug/mL)  Logconc.  %Viability MCF-7 SD  %Viability HeLa  SD

18.77
100 2.0 20.07 0.21 59.87 1.10
10 1.0 40.06 0.40 59.87 0.72
1 0.0 57.41 0.90 92.32 0.95
0.1 -1.0 88.15 1.36 97.92 1.05
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Figure S2. Linear regression plots used to calculate LCso values of compound 3a.

Table S3. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to

different concentrations of compound 3b.
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Conc. (ug/mL) Logconc. %Viability MCF-7 SD % Viability HeLa SD

100 2.0 23.99 0.21 37.21 0.62
10 1.0 29.68 0.60 46.14 0.98
1 0.0 47.08 0.41 63.67 1.14
0.1 -1.0 57.05 0.92 83.62 0.24
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Figure S3. Linear regression plots used to calculate LCso values of compound 3b.

Table S4. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to

different concentrations of compound 3c.
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Cl

3c

Conc. (ug/mlL) Logconc. %Viability MCF-7 SD  %Viability HeLa SD

100 2.0 26.15 0.42 29.35 0.18
10 1.0 32.15 0.54 46.25 0.99
1 0.0 44.50 0.40 56.83 0.95
0.1 -1.0 65.442 0.80 95.64 1.20
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Figure S4. Linear regression plots used to calculate LCso values of compound 3c.

Table S5. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to
different concentrations of compound 4a.

=

N

CHs

4a
Conc. (ug/mL) Logconc. %Viability MCF-7 SD  %Viability HeLa  SD
100 2.0 39.37 0.23 29.32 0.48
10 1.0 41.20 0.43 51.54 0.13
1 0.0 50.57 0.62 84.57 0.49
0.1 -1.0 59.37 0.35 98.12 0.90
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Figure S5. Linear regression plots used to calculate LCso values of compound 4a.

Table S6. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to

different concentrations of compound 4b.

Br.

7
N
| F
CgHs
4b
Conc. (ug/mL) Logconc.  %Viability MCE-7 SD %Viability HeLa  SD
100 2.0 40.95 0.18 32.26 0.20
10 1.0 52.10 0.75 36.99 0.61
1 0.0 73.56 0.32 73.61 0.98
0.1 -1.0 100 0.75 91.52 1.06
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Figure S6. Linear regression plots used to calculate LCso values of compound 4b.

Table S7. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to

different concentrations of compound 4c.

N
Br. //>
N
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CHs

4c

Conc. (ug/mL)  Logconc.  %Viability MCF-7 SD % Viability HeLa SD

100 2.0 36.99 0.17 25.77 0.96
10 1.0 56.48 0.06 42.36 1.65

1 0.0 58.87 0.25 78.51 1.81
0.1 -1.0 85.32 0.20 89.51 0.86
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Figure S7. Linear regression plots used to calculate LCso values of compound 4c.

Table S8. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to

different concentrations of compound 4d.
N
Br. / />
N
=

N

/\

4d

Conc. (ug/mL) Logconc.  %Viability MCF-7 SD % Viability HeLa SD

100 2.0 19.39 0.38 17.87 0.65
10 1.0 39.29 0.52 33.58 14
1 0.0 48.83 0.65 47.23 0.1

0.1 -1.0 75.91 1.4 50.52 0.43
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Figure S8. Linear regression plots used to calculate LCso values of compound 4d.

Table S9. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to

different concentrations of compound 4f.
N
. B
N
=

l a

af

Conc. (ug/mL) Logconc.  %Viability MCE-7 SD %Viability HeLa  SD

100 2.0 35.83 0.05 21.71 0.03
10 1.0 49.36 0.70 25.74 0.14

1 0.0 61.95 0.13 51.58 0.10
0.1 -1.0 77.01 0.10 8831 0.43
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Figure S9. Linear regression plots used to calculate LCso values of compound 4f.

Table S10. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to

different concentrations of compound 4g.

OH

4g

Conc. (ug/mlL) Logconc. %Viability MCF-7 SD  %Viability HeLa  SD

100 2.0 21.49 0.23 29.60 0.77
10 1.0 53.00 0.09 53.74 0.29
1 0.0 60.69 0.27 85.67 0.30
0.1 -1.0 65.20 0.15 87.25 0.40
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Absorbance at 570 nm

Figure S10. Linear regression plots used to calculate LCso values of compound 4g.
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Table S11. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to

different concentrations of compound 4i.

. [

Z
N
I <
OH

4i
Conc. (ug/mL) Logconc. %Viability MCE-7 SD %Viability HeLa SD
100 2.0 33.84 0.71 33.47 0.11
10 1.0 49.90 0.11 52.13 0.36
1 0.0 62.70 0.30 92.79 0.34
0.1 -1.0 73.50 0.15 100.00 0.24
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Figure S11. Linear regression plots used to calculate LCso values of compound 4i.

Table S12. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to

different concentrations of compound 5a.

CHs

5a

Conc. (ug/mL)  Logconc.  %Viability MCF-7 SD % Viability HeLa SD

100 2.0 38.36 0.04 24.55 0.01
10 1.0 48.59 0.08 27.66 0.11
1 0.0 53.66 0.05 52.20 0.09
0.1 -1.0 64.15 0.20 77.01 0.42
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Figure S12. Linear regression plots used to calculate LCso values of compound 5a.

Table S13. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to

different concentrations of compound 5b.

Conc. (ug/mL) Logconc. %Viability MCE-7 SD % Viability HeLa SD

100 2.0 9.68 0.30 21.43 0.04
10 1.0 17.54 0.41 22.26 0.13
1 0.0 20.12 0.56 45.47 0.19
0.1 -1.0 37.76 0.76 64.06 0.28
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Figure S13. Linear regression plots used to calculate LCso values of compound 5b.

Table S14. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to

different concentrations of compound 5c.

AQUS

CHs

5c

Conc. (ug/mL) Logconc. %Viability MCF-7 SD % Viability HeLa SD

100 2.0 35.52 0.08 38.23 0.09
10 1.0 41.87 0.07 38.85 0.13

1 0.0 42.69 0.06 47.98 0.16
0.1 -1.0 43.07 0.09 56.31 0.30
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Figure S14. Linear regression plots used to calculate LCso values of compound 5c.

Table S15. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to

different concentrations of compound 5e.
HsCO.
N
)
N

I o

5e

Conc. (ug/mL) Logconc.  %Viability MCF-7 SD % Viability HeLa SD

100 2.0 30.55 0.14 22.19 0.05
10 1.0 51.15 0.09 37.03 0.08

1 0.0 55.00 0.26 47.19 0.13
0.1 —1.0 79.92 0.15 60.65 0.07
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Figure S15. Linear regression plots used to calculate LCso values of compound 5e

Table S16. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to
different concentrations of compound 5f.

5f
Conc. (ug/mL) Logconc. %Viability MCF-7 SD % Viability HeLa SD
100 2.0 24.76 0.02 17.07 0.03
10 1.0 51.85 0.04 35.69 0.13
1 0.0 69.31 0.08 44.70 0.14
0.1 -1.0 83.94 0.13 85.41 0.31
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Figure S16. Linear regression plots used to calculate LCso values of compound 5f

Table S17. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to
different concentrations of compound 5g.

58

Conc. (ug/mL) Logconc.  %Viability MCF-7 SD % Viability HeLa SD

100 2.0 36.71 0.02 25.74 0.05
10 1.0 52.28 0.05 38.88 0.08
1 0.0 63.89 0.03 63.53 0.21
0.1 -1.0 82.07 0.17 77.47 0.16
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Figure S17. Linear regression plots used to calculate LCso values of compound 5g

Table S18. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to
different concentrations of compound 5h.

Conc. (ug/ml) Logconc.  %Viability MCF-7 SD %Viability HeLa SD

100 2.0 21.75 0.13 17.78 0.01
10 1.0 32.03 0.04 31.90 0.04
1 0.0 40.01 0.2 33.37 0.2

0.1 -1.0 59.54 0.10 58.45 0.09
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Figure S18. Linear regression plots used to calculate LCso values of compound 5h.

Table S19. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to

different concentrations of compound 5i.

D
(X

Il c‘

OH

5i
Conc. (ug/mL) Log conc.  %Viability MCEF-7 SD % Viability HeLa SD
100 2.0 47.59 0.10 32.33 0.08
10 1.0 54.45 0.09 62.68 0.26
1 0.0 58.06 0.11 82.43 0.19
0.1 -1.0 59.68 0.04 91.70 0.39
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Figure S19. Linear regression plots used to calculate LCso values of compound 5i.

Table S20. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to

different concentrations of compound 6a.

CeHs

6a
Conc. (ug/mL) Logconc. %Viability MCF-7 SD %Viability HeLa SD
100 2.0 37.48 0.03 67.67 0.29
10 1.0 39.85 0.18 74.62 0.38
1 0.0 55.40 0.09 93.20 0.70
0.1 -1.0 73.55 0.12 97.92 0.28
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Figure S20. Linear regression plots used to calculate LCso values of compound 6a.

Table S21. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to

different concentrations of compound 6b.

CoHs

6b

Conc. (ug/mL) Logconc. %Viability MCE-7 SD %Viability HeLa  SD

100 2.0 45.55 0.08 24.79 0.02
10 1.0 86.04 0.10 34.53 0.19

1 0.0 87.81 0.05 39.53 0.42
0.1 -1.0 93.31 0.13 97.92 0.24
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Figure S21. Linear regression plots used to calculate LCso values of compound 6b

Table S22. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to
different concentrations of compound 6c.

Il a

CeHs

6¢

Conc. (ug/mL)  Log conc. % Viability MCF-7 SD % Viability HeLa SD

100 2.0 55.43 0.06 27.06 0.07
10 1.0 60.13 0.08 29.36 0.13

1 0.0 64.45 0.07 3.27 0.17
0.1 —-1.0 69.07 0.14 58.80 0.46
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Figure s22. Linear regression plots used to calculate LCso values of compound 6¢

Table S23. Percentage cell viability (+ standard deviation) of MCF-7 and HeLa cells exposed to

different concentrations of compound 6e.
N
/] B
0 N

P
N

i a

OH

6e

Conc. (ug/mL) Logconc. %Viability MCEF-7 SD %Viability HeLa  SD

100 2.0 5.69 0.01 2.39 0.01
10 1.0 48.85 0.08 38.56 0.38
1 0.0 87.6 0.07 66.39 0.24
0.1 -1.0 90.30 0.14 69.75 0.36
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Figure 23. Linear regression plots used to calculate LCso values of compound 6e.
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S2: 'H-NMR and #C-NMR spectra of compounds 2-6.
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Figure S24. 'H and C-NMR spectra of 2a in DMSO-ds at 500 and 125 MHz, respectively.
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Figure S25. 'H and 3C-NMR spectrum of 2b in DMSO-ds at 500 and 125 MHz, respectively.
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Figure S26.'H and '*C-NMR spectrum of 2¢ in DMSO-ds at 500 and 125 MHz, respectively.
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Figure S28. 'H and 3C-NMR spectrum of 3b in DMSO-ds at 500 and 125 MHz, respectively.
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Figure S29. 'H and 3C-NMR spectrum of 3¢ in DMSO-ds at 500 and 125 MHz, respectively.
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Figure S33. 'H and 3C-NMR spectrum of 4d in CDCls at 500 and 125 MHz, respectively.

af

533



”eer—

sry—/

A

ppPm

10

69T°6 u
§6L°E§ .
B39°3¢
.z.Fn/
utr’ Fl\
ore'se —

[T T To—

£78°66

Ly et
A4 14

606" 2€T—/
PL6GET
€6L°9¢ET

T
T18°6TL

s0z-eet

sz rer— \ —l

|11 14
00L" 62T

—

s

000° 08T

5.3&
611957

LI El 3
R~

ssren—///f |

645" 90T r

40

60

80

100

120

140

160

180

Figure S34. 'H and 3C-NMR spectrum of 4f in CDCls at 500 and 125 MHz, respectively.
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Figure S37. 'H and *C-NMR spectrum of 4i in CDCls at 500 and 125 MHz, respectively.
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Figure S43."H and *C-NMR spectrum of 5f in CDCls at 500 and 125 MHz, respectively.
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Figure S44."H and 3C-NMR spectrum of 5g in CDCls at 500 and 125 MHz, respectively.
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Figure S45."H and *C-NMR spectrum of 5h in CDCls at 500 and 125 MHz, respectively.

Cl

OH

5i

545



7,604
7.600
7.504

500

&

.63
62
1.6
4
s

.16
9.160
7,846
7.041
7.
7,629
7.623
£
.

3.an

-
3
s/
<
8
&
gdze
d L]
g¥33s 3 3
53233 . PR
2z g H] -
ga $ 2 g 8
== 2 < 2
a
‘ g
160 140 120 100 80 60 40

Figure S46."H and *C-NMR spectrum of 5i in CDCls at 500 and 125 MHz, respectively.

/] P

CeHs

6a

546

ppm

3
3

20



LU

ppm

10

LEE*6Y

«mp.!.l/

ng— L

%

3«.:'\

527901

[ 114144

€00zt
£9¢° 01T
9T6° 61T
'—-.nﬁll/
[72 4148
|/

o9

cer-sé

L

0z¢' 82t /|,

m st
dnu.-ﬁy

meost

seorer—/ I\
TR

C—
e s~/

L34 8404

LY 9T

pPPpm

40

60

80

100

120

140

160
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Figure S48."H and 3C-NMR spectrum of 6b in CDCls at 500 and 125 MHz, respectively.
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Figure S51."H and 3C-NMR spectrum of 6e in CDCls at 500 and 125 MHz, respectively.

551



