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Figure S1. UV-Vis spectra of doxorubicin and tested compounds 4, 5 and 7 in HEPES buffer -water (W) and 1-octanol (O) phase.
Concentration of used solutions were: doxorubicin =5 x 10° M and compounds 2 x 10° M, 1.5 x 10> M and 1.8 x 105 M respectively.

Path length =1 cm. T =25 °C.

Int. ]. Mol. Sci. 2021, 22, 3825. https://doi.org/10.3390/ijms22083825 www.mdpi.com/journal/ijms
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Figure S2. Intermolecular interactions in the active site of Topo Ila (2D representation):

¢) compound 7.

a) compound 5; b) compound 6;
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Figure S3. ESI-MS spectrum of compound 2.
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Figure S4. 'H NMR spectrum of compound 3.
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Figure S5. 3C NMR spectrum of compound 3.
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Figure S6. ESI-MS spectrum of compound 3.
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Figure S7. 'HNMR spectrum of compound 4.
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Figure S8. ®*C NMR spectrum of compound 4.
tens 2020-01-10_B-4-1_pos_MeOH.d: +M, 0.1-0.2min #6-12
X105 383.2529
125
1.00
0.75
050
0.251
0.00 ; - . . . . .
200 400 600 800 1000 1200 miz

Figure S9. ESI-MS spectrum of compound 4.



Int. J. Mol. Sci. 2021, 22, 3825 60f9

o
[
N
g /CH3
S N
z AN SN e,
0.8 N
P 2
0.7 o
N” “NH—
N CH,
/
0.6 (0]
05
[DMSO-d6
0.4
0.3 ;
g
0.2 kY ¥}
. 2.2 ©
< —
BIyEfee ;583
0.1 ,\i@ < <5
©
: A L

8 2 A8 g 8]
U "I TUITPTE
T T T T T T T T T T T T T T T T T T T T T
16 14 12 10 8 6 4 2 0 Chemical Shift (ppm)
Figure S10. '"H NMR spectrum of compound 5.
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Figure S11. ®*C NMR spectrum of compound 5.
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Figure S12. ESI-MS spectrum of compound 5.
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Figure S13. '"H NMR spectrum of compound 6.
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Figure S14. 3C NMR spectrum of compound 6.
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Figure S15. ESI-MS spectrum of compound 6.
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Figure S16. '"H NMR spectrum of compound 7.
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Figure 517. ®*C NMR spectrum of compound 7.
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Figure S18. ESI-MS spectrum of compound 7.



