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Supplementary Material: Antioxidant and Cytotoxic Activity of
New Polyphenolic Derivatives of Quinazolin-4(3H)-one:
Synthesis and In Vitro Activities Evaluation

Raluca Pele, Gabriel Marc, Ioana Ionut, Cristina Nastasa, Ionel Fizesan, Adrian Pirnau, Laurian Vlase, Mariana
Palage, Smaranda Oniga and Ovidiu Oniga

1. Figures
1.1. The IR spectra
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Figure S1. The IR spectrum for the compound 5a.
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Figure S2. The IR spectrum for the compound 5b.
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Figure S3. The IR spectrum for the compound 5c.
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Figure S4. The IR spectrum for the compound 5d.
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Figure S5. The IR spectrum for the compound 6a.
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Figure S6. The IR spectrum for the compound 6b.




% Transmitance

%Transmtance

T T T T T T T T T T T T
3600 3400 3200 3000 2800 2600 2400 2200 2000 1800 1800 1400
Wavenumber (cm-1)

Figure S7. The IR spectrum for the compound 6c.
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Figure S8. The IR spectrum for the compound 6d.

1.2. The MS spectra
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Figure S9. The MS spectrum for the compound 5a.
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Figure 510. The MS spectrum for the compound 5b.

Intens.] -MS, 1.7min #174
x105

413.7

347.2 365.2 526.1541.3
396.2

165.0 206.0 268.5 318.7 iL | |J
q | L L M) . Ll [N
x10 MS2(474.4), 1.7min #175

339.0

207.0

167.1
1613 I

o .
T T T T T T T T T
150 200 250 300 350 400 450 500 550 m/z

Figure S11. The MS spectrum for the compound 5c.
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Figure S12. The MS spectrum for the compound 5d.
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Figure S13. The MS spectrum for the compound 6a.
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Figure S14. The MS spectrum for the compound 6b.
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Figure S15. The MS spectrum for the compound 6c.
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Figure S16. The MS spectrum for the compound 6d.
1.1. The 'H-NMR spectrum
© N
N o
S o
0 <
3
~
g 38 b:
0.55 . . <
~ gT
050 - ©
©
- RS = ~
Sw @5l&
= — 0 N S
Z 040 [ © o=
- N »
= 0.35 . |\ N~ © ®
T ~ < 0 O0Y o
5% — = NNZ o
£ | =X R
g _ Q S 5 L Fw
2= < ¥ ~ o o
%) d Lﬁl ~ o
020 S b s P
@ |’ w
(X3 -
0.10
A
/
-~
5 e ® o4 - —
U0 O o 'R O i v o
A A B A R e
95 9.0 85 80 75 70 65 6.0 55 50 45 40 35 30 25 20 15 10 05

Chemical Shift (ppm)

Figure S17. The "H-NMR spectrum for the compound 5a.The integral label for the triplet at 7.511 ppm is 1.04 and for the multiplet at
5.239 ppm is 1.04.
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Figure S18. The 'H-NMR spectrum for the compound 5b.



. 662 1 .
1458 sze 17 =0

E—

o 8Lbp~  YOLbn )
gLy LrLv zoLy woa
8869 s01=

sorel

9089 c01=

9Te'8—

_7______

Aysuy| pazieuuon

Chemical Shift (ppm)

Figure S19. The 'H-NMR spectrum for the compound 5c.
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Figure S20. The 'H-NMR spectrum for the compound 5d. The integral label for the doublet at 7.508 ppm is 1.09.
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Figure S21. The 'H-NMR spectrum for the compound 6a. The integral label for the doublet of doublets at 6.327 ppm is 1.19.
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Figure 522. The '"H-NMR spectrum for the compound 6b. The integral label for the doublet at 7.593 ppm is 0.90 and for the doublet
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Figure S23. The 'H-NMR spectrum for the compound 6c. The integral label for the doublet of doublets at 6.328 ppm is 0.90.
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Figure S24. The 'H-NMR spectrum for the compound 6d. The integral label for the doublet at 7.492 ppm is 1.13.

The 3C-NMR spectra
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Figure S25. The ®*C-NMR spectrum for the compound 5a.
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Figure S26. The ®*C-NMR spectrum for the compound 5b.
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Figure S27. The ®*C-NMR spectrum for the compound 5c.
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Figure 528. The *C-NMR spectrum for the compound 5d.
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Figure S29. The ®*C-NMR spectrum for the compound 6a.
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Figure S30. The *C-NMR spectrum for the compound 6b.
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Figure S31. The ®*C-NMR spectrum for the compound 6c.
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Figure S32. The *C-NMR spectrum for the compound 6d.
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2. Tables

2.1. The depiction of HOMO and LUMO and the depiction of the spin density maps of the phenol
group radicalization for the compounds 5a-d and 6a-d

Table S1. The depiction of HOMO and LUMO for the compounds 5a-d and 6a-d

Compound HOMO LUMO




Compound HOMO LUMO

5a

5b

5¢

5d

6a

6b

6¢




Compound HOMO LUMO

6d

Table S2. The depiction of spin density maps for the phenol group radicalization for the com-
pounds 5a-d and 6a-d

Spin density map depending on the phenolic radical
ortho (H1) meta (H2) para (H3)

Compound

5a

5b

5¢

5d

6a N/A

6b N/A
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Spin density map depending on the phenolic radical

C d
ompotn ortho (H1) meta (H2) para (H3)

6¢ ' N/A
6d * N/A




