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Supplementary information — Figures / Analysis by 'H and 3C NMR

H NMR analyzes confirmed the structural skeleton of the quercetin molecule with
five singlet signals in the highest range of the spectrum, corresponding to the five hy-
drogens linked to the hydroxyls (Figure S1). Noteworthy is the characteristic signal of the
most electronegative hydroxyl hydrogen, linked to carbon 5, corresponding to the region
of approximately 12.48 ppm of the spectrum (Figure S2), and the intermediate regions of
the spectrum between 6 and 8 ppm, corresponding to singlets and doublets of aromatic
hydrogens, characteristic of quercetin 'H NMR (500MHz, DMSO D6): 12.48 (1H, s, 5-OH);
9.56 (1H, s, 5-OH); 9.32 (1H, s, 4-OH); 9.28 (1H, s, 3-OH); 7.68 (1H, brd, J= 2.5 Hz); 7.54
(1H, dd, J=10.5 Hz, ]= 8.5 Hz or 6.90 (2H, brd, ]=8.5 Hz); 6.41 (1H, brd, ]=2 Hz); 6.19 (1H,
brd, J]=2.5 Hz).

13C NMR spectrum showed the carbonyl carbon, characteristic of flavonols, with a
signal in the spectrum at 175.81 ppm, and the remainder of the carbons with signals
corresponding to the range of aromatic carbons in the spectrum, characteristic of quer-
cetin, in addition to the absence of carbons in the smaller region of the spectrum, from
aliphatic carbons (Figure S3): *C NMR (126 MHz, DMSO D6) d 175.81; 163.85; 160.69;
156.11; 147.67; 146.78; 145.03; 135.69; 121.93; 119.94; 115.57; 115.04; 102.99; 98.15 and 93.32.
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Figure S1. Complete 'H NMR spectrum of Quercetin (Q)
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Figure S2. Expansion of Quercetin (Q) '"H NMR Spectrum
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Figure S3. Complete *°C NMR spectrum of Quercetin (Q)

For the compound obtained (Q5), the analysis of the 'H NMR spectra showed a pattern that
showed that it was the quercetin pentaacetate analogue (Figure S4). Signals of the product obtained
showed total acetylation, with the disappearance of the characteristic singlets of hydroxyls above 9
ppm in the 'H NMR spectrum, and the appearance of large and characteristic signals of methyls in the
aliphatic regions of the spectrum, between 2 and 3 ppm (Figures S5 and S6): 'H NMR (500 MHz,
CDCls) 2.34 (6 H, s, -OCOCHs); 2.35 (3 H, s, -OCOCHzs); 2.35 (3 H, s, -OCOCHz3); 2.44 (3 H, s,
-OCOCHs); 6.88 (1 H,d,J=25Hz);7.34 (1H,d,J=2.0Hz); 7.36 (1 H, d,] =8.5); 7.70 (1 Hd, ] =2.0 Hz);
7.73 (1H, dd, J1=8.5 Hz, ]2 =2.0 Hz).

For the ®C NMR spectrum, the product obtained showed an increase in the representative
signals of the ester carbonyls close to 170 ppm and the appearance of signals between 20 and 21 ppm
corresponding to the chemical shifts of the five aliphatic carbons of the methyls, verified through the
integral of the signals (Figures S7, S8 and S9): *C NMR (126 MHz, CDCls) d 170.04; 169.24; 167.86;
167.79; 156.87; 154.28; 150.43; 144.40; 142.22; 127.78; 126.42; 124.01; 123.93; 123.85; 113.89; 108.96; 21.16;
21.02; 20.65 and 20.49.
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Figure S4. Complete 'H NMR spectrum of the obtained compound - Quercetin pentaacetate analogue (Q5)
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Figure S5. Expansion of the 'TH NMR spectrum of the obtained compound — Quercetin pentaacetate analogue (Q5)



Molecules 2021, 26, 6923 5 of 6

\.2.339

2.350

~2.347

Quercetin pentaacetate

2.440

7.86—

T T
2.60 2.55 2.50 2.45 2.40 2.35 2.30 2.25 2.20 2.15 2.10 2.05 2.00 1.95 1.90
1 (ppm)

Figure S6. Expansion of the more aliphatic region of the 'H NMR spectrum of the obtained compound - Quercetin
pentaacetate analogue (Q5)
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Figure S7. Complete 3C NMR spectrum of the obtained compound — Quercetin pentaacetate analogue (Q5)
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Figure S8. Expansion of the ¥C NMR spectrum of the obtained compound - Quercetin pentaacetate analogue (Q5)
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Figure S9. Expansion of the aliphatic region of the *C NMR spectrum of the obtained compound — Quercetin pen-
taacetate analogue (Q5)



