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Identification of quercitin (1) and p-coumaric acid methyl ester (4) 

The ESI MS  of quercitin showed a pseudomolecular ion [M + H]+ at m/z 303, while p-coumaric acid methyl ester, 

showed in the same spectrum  the pseudomolecular ion [M + H]+ at m/z 179 

 

Identification of apigenin (2) 

The ESI MS of apigenin showed  the pseudomolecular ion [M + H]+ at m/z 271. 

 

Identification of 3-O-acetylpadmatin (3) 

The ESI MS spectrum of 3-O-acetylpadmatin showed the dimmer sodiated [2M + Na]+ and the sodium [M + Na]+ ad-

duct ions at m/z 743 and 361 . 

 

Charaterization of methyl ethers of quercitin (6-8) 

The 1H NMR spectra of 6 and 7 were reported in Materials and Methods and SI. They are very similar themselves and 

differed from that of quercetin for the presence of the two singlets of the two methoxy groups observed at  3.96 and 

3.95 (4ꞌ-OMe and 7-OMe) in 6 and 3.90 and 3.82 (7-OMe and 3-OMe) in 7. Their ESI MS spectra showed the same sodi-

um adduct ion [M + Na]+ at m/z 353. The 1H NMR spectrum of 8 differed from that of 1 essentially for the presence of 

three singlets due to four methoxy groups (two of them were overlapped) at  3.97, 3.88 and 3.87.  Its ESI MS spectrum 

showed sodium adduct ion [M + Na]+ at m/z 381. 

 

Location of the methoxy group in derivatives (6-8) by NOESY NMR spectra 

The location of the methoxy groups in the structure of derivative 6-8 was based on the correlations observed in their 

NOESY spectra. In fact, in the NOESY spectrum of 6, the methoxy group at  3.96 at C-4ꞌ showed a correlation with H-

5ꞌ while that at  3.95 at C-7 correlated with H-8. In the NOESY spectrum of 7, the methoxy group at  3.90 at C-7 cor-

related with both H-6 and H-8, while the other at  3.82 as did not give any correlation and in particular with the pro-

ton of C-ring and was located at C-3 being the hydroxy group at C-5 involved in a hydrogen bond with the carbonyl 

group at C-4. These latter linkage also justified the isolation of the 3,7,3ꞌ,4’-O,Oꞌ,O",O‴-tretramethyl derivative of quer-

cetin (8) and not the pentamethyl derivative. 

 


