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Table S1. Spectroscopic data of the putatively identified metabolites in V. polyanthes leaf aqueous extract (VpLAE) and its 
n-butanol fraction (n-BF). 

ID Rt 
Usual name 

(CAS number) 

MF 
(Monoisot. 

Mass) 

Positive Ionization Mode Negative Ionization Mode UVmax 

TIC (m/z) AIF TIC (m/z) AIF  

1 4.9 
3-O-caffeoylquinic 

acid 
(327-97-9) 

C16H18O9 
(354.0951) 

[M+H]+ 355.1026 
bp; [(M+H) – QA]+ 

163.0392 
163.04 

[M-H]- 
353.0891 bp; 

[2M-H]- 
707.1855  

353.09; 191.06 
bp; 179.03; 

135.04 

218; 244 sh; 
296 sh; 324 

2 6.0 
5-O-caffeoylquinic 

acid 
(906-33-2) 

C16H18O9 
(354.0951) 

[M+H]+ 355.1027 
bp; [(M+H) – QA]+ 

163.0391 
163.04 

[M-H]- 
353.0891 bp; 

[2M-H]- 
707.1863; [(M-

H) – CAF]- 
191.0559  

353.09; 191.06 
bp; 135.04 

218; 244 sh; 
295 sh; 326 

3 6.2 
4-O-caffeoylquinic 

acid  
(87099-73-8) 

C16H18O9 
(354.0951) 

[M+H]+ 355.1027 
bp; [(M+H) – QA]+ 

163.0392 
163.04 

[M-H]- 
353.0880 

191.06; 179.03; 
173.04 bp; 

135.04 

219; 246 sh; 
298 sh; 325 

4 7.6 
5-O-feruloylquinic 

acid 
(62929-69-5) 

C17H20O9 

(368.1107) [M+H]+ 369.1178 
177.05; 

163.04 bp
[M-H]- 

367.1046 191.05 297; 326 

5 8.6 
quercetin 3-O-

rutinoside 
(153-18-4) 

C27H30O16 
(610.1534) 

[M+H]+ 611.1609 
bp; [(M+H) – 
rhamnosil]+ 

465.1030; [(M+H) – 
rhamnosil-glicose]+ 

303.0498  

303.05 
[M-H]- 

609.1466 bp 
609.15 bp; 

301.03 
256; 266 sh; 

355 

6 9.4 
3,4-di-O-

caffeoylquinic acid 
C25H24O12 

(516.1268) 
[M+H]+ 517.1353 

bp; [(M+H) – H2O]+ 163.04  
[M-H]- 

515.1213 
515.12; 353.09; 
191.06; 179.03; 

219; 243 sh; 
297 sh; 321 



ID Rt Usual name 
(CAS number) 

MF 
(Monoisot. 

Mass) 

Positive Ionization Mode Negative Ionization Mode UVmax 

TIC (m/z) AIF TIC (m/z) AIF  

(89886-30-6) 499.1244; [(M+H) – 
CAF]+ 355.1027; 
[(M+H) – QA-
CAF]+ 163.0387 

173.04 bp 

7 9.7 
3,5-di-O-

caffeoylquinic acid 
(89919-62-0) 

C25H24O12 
(516.1268) 

[M+H]+ 517.1382 
bp. [(M+H) – H2O]+ 
499.1227; [(M+H) – 
QA-CAF]+ 163.0394 

163.04 [M-H]- 
515.1216 

353.09; 191.06 
bp; 179.03 

221; 244 sh; 
296 sh; 325 

8 10.2 
4,5-di-O-

caffeoylquinic acid 
(89886-31-7) 

C25H24O12 
(516.1268) 

[M+H]+ 517.1346 
bp; [(M+H) – H2O]+ 
499.1228; [(M+H) – 

CAF]+ 355.1027; 
[(M+H) -QA]+ 

163.0392 

163.04 
[M-H]- 

515.1213 

515.12; 353.09; 
191.06; 179.03; 

173.04 bp 

219; 244 sh; 
299 sh; 327 

ID, peak identification; Rt, retention time in minutes; MF, molecular formular; Monoisot. Mass, monoisotopic mass; TIC, Total 
Ion Chromatogram; AIF, All Ion Fragmentation; UVmax, wavelength of maximum absorption in the ultraviolet spectral region; sh, 
shoulder; QA, quinic acid; CAF, caffeoyl unit; bp, base peak. 



 
Figure S1. Letter of the Animal Research Ethics Committee of the Federal University of Goiás (CEUA/UFG), protocol 
number 069/18. 


