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Table S1: List of putatively identified compounds. 

Putative Identity Mass 
(avg)  

RSD 
(Mass, 
ppm) 

Retention 
Time (min) 

PCA Component Loadings 

Comp. 1 Comp. 2 Comp. 3 

Flavonoids and 
flavonoid derivatives 

      

dihydrokaempferol 288.0631 1.33 17.5 -0.160 -0.278 0.009 

2,4',5,7-
tetrahydroxyisoflavanon
e 

288.0631 1.35 17.5 -0.161 -0.277 0.012 

wighteone 338.1153 1.01 17.6 -0.108 -0.157 0.131 

luteone 354.1116 5.79 18.0 -0.023 -0.028 0.243 

epigallocatechin 306.074 1.49 8.9 -0.245 -0.093 0.074 

kaempferol-3-glucoside-
7-rhamnoside 

594.1595 0.96 18.0 0.075 -0.284 0.194 

rutin 610.1541 0.55 17.5 -0.027 0.070 0.324 

kaempferol-3-
gentiobioside 

610.1534 0.55 17.5 -0.027 0.070 0.324 

quercetin-3-glucoside 464.0957 0.59 17.5 0.191 -0.238 -0.013 

kaempferol-3-glucoside 448.1013 0.95 18.1 0.116 -0.317 -0.028 

quercetin 3-(2G-
xylosylrutinoside) 

742.197 0.6 16.9 0.187 -0.163 0.141 

kaempferol 3-[2''-(6'''-
coumaroylglucosyl)-
rhamnoside] 7-glucoside 

902.2531 3.83 18.0 0.213 -0.075 0.186 

kaempferol 3-(2-p-
coumaroylsophoroside) 
7-glucoside 

918.2452 1.58 17.7 0.236 -0.050 0.135 

delphinidin derivative 465.0998 2.24 17.5 0.184 -0.248 -0.003 

Chalcone       

isoliquiritigenin 256.0732 1.41 19.5 0.000 -0.321 -0.166 

Metabolites involved in 
biosynthetic pathway of 
phenolics 

      

L-phenylalanine 165.0786 0.73 5.7 -0.228 -0.089 0.101 



succinate 118.0264 0.95 3.5 -0.215 -0.000 -0.216 

benzoic acid 122.0364 1.05 17.4 -0.237 -0.140 0.028 

glucose 180.0629 0.95 1.5 -0.060 0.162 0.343 

rutinose 326.1208 0.83 3.3 -0.008 0.088 -0.151 

2-oxoglutarate 146.0209 0.81 3.3 -0.217 -0.029 -0.137 

cinnamic acid 148.052 0.78 5.7 -0.204 -0.103 0.102 

Phenolic acids and 
phenolic acid derivatives 

      

caffeic acid 180.0418 0.79 13.0 0.038 -0.182 -0.165 

4-hydroxybenzoic acid 138.0314 0.84 12.7 -0.214 -0.086 -0.189 

ferulic acid 194.0574 1.25 16.8 -0.041 -0.189 -0.296 

4-coumarate 164.0469 0.81 12.6 0.013 -0.099 -0.039 

vanillic acid 168.0419 1.05 14.7 -0.172 0.197 -0.159 

veratric acid 182.0572 1 14.2 -0.128 0.211 0.098 

syringic acid 198.0524 1.5 15.4 -0.237 -0.066 0.092 

ellagic acid 302.0081 0.76 1.4 -0.256 -0.049 -0.008 

5-O-caffeoylshikimic 
acid 

336.0849 3.85 1.8 0.120 -0.041 -0.006 

1-O-sinapoylglucose 386.1208 0.69 12.6 -0.213 -0.031 0.197 

chlorogenic acid 354.0969 1.01 1.7 -0.053 -0.106 0.264 

2-O-caffeoylglucarate 372.0674 2.78 14.5 0.177 -0.189 0.017 

3-O-feruloylquinic acid 368.1105 0.91 15.1 0.210 0.045 -0.023 

5-O-caffeoyl-D-quinate 353.0852 3.03 16.7 0.107 0.235 -0.162 

O-feruloylgalactarate 386.085 0.73 14.4 0.188 0.092 -0.099 

 

 

Figure S1: Mass spectra of both correctly identified and misidentified phenolic acids. 

 

 

 

 

 

 

 

 

 

 

 



 


