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Additional file 4. Phenolic compounds measured in tubers by LCMS. Retention time (Rt) and MS data of analyzed compounds is shown. 
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 Abbreviation  Rt  m/z  MS/MS ( m/z )  Compound  

Phenolic  method      

 Asc  1.8  175 (M - H)  115, 87, 71  ascorbic acid  

 Tyr  2.5  180 (M - H)  163, 119, 93  tyrosine  

 Phe  4.0  164 (M - H)  147, 148, 72  phenylalanine  

 Trp  5.9  203 (M - H)  159, 116, 142, 186  tryptophan  

 nCGA  6.5  353 (M - H)  191, 179, 135  neo chlorogenic acid  

 CAP  7.0  251 (M+H)  234, 163, 89, 115  caffeyol putrescine  

 C4C GA  7.6  353 (M - H)  173, 179, 135, 191  4 - O - chlorogenic acid  

 CGA  8.1  353 (M - H)  191,179, 161,135  chlorogenic acid  

 cCGA  8.5  353 (M - H)  173, 179, 191, 135  crypto chlorogenic acid  

 CA  8.7  179 (M - H)  107, 75  caffeic acid  

 C5CGA  8.7  353 (M - H)  191, 179, 173  5 - O - c hlorogenic acid  

 BDCS  8.9  531 (M+H)  293, 222, 513, 165, 367  bis - dihydro caffoeyl spermine  

 BDCSD  9.5  474 (M+H)  222, 457, 165, 310, 236  bis - dihydro caffoeyl spermidine  

 FQA1  10.6  367 (M - H)  161, 135, 335  ferruloyl quinic acid1  

 FQA2  11.5  367 (M - H)  179, 1 35, 191, 161, 143  ferruloyl quinic acid2  

 TDCS  12.6  695 (M+H)  293, 222, 531, 474, 457, 513  tris - dihydro caffoeyl spermine  

 Myr  12.9  625 (M - H)  316, 359, 609  myricetin - 3 - O - rutionside  

 TDCSD  13.5  638 (M+H)  456, 474, 293, 222  tris - dihydro caffoeyl spermidin e  

 Rut  14.0  609 (M - H)  301, 271, 343  quercetin - 3 - O - rutinoside  

 Kmp  14.5  593 (M - H)  285, 195, 239  kaempferol - 3 - O - rutinoside  

 Solanine  15.4  852 (M+H)  706, 398, 560   

 Chaconine  15.4  868 (M+H)  398, 706, 722, 560, 380   

Anthocyanin  method      

 DeR  4.7  611 (M +H)  303, 465  delphinidin 3 - rutinoside  

 CyR  5.9  595 (M+H)  287, 449  cyanindin 3 - rutinoside  

 PtR  6.9  625 (M+H)  317, 479  petunidin - 3 - rutinoside  

 PtD  9.0  933 (M+H)  771, 479, 317  petunidin derivative  

 DeCRG  9.5  919 (M+H)  757, 465, 303  delphinidin - 3 - coum - ruti noside - 5 - glu  

 PtCaRG  9.7  949 (M+H)  787, 479, 317  petunidin 3 - caff - rutinoside - 5 glu  

 CyCRG  10.7  903 (M+H)  741, 449, 287  cyanidin - 3 - coum - rutinoside - 5 - glc  

 PtCRG  11.0  933 (M+H)  771, 479, 317  petunidin - 3 - coum - rutinoside - 5 glu  

 PlCRG  11.8  887 (M+H)  725, 433 , 271  pelargonidin 3 - coum - rutinoside - 5 glu  

 PeCRG  12.3  917 (M+H)  755, 463, 301  peonidin - 3 - coum - rutinoside - 5 glu  

 MaCRG  12.6  947 (M+H)  785, 493, 331  malvidin - 3 - coum - rutinoside - 5 glu  

 PtCR  13.1  771 (M+H)  317, 479  petunidin - 3 - coum - rutinoside  

 


