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206.8             302.8                                           521.0             615.0   666.9         744.3              841.6             936.9  985.4                   1108.6               1221.4 

 

 

 

 

         

 -MS2(463.0), 19.4min #1452 

300.8 
 

 
 
 
 
 
 
 
 

162.8      226.9 

 

 

 

 

 

 

         

 
-MS3(463.3->299.9), 19.4min #1453 

150.8 

 
178.8 

 

 
 
 

271.9 

106.9 

 

 

 

 

 

         

 -MS, 3.8min #280 
 

633.6 
 

 

163.0            247.8 289.9             378.0   427.0    
483.3   532.1                                      723.0             814.3 853.8                 961.7               1065.1                                         

1275.1                               1446.2 

 

 

 -MS2(633.6), 3.8min #281 
 

300.9 

633.0 

248.8 
420.9     

480.9                   594.3 

 

 

 

 -MS3(633.6->300.9), 3.8min #282 
 

300.8 

 

 

 

                  

Intens. 

x104 
2.0 

 
1.5 

 
1.0 
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0.0  
200                                          400                                         600                                          800                                        1000                                        1200                                       1400                        m/z
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x104 
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1.00 
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0 
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Strictinin (Peak 12) 
 

Intens. 

x104 
 

0.5 
 

 

0.0 
 

3000 
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1000 
 

0 
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0 

200                                           400                                           600                                           800                                          1000                                         1200                                         1400                         m/z



 
-MS, 3.8min #280 

 
 
 

633.6 

 

 
 

483.3  532.1                                                                                                                     1065.1 
163.0           

247.8                      
378.0                                                                         723.0            

814.3 853.8                961.7 
289.9                        427.0                                                                                                                                                                                                 1275.1                             1446.2 

 

 

 

 

 

         

 -MS2(633.6), 3.8min #281 

301.1 
 

 
 
 
 

633.0 
 

 
 

248.8 
 

480.9 

594.3 
420.9 

 

 

 

 

                  

 
-MS3(633.6->300.9), 3.8min #282 

300.8 

 

 

 

 

         

 
Intens. 

 
-MS, 3.8min #280

 
5000 

633.1

 

 

4000 
 

3000 
 

 
2000 

 

 
633.6

 

1000 
 

 
0 

634.9 
 

 
636.0

629                                  630                                  631                                  632                                  633                                  634                                  635                                  636                                  637                       m/z 
 
 

Intens. 

x104 

 
0.8 

 
0.6 

 
0.4 

 
0.2 

0.0  
200                                          400                                         600                                          800                                        1000                                        1200                                       1400                        m/z
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1000 
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0 
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0 

200                                          400                                         600                                          800                                        1000                                        1200                                       1400                        m/z



 -MS, 6.4min #474 
 

633.2                                                                      951.0 

463.3 

119.1             206.8242.0      300.9       366.1    417.8                          555.8                             705.4          783.1           
862.4                                     1048.3                     1173.9                        1315.0 

 

 

 -MS2(633.2), 6.5min #475 

300.9 
 

 

210.7                                           
420.8                               584.1 

 

 

 -MS3(633.7->300.9), 6.5min #476 

300.8  

 

 

                  

 
-MS, 6.4min #474 

951.0 

633.7 

 
463.3 

 

 
783.1 

705.4 
206.8 

119.1                                                              417.8                        
555.8                                                                862.4                        999.6 1048.3                   

1173.9
 

172.9       242.0     
300.9      366.1                                                                                                                                                                                                                         

1315.0 1364.1        1446.5 

 

 

 

 

 

 

         

4 

4 

Strictinin (Peak 13) 
 

 
 
 

Intens. 

x104 
 

0.5 
 

 
 

0.0 
x10 

 

 

0.5 
 

 
 

0.0 
x10 

1.0 
 

0.5 
 

0.0 
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Intens. 
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633.2 

 

 
633.7 

-MS, 6.4min #474

 
4000 
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2000 634.1
 

1000  
635.1 

 
636.2

 

0 

631.5                         632.0                         632.5                         633.0                         633.5                         634.0                         634.5                         635.0                         635.5                         636.0                         636.5    m/z 
 

 
Intens. 

6000 

 
5000 

 
4000 

 
3000 

 
2000 

 
1000 

 
0 

200                                          400                                         600                                          800                                        1000                                        1200                                       1400                        m/z
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-MS2(633.2), 6.5min #475 

301.2 

 
 
 
 

 
420.8 

210.7                                                                                584.1  633.3 

 

 

 

 

 

         

 
-MS3(633.7->300.9), 6.5min #476 

300.8 

 

 
 
 
 
 
 

228.7 

 

 

 

 

 

         

 -MS, 4.3min #316 

633.1 
 

 
783.0 

162.7  206.7                    324.0       391.1         466.2       532.1                         671.1                                                900.2           982.1          1065.1             1165.21209.4                 1324.0 

 

 

 -MS2(633.1), 4.3min #317 
 

300.9 
 

 

202.9        
274.300.2                                                               586.7 

 

 

 

 

 -MS3(633.4->300.2), 4.3min #318 

300.9 
 

 
 

228.6                                                                                                                                                             896.6 

 

 

                  

Intens. 
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3000 

 
2000 

 
1000 

 
0 
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0.8 

 
0.6 
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Strictinin (Peak 14) 

 
Intens. 
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0.5 
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0 
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-MS, 4.3min #316 

633.4 

 
 
 

 
783.0 

 
162.7 206.7                   

324.0       391.1         466.2      532.1                        671.1                                             900.2          982.1          
1065.1                                                   1324.0 

1165.21209.4 

 

 

 

 

         

 
-MS2(633.1), 4.3min #317 

301.0 

 
 
 
 

 
274.9 

202.9                                                                                  
586.7 

 

 

 

 

 

 

         

 
-MS3(633.4->300.2), 4.3min #318 

300.9 

 
 
 
 
 

 
228.6 

896.6 

 

 

 

         

 

Intens. 
 

 
8000 

 

 
633.1 

 
 
633.4 

 
-MS, 4.3min #316

 

 
6000 

 
4000 

 

 
634.0
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631.3                          
632.2 

0 

635.1
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Intens. 
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Cyanidin 3-glucoside (Peak 15) 
 

 
 
 

Tellimagrandin I (Peak 16)



 -MS, 12.0min #881 

785.1 
 

 

162.9  206.7            295.0                       422.4 
465.1                   

578.3613.9    669.8     730.3                          872.9912.7947.6    1004.2     1071.9                                                                           1415.9 

 

 

 

 -MS2(785.1), 12.0min #882 

301.1 

331.8                             482.9                        615.1 

757.0 
248.8                                                                        570.3 

 

 

 -MS3(785.5->301.1), 12.0min #883 

300.9 
 
 

 
258.9 

 

 

 

                  

 -MS, 12.0min #881 

785.5 

 
 
 
 

 
465.1 

 
162.9  

206.7            295.0
 

134.8                                                             422.4                             578.3613.9    669.8     730.3                          
872.9 912.7947.6   1004.2     

1071.9                                                                         1415.9 
1225.2 1272.5 
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-MS, 12.0min #881
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0.4  
786.0
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0.0 
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 -MS2(785.1), 12.0min #882 

301.1 

 
331.8                                                            

615.1 
482.9 

 

 
 

757.0 

 
248.8 

570.3 

 

 

 

 

 

 

         

 -MS3(785.5->301.1), 12.0min #883 

300.9 

 

 
 
 
 
 
 

258.9 
184.9 

 

 

 

 

         

 -MS, 19.6min #1448 

463.1 
 

 
162.8  206.8     265.1     322.2             411.5                  525.5           607.0 651.1                           798.9    853.6        923.3 967.0               1069.1                        1213.6 

 

 

 

 -MS2(463.1), 19.6min #1449 

300.8 
 

 
178.6          256.9 

 

 

 -MS3(463.2->300.8), 19.6min #1450 
 

150.8                           300.8 

 
178.8             271.8 

 

 

 

                  

 
-MS, 19.6min #1448 

463.2 

 
 
 
 
 

 
162.8 206.8    265.1    

322.2                                                           607.0 651.1                          
798.9    

853.6       923.3
 

365.4  411.5         489.4525.5                                                                                                967.0              1069.1       1144.0     1213.6                                                   1474.0 

 

 

 

 

         

4 

Intens. 
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Ellagic acid hexoside (Peak 17) 
 

 
 
 

Intens. 
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 -MS2(463.1), 19.6min #1449 

301.0 

 
 
 
 
 
 
 
 

178.6       256.9 

 

 

 

 

 

 

         

 -MS, 22.0min #1656 

433.0 
 

 
 

118.9 162.8  206.8     265.0300.9  347.2     
407.2           489.1            577.3 620.1                                        823.9 865.6           948.9         1028.1           1118.3    1180.2      1250.4                    1378.6            

1473.1
 

 

 

 

 

 -MS2(433.0), 22.1min #1657 

300.9 

 
 
 

246.7 

 

 

 

 

 -MS3(433.1->300.9), 22.1min #1658 

 

107.0  
150.8 

 
254.7  

299.7
 

 

 

 

                  

 
-MS, 22.0min #1656 

433.1 

 

 
 
 
 
 

407.2 

489.1                                                                                 865.6           948.9                              1118.3 
118.9 162.8 

206.8    265.0300.9  
347.2                                             

577.3 620.1                                       823.9                                       1028.1                                                                         1378.6 
1180.2      1250.4                                          

1473.1 

 

 

 

 

 

         

 
-MS2(433.0), 22.1min #1657 

300.8 

 
 
 
 
 

 
246.7 

 

 

 

 

         

0 
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0 
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Ellagic acid-pentose conjugate (Peak 18) 
 

Intens. 
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0 
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-MS3(433.1->300.9), 22.1min #1658 

150.8 

107.0        178.8 

 
 

 
254.7 

 
299.7 

 

 

 

 

 

         

 -MS, 4.2min #301 

634.5 

783.5 

935.1 

 

 

 

 -MS2(634.5), 4.2min #302 

301.3 

 
633.2 

275.6 

 

 

 

 -MS2(783.5), 4.2min #303 

301.3 

 
229.2  

275.2                                         481.1                            
633.2                       765.2 

 
 
 
 

 -MS3(634.5->301.3), 4.2min #304 

301.0 
 

 

 301.0                                                                                                                                                                                                                                                    -MS3(783.8->301.3), 4.2min #305 
 

 

 

                  

0 

0 

0 

0 
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0 
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Pedunculagin (Peak 19) 
 

Intens. 
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1 
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x104 
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2 
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Intens. 
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783.8 

-MS, 4.2min #301

 
0.8 
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0.4 

 

 
0.2

 
 

0.0 

 
781.7 

 
786.1                                       

788.1

778                                          780                                          782                                          784                                          786                                          788                                          790                   m/z



 
-MS, 4.2min #301 

634.5 

 
 
 

783.8 

 

 
935.1 

535.3                                708.4                       842.7 

 

 

 

 

         

 
-MS2(634.5), 4.2min #302 

301.3 

 
 
 
 

633.2 

 
275.6                                    463.2 

 

 

 

 

         

 
-MS2(783.5), 4.2min #303 

301.3 

 
 
 

 
275.2                                        481.1 

765.2 

 
229.2                           381.2                                                   633.2            721.2 

 

 

 

 

 

         

 
-MS3(634.5->301.3), 4.2min #304 

301.0 

 

 

 

         
 

-MS3(783.8->301.3), 4.2min #305 

301.0 

 

 

 

 

 

         

Intens. 

x105 
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0 
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Furosina (Peak 20)
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 -MS, 4.9min #346 
 

634.7 

783. 
640.9                                  815.3                    935.2 

 

 

 

 -MS2(815.3), 4.9min #347 

783.4 

 
301.1 

481.2                       609.2 

 

 

 

 -MS2(640.9), 4.9min #348 
 

622.6  

 

 

 -MS3(815.7->783.4), 4.9min #349 
 

301.0 

275.0                                                                                                                      783.1 

 

 

                  

 
-MS, 4.9min #346 

 
 

 
634.7 

 

 
783.7 

 
935.2 

641.3                                815.7 

 

 

 

         

 
-MS2(815.3), 4.9min #347 

783.4 

 
 
 
 

301.1 

 
275.1 

481.2                     
609.2                                        815.1 

727.2 

 

 

 

         

0 

0 

 

Intens. 

x105 
2 

1 
 

x104 
 

2 
 

1 
 

0 

300 

200 

100 
 

x104 
2 

 
1 

 
0 
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x104 
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815.7 

-MS, 4.9min #346

 
1.5 

 

 
 

1.0 

 

816.2 

0.5  
817.1

 
 

0.0 

 
813.3 

 
818.3  

819.5

812                                   813                                   814                                   815                                   816                                   817                                   818                                   819                                   820                           m/z 

 
 

Intens. 

x105 

 
3 
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0 
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Intens. 
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-MS2(815.3), 4.9min #347 

783.4 

 
 
 
 

301.1 

 
275.1 

481.2                     
609.2                                        815.1 

727.2 

 

 

 

         
 

-MS2(640.9), 4.9min #348 

622.6 

 

 

 

 

         

 
-MS3(815.7->783.4), 4.9min #349 

301.0 

 
 
 

 
275.0 

783.1 

 
422.2 

 

 

 

 

 

 

         

 -MS, 6.0min #424 
 

783.4 
 

 
 

936.2 

 

 

 -MS2(783.4), 6.0min #425 
 

301.2 
 
 

275.4                           421.2     
481.1 

 

 

 -MS3(783.7->301.2), 6.0min #426 
 

301.0 
 

 

                  

5 

0 

Intens. 

x104 
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Pedunculagin (Peak 21) 
 

 
 
 

Intens. 
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0.5 
 
 

0.0 
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2 
 

1 
 

0 
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3.4  
-MS, 6.0min #424 

78783.7 

   

 

 

 

 

 

         

 
-MS, 6.0min #424 

783.7 

 

 
 
 
 
 
 

708.9                                             936.2 

 

 

 

         

 
-MS2(783.4), 6.0min #425 

301.3 

 
 
 
 

 
481.1 

275.4 

421.2 

 

 

 

 

 

         

 
-MS3(783.7->301.2), 6.0min #426 

301.0 

 

 

 

         

Intens. 

x105 

6 

 
5 
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2 

 
1 

 
0 
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Intens. 

x105 
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0 
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Intens. 

x105 
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1.0 
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0.0  
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Potentillin/Casuarictin (Peak 22)



 -MS, 6.7min #474 
 

784.2 
 

935.4 
 

867.2 

 

 

 -MS2(935.4), 6.7min #475 
 

633.1 

917.2 

329.1365.2                                         
571.3            

659.2                                           873.1 
481.3                                                  721.1      783.1

 

 

 

 -MS3(935.8->633.1), 6.8min #476 
 

275.1      340.0 

365.0                                                         633.1 

201.0                                                 
437.1  481.1             571.1

 

 

 

                  

 
-MS, 6.7min #474 

784.2 

 
 
 

 
935.8 

 

 
453.8          535.7        610.1           697.0                               867.2                                                1110.0 

 

 

 

 

 

 

         

 
-MS2(935.4), 6.7min #475 

633.4 

 

 
917.2 

 
 

571.3 

329.1                                                                                                                         
873.1 

365.2                                                             
659.2

 

275.1                                                                                                                783.1 

721.1 
437.3 481.3 

 

 

 

 

         

0 
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x105 
 

1 
 

 
 

x104 
 

1.0 
 

0.5 
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2000 
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0 
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x104 

 

 
935.4 

 
935.8 

-MS, 6.7min #474

 

 
3 

 
936.1 

2 

 

 
1                                                                                                                                                                                                                                                  936.9 

 

 
0 

933.5                         934.0                         934.5                         935.0                         935.5                         936.0                         936.5                         937.0                         937.5                         938.0                         938.5  m/z 
 

 
Intens. 

x105 

 
1.0 

 
0.8 

 
0.6 

 
0.4 
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0.0  
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Intens. 
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0 
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-MS3(935.8->633.1), 6.8min #476 

275.1      340.0 

 

 
 

365.0 

633.1 
481.1 

437.1                       571.1 

 
201.0 

 

 

 

 

 

 

         

 -MS, 8.8min #604 

783.5 

 

 
935.2 

 

 

 

 -MS2(783.5), 8.8min #605 

301.3 
 
 

275.4                                          481.1 

 

 

 

 -MS3(783.9->301.3), 8.8min #606 

301.0 
 

 

 

                  

 
-MS, 8.8min #604 

783.9 

 
 
 
 

 
866.9       

935.2 

 

 

 

 

         

 
-MS2(783.5), 8.8min #605 

301.3 

 
 
 

 
481.1 

275.4 

421.2                                                                         765.1 
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