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Figure S1. Loading plots showing the main metabolites responsible of the inter-species separation for the leaves analysed 

in ESI-MS (+) mode (1A), the leaves in ESI-MS (-) mode (1B), the phloem sap in ESI-MS (+) (1C), and the fruits in ESI-MS 

(+) (1D).  

 

 

 

 

 

 



 

Table S1. List of the main annotated metabolites: caffeine, chlorogenic acids, benzophenone and xanthone derivatives. 

RT (s) m/z Ion type Name Ion formula Δppm 

542 195.0874 [M+H]
+
 caffeine C8H11N4O2 -1.30 
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+
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-
 C

16
H
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 3.37 

681 367.1044 [M-H]
-
 5-FQA C

17
H
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759 367.1044 [M-H]
-
 4-FQA C

17
H
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504 367.1038 [M-H]
-
 3-FQA C

17
H
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513 337.0918 [M+H]
+
 caffeoylshikimic acid C16H17O8 -0.01 

560 517.1549 [M+H]
+
 Glucopyranosyl-CQA C22H29O14 -0.43 

680 423.0921 [M+H]+ 

mangiferin 

C19H19O11 -0.21 

673 421.0802 [M-H]- C19H17O11 6.08 

716 421.0799 [M-H]- isomangiferin C19H17O11 5.37 

746 437.1078 [M+H]+ 

homomangiferin 

C20H21O11 -0.09 

738 435.0946 [M-H]- C20H19O11 3.02 

605 585.1450 [M+H]+ 

neomangiferin 

C25H29O16 -0.02 

589 583.1322 [M-H]- C25H27O16 2.98 

498 843.1609 [M+H]+ 
tetrahydroxanthone-

c-hexoside dimer 

C38H35O22 -0.65 

491 841.1480 [M-H]- C38H33O22 1.31 

420 393.1182 [M+H]+ 

garcimangosone D 

C19H21O9 -0.49 

391 391.1048 [M-H]- C19H19O9 3.43 

551 571.1655 [M+H]+ 
iriflophenone-di-O,C-

hexoside 

C25H31O15 -0.43 

537 569.1521 [M-H]- C25H29O15 1.59 

 


