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Abstract: Objective To develop an ultra performance liquid chromatography/time-of-flight mass spectrometry (UPLC/TOF-MS)
method for the comparative analysis of chemical constituents in the different parts (pulp, pericarp, leaf, and stem) of Siraitia
grosvenorii. Methods Chromatographic separation was performed on the Waters Acquity HSS C;g column (100 mm x 2.1 mm, 1.7
um) and eluted by gradient way with the mobile phase of 0.1% formic acid in water-acetonitrile. Electrospray ionization source was
used for the mass spectrometric analysis under negative ion mode. The obtained data were then analyzed via pattern recognition using
principle component analysis (PCA). Results The PCA indicated that the constituents existed in the pulp and pericarp were similar,
which were significantly different from those in the leaf and stem. Thirteen characteristic compounds accounting for such variations
were screened as “markers”. TOF-MS was used for accurating molecular mass, isotopic matching, and chromatographic retention
regulation, five mogrosides (markers of fruit) and five flavonol glycosides (markers of leaf and stem) were identified. Conclusion
This research could provide a novel pattern for the identification and comparison of chemical constituents in the different parts of S.
grosvenorii and the scientific information for the study on its active components.
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Fig.1 UPLC-MS total ion chromatograms in different

parts of S. grosvenorii
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Fig. 2 PCA score plot (A) and loading plot (B) in different

parts of S. grosvenorii
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Table 1 Identification of markers from different parts of S. grosvenorii
g5 n/min EFRET 7T W ﬂ%%é/ LA PR ) %
(m/z) (X107%  [UlpE
1 7.67 [M+HCOO] CgH;,020  1331.643 8 3.4 11 DPRTV
2 8.86 [M+HCOO] C4Hg019 1 007.5375 5.2 1.1 ZWHH Ml/isomer
3 11.04 [M+HCOO] C;H7;,044 845.488 5 1.7 3.1 BPURE LE/isomer
11.04 [M—H] 799.482 9 1.9 1.5
4 11.11  [M+HCOO] C4H70014 843.475 6 1.7 2.4 11-0-FPURF 11E/isomer
5 1234 [M+HCOO] C3Hg0 683.444 6 6.1 03  D'PURH 1E/isomer
6 460 [M—H] Cy7H30016 609.143 3 3.8 13 AT
7 519 [M—H] Cy7H300,5 593.150 3 0.5 0.0 M ZIF-3, 7-0- Nk IR FR 2B 1T /isomer
8 541 [M—H] C33HyO1o 739.212 0 4.6 29  ZDWHTE Visomer
9 586 [2M—H] CyH30014 11553223 2.6 6.8 P Wisomer
586 [M—H] 577.1559 0.3 0.2
10 6.55 [M—H] C39H450,3 883.255 6 5.4 59  R¥x
11 7.09  [M—H] C33H35015 721.199 8 25 23 R%E
12 8.81 [M—H] Cy1H0010 431.100 2 5.6 24 (LZEEY-3-O-ME I B 250 L /isomer
13 10.86 [M—H] CyoHgoO12 838.400 9 0.2 26  REE

AW 1~5 I RIARED), AW 6~13 40t ZEhrEY; AP 1A 6 dtd S AT T #iiA

Compounds 1—>5 were markers of fruit; Compounds 6—13 were markers of leaf and stem; Compounds 1 and 6 were confirmed by reference substances
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Fig.3 Structures of mogroside and flavonol glycoside markers
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