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A comparative study on the chemical constituents of llex cornuta
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Abstract: To explore the chemical components and their differences in different parts of Ilex cornuta ,
the ultra-high performance liquid chromatography with quadrupole time-of-flight mass spectrometry
(UPLC-Q-TOF-MS/MS) technology was employed for the rapid identification of these constituents. The
orthogonal partial least squares-discriminant analysis (OPLS-DA) and cluster thermograms were utilized
to analyze the differences between them, and the mass spectrometry fragmentation patterns of
triterpenoids in Ilex cornuta leaves were preliminarily examined. The findings indicated that 54 chemicals
were discovered from Ilex cornuta leaves, comprising 29 terpenoids, 7 flavonoids, and 18 other

compounds. A total of 52 chemicals were discovered from the fruit of Ilex cornuta, comprising 27
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terpenoids, 7 flavonoids, and 18 other compounds. Altogether, there were 12 different components in
Ilex cornuta leaves and fruits. Specifically, the active constituents of Ilex cornuta leaves were more
prevalent and of greater concentration. The leaves of Ilex cornuta possessed a higher concentration of
triterpenoids compared to its fruits, although the fruits exhibited a greater abundance of organic acids.
During mass spectrometry fragmentation, triterpenoids in Ilex cornuta leaves underwent C-ring cleavages
and Retro Diels-Alder reactions (RDA), and rearrangement occured frequently. This study clarified the
pharmacodynamic material basis of Ilex cornuta leaves and fruits and revealed the differences in chemical
components among different parts, thus forming a scientific basis for future research and a theoretical
framework for the comprehensive use of different parts of Ilex cornuta.
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48 N--T7SbifR HPRZ 554 CyH,0, 274.2728 256.2428 [M-+NH,]"  —4.6
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