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Caffeicacid: 179.0350 from SZY-MIX-NEG Spectrum from SZY-MIX-NEG.wiff (sample 1) - SZY-MIX-NEG, Experiment 4, -TOF MS*2 (50 - 2000) from 3.190 min Spectrumfrom 20200620-L3-NEG.wiff (sample 1) - 20200620-L3-NEG, Experiment 3, -TOF MS*2 (50 - 2000) from 3.203 min
Precursor: 179.0 Da CE=-40 Precursor: 179.0 Da CE=-40
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Rosmarinicacid: 359.0772 from SZY-MIX-NEG Spectrum from SZY-MIX-NEG.wiff (sample 1) - SZY-MIX-NEG, Experiment 4, -TOF MS*2 (50 - 2000) from 4.708 min Spectrum from 20200620-L2-NEG.wiff (sample 1) - 20200620-L2-NEG, Experiment 3, -TOF MS*2 (50 - 2000) from 4.823 min
Precursor: 359.1 Da CE=-40 Precursor: 359.1 Da CE=-40
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Perillaketone: 167.1067 from SZY-MIX-POS Spectrum from SZY-MIX-POS.wiff (sample 1) - SZY-MIX-POS, Experiment 6, *TOF MS~2 (50 - 2000) from 9.065 min Spectrum from ZS-XL-POS1 wiff (sample 1) - ZS-XL-POS1, Experiment 4, +TOF MS"2 (50 - 2000) from 9.251 min
Precursor:167.1 Da, CE: 40.0 CE=40 Precursor: 167.1 Da, CE: 40.0 CE=40
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Isoegomaketone: 165.0910 from SZY-MIX-POS Spectrum from SZY-MIX-POS.wiff (sample 1) - SZY-MIX-POS, Experiment 10, +TOF MS*2 (50 - 2000) from 8.367 min Spectrum from ZS-XL-POS3.wiff (sample 1) - Z§-XL-POS3, Experiment 8, +TOF MS*2 (50 - 2000) from 8.488 min
Precursor: 165.1 Da, CE: 40.0 CE=40 Precursor: 165.1 Da, CE: 40.0 CE=40
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Supplementary Fig.6. LC-MS peaks of the standard mixture and mass spectra of the standard mixture
and extracts; Caffeic acid standard peaks (A) and mass spectra (B), Caffeic acid extract mass spectra
(C); Rosmarinic acid standard peaks (D) and mass spectra (E), Rosmarinic acid extract mass spectra
(F); Perillaketone standard peaks (G) and mass spectra (H), Perillaketone extract mass spectra (I);
Isoegomaketone standard peaks (J) and mass spectra (K), Isoegomaketone extract mass spectra (L).



