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Table S1. Metabolites identified by UPLC-QTOF-MS in C. lanceolata extracts

No. Metabolite RT Adduct Precursorion () difference Formula Fragment ion Fold change

(min) Theoretical observed (ppm) IS/ HS/JJ
Organic acid
1 alpha-Ketoglutarate 0.61 [M-H]- 145.0142 145.0137 3.45 C5H605 127 0.85 0.87
2 Azelaic acid 4.98 [M-H]- 187.0976 187.097 3.21 CI9H1604 117,125 0.70 0.78
3 Citrate 1.39 [M-H]- 191.0197 191.0181 8.38 C6H807 87, 111 0.99 1.05
4 Ascorbic acid 0.72 [M-H]- 175.0248 175.0237 6.28 C6H806 101, 115, 113 0.91 0.95
5 Fumarate 0.7 [M-H]- 115.0037 115.0025 10.43 C4H404 71 0.82 0.82
6 Malate 0.7 [M-H]- 133.0142 133.0128 10.53 C4H605 71,73, 115 0.82 0.84
7 Succinate 0.76 [M-H]- 117.0193 117.0178 12.82 C4H604 73 0.68 0.67
8 Dihydrojasmonic acid 5.24 [M+H]+ 213.1485 213.1474 5.16 C12H2003 71,107, 125,171, 195 0.74 0.49
9 Aconitic acid 0.71 [M-H]- 173.0092 173.0090 1.16 C6H606 85, 111, 129, 155 0.95 1.07
10 Quinic acid 3.48 [M-H]- 191.0561 191.0563 1.05 C7HI1206 85,93 0.98 2.01
11 Shikimic acid 3.53 [M-H]- 173.0455 173.0452 1.73 C7H1005 129 0.92 3.32
Amino acid and derivatives

12 Arginine 0.54 [M+H]+ 175.119 175.1176 7.99 C6H14N402 60, 70, 116, 130, 158 0.71 0.90
13 Aspartate 0.52 [M-H]- 132.0302 132.0297 3.79 C4H7NO4 71, 88, 115 0.64 0.75
14 Glutamate 0.55 [M+H]+ 148.0604 148.0601 2.03 C5HI9NO4 84,102, 130 0.96 0.84
15 Glutamine 0.57 [M+H]+ 147.0764 147.0766 1.36 C5H10N203 84 0.96 0.66
16 Histidine 0.5 [M-H]- 154.0622 154.0613 5.84 C6HIN302 67, 80, 93, 137 0.64 0.86
17 Leucine / Isoleucine 0.77 [M+H]+ 132.1019 132.1011 6.06 C6HI3NO2 57,69, 86 0.58 0.70
18 Lysine 0.47 [M+H]+ 147.1128 147.1124 2.72 C6H14N202 84 0.42 0.72
19 Methionine 0.72 [M+H]+ 150.0583 150.0586 2.00 C5HIINO2S 56, 61, 104, 133 0.84 0.68
20 Ornithine 0.51 [M-H]- 131.0826 131.0817 6.87 C5H12N202 70,72, 114 0.67 0.89
21 Phenylalanine 2.75 [M-H]- 164.0717 164.0709 4.88 C9HIINO2 103, 147 0.60 0.70
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Figure S1. Geographical locations and representative samples of C. lanceolata.
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Figure S2. Total ion chromatograms of C. lanceolata extracts under positive ionization (A) and negative

ionization (B).
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Figure S3. PCA score plot derived from the spectra of the positive (A) and negative (B) mode of UPLC-

QTOF-MS in C. lanceolata extracts obtained from three different geographical origins.



