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Figure S1. Cannabisativine (CS) MS/MS spectrum (daughters of 382).
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Figure S2. Anhydrocannabisativine (ACS) MS/MS spectrum (daughters of 364).
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Figure S3. MS spectrum of the alkaloid-enriched extract from C. sativa roots (DI-ESI-MS). Red ar-
rows indicate [M+H]+ species of CS and ACS, while blue arrows their [M+2H]2+ species.

Compound name: Cafeine

Correlation coefficient: r = 0.994352, r*2 = 0.988735

Calibration curve: 199931 * x + -62742.5

Response type: External Std, Area

Curve type: Linear, Origin: Include, Weighting: 1/x, Axis trans: None
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Figure S4. Caffeine calibration curve for CS and ACS quantification.

Table S1. Proposed ESI(+)-MS/MS main fragments structures for cannabisativine.

Structure Fragment Mass Ion Chemical Formula

382 [M+H]* C21H40N30s5*
364 [M+H-18]* C21H3sN302*
226 [M+H-156]* Ci1sHz2sN3s*

157 [M+H-225]* CsHiyN20*
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IN+ 96 [M+H-286]* CsHioN*

Table S2. Proposed ESI(+)-MS/MS main fragments structures for anhydrocannabisativine.

Structure Fragment Mass Ion Chemical Formula

364 [M+H]* C21H3sN3O2+
250 [M+H-114]* Ci1sH2NO*
208 [M+H-156]* Ci2H2N3s*
171 [M+H-193]* CoH1oN20*

129 [M+H-235]" C/HiNz*




