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HRMS spectra of carboxylated and neutral cannabinoids

Figure S1. HRMS spectra of CBDA, CBDBA and CBDVA in negative ionization mode. A putative 

structure is given for each fragment. Dotted red lines indicate correspondence of fragments between 

pentyl (m/z), butyl (m/z-CH3) and propyl (m/z-C2H5) forms.
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Figure S2. HRMS spectra of THCA, THCBA and THCVA in negative ionization mode. A putative 

structure is given for each fragment. Dotted red lines indicate correspondence of fragments between 

pentyl (m/z), butyl (m/z-CH3) and propyl (m/z-C2H5) forms.
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Figure S3. HRMS spectra of CBDA, CBDBA and CBDVA in positive ionization mode. A putative 

structure is given for each fragment. Dotted red lines indicate correspondence of fragments between 

pentyl (m/z), butyl (m/z-CH3) and propyl (m/z-C2H5) forms.
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Figure S4. HRMS spectra of THCA, THCBA and THCVA in positive ionization mode. A putative 

structure is given for each fragment. Dotted red lines indicate correspondence of fragments between 

pentyl (m/z), butyl (m/z-CH3) and propyl (m/z-C2H5) forms.
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Figure S5. Comparison of CBDB (top) and Δ9-THCB (bottom) HRMS spectrum in negative 

ionization mode. A putative structure is given for each fragment.
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Figure S6. HRMS spectra of Δ9-THC, Δ9-THCB and Δ9-THCV in positive ionization mode. A 

putative structure is given for each fragment. Dotted red lines indicate correspondence of fragments 

between pentyl (m/z), butyl (m/z-CH3) and propyl (m/z-C2H5) forms.
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NMR spectra of synthetic (-)-trans-Δ9-THCB

Figure S7
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Figure S8
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Figure S9
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Figure S10
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Figure S11
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NMR spectra of extracted (-)-trans-Δ9-THCB

Figure S12
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Figure S13
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Figure S14
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Figure S15
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Figure S16
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Figure S17. Superimposition of 1H NMR (A) and 13C NMR (B) of extracted (-)-trans-Δ9-THCB (red spectra) and synthetic (-)-trans-Δ9-THCB 

(blue spectra).
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Figure S18. Superimposition of the Circular Dichroism (CD) spectra of isolated (green) and synthesized (blue) Δ9-THCB, in acetonitrile at 10 

μg/mL.
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