Molbank 2016, 2016, M892; d0i:10.3390/M892 S1 of S5

Supplementary Materials: Methyl 2,5-dihydroxy-4-(3’-methyl-2’-butenyl)benzoate
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Single Mass Analysis

Tolerance = 50.0 mDa / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

115 formula(e) evaluated with 19 results within limits (up to 1 closest results for each mass)
Elements Used:

C:0-1000 H: 0-1000 ©O: 0-500 CI: 0-8
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Figure S1. HR-ESI-MS spectra of Methyl 2,5-dihydroxy-4-(3’-methyl-2’-butenyl)benzoate.
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Figure S2.'"H-NMR spectra of Methyl 2,5-dihydroxy-4-(3’-methyl-2’-butenyl)benzoate.
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Figure S3. ®*C-NMR spectra of Methyl 2,5-dihydroxy-4-(3’-methyl-2’-butenyl)benzoate.
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Figure S4. HSQC spectra of Methyl 2,5-dihydroxy-4-(3’-methyl-2’-butenyl)benzoate.
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Figure S5. HMBC spectra of Methyl 2,5-dihydroxy-4-(3’-methyl-2’-butenyl)benzoate.
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