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S1. 1H NMR of metabolites1 (top) and 2 (bottom)   
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S2. COSY of metabolites1 (top) and 2 (bottom) from 1.0-2.3 ppm and 
3.2-4.3 ppm of 1H NMR   
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S3. TOCSY of metabolites 1 (top) and 2 (bottom) from 0.7-2.2 
ppm and 3.2-4.3 ppm of 1H NMR   
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S4. HSQC of  metabolite 1 (top) and 2 (bottom) from 
55-85 ppm of  13C NMR and 3.0-5.0 ppm of 1H NMR 
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S5. HMBC of  metabolite1 (left) and 2 (right) from 110-150 ppm of  
13C NMR and 3.5-5.5 ppm of 1H NMR 
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S6. Table of 1H and 13C chemical shifts for metabolites 1 and 2 
and COSY and TOCSY correlations for metabolite 1. 



M1

Measured Mass 843.4515

Element Low Limit High Limit
C 39 49
H 60 80
O 12 16
Na 0 1

Formula Calculated Mass mDaError ppmError RDB
C46 H67 O14 843.4525 -1.0 -1.2 13.5
C44 H68 O14 Na 843.4501 1.4 1.6 10.5
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M2

Measured Mass 843.4495

Element Low Limit High Limit
C 39 49
H 60 80
O 12 16
Na 0 1

Formula Calculated Mass mDaError ppmError RDB
C44 H68 O14 Na 843.4501 -0.6 -0.7 10.5
C46 H67 O14 843.4525 -3.0 -3.6 13.5
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M4

Measured Mass 843.453

Element Low Limit High Limit
C 39 49
H 60 80
O 12 16
Na 0 1

Formula Calculated Mass mDaError ppmError RDB
C46 H67 O14 843.4525 0.5 0.6 13.5
C44 H68 O14 Na 843.4501 2.9 3.4 10.5
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S9. HRESIMS of metabolite 4
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