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Supplementary Figure 1 | MS2 fragmentation tree of metabolite 100 constructed with SIRIUS.  



 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Supplementary Figure 2 | MS2 fragmentation tree of metabolite 215 constructed with SIRIUS with 

suggested structures of (neutralized) parent and fragment ions.  

  



 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Supplementary Figure 3 | MS2 fragmentation tree of metabolite 365 constructed with SIRIUS with 

suggested structures of (neutralized) parent and fragment ions.  

  



 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Supplementary Figure 4 | MS2 fragmentation tree of metabolite 380 constructed with SIRIUS with 

suggested structures of (neutralized) parent and fragment ions.  

  



 

 

 

 

 

 

 

 

 

Supplementary Figure 5 | MS2 fragmentation tree of metabolite 383 constructed with SIRIUS with 

suggested structures of (neutralized) parent and fragment ions.  

  



 

 

 

 

 

 

 

 

 

 

Supplementary Figure 6 | MS2 fragmentation tree of metabolite 409 constructed with SIRIUS with 

suggested structures of (neutralized) parent and fragment ions.  

  



 

 

 

 

 

 

 

 

 

 

 

 

 

 

Supplementary Figure 7 | MS2 fragmentation tree of metabolite 504 constructed with SIRIUS with 

suggested structures of (neutralized) fragment ions.  

  



 

 

 

 

 

 

 

 

 

 

Supplementary Figure 8 | MS2 fragmentation tree of metabolite 1205 constructed with SIRIUS with 

suggested structures of (neutralized) fragment ions.  

  



 

 

 

 

 

 

 

 

 

 

Supplementary Figure 9 | MS2 fragmentation tree of metabolite 2087 constructed with SIRIUS with 

suggested structures of (neutralized) parent and fragment ions.  

  



 

Supplementary Figure 10 | MS2 fragmentation tree of metabolite 2135 constructed with SIRIUS. 

 


