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Table S1 SMILES forms of the CxHyOz species. 

Molecular Formula SMILES 

CH3 [CH3] 

CH2O C=O 

CH3O C[O] 

C2H5O CO[CH2] 

C2H5O2 COC[O] 

C3H7O2 COCO[CH2] 

C3H7O3 COCOC[O] 

C4H9O3 COCOCO[CH2] 

C4H9O4 COCOCOC[O] 

C5H11O4 COCOCOCO[CH2] 

C5H11O5 COCOCOCOC[O] 

C6H13O5 COCOCOCOCO[CH2] 

C6H13O6 COCOCOCOCOC[O] 

PODE3 COCOCOCOC 

PODE4 COCOCOCOCOC 

PODE5 COCOCOCOCOCOC 

 


