[bookmark: _GoBack]S1 Table. Chemspider candidate structures for unknown compound Vari-1 
(C8H7NO) remaining after candidate selection procedure.
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Chemspider ID Structure SMILES Comment

24195269 O=C1CN1C1=CC=CC=C1 not likely to be stable 

24184727 C=CC1=CC=CC(C=O)=N1

10415956 CC1=C(NC=C1C#C)C=O

21375338 CC#CC1=CNC(C=O)=C1

10255619 C=C=CC1=CC=CNC1=O not likely to be stable 

10393624 O=C1NC=CC=C1CC#C

272942 CC1=C(C=CC(O)=C1)C#N

9139771 CC1=C(O)C=CC(=C1)C#N

10705098 CC1=CC(O)=CC(=C1)C#N

11408709 CC1=C(O)C=C(C=C1)C#N

13481788 CC1=C(O)C=CC=C1C#N
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