[bookmark: _GoBack]S2 Table. Chemspider candidate structures for unknown compound 
Vari/Azuri-2 (C9H18N2O) remaining after candidate selection procedure.
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Chemspider ID Structure SMILES

27932476 CNCC(=O)NCC1CCCC1

27932134 CNC(=O)CNC(C)C1(C)CC1

28164371 CNC(=O)CNC1(C)CCCC1

27932470 CNC(=O)CNCC1CCCC1

21786068 CNCC(=O)NC1CCCCC1

28164396 CNCC(=O)NC1(C)CCCC1

15882672 CNC(=O)CNC1CCCCC1

27215319 CC(NCCC(N)=O)C1(C)CC1

27957015 CC1(CCCC1)NCCC(N)=O

28164367   CC(NC1(C)CCCC1)C(N)=O

27224083 NC(=O)CCNCC1CCCC1

15321037 NC(=O)CCNC1CCCCC1

11856915 NC(=O)CNCC1CCCCC1

27061287 NC(=O)CNCCC1CCCC1
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