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Supplemental Figure 1. Histogram analysis of enumerated structures with an olefin fragment
included (see Experimental Section, Table 1 of the manuscript for details).

Each set consists of 250,000 virtual structures. One set was enumerated with the intra-ring
formation option disabled (green). Another set was enumerated with the inter-ring formation
option disabled (blue). The last set had neither disabled (red).
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Supplemental Figure 2. Histogram analysis of the GDB13 set (1 million random compounds)
as downloaded from the website.




