Table S4. Summary of overall reaction similarity.
	
	Number of sub-subclasses
	Number of pairs of reactions
	Average sum of the number of bond changes for pairs of overall reactions
	Average difference in the number of bond changes for pairs of overall reactions
	Pairs with significant mechanistic similaritya
	Pairs with identical mechanistic stepsa

	Sub-subclasses containing only similar overall reactions (group 1 in Table 1)
	17
	28
	8.82
	0.25
	12

(42.9%)
	9
(32.1%)

	Sub-subclasses containing both similar and non-similar overall reactions (group 2 in Table 1)
	5
	55
	9.38
	1.16
	6
(10.9%)
	12
(21.8%)

	Sub-subclasses containing only non-similar overall reactions (group 3 in Table 1)
	7
	12
	14.33
	4.17
	1

(8.3%)
	0
(0%)


aPercentage of pairs as a function of the total number of pairs of reactions for each group is shown in parenthesis. 
