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Table S1 Distribution of major reaction classes with the processed reaction data set

Fig. S1 Validity of SMILES in each reaction class.

Reaction class Reaction name

1 heteroatom alkylation and arylation

2 acylation and related processes

3 C-C bond formation

4 heterocycle formation

5 protections

6 deprotections

7 reductions

8 oxidations

9 functional group interconversion (FGI)

10 functional group addition (FGA)
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