
Description of Additional Supplementary 
Files 

  

File name: Supplementary Data 1 

Description: pdf file containing NMR spectra 

 

File name: Supplementary Data 2 

Description: tsv file containing all reactions i.e., literature, decoy and 
experimental data 

 

File name: Supplementary Data 3 

Description: tsv file containing reactions from literature. 

 

File name: Supplementary Data 4 

Description: .tsv file containing experimental reaction data 

 

File name: Supplementary Data 5 

Description: .tsv file containing reactions conducted to validate the literature 
data. These reactions were excluded in machine learning model training. 

 

File name: Supplementary Data 6 

Description: .tsv file containing decoy reactions 



File name: Supplementary Data 7 

Description: .tsv file containing all investigated carboxylic acids 

 

File name: Supplementary Data 8 

Description: .tsv file containing all investigated N -hetero arenes. 

 


