
Description of Additional Supplementary Files 

 

File name: Supplementary Data 1 

Description: Pearson’s Correlation coefficients between the simplified and 
actual chemical shifts. For each atom of the encoding scheme (Supplementary 
Table 5), the file shows the Pearson’s Correlation Coefficient between the real 
chemical shift values and the simplified one, obtained from an encoding-
decoding procedure of the autoencoder. 


