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Figure S1. Pearson correlation coefficient map between all 35 descriptors in the raw dataset. 



 

Figure S2. Rank of Descriptors based on importance score provided by XGB model.  



 

Figure S3. Correlation between the experimental values and values predicted by XGB 
model with all descriptors (blue dots) and selected descriptors (orange dots). 

 

 

 

Figure S4. Correlation between the experimental values and values predicted by KRR 
model with all descriptors (blue dots) and selected descriptors (orange dots). 



 

Figure S5. Correlation between the experimental values and values predicted by DNN 
model with all descriptors (blue dots) and selected descriptors (orange dots). 

  



Table S1. Abbreviations of descriptors and the target explored in this work 

 



Table S2. Top 20 material systems with high ITR predicted by ensemble model  

 


