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Figure S1. Graphical comparison of EPISuite-predicted wastewater tratment plant (WWTP) removal through sorption for the 
original halogenated active organic pharmaceutical substances (AOPSs) and their in silico dehalogenated analogues. Box = 25th to 
75th percentiles, thick black line = median, whiskers = range; red line = 9th decile or 90th percentile.  



 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 
Figure S2. Graphical comparison of EPISuite-predicted wastewater tratment plant (WWTP) removal through biodegradation for the 
original halogenated active organic pharmaceutical substances (AOPSs) and their in silico dehalogenated analogues. Box = 25th to 
75th percentiles, thick black line = median, whiskers = range; red line = 9th decile or 90th percentile. 

  



 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 
Figure S3. Graphical comparison of total EPISuite-predicted wastewater tratment plant (WWTP) removal for the original 
halogenated active organic pharmaceutical substances (AOPSs) and their in silico dehalogenated analogues. Box = 25th to 75th 
percentiles, thick black line = median, whiskers = range; red line = 9th decile or 90th percentile. 


