
Files: 

- PFE-SARSCoV1-WO-Patents-Data.sdf: Structure-Data File. To be opened by chemical 
structure software 

- PFE-SARSCoV1-WO-Patents-Data.csv: comma separated value file.  

 

Data Columns: 

CMPD_ID Compound ID 
Smiles SMILES (Simplified Molecular-Input Line-Entry System). A linear 

annotation of the molecule 
Patent Patent ID 
ID-EX-NO Example ID 
R1 The SMILES of the P1’ group of the molecule specified by SMILES 
R2 The SMILES of the P1 group of the molecule specified by SMILES 
R3 The SMILES of the P2 group of the molecule specified by SMILES 
R4 The SMILES of the P3/4 group of the molecule specified by SMILES 
3CLP Est Kobs/I (M-1s-1) 
CC50 (uM)  
3CLP IC50 (uM) 
SARS AV EC50 (uM) 
FRET %Inh @ 1uM 
3CLP Kobs/I (M-1s-1) 

 
 
Biological Data (See patent descriptions) 

  


