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PDB Data Set Molecules
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Supplementary Figure 1. Number of conformer (NOC) generated by iCon and OMEGA for PDB data set (blue bars) and CSD data set compounds (red bars) with low, medium and high accuracy settings.
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Supplementary Figure 2. Average NOC generated by iCon as a function of the number of rotable bonds for PDB and CSD compounds for Low, Medium and High Accuracy settings. Due to the different rotor distribution in PDB and CSD molecules, different scales have been considered for the two data sets.


Supplementary Tables
Supplementary Table 1. Percentage spreading of RMSD values calculated of conformers of PDB and CSD compounds generated by iCon and OMEGA using LowAcc_3, MedAcc_1 and HighAcc_3 settings.
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Supplementary Table 2. Percentage spreading of TC score values calculated for conformers of PDB and CSD compounds generated by iCon and OMEGA using LowAcc_3, MedAcc_1 and HighAcc_3 settings.
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