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| |Accuracy [Precision | Sensitivity | F-score |

MACCS 0.79 0.82 0.94 0.88
Morgan 0.80 0.83 0.93 0.88
Persistent Homology 0.77 0.77 1.00 0.87
MACCS + 0.80 0.80 0.98 0.88
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LON-POS-586a7c45-1 LON-WEI-adc59df6-47
r_avg_IC50 =79.74 > r_avg_IC50 =3.36
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