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Table S1. Structure of compounds with different skeletons in the data set. 

No. Structure pKi (μM) No. Structure pKi (μM) 
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Table S1. Cont. 

No. Structure pKi (μM) No. Structure pKi (μM)
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Table S1. Cont. 

No. Structure pKi (μM) No. Structure pKi (μM)
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Table S1. Cont. 

No. Structure pKi (μM) No. Structure pKi (μM)
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Table S1. Cont. 

No. Structure pKi (μM) No. Structure pKi (μM)
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Table S1. Cont. 

No. Structure pKi (μM) No. Structure pKi (μM)
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Table S1. Cont. 

No. Structure pKi (μM) No. Structure pKi (μM)
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Table S1. Cont. 

No. Structure pKi (μM) No. Structure pKi (μM)
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§ Test set. 


