This database provides 11 drug addiction related classification tasks.

The date file contains:
 - mol2_*_cla.zip: contains mol2 files of all molecular three dimensional (3D) structures, which are generated and optimized by the conformational search module of Schrodinger. 
 - *_cla.smi: contains SMILES representation of the molecular structure in classification task.
 - label_*_cla.npy: the binary experimental values of activity of the compound. 1 means active (pK_i >7) and 0 inactive (pK_i <6), and pK_i = - log10(K_i) 

Note that:
(1) Term "cla" in file name means the classification task.
(2) * represents the name of drug addiction related classification data set, such as mu, 5-HT2A, 5-HT2C, 5-HT6, D2, NMDA, NOP, catB, catL, delta, and kappa.
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