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Table S1. The structure of all studied compounds alongside their reported IC50 value against HDAC different isoenzymes, actual and predicted class, and

confusion matrix.
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*Test set; **class: 1 means HDACI1-3 selective inhibitor and 0 means non selective; NR means not reported; Confusion matrix shows how well a classification
model is performing by comparing its predictions to the actual results including correct predictions for both classes (TP (true positives) and TN (true negatives))

and incorrect predictions (FP (false positives) and FN (false negatives)).

Table S2. Structures of selective HDAC1-3 inhibitors associated with their experimental and predicted values.

Activity (pICso)

Experimental Predicted

HDACI HDAC2  HDAC3 HDAC1 HDAC2 HDAC3
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Figure S1. The poseview picture of new designed compounds docked on active site of HDAC2.
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