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At the phase of lead chemical compounds search for drug discovery, both the combinatorial
chemistry method and the high throughput screening (HTS) method are successfully utilized and
discover several hit chemical compounds from huge chemical library. In this paper, we proposed
an active learning method as an efficient chemical screening method and shown its effectiveness.
To demonstrate system performance G-protein coupled receptor is chosen as a target protein.
According to the computer simulation results, it is shown that one fifth of screening is enough for
finding ninety percent of all hit compounds, from 200,000 compound library. By utilizing this
method, we have found eight novel chemical compounds, and found that we could have found those

compounds same efficiency as the computer simulation.
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