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Learning to Plan Chemical Syntheses

Marwin Segler®-V Mike Preuss’ Mark P. Waller®”
*Institute of Organic Chemistry # Department of Physics
"Center for Multiscale Theory and Computation "International Center for Quantum
Al-assisted computational chemistry: Predicting Garrett Goh (Pacific Northwest National Lab)

chemical properties with minimal expert knowledge

Prediction of Organic Reaction Qutcomes Using Machine Learning

Connor W, Coley,T Regina Barzilay,jF Tommi S, Jaakkola,jF William H, Green,’}“T and Klavs F. Jensen*’T

%Department of Chemical Engineering and iComputer Science and Artifiial Intelligence Laboratory, Massachusetts Institute of
Technology, 77 Massachusetts Avenue, Cambridge, Massachusetts 02139, United States

1:45pm-2:25pm Thursday, June 29, 2017
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