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Abstract (en)
[origin: WO02077772A2] The present application is directed to the use of computerized date processing to plan, perform, and assess the results of
high-throughput screening of multicomponent chemical compositions and solid forms of compounds. Systems utilized include databases of molecular
descriptors and related compounds and their properties as determined empirically and through simulation, along with multidimensional visualization
tools. Methods include methods for determining chemical compositions by performing steps including selecting a plurality of combinations of values
of experimental parameters that can be varied by an automated experiment apparatus, determining a set of experimental results, and determining a
second plurality of combinations of values based on the set of experimental results. Additional methods include selecting values of parameters that
produce a composition, the values being relatively far from areas of rapid change or boundaries between solid forms.
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