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Cocrystal screening for drug information for improving physical properties of
drug product by cocrystallization
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For the purﬁose of drug discovery and improvement of formulation properties,
we will develop a method for searching co-crystallization seed compounds from big data, analyze
co-crystallization mechanism and experimentally verify changes in physical properties. We also
analyze the temperature response of the synthesized caffeine oxalate co-crystal. We will contribute
to the progress of new drug development, chemometrics and chemoinformatics fields by showing
application examples as new methods of drug discovery search.
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Fig 1 Effect of cocrystallization on NIR

spectra of caffeine/oxalic acid mixture.
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Fig 2 Effect of cocrystallization on
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Fig 3 Effect of temperature on THz spectra of
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