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Cocrystallization has attracted increased interest as an alternative pathway for the reliable and reproducible formulation of pharmaceutical actives, with the additional advantage of having influence on the final bioavailability by the right choice of the coformer.[1] The COSMO-RS method in its COSMOtherm and COSMOquick implementations has been demonstrated to be able to guide the choice of promising coformers by the prediction of the relative probability that a coformer forms a cocrystal with a given active. In addition, it was shown that a quantitative estimate of the solubility of the resulting cocrystal can be obtained.[2] . 

In this presentation we will demonstrate that the same approach also works as a useful guide for the development of cocrystals of energetic compounds. Furthermore it will be demonstrated that COSMOtherm can be used to identify preferred solvents and solvent mixtures suitable for isolating the cocrystal while avoiding strong solvate formation.
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