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1. Size of the boxes used in the simulations
Chloroform: 40.729 x 45.744 x 50.887 Å
DMSO: 37.359 x 42.333 x 46.669 Å
MeOH: 39.952 x 45.493 x 50.567 Å
Water: 42.177 x 47.306 x 52.717 Å



2. Results of the cluster analysis for the different simulations
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