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In this work is described the crystalline structures of a non-solvated tecton [Pd(1,10-phen)(
2,3,5,6-S-CsF4H)2] (1) (phen = 1,10-phenanthroline) and three different solvatomorphs
[Pd(1,10-phen)( 2,3,5,6-S-CsF4H)2]'S, S = C¢He (2), S = CsHe-Cl (3) and S = CeHe-Br (4).
In addition is described the formation of the crystalline solvate [Pd(1,10-phen)( 2,3,4,5,6-S-
CsFs)2]-CeHe-Br (5) for comparison purposes with the former compounds. In this case we
are interested in getting deeper in the knowledge of the fascinating phenomena of
solvatomorphism. Thus, we performed computational studies in order to elucidate the
energetics involved of the non-solvated tecton and their solvatomorphs in attempt to establish

how these unexpected guests are encrusted within the unit cell.
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