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halogen atom in gas phase. The negligible TAS? values attached to large AH° values highlight the fact Metal METAL complexation energies (in Bealimol be the polarization effect of halide ligands.

that enthalpy is the main driving force for complex formation in solution. Topological examinations
indicate that the metal-nitrogen bonds are found to be the most unstable in both media for the higher
multiplicity nd’ and nd® metal complexes. In both series regardless of the environment, the [glyoxime
ligand]....[MX,] interaction strength has been found to grow in the following order: Fe?*< Co?*< Ni?*(3d);
Pd?*< Rh?*< Ru?* (4d) and Pt%*< Ir?*< Os?* (5d). For lower multiplicity bromide complexes exclusively,
the enhancement of the donor character of the organic glyoxime ligand is promoted by their solvations
except for nd® transition metal complexes.
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Figure 1: Predicted AE (I-J =S-T, D—Q) values of nd* (n = 3-5; x = 6-8) chloride ((a) bromide (b) complexes
and complexation energies (in kcal/mol) of nd* (n = 3-5; x = 6-8) halide (c).
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