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The analysis of the domain-averaged Fermi holes (DAFH) in terms of the orbital-
like functions [1] was successfully applied to many simple as weil as complex
molecular systems at different levels of theory to gain visual and chemically
appealing representations of bonding situations, making it possible to establish a
connection to orbital-like models and concepts in chemistry [2]. The realm of
solids was however not subjected to this method of analysis up to know and even
the accurate calculations of the delocalization indices for them were reported
only recently [3]. Current contribution presents the results of DAFH orbital
analysis for several simple model systems like hydrogen lattices as well as for

prototypic real solids with covalent, ionic and metallic bonding.

Fig. 1. DAFH orbitals for the diamond
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