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Abstract 
The applicability of different calculations schemas (HF, MP2, DFT, CAS and CCSD) for quantum 

chemical study of transition metals coordination compounds structure and intramolecular rearrangement have 
been considered. It is found, that B3LYP and B3LYP* functionals with 6-311++G(d, p) basis are correct 
reproduces the characteristics of compounds with variable magnetic properties. It is shown that theoretical 
study of transition metals coordination compounds with sterically overloaded ligands must to be performed 
with full molecules geometry because bulk substituents may have essential influence on stereochemistry of 
coordination center and stabilization of spin states. 

 
 

 


