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The single-reference coupled clusters (CC) method is nowadays one of the most commonly used ab initio methods. The main reasons for this fact are its reliability and accuracy. Especially coupled cluster single double (CCSD) and coupled cluster single double (triple) [CCSD(T)] methods are very wide-spread and used by computational chemists as „black box“ tools. 

Single-reference methods however fail in the situations where the static correlation is important (description of dissociation, diradical species etc.). In these cases, use of multireference methods, which correctly describe static correlation, is necessary. One of the things in which we are interested in our laboratory is the development and implementation of new multireference coupled clusters methods concretely multireference Brillouin-Wigner coupled clusters (MR BWCC) methods.

In my lecture, the results of calculations performed in terms of my diploma thesis at the Charles University will be presented. 

First system, which will  be discussed, is the molecule of …………….
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