
 

This work is a theoretical study of C2 molecule.
The dissociation curves of the ground state and first excited state 
were obtained by MR BWCCSD method. 
Spectroscopic constants were obtained from the curves by .... (tady
to dopln)  and 
compared with experimental values.

The phenomena of avoided crossing was observed, as the two states
are of the same symmetry, and therefore the crossing is symmetry-forbidden.

At specific internuclear distance, where the difference between the energies of 
the two states is lowest, the operator of coupling of nuclear and electronic 
motion has the largest elements. Therefore, the Born Approximation gives poor
results and non-adiabatic calculation is highly beneficial.

MR BWCCSD is an effective method correct description of both dynamical and
static electron correlation. The results obtained are in good agreement with
experiment.

