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ules 
ontaining 
hemi
al bonds between se
ond-row elements (Al, Si, P, S, Cl) have beenevaluated at the CCSD(T) level of theory in 
ombination with large basis sets. The results of these 
al
ulations are 
ompared againstequilibrium values from experiment. Purely experimental equilibrium stru
tures are only available for very few mole
ules of this kind.Consequently, empiri
al equilibrium stru
tural parameters for the majority of members of the set had to be determined using ground-state rotational 
onstants 
orre
ted for zero-point vibrational effe
ts. The latter were obtained by se
ond-order vibrational perturbationtheory employing 
oupled-
luster 
al
ulations of anharmoni
 for
e �elds.


