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ules are loosely bound and strongly 
oupled and their spe
tros
opy 
an therefore not be understood with a rigidrotor + harmoni
 os
illator model. Useful insight 
an be obtained by numeri
ally solving the ro-vibrational S
hroedinger equation usinga basis set. The most obvious impediment is the size of the basis required to obtain 
onverged results. Nonetheless, by using an iterativeeigensolver and exploiting the stru
ture of quadrature approximations for potential matrix elements, it is possible to do 
al
ulations formany mole
ules of interest. I shall dis
uss how the 
hoi
e of the vibrational 
oordinates and the mole
ule-�xed axis system in�uen
ethe 
al
ulation of ro-vibrational spe
tra of Van der Waals mole
ules and present new results for (NNO)2 , H2-H2O, and SF6-He2 .


