ADIABATIC DIFFUSION MONTE CARLO STUDIES FOR THE Ne,SH/D (?%+,v = 0) VAN DER WAALS COM-
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Two adiabatic extensionsto the diffusion Monte Carlo approach(ADMC) # are presented. In the first, an adiabatic form of thefinite field
method is developed for the systematic evaluation of expectation values. In addition, an adiabatic flexible node method for calculating
excited state energy is described. The above methods are tested by applying to NeSH® and Ar,HCI® complexes where comparisions to
results of variational calculation can be made. Our results show that the agreement between ADMC and variational calculation is better
than 1% relative error.

Application of ADMC to the structure and spectroscopy of Ne;SH/D van der Waals complexes will also be discussed. The spectra of
these systems have been recorded recently,? but not fully assigned. As such, thiswork will provide valuable insightsinto the interpreta-
tion of complicated spectra of these very floppy systems.
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