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hool of Arts and S
ien
es, The University of Tokyo,Komaba, Meguro-ku, Tokyo 153-8902, Japan.Three-dimensional potential energy surfa
es for Ne-OH/OD and Kr-OH/OD have been determined from the data by Fourier-transformmi
rowave spe
tros
opy with �ne and hyper�ne stru
tures. For Ne-OH, data of rovibrational transitions between the levels with P = 0.5and 1.5 have been utilized as well as those of the pure rotational transitions. Simultaneous least-squares analyses utilizing the data of thetwo isotopollogues were performed, where all the freedom of motions for an atom-diatom system in the Ja
obi 
oordinate, R, �, and r,were 
onsidered. The initial values for the least-squares analyses were obtained by high-level ab initio 
al
ulations at the UCCSD(T)-F12 theory with the basis set of aug-

-pV5Z for Ne-OH and aug-

-pVQZ for Kr-OH. Dependen
es of the intermole
ular intera
tionenergy on the bond length of the OH monomer of the two 
omplexes are 
ompared with that of Ar-OH b, where the intera
tion potentialof Ar-OH has been redetermined usging the new initial potential parameters by UCCSD(T)-F12/aug-
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