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Abstract

Here, we study microhydration framework around heterocyclic isoxazole obtained by successive addition of water
molecules.! Isoxazole is a five-membered heterocyclic ring, which features two different neighbouring heteroatoms,
nitrogen (N) and oxygen (O). Past microwave investigation of isoxazole-argon (isoxazole-Ar) complex showed that the
nonpolar Ar ligand binds to the aromatic p electron cloud and slightly moves to the N-O bond because of the exchange
repulsion forces.? However, changing the solvent to polar, aprotic CO causes a substantial modification of the solvent-
binding motif.2 The rotational data of isoxazole-CO dimer demonstrated that the solvent CO moves to the aromatic plane
and binds to the ring nitrogen. Interestingly, no spectral and computational data are available involving the interaction of
Isoxazole with the polar, protic solvent, water. Herein, we report the IR spectrum of isoxazole-(water),., (isotopically
substituted water, D,0O) recorded inside the helium nanodroplets.
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