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IR SPECTROSCOPIC STUDIES ON MICROSOLVATION OF HC1 BY WATER

DEVENDRA MANI, RAFFAEL SCHWAN, THEO FISCHER, ARGHYA DEY, MATIN KAUFMANN,
Physikalische Chemie II, Ruhr University Bochum, Bochum, Germany,; BRITTA REDLICH, LEX VAN
DER MEER, Institute for Molecules and Materials (IMM), Radboud University Nijmegen, Nijmegen, Nether-
lands; GERHARD SCHWAAB, MARTINA HAVENITH, Physikalische Chemie II, Ruhr University Bochum,
Bochum, Germany.

Acid dissociation reactions are at the heart of chemistry. These reactions are well understood at the macroscopic
level. However, a microscopic level understanding is still in the early stages of development. Questions such as ‘how
many HoO molecules are needed to dissociate one HCI molecule?’ have been posed and explored both theoretically and
experimentally.! ~® Most of the theoretical calculations predict that four HoO molecules are sufficient to dissociate one
HCI molecule, resulting in the formation of a solvent separated H3O T (H20)3Cl~ cluster.! =3 IR spectroscopy in helium
nanodroplets has earlier been used to study this dissociation process.>~® However, these studies were carried out in the
region of O-H and H-Cl stretch, which is dominated by the spectral features of undissociated (HCl),,,-(H2O),, clusters. This
contributed to the ambiguity in assigning the spectral features arising from the dissociated cluster.*-> Recent predictions
from Bowman’s group, suggest the presence of a broad spectral feature (1300-1360 cm™1) for the H3OT(H50)3C1™
cluster, corresponding to the umbrella motion of H3O" moiety.® This region is expected to be free from the spectral
features due to the undissociated clusters. In conjunction with the FELIX laboratory, we have performed experiments
on the (HCI),,(H50),, (m=1-2, n>4) clusters, aggregated in helium nanodroplets, in the 900-1700 cm~!region. Mass
selective measurements on these clusters revealed the presence of a weak-broad feature which spans between 1000-1450
cm~'and depends on both HCI as well as H>O concentration. Measurements are in progress for the different deuterated
species. The details will be presented in the talk.
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