





Table 4 Relative energy of ionic dissociation

Method Energy difference
AE; (eV) | AE; (eV) AE (eV)
MRSDCI 10.67 181 12.46
Exptl. 12.13°

AE; = E (Ar + (HF)*) — E (ArHF), AE, = E (ArH" + F) — E (Ar + (HF)*).
AE =E (ArH" + F) — E (Ar + HF). P Using AE = De(HF) + IP(H) — EA(F) — D(ArH")

4. Conclusions

Spectroscopic constants of the ground and excites states of ArHF have been reported for the
ArHF complex and a possibility of F ion from the excited state of ArHF has been investigated.
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