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Fig. 1 Calculated potential energy of a hydrogen chloride molecule for the translation in the cavity.
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Fig. 2 Calculated potential energy of a hydrogen chloride molecule for the rotation in the cavity.
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Fig. 3 Calculated potential energy of a hydrogen sul-
phide molecule for the rotation in the cavity.
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Rotational heat capacities of HCl and DCI trap-
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Fig. 5 Rotational entropies of HCl and DCI trapped-

in the cavities.
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