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After publication an error was found in the DHF bond
length, originally published in Ref. [1]. This incorrect
bond length was used to calculate frequencies at both the

DHF and DHF + Gaunt level of theory, leading to
erroneous frequencies in Table 1 of Theor Chem Acc
(2001) 107:22-26. The bond length and frequencies have
been recalculated and the corrected benchmark numbers
are listed in Table 1 of this erratum.

Table 1. Corrected DHF bond length (r. in A), stretch and bending frequencies (in cm™")

Calculation type Ie Vsymmetric stretch Vasymmetric stretch Vbend

DHF 1.659 1225 1300 238

DHF + Gaunt 1.659 1227 1302 240
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