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Table 1. FAB [kcal/mol] estimated by M03, NK05, NIKO09 and NIKO10.

NIKOQ9 NIKO10
o Q o QO Bond BDE MO03 NKOS —.; s

(4 (04
1H 1F 2H 2F IH-IF 1370 559 1248 1450 035 1440 036

1F-2H 54 333 293 2993 34.13 16.3 -1.11

Fig. 1. Structure of HF dimer.
2H-2F 1432 51.1 1229 146.8 0.33 1532  0.29
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