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Abstract The structure of fluoboric acid selectively embedded within the hydrophobic cavity of the tetra(p-tert-

butyl)thiacalix[4]arene was determined by X-ray crystallography. Crystal data: C,,H ,40,S,BF,, M, =808.88, tetragonal,
space group P4/nmm, a=1.5887(2) nm, b=1.5887(2) nm, ¢=0.8428(0) nm, V=2.127(2) nm*, Z=2, D_=1.263 grcm >,
R, =0.0405, wR[I > 25(1)] =0.1218. *°F NMR confirmed the existence of fluoboric acid with asignal at & —151.4. The

noncovalent interactions in the molecular structure were characterized by Bader’s theory of “ atomsin molecules’ (AIM).
The results reveal that besides the C—H...F hydrogen bonding and cation-anion electrostatic interaction present in the
fluoboric acid inclusion complex, the F? ~-C? T dectrogtatic interaction also exists for stabilizi ng the fluoboric acid
embedded within the hydrophobic cavity of tetra(p-tert-butyl)thiacalix[4]arene.
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