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Table 1
Bond lengths (in A) of two kinds of bonds in the cyclo[18]carbon optimized at
different calculation levels.

functional HFX* basis set R1 R2 diff”

TPSSh 10% def2-TZVP 1279 1.279 0.000
B3LYP 20% def2-TZVP 1277 1.277 0.000
HSEDG 25—0% def2-TZVP 1.276 1.276 0.000
PBEO 25% def2-TZVP 1.276 1.276 0.000
MN15 44% def2-TZVP 1233 1.338 0.106
BHandHLYP 50% def2-TZVP 1214 1.337 0.123
MO06—2X 54% def2-TZVP 1223 1.345 0.122
wBI7XD 22.2-100% def2-TZVP 1.221 1.344 0.123
UCCsD / def-TZVP 1.215 1.371 0.156

? Hartree-Fock exchange (HFX) composition. For range-separated functionals, the
values before and after the tilde are the HFX compositions in short and long ranges
of interelectronic interaction, respectively.

® Difference of bond length between two types of C—C bonds.
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