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Design of Precision Synthetic Reaction
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(CeHa)s [CeH3(C[CHa]2)-CeH3la  (CeFa)s (CsNHg)g (C10Ha)s (C14Ha)s

([8]cPP)
LUMO (ev)  -1.70 (-1.60) -1.60 -2.73 -2.54 (-2.76) (-2.38)
HOMO (ev) -5.45 (-5.35) -4.90 -6.86 -5.45 (-4.34) (-5.00)

Figure 1. Structure and HOMO/LUMO energies of [8]CPP and its derivatives obtained by
DFT calculations at the B3LYP/6-31G* level of theory. Structures of tubular compounds and
energy values in parentheses were obtained at the B3LYP/3-21G* level of theory.
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