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Abstract : Density functional theory (DFT) calculations have been performed on the conformational behavior of
classical banana-shaped molecules (P-5-O-PIMB). From the results of calculations and Solid-State **C NMR,
P-5-O-PIMB indicates the variety of conformations, in which the most stable structures are classified as three
types having C, symmetry, C; symmetry and asymmetry.
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Figure 1. Atom numbering of P-5-O-PIMB.
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Figure 2. (a) **C CPMAS and (b) Dipole Dephasing
NMR spectra of P-10-O-PIMB in B4 phase.



