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Abstract: A LG

AR RS
The theoretical studies on macrocyclic thiophene derivatives(C[3T_DA]5) in different symmetries(C,, PubMed

Cg. C5v) were carried out with density functional theory(DFT) and Time-depended density functional

theory(TDDFT) methods. The stable molecular structures were obtained by DFT. And then the UV-Vis
spectra of C[3T_DA]5 derivatives were calculated base on the optimized structures. The results show
that C[3T_DA]5—Bu with o and Cs, symmetries are more stable. The calculated spectra of C[3T_DA]5—
Bu with Cg is in well agreement with the experimental values. For macrocyclic thiophene(C[ST_DA]5)

derivatives, both molecular symmetry and the substituent with the same property influence the stability
of the molecular structure.
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