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Charge Transport Properties of 3,8, 13-three Octyloxy Chains Truxene Molecule
CHEN Zi-ran, XU You-hui*

( Department of Architecture and Environmental Engineering, Sichuan

Vocational and Technical College, Suining, Sichuan 629000)

Abstract: This paper uses the electronic transfer of the Marcus model to carry on the theoretical research about
the molecular structure, electronic structure and charge transport properties of 3, 8, 13—three octyloxy chains
Truxene (3C8OTRX) on the basis of Marcus theory at B3LYP/6-31G** level. Computation results show that hole
carrier mobility ( . +=0.15)and transport rate constant (k+=5.49 x 1012 s—1)of 3C8OTRX is five times larger than
its electron carrier mobility and transport rate, which indicates that this material can be used as hole transport
material. Compared with triphenylene and hexaazaqtriphenylene, hole transport ability of 3C8OTRX is stronger than
that of using Hydroxyl to replace hexaazaqiriphenylene, which is almost the same with triphenylene, and whose
electron transport ability is significantly enhanced.

Key words: 3, 8, 13—three octyloxy chains truxene; Charge transport; Semi—classical mode; Calculation of

quantum chemistry



