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Molecular Design for High Drift Mobility Charge Transport Material
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The relationship between the drift mobility of the charge transport materials{(CTM) and the moiecu-
lar orbitals has been investigated using molecular orbital calculations. As a result, spreading the area
of the resonance structure has enhanced the drift mobility of CTMs. Furthermore, changing the
introduction position of the methyl substituents into the triphenlyamine moiety gives a different HOMO
density map, and changss the drift mobility, We have found that it is important to spread the area of
the HOMO density map of the CTM for enhancing the drift mobility of CTMs,
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Table 1 The structures of the CTMs
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Fig. 1 The hole drift mobilities of
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Fig. 2 The HOMO density maps of the CTM
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Fig. 3 The HOMO density maps of the CTM
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Fig. 4 The steric conformation of the CTM
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Fig. 5 The HOMQ density of the CTM
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Fig. 6 The HOMO density map of BSTPA
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