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Fig. 1 (a) Frozen and (b) relaxed electron

density difference for TPD. Isosurface value is
Fig. 2 Target molecules. (a) TPD, (b) TPF,

0.0025 a.u.
(c) CBP, (d) TTP, and (e) 3P-TPD.
Table 1 Calculated parameters. Apg’p means Ap® per one phenylene ring.
Molecule  Ae+AU (eV) B (eV) Ap®  ApB
TPD 0.943 0.735 -0.293 -0.147
TPF 0.647 0.719  -0.348 -0.174
CBP 0.586 0.418 -0.278 -0.139
TTP 2.163 1.027  -0.201 -0.201
3P-TPD 0.380 0.555  -0.382 -0.127
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