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Table 1 Orbital energies (OEs) and their types of neutral and cationic states of aniline molecule in eV.
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Orbital Neutral Cls’ Nis' Cls’ Nls’

No. Type OE Type OE Type OE Type OE Type OE

1 NlIs -386.03 Nls -392.38 Nls -448.68 Nls -497.76 NlIs -398.82
2 Cls -275.48 Cls -328.23 Cls -281.84 Cls -288.02 Cls -366.66
24 T -9.25 T -15.25 u -14.07 n -19.37 T -21.55
25(HOMO) T -7.87 n -14.28 T -14.06 s -19.01 T -20.78
26(LUMO) * 2.20 * -4.79 * -3.63 ¥ -11.69 o* -12.12
27 Ry 2.56 w* -3.60 * -2.73 * -11.09 o* -9.55

28 Ry 2.78 Ry -1.80 c* -2.72 o* -8.17 n* -7.04
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Table 2 Excitation energies (eV) and oscillator strengths of neutral and cationic states of aniline molecule.

Neutral Cls? Nis?
Main transition Ag f Main transition Ag f Main transition Ag f
25(m)-26(n*) 515 0.0442  25(m)-26(n*) 427 0.1425  25(m)-26(c*) 330 0.0011
25(n)-28(Ry), 25(1)-27(Ry)  5.82  0.0099  24(m)-26(n*) 512 01894  24(m)-26(c%) 358 0.0016
25(n)-27(Ry), 25(1)-28(Ry)  6.13  0.1403  22-26(n*) 6.02  0.0000  25(m)-27(c*) 381 0.0082
25(m)-29(Ry) 6.67 0.0069 21-26(n*) 6.12 0.0017 24(m)-27(c*) 4.04 0.0002
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