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wEy B (nm) M) —Hifh (°)
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7-8=0.1418 £6-7-12=120.8 £6-7-8-9=-179.4
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Tt BRI JUSSEY e B WA (nm) / cal. UREK (nm) / exp. [ xR (% )
1 (61) — (62) 0.2330 299 276. 8 7.42
2 (72) — (73) 0.1617 310 321.4 3.68
3 (65) — (66) 0.5031 315 327.1 3.84
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3 (65) — (66) 0.7176 382 357.6 6.39
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Study on Fluorescence Spectra of
the Three N-[ 2-( diethylamino) ethyl |-2°, 6 “Xylidine Derivatives

WANG Ying
(School of Chemical and Pharmaceutical Engineering, Sichuan University of Science & Engineering, Zigong 643000, China)

Abstract: The fluorescence spectra of the N-[ 2-( diethylamino ) ethyl ] -2’,6'-xylidine and its derivatives are studied.

Geometric configurations of the three compounds are optimized by DFT method of quantum chemistry on basis set B3LYP/6-

31g. There is no imaginary frequency in vibrational analysis. Their excitation spectra are calculated by TD-DFT method. Fur-

thermore , geometric configurations in excited state of the three compounds are optimized by CIS method. Based on the excited

configuration emission spectra are also calculated. All the calculated results are in good agreement with experimental values.

Key words; derivatives of N-[ 2-( diethylamino ) ethyl ] -2’6’ -xylidine; fluorescence spectra; CIS





