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Steady state fluorescence spectra of 3,5,6-trimethyl-2(N,N′-

diethylaminomethyl) phenol (I) in various solvents at room

temperature and in n-propanol solution at low temperature

were investigated. Dual fluorescence was only observed in

polar solvents. It was attributed to the existence of two

tautomeric forms in the excited state: the molecular and ionic

forms of the intramolecular hydrogen bond of I. Ground state

semiempirical structure optimization was performed within the

GRINDOL, MNDO, MINDO/3, AM1 and PM3 techniques. Only

AM1 and PM3 gave a reasonable geometry of the hydrogen-

bonded chelate ring. For these geometries calculation of the

electronic excited states by the GRINDOL-CI method confirmed

the L , state as the lowest emitting state in the hydrogen-

bonded form of I. The existence of single and double

fluorescence in non-polar and polar solvents respectively was

correctly reproduced by the GRINDOL-CI procedure.
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