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Abstract Iibesartan and valsartan as sartan derwvatives are synthesized separately and they are fully optim ized at the
B3LYP/6- 31G" level The electonic absowption spectra are caleu lated using tin e dependent density- fimctional theory
at the same level and the fliorescence spectra in methanobwater soliton arem easured and their fliorescence quantum
yields are detem mned By comparing the absoption spectra and fliorescence em ission spectra of he wo compounds it
can be concluided that the p hnarity and conugation betw een the tetrazole ring and benzene ring have an effect on the
maxinum absoption peak the fluorescence response increases with the Hm aton of intran olecular hydrogen bonds and
the fluorescence emiss bn peaks are greatly nfluenced by the planarity and con ugation betw een two benzene rngs Iibe
sartan and valsartan have high fliorescence quantun yiels and can be used as fliorescence pwbe to study the nteraction
mechanisn wih bbbgicalmacranokcules such as DNA, pwotein ete
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Fig.1 Molecular structures of irbesartan (a) and valsartan (b)
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Fig.2 Optimized geometries of irbesartan (a) and valsartan (b) and atomic numbering
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Fig.3 Molecular structure of sartan substituted by methyl, atomic numbering and UV-vis absorption spectra
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Fig4 The UV-vis absorption spectra of irbesartan and valsartan Fig.5 The fluorescence excitation and emission spectra of
irbesartan and valsartan
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Tablk 1 TheUV - vi and fluorescence spectra data of irbesartan and valsartan

_ Stokes

o,
Ay () / M (1) A ()

a 229. 8 0. 1177 3718 142 0. 66

b 225. 1 0. 1504 38. 1 158 0.8
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