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, 5% 1073 mol* - ! BPA , Table 1 Comparison of the theortical vibration modes and ex
s 1 mol* L-" HNO; perimental normal Raman spectrum ( NRS) of BPA
pH, s 5 s, 330 mW, and its assignment
2 No /lzr:Tl /]:1:—51 Assignm ent
) 1 218 1(CCC); (=CCC>)
2 263 270 1(CCC); (=CCe)
21 EPA 3 325 1(CCC)
4 342 340 Y(OH)
’ BPA  Cov 5 371 384 §CCe)
; G2 6 457 w(=CCe=)
, , 1 7 479 488 §cee)
8 521 532 Brrcathing
9 540 v(=CH)
10 550 560 Y(=CH)
11 621 Y(=CH)
12 633 640 6h!13
13 721 732 4
4 773 Y(=CH)
15 820 10a
16 811 830 Brecating ™ HC4Cs H) ;& H C6CorH)
17 814 o HC4CsH); o HCeCorH)
Fig 1 Molecular structure of BPA 18 904 918 Ving; V5( CCC)
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[13], , 1 26 1159 1180 92, P(OH); B =CH)
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& 2 30 1321 1302 Viing; P(OH)
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Fig 2 The comparison of Raman spectrum of BPA 38 2978 2972 Ves(CH3)
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Fig 3 The SERS spectrum of BPA ;
a: SERS of methanol; b: SERS of 5% 10" mol* L™ ' BPA in metha s s BPA
nol solution; ¢: Normal Raman spectrum of BPA powder ,
BPA
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DFT and Surface Enhanced Raman Scattering Studies of BPA
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Abstract On the base of the vibration theory, the spectrum of bisphenol A (BPA) molecule was calculated by the density
functional theory(DFT) using B3LYP/ 6311G(d), and the normal Raman spectrum (NRS) of BPA was assigned in detail. The
surface enhanced R aman scattering (SERS) of the BPA molecule was obtained by gold sol enhancement. T he adsorption of BPA

to gold surface was analyzed: in acidic pH, the molecule was adsorbed on the gold surface by ==CO~, the vibration of the band

O—H disappeared, and the benzene ring was perpendicular on the surface of gold sol.
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