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Chemical Enhancement on Surface-Enhanced Resonance Raman Scattering of Au,-1,4-
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Surface-enhanced Raman scattering (SERS) and surface-enhanced resonance Raman scat-tering (SERRS) spectra of the 1,4-
benzenedithiol molecule in the junction of two Au3 clus-ters have been calculated using density functional theory (DFT) and time-
dependent DFT method. In order to investigate the contribution of charge transfer (CT) enhancement, the wavelengths of incident light are
chosen to be at resonance with four representative excited states, which correspond to CT in four different forms. Compared with SERS
spectrum, SERRS spectra are enhanced enormously with distinct enhancement factors, which can be attributed to CT resonance in
different forms.
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