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Figure S1. Main electronic adsorption band obtained for BCN96-TCDD and BCN96-TCDF complexes
(solid lines) compared to that obtained for BCN96 (dashed lines). The excitation wavelengths employed
as reference for the calculation of pre-resonance Raman spectra are indicated by vertical lines in red.
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Figure S2. Ground to excited state density differences (DDs) in BNC96-TCDD and BNC96-TCDF
(right) and C96-TCDD and C96-TCDF (left) complexes. Isosurface value is 4-10.
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Figure S3. Transition densities (TDs) in BNC96-TCDD and BNC96-TCDF (right) and C96-TCDD and
C96-TCDF (left) complexes. Isosurface value is 1-104.
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Figure S4. Simulated static Raman spectra of TCDD (left) and TCDF (right) adsorbed on BNC96 (first
row) and hypothetical spectra obtained from the contributions to the Raman activity of the molecule
(second row).
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Figure S5. Simulated pre-resonance Raman spectra of TCDD (left) and TCDF (right) adsorbed on
BNC96 obtained, respectively, with excitation wavelengths of 512.0 and 512.2 nm (first row) and
hypothetical spectra obtained from the contributions to the Raman activity of the molecule (second row).
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Figure S6. Simulated pre-resonance Raman spectra of TCDD (left) and TCDF (right) adsorbed on
BNC96 obtained, respectively, with excitation wavelengths of 516.0 and 516.2 nm (first row) and
hypothetical spectra obtained from the contributions to the Raman activity of the molecule (second row).
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Figure S7. Simulated Raman spectra of TCDD (left) and TCDF (right) adsorbed on BNC96 obtained

with an excitation wavelength of 488 nm (first row) and hypothetical spectra obtained from the
contributions to the Raman activity of the molecule (second row) and the surface (third row).
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