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Experimental Chemical Shift Anisotropies

CSA patterns were measured for neat catechol (see Fig. S1) and catechol on TiO2 (see Fig.

S2) at slow spinning speeds of 1.5 and 6 kHz, respectively. Fitting for the sidebands for neat

catechol (see Table S1) shows good agreement between experiments and predictions. For

the TiO2-catechol sample a good fitting of the spectra is not possible because of spectral

congestion. The skew parameter seems to be slightly positive which can be consistent with

the chelated conformer in a defective surface (which is very close to κ = 0).
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Figure S1: CP-MAS of neat catechol at a spinning speed of 2.5 kHz (black) and fit (red).
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Table S1: CSA parameters for neat catechol

δiso Ω κ

theory exp. theory exp. theory exp.

α-C 143 143 147 133 0.24 0.31

β-C 116 116 156 167 0.33 0.28

γ-C 122 121 228 201 0.20 0.19

3 0 0 2 0 0 1 0 0 0 - 1 0 0

*
*

*

1 3 C  c h e m i c a l  s h i f t  ( p p m )

*

Figure S2: CP-MAS of catechol on TiO2 at 6 kHz. The isotropic shifts are marked by an
asterisk. The ±1 sidebands of the most downfield shift of the α carbon signal are marked by
a red arrow, and a horizontal line has been drawn to aid the eye in comparing intensities.
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Full table of chemical shifts

The full chemical shifts for the α, β, γ and α′, β′, γ′ carbons is shown in Table S2.
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