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Figure SI1. NIR spectra of phenol in CCly (blue line) and cyclohexane (red line) solutions at

0.05M.
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Figure SI2. NIR spectra of phenol in o-xylene (green), m-xylene (blue) and p-xylene (red) at

the concentration of 1 M after subtraction of the spectrum of the solvent.
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Fig. SI3. Second derivative NIR spectrum (multiplied by -1) of phenol in toluene at

concentration of 0.5 M. The red arrows indicate peak positions.
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Fig. SI4. Second derivative NIR spectrum (multiplied by -1) of phenol in o-xylene at

concentration of 1 M after subtraction of the spectrum of the solvent. The red arrows indicate

peak positions.



Absorbance

7400 7200 7000 6800 6600
Wavenumber/cm’’

Fig. SIS. Second derivative NIR spectrum (multiplied by -1) of phenol in mesitylene at

concentration of 1 M after subtraction of the spectrum of the solvent. The red arrows indicate

peak positions.
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Fig. SI6. Second derivative NIR spectrum (multiplied by -1) of phenol in chlorobenzene at

concentration of 0.5 M. The red arrows indicate peak positions.



Figure S7. Optimized (B3LYP/6-311++G(2df,2pd)) structure of dimer of phenol.



Figure S8. Optimized (B3LYP/6-311++G(2df,2pd)) structure of linear tetramer of phenol.



Figure S9. Optimized (B3LYP/6-311++G(2df,2pd)) structure of cyclic tetramer of phenol.



Figure S10. Optimized (B3LYP/6-311++G(2df,2pd)) structure of phenol-chlorobenzene

complex.



Figure S11. Optimized (B3LYP/6-311++G(2df,2pd)) structure of phenol-benzene complex.



Figure S12. Optimized (B3LYP/6-311++G(2df,2pd)) structure of phenol-toluene complex.



Figure S13. Optimized (B3LYP/6-311++G(2df,2pd)) structure of phenol-p-xylene complex.



Figure S14. Optimized (B3LYP/6-311++G(2df,2pd)) structure of phenol-mesitylene complex.



Figure S15. Optimized (B3LYP/6-311++G(2df,2pd)) structure of phenol-CCl, complex.



Figure S16. Optimized (B3LYP/6-311++G(2df,2pd)) structure of phenol-tetrachloroethylene

complex.



Figure S17. Optimized (B3LYP/6-311++G(2df,2pd)) structure of phenol-chlorobenzene

complex.



