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Figure S1. Temperature dependencies of the –OH proton of phenol (1) in DMSO-d6, 
acetone-d6, acetonitrile-d3 and chloroform-d1. 
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Figure S2. Charge density (calculated by the Mulliken and natural bond orbital (NBO) at 
the DFT/B3LYP/6-31+G(d) level of theory) of Ph-O and –H of the intermolecular hydrogen 
bond of 1:1 phenol (1)+solvent complexes as a function of δtheor.  
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Figure S3. Charge density (calculated by the Mulliken and natural bond orbital (NBO) at 
the DFT/B3LYP/6-311++G(d,p) level of theory) of Ph-O and –H of the intermolecular 
hydrogen bond of 1:1  phenol (1)+solvent complexes as a function of δtheor. 
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