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Table S1. Experimental and DFT-calculated (PBEO-D3BJ/def2-TZVP) IR frequencies (cm?) of

gaseous phenol molecule.

Experimental (ref. S1) DFT Scale factor
1609 1674.23 0.9610
1604 1662.51 0.9648
1501 1542.58 0.9730
1472 1511.39 0.9739
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Figure S1. Experimental FTIR spectra of phenol adsorbed on the Ge(100)-2 x 1 surface in the
1000-3800 cm™ range. a, after 40 L adsorption at 300 K; b, after 573 K annealing of the sample

probed in a.



DFT-optimized coordinates of the considered structures
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H 3.36164654216676  3.66980859072235 -4.36440258111301

H 3.38913198652367  3.37380672642316  2.89366661447494

H 3.82964180351286  7.91868690560068 -4.34635329367322
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