Table S 16 
[bookmark: _GoBack]Vibrational frequencies (harmonic approximation, stretching mode) of the O–H bonds in the calculated conformers of the grandinol molecule.
DFT/B3LYP/6-31+G(d,p) and HF/6-31G(d,p) results in vacuo, respectively denoted as DFT and HF in the columns’ headings. The conformers are denoted with the symbols listed in table 2, and are listed in order of increasing relative energies in the DFT results. The frequencies have been scaled by 0.9632 for DFT results and by 0.8992 for HF results.


	
Conformer
	
Wavenumbers (cm-1)


	
	
DFT

	
HF


	
	
O12–H17

	
O10–H16
	
O12–H17
	
O10–H16

	a-b-q-w-e
	2771.97
	2971.84
	3382.57
	3464.48

	a-b-q-w-g
	2702.57
	2968.04
	3353.79
	3462.93

	a-b-q-w-d
	2702.58
	2968.03
	3353.85
	3462.90

	a-b-q-w-f
	2772.32
	2968.56
	3375.33
	3463.84

	a-b-q-w-h
	2666.94
	2966.44
	3334.46
	3461.07

	a-b-q-w-i
	2666.96
	2966.45
	3334.31
	3461.08

	c-p-r-v-e
	3056.68
	3697.05
	3520.97
	3795.67

	c-p-r-z-e
	3054.16
	3696.76
	3522.11
	3799.09

	a-q-r-e
	2833.27
	3681.66
	3408.88
	3799.71

	a-p-r-e
	2904.42
	3698.50
	3459.91
	3800.32

	r-j-z-e
	3672.88
	3686.03
	3793.15
	3798.15



