Table S 27
Vibrational frequencies (harmonic approximation, stretching mode) and blue shifts of the C11–H19 bond in the calculated conformers of the grandinol molecule.
DFT/B3LYP/6-31+G(d,p) and HF/6-31G(d,p) results in vacuo. The conformers are listed in order of increasing relative energies in the DFT results. The C11–H19 bond is the C–H bond of the acyl group with R = H. The p and q symbols specify the CHO IHBs present in each conformer (C11H19O10 and C11H19O12 respectively). The computed frequencies have been scaled by 0.9632 for DFT results and by 0.8992 for HF results. 


	
Conformers
	
DFT
	
HF


	
	
Wavenumber (cm-1)

	Blue shift 
(cm-1)

	Wavenumber (cm-1)

	Blue shift 
(cm-1)


	a-b-q-w-e
	2971.84
	248.31
	2938.43
	138.05

	a-b-q-w-g
	2968.04
	245.61
	2938.79
	138.41

	a-b-q-w-d
	2968.03
	245.61
	2938.80
	138.42

	a-b-q-w-f
	2968.56
	246.26
	2939.13
	138.75

	a-b-q-w-h
	2966.44
	242.83
	2939.96
	139.58

	a-b-q-w-i
	2966.45
	242.84
	2939.97
	139.59

	c-p-r-v-e
	2944.55
	241.80
	2925.75
	125.37

	c-p-r-z-e
	2945.07
	242.32
	2925.88
	125.50

	a-q-r-e
	2897.40
	194.65
	2905.23
	104.85

	a-p-r-e
	2873.53
	170.78
	2885.76
	85.38

	r-j-z-e
	2702.75
	
	2800.38
	



 

