Table S 5
Energetics of the calculated conformers of the grandinol molecule: relative energies uncorrected for ZPE (E) and corrected for ZPE (sum of electronic and zero-point energies, Ecorr), and relative Gibbs free energies (sum of electronic and thermal free energy, G).
DFT/B3LYP/6-31+G(d,p), HF/6-31G(d,p) and MP2/6-31G(d,p) results in vacuo from full optimization calculations, respectively denoted as DFT, HF and MP2 in the columns’ headings. The conformers are denoted with acronyms using the symbols listed in table 2. The conformers are listed in order of increasing relative energies in the DFT results.
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Conformers
	
DFT

	
HF

	
MP2

	
	
E
(kcal mol-1)

	
Ecorr
kcal mol-1)
	
G
(kcal mol-1)
	
E
(kcal mol-1)

	
Ecorr
kcal mol-1)
	
G
(kcal mol-1)
	
E
(kcal mol-1)


	a-b-q-w-e
	0.000
	0.000
	0.000
	0.000
	0.000
	0.000
	0.489

	a-b-q-w-g
	0.414
	0.620
	0.435
	0.888
	1.150
	0.928
	0.000

	a-b-q-w-d
	0.414
	0.620
	0.435
	0.888
	1.150
	0.928
	0.000

	a-b-q-w-f
	1.949
	2.006
	2.120
	1.795
	1.884
	1.833
	1.958

	a-b-q-w-h
	2.975
	3.197
	2.804
	3.711
	4.057
	3.569
	1.843

	a-b-q-w-i
	2.975
	3.197
	2.804
	3.711
	4.057
	3.569
	1.843

	c-p-r-v-e
	16.665
	15.929
	14.831
	14.151
	12.974
	11.956
	14.596

	c-p-r-z-e
	16.825
	16.090
	14.977
	14.497
	13.266
	12.020
	14.969

	a-q-r-e
	17.615
	17.081
	16.363
	16.652
	15.832
	15.024
	16.961

	a-p-r-e
	19.309
	18.665
	17.778
	18.413
	17.490
	16.546
	18.285

	r-j-z-e
	31.660
	30.092
	28.284
	29.404
	27.119
	25.183
	29.045




