Table S 7 
ZPE correction to the electronic energy (ZPEcorr), and thermal correction to the Gibbs free energy (Gcorr) for the calculated conformers of the grandinol molecule.
DFT/B3LYP/6-31+G(d,p) and HF/6-31G(d,p) results in vacuo from full optimization calculations, respectively denoted as DFT, and HF in the columns’ headings. The conformers are denoted with the symbols listed in table 2. The conformers are listed in order of increasing relative energies in the DFT results.

	
Conformers
	
DFT

	
HF


	
	
ZPEcorr
(kcal mol-1)

	
Gcorr
(kcal mol-1)
	
ZPEcorr
(kcal mol-1)
	
Gcorr
(kcal mol-1)

	a-b-q-w-e
	171.748
	143.110
	185.451
	157.320

	a-b-q-w-g
	171.953
	143.131
	185.713
	157.360

	a-b-q-w-d
	171.953
	143.131
	185.713
	157.360

	a-b-q-w-f
	171.804
	143.282
	185.540
	157.360

	a-b-q-w-h
	171.969
	142.940
	185.797
	157.180

	a-b-q-w-i
	171.969
	142.940
	185.797
	157.180

	c-p-r-v-e
	171.012
	141.276
	184.273
	155.135

	c-p-r-z-e
	171.013
	141.262
	184.219
	154.852

	a-q-r-e
	171.214
	141.858
	184.631
	155.704

	a-p-r-e
	171.104
	141.580
	184.528
	155.467

	r-j-z-e
	170.180
	139.734
	183.165
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