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HOMO-LUMO energy gap for calculated conformers of the grandinol molecule.
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 the symbols listed in table 2. The conformers are listed in order of increasing relative energies in the DFT results.

	
Conformers
	
HOMO-LUMO energy gap 
(kcal mol-1)


	
	
DFT

	
HF

	
MP2


	a-b-q-w-e
	104.392
	259.149
	253.250

	a-b-q-w-g
	103.814
	258.408
	252.572

	a-b-q-w-d
	103.814
	258.408
	252.572

	a-b-q-w-f
	104.341
	259.067
	253.219

	a-b-q-w-h
	103.224
	257.348
	251.863

	a-b-q-w-i
	103.224
	257.348
	251.863

	c-p-r-v-e
	104.046
	260.918
	254.668

	c-p-r-z-e
	104.090
	261.314
	254.750

	a-q-r-e
	104.178
	261.696
	255.108

	a-p-r-e
	103.664
	260.604
	253.802

	r-j-z-e
	108.903
	263.322
	258.822




