Table S 23
Parameters of the CHO intramolecular hydrogen bonds with C11–H19 as donor, in the 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.
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	a-b-q-w-e
	C11–H19···O12
	2.412
	2.776
	97.4
	2.338
	2.719
	98.5
	2.366
	2.748
	98.4

	a-b-q-w-g
	C11–H19···O12
	2.414
	2.777
	97.3
	2.338
	2.719
	98.5
	2.367
	2.749
	98.4

	a-b-q-w-d
	C11–H19···O12
	2.414
	2.777
	97.3
	2.338
	2.719
	98.5
	2.414
	2.777
	97.3

	a-b-q-w-f
	C11–H19···O12
	2.411
	2.774
	97.3
	2.335
	2.716
	98.5
	2.362
	2.744
	98.4

	a-b-q-w-h
	C11–H19···O12
	2.409
	2.771
	97.3
	2.333
	2.714
	98.5
	2.367
	2.749
	98.4

	a-b-q-w-i
	C11–H19···O12
	2.409
	2.771
	97.3
	2.333
	2.714
	98.5
	2.409
	2.771
	97.3

	c-p-r-v-e
	C11–H19···O10
	2.392
	2.766
	97.9
	2.355
	2.739
	98.7
	2.392
	2.766
	97.9

	c-p-r-z-e
	C11–H19···O10
	2.389
	2.764
	97.9
	2.351
	2.736
	98.7
	2.389
	2.764
	97.9

	a-q-r-e
	C11–H19···O12
	2.283
	2.738
	102.2
	2.262
	2.702
	101.7
	2.283
	2.738
	102.2

	a-p-r-e
	C11–H19···O10
	2.271
	2.733
	102.5
	2.265
	2.712
	102.1
	2.271
	2.733
	102.5



