Table S 10 
Parameters of the OHO intramolecular hydrogen bonds in the calculated conformers of grandinol.
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 listed in order of increasing relative energies in the DFT results and are denoted with the symbols listed in table 2.
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	a-b-q-w-e

	O12–H17···O14
	1.515
	2.455
	151.3
	1.655
	2.505
	145.2
	1.578
	2.497
	150.9

	
	O10–H16···O18
	1.627
	2.547
	150.1
	1.762
	2.605
	145.0
	1.676
	2.585
	150.2

	a-b-q-w-g
	O12–H17···O14
	1.500
	2.446
	151.8
	1.643
	2.498
	145.6
	1.571
	2.494
	151.2

	
	O10–H16···O18
	1.625
	2.546
	150.2
	1.761
	2.605
	145.0
	1.676
	2.585
	150.2

	a-b-q-w-d
	O12–H17···O14
	1.500
	2.446
	151.8
	1.643
	2.498
	145.6
	1.500
	2.446
	151.8

	
	O10–H16···O18
	1.625
	2.546
	150.2
	1.761
	2.605
	145.0
	1.625
	2.546
	150.2

	a-b-q-w-f
	O12–H17···O14
	1.512
	2.452
	151.4
	1.646
	2.497
	145.4
	1.569
	2.490
	151.0

	
	O10–H16···O18
	1.624
	2.545
	150.2
	1.761
	2.604
	145.0
	1.677
	2.585
	150.1

	a-b-q-w-h
	O12–H17···O14
	1.485
	2.434
	152.0
	1.627
	2.483
	145.8
	1.574
	2.494
	150.7

	
	O10–H16···O18
	1.623
	2.545
	150.2
	1.760
	2.604
	145.0
	1.676
	2.585
	150.1

	a-b-q-w-i
	O12–H17···O14
	1.485
	2.434
	152.0
	1.627
	2.483
	145.8
	1.485
	2.434
	152.0

	
	O10–H16···O18
	1.623
	2.545
	150.2
	1.760
	2.604
	145.0
	1.623
	2.545
	150.2

	c-p-r-v-e
	O12–H17···O18
	1.652
	2.562
	149.3
	1.799
	2.629
	143.4
	1.652
	2.562
	149.3

	c-p-r-z-e
	O12–H17···O18
	1.650
	2.561
	149.4
	1.800
	2.629
	143.4
	1.650
	2.561
	149.4

	a-q-r-e
	O12–H17···O14
	1.521
	2.457
	151.5
	1.656
	2.507
	145.6
	1.521
	2.457
	151.5

	a-p-r-e
	O12–H17···O14
	1.537
	2.468
	151.2
	1.675
	2.521
	145.2
	1.537
	2.468
	151.2




