Figure S 7
Lengths of the H17∙∙∙O14 and H16∙∙∙O18 intramolecular hydrogen bonds in the lower energy conformers of the calculated euglobal molecules, compared in terms of the  and  isomers’ pairs 
Results from HF/6-31G(d,p), DFT/B3LYP/6-31+G(d,p) and MP2/6-31G(d,p) full optimization calculations in vacuo, respectively denoted as HF, DFT and MP2 in the figures’ legends.
The H17∙∙∙O14 and H16∙∙∙O18 IHBs are selected because they are simultaneously present in all the low energy conformers. They are respectively denoted as B and D in the figures’ legends. H17∙∙∙O14 involves the acyl group with R = H (AC-ald) in the -isomers and the acyl group with R = isobutyl (AC-isb) in the -isomers. Conversely, H16∙∙∙O18 involves AC-isb in the -isomers and AC-ald in the -isomers.
In each diagram, the conformers are denoted by numbers on the x axis; the correspondence between numbers and conformers is shown in tables preceding the diagrams. 
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a)	Comparison for euglobal IIC (M1-ε) and euglobal T1 (M1-ζ)


Numbers denoting the conformers of M1-ε on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M1‒ε-a-b-m-w-e
	3
	M1‒ε-a-b-m-w-g
	5
	M1‒ε-a-b-m-w-i

	2
	M1‒ε-a-b-m-w-d
	4
	M1‒ε-a-b-m-w-f
	6
	M1‒ε-a-b-m-w-h




Numbers denoting the conformers of M1-ζ on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M1‒ζ-a-b-q-w-e
	3
	M1‒ζ-a-b-q-w-d
	5
	M1‒ζ-a-b-q-w-h

	2
	M1‒ζ-a-b-q-w-g
	4
	M1‒ζ-a-b-q-w-f
	6
	M1‒ζ-a-b-q-w-i





  
 
                                   M1-ε                                                                        M1-













b)	Comparison for euglobal G2 (M2-ε) and euglobal G1 (M2-ζ)


Numbers denoting the conformers of M2-ε on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M2‒ε-a-b-m-w-e
	3
	M2‒ε-a-b-m-w-d
	5
	M2‒ε-a-b-m-w-h

	2
	M2‒ε-a-b-m-w-g
	4
	M2‒ε-a-b-m-w-f
	6
	M2‒ε-a-b-m-w-i




Numbers denoting the conformers of M2-ζ on the x axis.

	#
	Conformer

	#
	Conformer

	1
	M2‒ζ-a-b-q-w-e
	3
	M2‒ζ-a-b-q-w-f

	2
	M2‒ζ-a-b-q-w-d
	4
	M2‒ζ-a-b-q-w-i





  

                                   M2-ε                                                                        M2-ζ













c)	Comparison for euglobal G3 (M3-ε) and euglobal G4 (M3-ζ)


Numbers denoting the conformers of M3-ε on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M3‒ε-a-b-m-w-e
	3
	M3‒ε-a-b-m-w-d
	5
	M3‒ε-a-b-m-w-h

	2
	M3‒ε-a-b-m-w-g
	4
	M3‒ε-a-b-m-w-f
	6
	M3‒ε-a-b-m-w-i




Numbers denoting the conformers of M3-ζ on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M3‒ζ-a-b-q-w-e
	3
	M3‒ζ-a-b-q-w-f
	5
	M3‒ζ-a-b-m-w-h

	2
	M3‒ζ-a-b-q-w-g
	4
	M3‒ζ-a-b-q-w-d
	
	





  
  
                                   M3-ε                                                                           M3-ζ












d)	Comparison for euglobal G5 (M4-ε) and a model molecule with reversed 	positions of the two acyl groups (M4*-ζ)


Numbers denoting the conformers of M4-ε on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M4‒ε-a-b-m-w-e
	3
	M4‒ε-a-b-m-w-d
	5
	M4‒ε-a-b-m-w-h

	2
	M4‒ε-a-b-m-w-g
	4
	M4‒ε-a-b-m-w-f
	6
	M4‒ε-a-b-m-w-i




Numbers denoting the conformers of M4*-ζ on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M4*‒ζ-a-b-q-w-e
	3
	M4*‒ζ-a-b-m-w-d
	5
	M4*‒ζ-a-b-m-w-h

	2
	M4*‒ζ-a-b-q-w-g
	4
	M4*‒ζ-a-b-m-w-f
	
	





  

                                    M4-ε                                                                       M4*-ζ












e)	Comparison for euglobal G6 (M5-ε) and euglobal G7 (M5-ζ)


Numbers denoting the conformers of M5-ε on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M5‒ε-a-b-m-w-e
	3
	M5‒ε-a-b-m-w-d
	5
	M5‒ε-a-b-m-w-i

	2
	M5‒ε-a-b-m-w-g
	4
	M5‒ε-a-b-m-w-f
	6
	M5‒ε-a-b-m-w-h




Numbers denoting the conformers of M5-ζ on the x axis.

	#
	Conformer

	#
	Conformer

	1
	M5‒ζ-a-b-q-w-e
	3
	M5‒ζ-a-b-q-w-g

	2
	M5‒ζ-a-b-q-w-d
	4
	M5‒ζ-a-b-q-w-f





  

                                   M5-ε                                                                      M5-ζ














f)	Comparison for euglobal G8 (M6-ε) and a model molecule with reversed 	positions of the two acyl groups (M6*-ζ)


Numbers denoting the conformers of M6-ε on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M6‒ε-a-b-m-w-e
	3
	M6‒ε-a-b-m-w-g
	5
	M3‒ε-a-b-m-w-h

	2
	M6‒ε-a-b-m-w-d
	4
	M6‒ε-a-b-m-w-f
	6
	M3‒ε-a-b-m-w-i




Numbers denoting the conformers of M6*-ζ on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M6*‒ζ-a-b-q-w-e
	3
	M6*‒ζ-a-b-q-w-d
	5
	M6*‒ζ-a-b-q-w-h

	2
	M6*‒ζ-a-b-q-w-g
	4
	M6*‒ζ-a-b-q-w-i
	
	





  
                            
                                   M6-ε                                                                       M6*-ζ












g)	Comparison for euglobal G9 (M7-ε) and euglobal G10 (M7-ζ)


Numbers denoting the conformers of M7-ε on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M7‒ε-a-b-m-w-e
	3
	M7‒ε-a-b-m-w-d
	5
	M7‒ε-a-b-m-w-i

	2
	M7‒ε-a-b-m-w-g
	4
	M7‒ε-a-b-m-w-f
	6
	M7‒ε-a-b-m-w-h




Numbers denoting the conformers of M7-ζ on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M7‒ζ-a-b-q-w-e
	3
	M7‒ζ-a-b-q-w-g
	5
	M7‒ζ-a-b-q-w-i

	2
	M7‒ζ-a-b-q-w-d
	4
	M7‒ζ-a-b-q-w-f
	6
	M7‒ζ-a-b-q-w-h





  
                              M7-ε                                                                    M7-ζ













h)	Comparison for euglobal G11 (M8-ε) and a model molecule with reversed positions of the two acyl groups (M8*-ζ)


Numbers denoting the conformers of M8-ε on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M8‒ε-a-b-m-w-e
	3
	M8‒ε-a-b-m-w-g
	5
	M8‒ε-a-b-m-w-i

	2
	M8‒ε-a-b-m-w-d
	4
	M8‒ε-a-b-m-w-f
	6
	M8‒ε-a-b-m-w-h




Numbers denoting the conformers of M8*-ζ on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M8*‒ζ-a-b-q-w-e
	3
	M8*‒ζ-a-b-q-w-d
	5
	M8*‒ζ-a-b-q-w-i

	2
	M8*‒ζ-a-b-q-w-g
	4
	M8*‒ζ-a-b-q-w-f
	6
	M8*‒ζ-a-b-q-w-h





  
                             
                                  M8-ε                                                                         M8*-ζ



 









i)	Comparison for a model molecule with reversed positions of the two acyl groups 	with respect to euglobal G12 (M9*-ε) and euglobal G12 (M9-ζ)


Numbers denoting the conformers of M9*-ε on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M9*‒ε-a-b-m-w-e
	3
	M9*‒ε-a-b-m-w-d
	5
	M9*‒ε-a-b-m-w-h

	2
	M9*‒ε-a-b-m-w-g
	4
	M9*‒ε-a-b-m-w-f
	6
	M9*‒ε-a-b-m-w-i




Numbers denoting the conformers of M9-ζ on the x axis.

	#
	Conformer

	#
	Conformer

	1
	M9‒ζ-a-b-q-w-e
	3
	M9‒ζ-a-b-q-w-g

	2
	M9‒ζ-a-b-q-w-d
	4
	M9‒ζ-a-b-q-w-f





  

                                  M9*-ε                                                                        M9-ζ












j)	Comparison for euglobal VII (M10-ε) and a model molecule with reversed positions of the two acyl groups (M10*-ζ)


Numbers denoting the conformers of M10-ε on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M10‒ε-a-b-m-w-e
	3
	M10‒ε-a-b-m-w-g
	5
	M10‒ε-a-b-m-w-i

	2
	M10‒ε-a-b-m-w-d
	4
	M10‒ε-a-b-m-w-f
	6
	M10‒ε-a-b-m-w-h




Numbers denoting the conformers of M10*-ζ on the x axis.

	#
	Conformer

	#
	Conformer

	1
	M10*‒ζ-a-b-q-w-e
	3
	M10*‒ζ-a-b-q-w-f

	2
	M10*‒ζ-a-b-q-w-g
	4
	M10*‒ζ-a-b-q-w-d





  
                                 M10-ε                                                                     M10*-ζ



DFT B	1	2	3	4	1.5089999999999999	1.4890000000000001	1.506	1.4790000000000001	HF B	1	2	3	4	1.6559999999999999	1.647	1.6439999999999999	1.6419999999999999	MP2 B	1	2	3	4	1.577	1.5620000000000001	1.5740000000000001	1.5609999999999999	DFT D	1	2	3	4	1.635	1.6319999999999999	1.6339999999999999	1.6319999999999999	HF D	1	2	3	4	1.772	1.772	1.7709999999999999	1.772	MP2 D	1	2	3	4	1.69	1.6890000000000001	1.69	1.6890000000000001	conformers, denoted by numbers
OH∙∙∙O length (Å) 

DFT B	1	2	3	4	5	6	1.5720000000000001	1.5660000000000001	1.5660000000000001	1.569	1.5569999999999999	1.5569999999999999	HF B	1	2	3	4	5	6	1.72	1.714	1.7130000000000001	1.7150000000000001	1.704	1.704	MP2 B	1	2	3	4	5	6	1.6319999999999999	1.6240000000000001	1.623	1.6279999999999999	1.62	1.619	DFT D	1	2	3	4	5	6	1.524	1.51	1.51	1.5189999999999999	1.4950000000000001	1.4950000000000001	HF D	1	2	3	4	5	6	1.6579999999999999	1.647	1.647	1.651	1.631	1.631	MP2 D	1	2	3	4	5	6	1.5820000000000001	1.573	1.573	1.5760000000000001	1.57	1.5669999999999999	conformers, denoted by numbers
OH∙∙∙O length (Å) 

DFT B	1	2	3	4	5	1.4970000000000001	1.4930000000000001	1.5009999999999999	1.498	1.498	HF B	1	2	3	4	5	1.6479999999999999	1.667	1.665	1.7010000000000001	1.7010000000000001	MP2 B	1	2	3	4	5	1.5660000000000001	1.5740000000000001	1.5760000000000001	1.603	1.603	DFT D	1	2	3	4	5	1.6359999999999999	1.635	1.637	1.637	1.637	HF D	1	2	3	4	5	1.776	1.778	1.7769999999999999	1.78	1.78	MP2 D	1	2	3	4	5	1.6910000000000001	1.6919999999999999	1.6919999999999999	1.694	1.694	conformers, denoted by numbers
OH∙∙∙O length (Å) 

DFT B	1	2	3	4	5	6	1.577	1.571	1.57	1.5740000000000001	1.5609999999999999	1.5609999999999999	HF B	1	2	3	4	5	6	1.728	1.722	1.722	1.7230000000000001	1.712	1.712	MP2 B	1	2	3	4	5	6	1.6439999999999999	1.6379999999999999	1.637	1.64	1.6419999999999999	1.6359999999999999	DFT D	1	2	3	4	5	6	1.512	1.5	1.5	1.51	1.4850000000000001	1.4850000000000001	HF D	1	2	3	4	5	6	1.645	1.6339999999999999	1.6339999999999999	1.6359999999999999	1.619	1.617	MP2 D	1	2	3	4	5	6	1.577	1.5720000000000001	1.57	1.5680000000000001	1.5880000000000001	1.573	conformers, denoted by numbers
OH∙∙∙O length (Å) 

DFT B	1	2	3	4	5	1.52	1.514	1.4970000000000001	1.522	1.4970000000000001	HF B	1	2	3	4	5	1.6619999999999999	1.6759999999999999	1.6879999999999999	1.6719999999999999	1.6639999999999999	MP2 B	1	2	3	4	5	1.593	1.6	1.5820000000000001	1.5980000000000001	1.5920000000000001	DFT D	1	2	3	4	5	1.6439999999999999	1.643	1.641	1.643	1.643	HF D	1	2	3	4	5	1.7769999999999999	1.7789999999999999	1.7789999999999999	1.778	1.778	MP2 D	1	2	3	4	5	1.7010000000000001	1.702	1.7010000000000001	1.702	1.702	conformers, denoted by numbers
OH∙∙∙O length (Å) 

DFT B	1	2	3	4	5	6	1.5720000000000001	1.5660000000000001	1.5649999999999999	1.569	1.5569999999999999	1.5580000000000001	HF B	1	2	3	4	5	6	1.72	1.714	1.714	1.716	1.7050000000000001	1.7050000000000001	MP2 B	1	2	3	4	5	6	1.6319999999999999	1.6240000000000001	1.623	1.6279999999999999	1.62	1.62	DFT D	1	2	3	4	5	6	1.52	1.5660000000000001	1.506	1.5169999999999999	1.49	1.4910000000000001	HF D	1	2	3	4	5	6	1.6539999999999999	1.714	1.6439999999999999	1.647	1.627	1.627	MP2 D	1	2	3	4	5	6	1.58	1.6240000000000001	1.569	1.573	1.5660000000000001	1.5660000000000001	conformers, denoted by numbers
OH∙∙∙O length (Å) 

DFT B	1	2	3	4	1.5009999999999999	1.4790000000000001	1.476	1.498	HF B	1	2	3	4	1.64	1.6459999999999999	1.651	1.6339999999999999	MP2 B	1	2	3	4	1.5720000000000001	1.5720000000000001	1.5640000000000001	1.56	DFT D	1	2	3	4	1.6319999999999999	1.631	1.6319999999999999	1.6319999999999999	HF D	1	2	3	4	1.772	1.772	1.774	1.7709999999999999	MP2 D	1	2	3	4	1.6879999999999999	1.6859999999999999	1.6890000000000001	1.6870000000000001	conformers, denoted by numbers
OH∙∙∙O length (Å) 

DFT B	1	2	3	4	5	6	1.573	1.5669999999999999	1.5669999999999999	1.57	1.5580000000000001	1.5569999999999999	HF B	1	2	3	4	5	6	1.72	1.716	1.7150000000000001	1.7170000000000001	1.706	1.706	MP2 B	1	2	3	4	5	6	1.633	1.625	1.625	1.63	1.621	1.6220000000000001	DFT D	1	2	3	4	5	6	1.5229999999999999	1.5089999999999999	1.51	1.52	1.494	1.494	HF D	1	2	3	4	5	6	1.6559999999999999	1.647	1.6459999999999999	1.65	1.63	1.631	MP2 D	1	2	3	4	5	6	1.583	1.573	1.573	1.5760000000000001	1.569	1.571	conformers, denoted by numbers
OH∙∙∙O length (Å) 

DFT B	1	2	3	4	5	1.506	1.486	1.4990000000000001	1.5029999999999999	1.484	HF B	1	2	3	4	5	1.665	1.653	1.677	1.6559999999999999	1.6579999999999999	MP2 B	1	2	3	4	5	1.59	1.579	1.599	1.5780000000000001	1.5680000000000001	DFT D	1	2	3	4	5	1.635	1.6339999999999999	1.635	1.6359999999999999	1.633	HF D	1	2	3	4	5	1.776	1.776	1.778	1.7749999999999999	1.776	MP2 D	1	2	3	4	5	1.6919999999999999	1.6919999999999999	1.6930000000000001	1.6910000000000001	1.69	conformers, denoted by numbers
OH∙∙∙O length (Å) 

DFT B	1	2	3	4	5	6	1.571	1.5669999999999999	1.5649999999999999	1.569	1.556	1.556	HF B	1	2	3	4	5	6	1.7210000000000001	1.7150000000000001	1.7150000000000001	1.7170000000000001	1.706	1.7050000000000001	MP2 B	1	2	3	4	5	6	1.6319999999999999	1.6240000000000001	1.625	1.6279999999999999	1.621	1.62	DFT D	1	2	3	4	5	6	1.5189999999999999	1.506	1.506	1.5169999999999999	1.4910000000000001	1.4910000000000001	HF D	1	2	3	4	5	6	1.6539999999999999	1.6439999999999999	1.645	1.6479999999999999	1.6279999999999999	1.629	MP2 D	1	2	3	4	5	6	1.579	1.571	1.571	1.5740000000000001	1.5680000000000001	1.5669999999999999	conformers, denoted by numbers
OH∙∙∙O length (Å) 

DFT B	1	2	3	4	5	6	1.5049999999999999	1.4910000000000001	1.488	1.5009999999999999	1.474	1.4850000000000001	HF B	1	2	3	4	5	6	1.6459999999999999	1.637	1.635	1.641	1.617	1.6839999999999999	MP2 B	1	2	3	4	5	6	1.577	1.5669999999999999	1.571	1.5629999999999999	1.554	1.5589999999999999	DFT D	1	2	3	4	5	6	1.6339999999999999	1.6319999999999999	1.6319999999999999	1.6339999999999999	1.631	1.6319999999999999	HF D	1	2	3	4	5	6	1.7729999999999999	1.772	1.7729999999999999	1.7729999999999999	1.7709999999999999	1.7749999999999999	MP2 D	1	2	3	4	5	6	1.69	1.6890000000000001	1.6890000000000001	1.6890000000000001	1.6879999999999999	1.6890000000000001	conformers, denoted by numbers
OH∙∙∙O length (Å) 

DFT B	1	2	3	4	5	6	1.5740000000000001	1.569	1.569	1.5720000000000001	1.56	1.56	HF B	1	2	3	4	5	6	1.7250000000000001	1.72	1.72	1.722	1.71	1.71	MP2 B	1	2	3	4	5	6	1.6359999999999999	1.6279999999999999	1.6279999999999999	1.633	1.625	1.6240000000000001	DFT D	1	2	3	4	5	6	1.522	1.508	1.5089999999999999	1.5189999999999999	1.494	1.4930000000000001	HF D	1	2	3	4	5	6	1.657	1.647	1.6459999999999999	1.65	1.63	1.63	MP2 D	1	2	3	4	5	6	1.583	1.5740000000000001	1.573	1.5760000000000001	1.57	1.569	conformers, denoted by numbers
OH∙∙∙O length (Å) 

DFT B	1	2	3	4	5	6	1.504	1.486	1.478	1.5029999999999999	1.474	1.474	HF B	1	2	3	4	5	6	1.6479999999999999	1.643	1.657	1.641	1.619	1.6180000000000001	MP2 B	1	2	3	4	5	6	1.5820000000000001	1.5740000000000001	1.575	1.5680000000000001	1.5620000000000001	1.5469999999999999	DFT D	1	2	3	4	5	6	1.6339999999999999	1.633	1.63	1.635	1.6319999999999999	1.633	HF D	1	2	3	4	5	6	1.774	1.7749999999999999	1.7749999999999999	1.774	1.7729999999999999	1.7729999999999999	MP2 D	1	2	3	4	5	6	1.6910000000000001	1.6910000000000001	1.6910000000000001	1.69	1.6890000000000001	1.6879999999999999	conformers, denoted by numbers
OH∙∙∙O length (Å) 

DFT B	1	2	3	4	5	6	1.5740000000000001	1.5680000000000001	1.5680000000000001	1.5720000000000001	1.5580000000000001	1.5589999999999999	HF B	1	2	3	4	5	6	1.724	1.718	1.718	1.7210000000000001	1.7090000000000001	1.7090000000000001	MP2 B	1	2	3	4	5	6	1.635	1.627	1.627	1.6319999999999999	1.6240000000000001	1.623	DFT D	1	2	3	4	5	6	1.5229999999999999	1.51	1.51	1.52	1.494	1.4950000000000001	HF D	1	2	3	4	5	6	1.6579999999999999	1.6479999999999999	1.6479999999999999	1.651	1.631	1.631	MP2 D	1	2	3	4	5	6	1.5820000000000001	1.5740000000000001	1.5740000000000001	1.577	1.571	1.57	conformers, denoted by numbers
OH∙∙∙O length (Å) 

DFT B	1	2	3	4	1.504	1.4890000000000001	1.4790000000000001	1.502	HF B	1	2	3	4	1.65	1.6479999999999999	1.62	1.637	MP2 B	1	2	3	4	1.5740000000000001	1.569	1.548	1.5640000000000001	DFT D	1	2	3	4	1.6359999999999999	1.635	1.6339999999999999	1.6359999999999999	HF D	1	2	3	4	1.776	1.7769999999999999	1.7749999999999999	1.7749999999999999	MP2 D	1	2	3	4	1.6919999999999999	1.6919999999999999	1.6910000000000001	1.6910000000000001	conformers, denoted by numbers
OH∙∙∙O length (Å) 

DFT B	1	2	3	4	5	6	1.5760000000000001	1.571	1.57	1.573	1.5620000000000001	1.5609999999999999	HF B	1	2	3	4	5	6	1.7230000000000001	1.7190000000000001	1.718	1.72	1.7090000000000001	1.7090000000000001	MP2 B	1	2	3	4	5	6	1.6359999999999999	1.6279999999999999	1.6279999999999999	1.6319999999999999	1.625	1.623	DFT D	1	2	3	4	5	6	1.522	1.5089999999999999	1.51	1.5189999999999999	1.494	1.494	HF D	1	2	3	4	5	6	1.6559999999999999	1.6459999999999999	1.645	1.649	1.629	1.629	MP2 D	1	2	3	4	5	6	1.58	1.573	1.571	1.575	1.569	1.5629999999999999	conformers, denoted by numbers
OH∙∙∙O length (Å) 

DFT B	1	2	3	4	1.5269999999999999	1.6319999999999999	1.5149999999999999	1.55	HF B	1	2	3	4	1.62	1.714	1.6919999999999999	1.758	MP2 B	1	2	3	4	1.5509999999999999	1.5309999999999999	1.6120000000000001	1.6339999999999999	DFT D	1	2	3	4	1.6339999999999999	1.6910000000000001	1.635	1.64	HF D	1	2	3	4	1.774	1.776	1.7749999999999999	1.784	MP2 D	1	2	3	4	1.69	1.6319999999999999	1.69	1.698	conformers, denoted by numbers
OH∙∙∙O length (Å) 

DFT B	1	2	3	4	5	6	1.571	1.5649999999999999	1.5649999999999999	1.569	1.5649999999999999	1.5649999999999999	HF B	1	2	3	4	5	6	1.7210000000000001	1.716	1.716	1.718	1.716	1.716	MP2 B	1	2	3	4	5	6	1.6319999999999999	1.6240000000000001	1.6240000000000001	1.629	1.6240000000000001	1.6240000000000001	DFT D	1	2	3	4	5	6	1.5209999999999999	1.5069999999999999	1.508	1.5189999999999999	1.5069999999999999	1.508	HF D	1	2	3	4	5	6	1.6559999999999999	1.645	1.645	1.649	1.645	1.645	MP2 D	1	2	3	4	5	6	1.5820000000000001	1.571	1.5720000000000001	1.575	1.571	1.5720000000000001	conformers, denoted by numbers
OH∙∙∙O length (Å) 

DFT B	1	2	3	4	5	6	1.502	1.482	1.4810000000000001	1.4990000000000001	1.472	1.4750000000000001	HF B	1	2	3	4	5	6	1.649	1.647	1.6279999999999999	1.637	1.62	1.6759999999999999	MP2 B	1	2	3	4	5	6	1.5740000000000001	1.5780000000000001	1.5569999999999999	1.5629999999999999	1.552	1.5669999999999999	DFT D	1	2	3	4	5	6	1.6339999999999999	1.633	1.6319999999999999	1.633	1.63	1.631	HF D	1	2	3	4	5	6	1.7729999999999999	1.774	1.7729999999999999	1.772	1.7709999999999999	1.7749999999999999	MP2 D	1	2	3	4	5	6	1.6890000000000001	1.69	1.6890000000000001	1.6879999999999999	1.6870000000000001	1.6879999999999999	conformers, denoted by numbers
OH∙∙∙O length (Å) 

DFT B	1	2	3	4	5	6	1.575	1.5669999999999999	1.569	1.573	1.5589999999999999	1.5589999999999999	HF B	1	2	3	4	5	6	1.724	1.718	1.718	1.72	1.708	1.708	MP2 B	1	2	3	4	5	6	1.6319999999999999	1.635	1.635	1.6379999999999999	1.635	1.6319999999999999	DFT D	1	2	3	4	5	6	1.52	1.5069999999999999	1.5069999999999999	1.518	1.492	1.4910000000000001	HF D	1	2	3	4	5	6	1.655	1.6439999999999999	1.6439999999999999	1.647	1.6279999999999999	1.627	MP2 D	1	2	3	4	5	6	1.571	1.5740000000000001	1.573	1.575	1.579	1.571	conformers, denoted by numbers
OH∙∙∙O length (Å) 

