Figure S14
Comparison of the dipole moments of the lower energy conformers in  and  isomer pairs, of the calculated euglobal molecules. 
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. 
For each pair, the conformers’ pairs are denoted by numbers on the x axis; the correspondence between numbers and pairs is shown in tables before each diagram.





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-                                                                           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-                                                                           M2-













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

[bookmark: _GoBack]
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-                                                                          M3-













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-                                                                         M4*-











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-                                                                           M5-














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-                                                                       M6*-












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-                                                                         M7-













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-                                                                         M8*-












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












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-                                                                         M10*-





DFT	1	2	3	4	6.6020000000000003	6.7770000000000001	6.702	6.7649999999999997	HF	1	2	3	4	5.8280000000000003	5.95	5.8780000000000001	5.9080000000000004	MP2	1	2	3	4	6.0510000000000002	6.2279999999999998	6.0869999999999997	6.1230000000000002	conformers, denoted by numbers
Dipole moment (Debye)

DFT	1	2	3	4	5	6	4.7720000000000002	4.8719999999999999	4.8419999999999996	4.7640000000000002	4.6749999999999998	4.6630000000000003	HF	1	2	3	4	5	6	4.4340000000000002	4.4560000000000004	4.4020000000000001	4.444	4.3140000000000001	4.3079999999999998	MP2	1	2	3	4	5	6	4.6319999999999997	4.7	4.6289999999999996	4.6920000000000002	4.601	4.4820000000000002	conformers, denoted by numbers
Dipole moment (Debye)

DFT	1	2	3	4	5	6.7149999999999999	6.8170000000000002	6.7859999999999996	6.6989999999999998	6.819	HF	1	2	3	4	5	5.8230000000000004	5.9130000000000003	5.7389999999999999	5.8380000000000001	5.9390000000000001	MP2	1	2	3	4	5	6.1529999999999996	6.2720000000000002	6.1390000000000002	6.1189999999999998	6.218	conformers, denoted by numbers
Dipole moment (Debye)

DFT	1	2	3	4	5	6	3.8570000000000002	4.0060000000000002	3.794	3.827	3.8050000000000002	3.6829999999999998	HF	1	2	3	4	5	6	3.6349999999999998	3.8279999999999998	3.573	3.71	3.665	3.536	MP2	1	2	3	4	5	6	3.8410000000000002	4.1109999999999998	3.7349999999999999	3.895	4.226	3.536	conformers, denoted by numbers
Dipole moment (Debye)

DFT	1	2	3	4	5	5.8120000000000003	5.8710000000000004	6.117	5.827	5.8819999999999997	HF	1	2	3	4	5	5.1280000000000001	5.1920000000000002	5.1710000000000003	5.1180000000000003	5.1779999999999999	MP2	1	2	3	4	5	5.4	5.4560000000000004	5.6529999999999996	5.343	5.399	conformers, denoted by numbers
Dipole moment (Debye)

DFT	1	2	3	4	5	6	4.1829999999999998	4.0510000000000002	4.22	4.1289999999999996	4.0529999999999999	3.952	HF	1	2	3	4	5	6	3.89	3.7759999999999998	3.903	3.91	3.77	3.722	MP2	1	2	3	4	5	6	3.9670000000000001	3.8370000000000002	4.0179999999999998	4.0039999999999996	3.9780000000000002	3.71	conformers, denoted by numbers
Dipole moment (Debye)

DFT	1	2	3	4	5.8520000000000003	5.9640000000000004	6.1479999999999997	5.9429999999999996	HF	1	2	3	4	5.1890000000000001	5.141	5.5259999999999998	5.2670000000000003	MP2	1	2	3	4	5.36	5.4039999999999999	5.6790000000000003	5.391	conformers, denoted by numbers
Dipole moment (Debye)

DFT	1	2	3	4	5	6	4.173	4.2149999999999999	4.1790000000000003	4.1260000000000003	4.0209999999999999	4.0430000000000001	HF	1	2	3	4	5	6	3.8889999999999998	3.8919999999999999	3.859	3.9079999999999999	3.7679999999999998	3.7610000000000001	MP2	1	2	3	4	5	6	4.0640000000000001	4.0990000000000002	4.0490000000000004	4.1070000000000002	3.9209999999999998	4.0039999999999996	conformers, denoted by numbers
Dipole moment (Debye)

DFT	1	2	3	4	5	6.1340000000000003	6.3419999999999996	6.3	6.2930000000000001	6.2149999999999999	HF	1	2	3	4	5	5.4180000000000001	5.5940000000000003	5.4509999999999996	5.5380000000000003	5.4450000000000003	MP2	1	2	3	4	5	5.7	5.9480000000000004	5.8079999999999998	5.8879999999999999	5.694	conformers, denoted by numbers
Dipole moment (Debye)

DFT	1	2	3	4	5	6	5.5819999999999999	5.532	5.6070000000000002	5.53	5.4089999999999998	5.4089999999999998	HF	1	2	3	4	5	6	5.2969999999999997	5.23	5.2480000000000002	5.3029999999999999	5.1379999999999999	5.1379999999999999	MP2	1	2	3	4	5	6	5.4530000000000003	5.4	5.4089999999999998	5.4790000000000001	5.3049999999999997	5.3049999999999997	conformers, denoted by numbers
Dipole moment (Debye)

DFT	1	2	3	4	5	6	6.6470000000000002	6.9249999999999998	6.843	6.7530000000000001	6.8239999999999998	6.7220000000000004	HF	1	2	3	4	5	6	5.9029999999999996	6.0860000000000003	6.0679999999999996	5.9169999999999998	6.0679999999999996	5.7140000000000004	MP2	1	2	3	4	5	6	6.1529999999999996	6.4880000000000004	6.3410000000000002	6.1619999999999999	6.2569999999999997	6.14	conformers, denoted by numbers
Dipole moment (Debye)

DFT	1	2	3	4	5	6	5.0350000000000001	5.032	5.1050000000000004	4.9960000000000004	4.875	4.923	HF	1	2	3	4	5	6	4.5659999999999998	4.524	4.5709999999999997	4.5750000000000002	4.524	4.5709999999999997	MP2	1	2	3	4	5	6	4.7839999999999998	4.7770000000000001	4.8289999999999997	4.8220000000000001	4.6420000000000003	4.7210000000000001	conformers, denoted by numbers
Dipole moment (Debye)

DFT	1	2	3	4	5	6	6.96	7.0529999999999999	7.1950000000000003	7.0519999999999996	7.1689999999999996	7.1710000000000003	HF	1	2	3	4	5	6	6.101	6.1689999999999996	6.3319999999999999	6.1289999999999996	6.1689999999999996	6.327	MP2	1	2	3	4	5	6	6.3959999999999999	6.5919999999999996	6.6879999999999997	6.4109999999999996	6.5179999999999998	6.7110000000000003	conformers, denoted by numbers
Dipole moment (Debye)

DFT	1	2	3	4	5	6	4.7830000000000004	4.8410000000000002	4.8360000000000003	4.7519999999999998	4.6680000000000001	4.6459999999999999	HF	1	2	3	4	5	6	4.46	4.4740000000000002	4.4279999999999999	4.47	4.4740000000000002	4.3289999999999997	MP2	1	2	3	4	5	6	4.7560000000000002	4.7910000000000004	4.7249999999999996	4.7830000000000004	4.6890000000000001	4.5839999999999996	conformers, denoted by numbers
Dipole moment (Debye)

DFT	1	2	3	4	6.7489999999999997	7.0339999999999998	6.9409999999999998	6.8730000000000002	HF	1	2	3	4	5.968	6.21	6.0990000000000002	6.0259999999999998	MP2	1	2	3	4	6.3179999999999996	6.6020000000000003	6.5129999999999999	6.343	conformers, denoted by numbers
Dipole moment (Debye)

DFT	1	2	3	4	5	6	4.6349999999999998	4.7110000000000003	4.7119999999999997	4.6120000000000001	4.5279999999999996	4.5229999999999997	HF	1	2	3	4	5	6	4.3120000000000003	4.3220000000000001	4.3319999999999999	4.3360000000000003	4.1950000000000003	4.2039999999999997	MP2	1	2	3	4	5	6	4.5990000000000002	4.6390000000000002	4.6559999999999997	4.6449999999999996	4.5119999999999996	4.5250000000000004	conformers, denoted by numbers
Dipole moment (Debye)

DFT	1	2	3	4	6.6580000000000004	6.5640000000000001	6.8570000000000002	6.8280000000000003	HF	1	2	3	4	6.1829999999999998	5.577	5.9610000000000003	5.8869999999999996	MP2	1	2	3	4	6.1829999999999998	6.1740000000000004	6.3380000000000001	6.1859999999999999	conformers, denoted by numbers
Dipole moment (Debye)

DFT	1	2	3	4	5	6	4.8319999999999999	4.8280000000000003	4.8529999999999998	4.8	4.6790000000000003	4.6900000000000004	HF	1	2	3	4	5	6	4.4390000000000001	4.4020000000000001	4.4249999999999998	4.45	4.2939999999999996	4.3070000000000004	MP2	1	2	3	4	5	6	4.66	4.6559999999999997	4.6710000000000003	4.6970000000000001	4.5369999999999999	4.5609999999999999	conformers, denoted by numbers
Dipole moment (Debye)

DFT	1	2	3	4	5	6	6.7350000000000003	6.9329999999999998	6.9829999999999997	6.82	6.92	6.9580000000000002	HF	1	2	3	4	5	6	5.95	6.1529999999999996	6.1710000000000003	5.9889999999999999	5.96	6.1950000000000003	MP2	1	2	3	4	5	6	6.2380000000000004	6.4589999999999996	6.5350000000000001	6.2480000000000002	6.3920000000000003	6.5380000000000003	conformers, denoted by numbers
Dipole moment (Debye)

DFT	1	2	3	4	5	6	4.8319999999999999	4.8280000000000003	4.8529999999999998	4.8	4.6790000000000003	4.6900000000000004	HF	1	2	3	4	5	6	4.4390000000000001	4.4020000000000001	4.4249999999999998	4.45	4.2939999999999996	4.3070000000000004	MP2	1	2	3	4	5	6	4.66	4.6559999999999997	4.6710000000000003	4.6970000000000001	4.5369999999999999	4.5609999999999999	conformers, denoted by numbers
Dipole moment (Debye)

