Figure S 4
Comparison of the ZPE-uncorrected and corrected relative energies of the lowest energy conformers in -isomer/-isomer pairs, in the results of the selected calculation methods.
Results from HF/6-31G(d,p), DFT/B3LYP/6-31+G(d,p) and MP2/6-31G(d,p) calculations in vacuo, respectively denoted as HF, DFT and MP2 in the figures’ legends. 
The relative energy uncorrected for ZPE is denoted as A in the figures’ legends (written after the acronym of the calculation method), and the relative energy corrected for ZPE (sum of electronic and zero-point energies) is denoted as B. The -isomer is denoted as E in the figures’ legends (written before the acronym of the calculation method) and the -isomer as U. The quantity-indication on the y-axis is cumulatively written as energy.
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 and M1-ζ on the x axis.

	#
	Conformers of M1‒ε

	Conformers of M1‒ζ

	1
	M1‒ε-a-b-m-w-e
	M1‒ζ-a-b-q-w-e

	2
	M1‒ε-a-b-m-w-d
	M1‒ζ-a-b-q-w-d

	3
	M1‒ε-a-b-m-w-g
	M1‒ζ-a-b-q-w-g

	4
	M1‒ε-a-b-m-w-f
	M1‒ζ-a-b-q-w-f

	5
	M1‒ε-a-b-m-w-i
	M1‒ζ-a-b-q-w-i

	6
	M1‒ε-a-b-m-w-h
	M1‒ζ-a-b-q-w-h





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


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

	#
	Conformers of M2‒ε

	Conformers of M2‒ζ

	1
	M2‒ε-a-b-m-w-e
	M2‒ζ-a-b-q-w-e

	2
	M2‒ε-a-b-m-w-d
	M2‒ζ-a-b-q-w-d

	3
	M2‒ε-a-b-m-w-f
	M2‒ζ-a-b-q-w-f

	4
	M2‒ε-a-b-m-w-i
	M2‒ζ-a-b-q-w-i

























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


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

	#
	Conformers of M3‒ε

	Conformers of M3‒ζ

	1
	M3‒ε-a-b-m-w-e
	M3‒ζ-a-b-q-w-e

	2
	M3‒ε-a-b-m-w-g
	M3‒ζ-a-b-q-w-g

	3
	M3‒ε-a-b-m-w-d
	M3‒ζ-a-b-q-w-d

	4
	M3‒ε-a-b-m-w-f
	M3‒ζ-a-b-q-w-f

	5
	M3‒ε-a-b-m-w-h
	M3‒ζ-a-b-q-w-h























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


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

	#
	Conformers of M4‒ε

	Conformers of M4‒ζ 

	1
	M4‒ε-a-b-m-w-e
	M4*‒ζ-a-b-q-w-e

	2
	M4‒ε-a-b-m-w-g
	M4*‒ζ-a-b-q-w-g

	3
	M4‒ε-a-b-m-w-d
	M4*‒ζ-a-b-q-w-d

	4
	M4‒ε-a-b-m-w-f
	M4*‒ζ-a-b-q-w-f

	5
	M4‒ε-a-b-m-w-h
	M4*‒ζ-a-b-q-w-h





















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


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

	#
	Conformers of M5‒ε

	Conformers of M5‒ζ

	1
	M5‒ε-a-b-m-w-e
	M5‒ζ-a-b-q-w-e

	2
	M5‒ε-a-b-m-w-g
	M5‒ζ-a-b-q-w-g

	3
	M5‒ε-a-b-m-w-d
	M5‒ζ-a-b-q-w-d

	4
	M5‒ε-a-b-m-w-f
	M5‒ζ-a-b-q-w-f

























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 and M6*-ζ on the x axis.

	#
	Conformers of M6‒ε

	Conformers of M6‒ζ

	1
	M6‒ε-a-b-m-w-e
	M6*‒ζ-a-b-q-w-e

	2
	M6‒ε-a-b-m-w-d
	M6*‒ζ-a-b-q-w-d

	3
	M6‒ε-a-b-m-w-g
	M6*‒ζ-a-b-q-w-g

	4
	M6‒ε-a-b-m-w-h
	M6*‒ζ-a-b-q-w-h

	5
	M6‒ε-a-b-m-w-i
	M6*‒ζ-a-b-q-w-i























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


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

	#
	Conformers of M7‒ε

	Conformers of M7‒ζ

	1
	M7‒ε-a-b-m-w-e
	M7‒ζ-a-b-q-w-e

	2
	M7‒ε-a-b-m-w-g
	M7‒ζ-a-b-q-w-g

	3
	M7‒ε-a-b-m-w-d
	M7‒ζ-a-b-q-w-d

	4
	M7‒ε-a-b-m-w-f
	M7‒ζ-a-b-q-w-f

	5
	M7‒ε-a-b-m-w-i
	M7‒ζ-a-b-q-w-i

	6
	M7‒ε-a-b-m-w-h
	M7‒ζ-a-b-q-w-h























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 and M8*-ζ on the x axis.

	#
	Conformers of M8‒ε

	Conformers of M8*‒ζ

	1
	M8‒ε-a-b-m-w-e
	M8*‒ζ-a-b-q-w-e

	2
	M8‒ε-a-b-m-w-d
	M8*‒ζ-a-b-q-w-d

	3
	M8‒ε-a-b-m-w-g
	M8*‒ζ-a-b-q-w-g

	4
	M8‒ε-a-b-m-w-f
	M8*‒ζ-a-b-q-w-f

	5
	M8‒ε-a-b-m-w-i
	M8*‒ζ-a-b-q-w-i

	6
	M8‒ε-a-b-m-w-h
	M8*‒ζ-a-b-q-w-h






















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 and M9-ζ on the x axis.

	#
	Conformers of M9‒ε

	Conformers of M9‒ζ

	1
	M9*‒ε-a-b-m-w-e
	M9‒ζ-a-b-q-w-e

	2
	M9*‒ε-a-b-m-w-g
	M9‒ζ-a-b-q-w-g

	3
	M9*‒ε-a-b-m-w-d
	M9‒ζ-a-b-q-w-d

	4
	M9*‒ε-a-b-m-w-f
	M9‒ζ-a-b-q-w-f
























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 and M10*-ζ on the x axis.

	[bookmark: _GoBack]#
	Conformers of M10‒ε

	Conformers of M10*‒ζ

	1
	M10‒ε-a-b-m-w-e
	M10*‒ζ-a-b-q-w-e

	2
	M10‒ε-a-b-m-w-d
	M10*‒ζ-a-b-q-w-d

	3
	M10‒ε-a-b-m-w-g
	M10*‒ζ-a-b-q-w-g

	4
	M10‒ε-a-b-m-w-f
	M10*‒ζ-a-b-q-w-f
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ΔEnergy (kcal/mol)

E DFT A	1	2	3	4	5	6	0	0.28699999999999998	0.34499999999999997	1.865	2.8130000000000002	2.839	E DFT B	1	2	3	4	5	6	0	0.45400000000000001	0.40400000000000003	1.9219999999999999	3.0230000000000001	2.903	 E HF A	1	2	3	4	5	6	0	0.77400000000000002	0.78500000000000003	1.7529999999999999	3.5840000000000001	3.589	 E HF B	1	2	3	4	5	6	0	1.05	1.0660000000000001	1.84	3.9380000000000002	3.94	E MP2 A	1	2	3	4	5	6	0.626	0.10100000000000001	0	1.9610000000000001	2.0009999999999999	1.907	U DFT A	1	2	3	4	5	6	0	1.496	0.84399999999999997	1.8839999999999999	2.9609999999999999	3.0179999999999998	U DFT B	1	2	3	4	5	6	0	1.554	1.081	1.946	3.0859999999999999	3.2210000000000001	U HF A	1	2	3	4	5	6	0	1.978	1.167	1.831	3.8039999999999998	3.82	 U HF B	1	2	3	4	5	6	0	2.1440000000000001	1.5089999999999999	1.9159999999999999	4.1550000000000002	4.2060000000000004	U  MP2 A	1	2	3	4	5	6	2.2029999999999998	2.3519999999999999	0	3.7850000000000001	3.1970000000000001	2.5099999999999998	conformers, denoted by numbers
ΔEnergy (kcal/mol)

E DFT A	1	2	3	4	0	0.32700000000000001	0.378	1.837	E DFT B	1	2	3	4	0	0.61699999999999999	0.45900000000000002	2.0059999999999998	 E HF A	1	2	3	4	0	0.79600000000000004	0.80300000000000005	1.768	 E HF B	1	2	3	4	0	1.071	1.0780000000000001	1.853	E MP2 A	1	2	3	4	0.67	0.112	0	1.9610000000000001	U DFT A	1	2	3	4	0	1.2090000000000001	0.97099999999999997	2.0190000000000001	U DFT B	1	2	3	4	0	1.494	1.1930000000000001	2.016	U HF A	1	2	3	4	0	2.331	0.14499999999999999	1.9139999999999999	 U HF B	1	2	3	4	0	2.7269999999999999	1.738	1.994	U  MP2 A	1	2	3	4	1.0820000000000001	0.72599999999999998	0	2.6320000000000001	conformers, denoted by numbers
ΔEnergy (kcal/mol)

E DFT A	1	2	3	4	0	0.28100000000000003	0.34100000000000003	1.885	E DFT B	1	2	3	4	0	0.47299999999999998	0.51100000000000001	1.7989999999999999	 E HF A	1	2	3	4	0	0.8	0.80100000000000005	1.7689999999999999	 E HF B	1	2	3	4	0	1.0760000000000001	1.081	1.8560000000000001	E MP2 A	1	2	3	4	0.625	0	0.114	1.9710000000000001	U DFT A	1	2	3	4	0	0.47799999999999998	1.6930000000000001	3.9249999999999998	U DFT B	1	2	3	4	0	0.75600000000000001	1.569	4.056	U HF A	1	2	3	4	0	0.61199999999999999	1.5269999999999999	4.375	 U HF B	1	2	3	4	1.319	0	0.78100000000000003	3.7810000000000001	U  MP2 A	1	2	3	4	2.2069999999999999	0	2.8940000000000001	3.61	conformers, denoted by numbers
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ΔEnergy (kcal/mol)

