Figure S12
Comparison of the HOMO-LUMO energy gap of low energy conformers in -and -isomer’ pairs of the euglobal molecules considered in this work.
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 euglobal IIC 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 euglobal T1 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-
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b)	Comparison for euglobal G2 (M2-ε) and euglobal G1 (M2-ζ)


Numbers denoting the conformers of euglobal G2 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 euglobal G1 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)


Numbers denoting the conformers of euglobal G3 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 euglobal G4 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 euglobal G5 (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 euglobal G6 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 euglobal G7 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 euglobal G8 (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 euglobal G9 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 euglobal G10 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 euglobal G11 (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 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*-		                                                     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 euglobal VII (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	102.604	101.93300000000001	102.59099999999999	101.255	HF	1	2	3	4	256.69499999999999	255.911	256.57	254.863	MP2	1	2	3	4	249.62899999999999	248.80699999999999	249.45400000000001	247.78399999999999	conformers, denoted by numbers
Energy gap (kcal/mol)

DFT	1	2	3	4	5	6	103.627	103.514	103.514	103.589	103.395	103.401	HF	1	2	3	4	5	6	258.113	257.82499999999999	257.79300000000001	258.01299999999998	257.20299999999997	257.178	MP2	1	2	3	4	5	6	252.51	252.453	252.227	252.215	252.083	251.81899999999999	conformers, denoted by numbers
Energy gap (kcal/mol)

DFT	1	2	3	4	5	102.899	102.184	101.738	102.604	101.581	HF	1	2	3	4	5	257.08999999999997	256.45699999999999	255.86699999999999	256.98399999999998	255.453	MP2	1	2	3	4	5	251.148	250.40700000000001	249.79300000000001	250.88399999999999	249.554	conformers, denoted by numbers
Energy gap (kcal/mol)

DFT	1	2	3	4	5	6	101.569	101.349	101.286	101.556	101.01	100.979	HF	1	2	3	4	5	6	253.29400000000001	252.91800000000001	252.83600000000001	253.2	252.12100000000001	252.02600000000001	MP2	1	2	3	4	5	6	247.38900000000001	247.678	247.32	247.54599999999999	247.51499999999999	246.95599999999999	conformers, denoted by numbers
Energy gap (kcal/mol)

DFT	1	2	3	4	5	98.739000000000004	98.186000000000007	98.210999999999999	98.488	97.766000000000005	HF	1	2	3	4	5	249.96199999999999	249.548	249.39099999999999	249.79300000000001	248.738	MP2	1	2	3	4	5	243.624	243.172	243.02199999999999	243.423	242.54499999999999	conformers, denoted by numbers
Energy gap (kcal/mol)

DFT	1	2	3	4	5	6	84.725999999999999	84.632000000000005	84.632000000000005	84.664000000000001	84.706999999999994	84.644999999999996	HF	1	2	3	4	5	6	241.541	241.13900000000001	241.07	241.49100000000001	240.60599999999999	240.631	MP2	1	2	3	4	5	6	230.61	230.434	230.49700000000001	230.53399999999999	230.26400000000001	230.227	conformers, denoted by numbers
Energy gap (kcal/mol)

DFT	1	2	3	4	86.665000000000006	85.528999999999996	85.774000000000001	86.64	HF	1	2	3	4	242.10599999999999	241.327	241.24	241.911	MP2	1	2	3	4	231.42500000000001	230.65299999999999	230.40899999999999	231.09299999999999	conformers, denoted by numbers
Energy gap (kcal/mol)

DFT	1	2	3	4	5	6	102.435	102.334	102.35299999999999	102.40900000000001	102.227	102.221	HF	1	2	3	4	5	6	257.291	257.065	257.00900000000001	257.26	256.43200000000002	256.46899999999999	MP2	1	2	3	4	5	6	250.721	250.85900000000001	250.64	250.67699999999999	250.21299999999999	250.489	conformers, denoted by numbers
Energy gap (kcal/mol)

DFT	1	2	3	4	5	102.196	101.52500000000001	101.29900000000001	100.878	102.17700000000001	HF	1	2	3	4	5	256.46899999999999	255.685	255.18299999999999	254.93199999999999	256.35599999999999	MP2	1	2	3	4	5	250.018	249.36	248.90100000000001	248.34899999999999	249.81800000000001	conformers, denoted by numbers
Energy gap (kcal/mol)

DFT	1	2	3	4	5	6	91.152000000000001	90.932000000000002	91.082999999999998	91.045000000000002	90.983000000000004	90.983000000000004	HF	1	2	3	4	5	6	247.86600000000001	247.42099999999999	247.364	247.828	246.82400000000001	246.82400000000001	MP2	1	2	3	4	5	6	238.083	237.70699999999999	237.81299999999999	238.01400000000001	237.393	237.387	conformers, denoted by numbers
Energy gap (kcal/mol)

DFT	1	2	3	4	5	6	102.855	102.221	102.253	102.786	101.562	101.569	HF	1	2	3	4	5	6	256.88299999999998	255.904	256.11200000000002	256.78300000000002	254.83099999999999	255.691	MP2	1	2	3	4	5	6	250.251	249.749	249.74199999999999	250.19399999999999	248.70699999999999	248.387	conformers, denoted by numbers
Energy gap (kcal/mol)

DFT	1	2	3	4	5	6	103.432	103.357	103.34399999999999	103.401	103.238	103.232	HF	1	2	3	4	5	6	257.95	257.64299999999997	257.64299999999997	257.89400000000001	257.68700000000001	257.64299999999997	MP2	1	2	3	4	5	6	252.05199999999999	252.17099999999999	251.976	251.97	251.76300000000001	251.518	conformers, denoted by numbers
Energy gap (kcal/mol)

DFT	1	2	3	4	5	6	102.80500000000001	101.663	102.002	102.761	101.619	101.48699999999999	HF	1	2	3	4	5	6	256.82100000000003	255.49700000000001	255.81700000000001	256.69499999999999	255.49700000000001	254.73699999999999	MP2	1	2	3	4	5	6	250.84700000000001	249.46	250.09399999999999	250.63300000000001	249.57900000000001	249.05799999999999	conformers, denoted by numbers
Energy gap (kcal/mol)

DFT	1	2	3	4	5	6	103.37	103.26900000000001	103.282	103.34399999999999	103.16200000000001	103.175	HF	1	2	3	4	5	6	257.99400000000003	257.71199999999999	257.67399999999998	257.89400000000001	257.71199999999999	257.07799999999997	MP2	1	2	3	4	5	6	252.17699999999999	252.303	252.102	252.077	251.94499999999999	251.70599999999999	conformers, denoted by numbers
Energy gap (kcal/mol)

DFT	1	2	3	4	102.88	102.19	102.184	102.943	HF	1	2	3	4	256.86500000000001	255.52199999999999	256.06099999999998	256.78300000000002	MP2	1	2	3	4	250.97800000000001	249.887	250.26300000000001	250.815	conformers, denoted by numbers
Energy gap (kcal/mol)

DFT	1	2	3	4	5	6	102.673	102.56	102.57299999999999	102.648	102.491	102.491	HF	1	2	3	4	5	6	257.02100000000002	256.70800000000003	256.726	256.94600000000003	256.08	256.07400000000001	MP2	1	2	3	4	5	6	251.18600000000001	251.11	251.21700000000001	251.10400000000001	250.715	250.702	conformers, denoted by numbers
Energy gap (kcal/mol)

DFT	1	2	3	4	101.5	100.747	101.443	101.663	HF	1	2	3	4	248.78800000000001	254.80600000000001	255.47800000000001	255.25200000000001	MP2	1	2	3	4	248.78800000000001	248.66300000000001	249.529	249.48500000000001	conformers, denoted by numbers
Energy gap (kcal/mol)

DFT	1	2	3	4	5	6	103.69	103.595	103.589	103.664	103.476	103.47	HF	1	2	3	4	5	6	258.47699999999998	258.19499999999999	258.17599999999999	258.41399999999999	257.54199999999997	257.52999999999997	MP2	1	2	3	4	5	6	252.798	252.86699999999999	252.72900000000001	252.71	252.447	252.29	conformers, denoted by numbers
Energy gap (kcal/mol)

DFT	1	2	3	4	5	6	103.175	102.47799999999999	102.428	103.087	101.93300000000001	101.83799999999999	HF	1	2	3	4	5	6	257.49200000000002	256.21199999999999	256.67	257.37900000000002	256.34399999999999	255.52799999999999	MP2	1	2	3	4	5	6	251.66900000000001	250.45099999999999	251.041	251.48099999999999	250.06899999999999	250.1	conformers, denoted by numbers
Energy gap (kcal/mol)

DFT	1	2	3	4	5	6	103.137	103.075	103.062	103.081	102.937	103.012	HF	1	2	3	4	5	6	258.101	257.81799999999998	257.74299999999999	257.99400000000003	257.20999999999998	257.166	MP2	1	2	3	4	5	6	251.65600000000001	251.619	251.07900000000001	251.53100000000001	251.273	250.64599999999999	conformers, denoted by numbers
Energy gap (kcal/mol)

