Figure S5
Comparison of the relative Gibbs free energies (sum of electronic and thermal free energy, ΔG) of the calculated conformers of the euglobal molecules considered in this work
Results from HF/6-31G(d,p) and DFT/B3LYP/6-31+G(d,p) calculations in vacuo, respectively denoted as HF and DFT in the figures’ legends.
For each molecule, the conformers are denoted by numbers on the x axis; the correspondence between numbers and conformers 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
	6
	M1‒ε-a-b-m-w-h
	11
	M1‒ε-b-m-w-y-e

	2
	M1‒ε-a-b-m-w-d
	7
	M1‒ε-a-m-r-t-e
	12
	M1‒ε-b-n-w-x-e

	3
	M1‒ε-a-b-m-w-g
	8
	M1‒ε-b-w-x-u-e
	13
	M1‒ε-c-m-w-y-e

	4
	M1‒ε-a-b-m-w-f
	9
	M1‒ε-c-n-r-x-e
	14
	M1‒ε-r-t-x-u-e

	5
	M1‒ε-a-b-m-w-i
	10
	M1‒ε-c-n-w-x-e
	
	




Numbers denoting the conformers of euglobal T1 on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M1‒ζ-a-b-q-w-e
	6
	M1‒ζ-a-b-q-w-i
	11
	M1‒ζ -a-p-r-e

	2
	M1‒ζ-a-b-q-w-g
	7
	M1‒ζ -c-p-r-z-e
	12
	M1‒ζ-a-p-r-k-e

	3
	M1‒ζ-a-b-q-w-d
	8
	M1‒ζ -a-q-r-e
	13
	M1‒ζ-r-j-z-e

	4
	M1‒ζ-a-b-q-w-f
	9
	M1‒ζ -a-w-k-e
	
	

	5
	M1‒ζ-a-b-q-w-h
	10
	M1‒ζ-c-r-x-e
	
	





 

M1-ε                                                                     M1-


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
	7
	M2‒ε-a-m-r-z-e
	13
	M2‒ε-b-n-w-x-e

	2
	M2‒ε-a-b-m-w-g
	8
	M2‒ε-b-w-x-u-e
	14
	M2‒ε-c-m-r-y-e

	3
	M2‒ε-a-b-m-w-d
	9
	M2‒ε-c-n-r-z-e
	15
	M2‒ε-c-m-w-y-e

	4
	M2‒ε-a-b-m-w-f
	10
	[bookmark: _GoBack]M2‒ε-a-m-w-t-e
	16
	M2‒ε-r-t-x-u-e

	5
	M2‒ε-a-b-m-w-h
	11
	M2‒ε-b-w-e
	
	

	6
	M2‒ε-a-b-m-w-i
	12
	M2‒ε-c-n-w-x-e
	
	




Numbers denoting the conformers of euglobal G1 on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M2‒ζ-a-b-q-w-e
	5
	M2‒ζ-c-p-r-z-e
	9
	M2‒ζ-a-w-k-e

	2
	M2‒ζ-a-b-q-w-d
	6
	M2‒ζ-c-w-z-e
	10
	M2‒ζ-c-w-v-e

	3
	M2‒ζ-a-b-q-w-f
	7
	M2‒ζ-c-p-r-z-e
	11
	M2‒ζ-a-p-r-k-e

	4
	M2‒ζ-a-b-q-w-i
	8
	M2‒ζ-a-q-r-j-e
	12
	M2‒ζ-r-j-z-e





  

M2-ε                                                                 M2-ζ



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
	6
	M3‒ε-a-b-m-w-i
	11
	M3‒ε-b-n-w-e

	2
	M3‒ε-a-b-m-w-g
	7
	M3‒ε-a-m-r-s-e
	12
	M3‒ε-b-m-w-e

	3
	M3‒ε-a-b-m-w-d
	8
	M3‒ε-c-n-r-e
	13
	M3‒ε-c-m-r-e

	4
	M3‒ε-a-b-m-w-f
	9
	M3‒ε-a-n-r-x-e
	14
	M3‒ε-c-m-w-e

	5
	M3‒ε-a-b-m-w-h
	10
	M3‒ε-c-n-w-e
	15
	M3‒ε-m-r-k-y-e




Numbers denoting the conformers of euglobal G4 on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M3‒ζ-a-b-q-w-e
	5
	M3‒ζ-a-b-q-w-h
	9
	M3‒ζ-c-r-v-e

	2
	M3‒ζ-a-b-q-w-g
	6
	M3‒ζ-c-p-r-v-e
	10
	M3‒ζ-a-w-k-e

	3
	M3‒ζ-a-b-q-w-f
	7
	M3‒ζ-c-w-v-e
	11
	M3‒ζ-a-p-r-k-e

	4
	M3‒ζ-a-b-q-w-d
	8
	M3‒ζ-a-q-r-j-e
	12
	M3‒ζ-r-j-v-e






   

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 euglobal G5 on the x axis

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M4‒ε-a-b-m-w-e
	7
	M4‒ε-a-m-r-t-e
	13
	M4‒ε-c-m-r-y-e

	2
	M4‒ε-a-b-m-w-g
	8
	M4‒ε-c-n-r-x-e
	14
	M4‒ε-c-n-w-x-e

	3
	M4‒ε-a-b-m-w-d
	9
	M4‒ε-b-w-x-u-e
	15
	M4‒ε-b-m-w-e

	4
	M4‒ε-a-b-m-w-f
	10
	M4‒ε-a-m-w-k-e
	16
	M4‒ε-b-n-w-e

	5
	M4‒ε-a-b-m-w-h
	11
	M4‒ε-c-n-r-e
	17
	M4‒ε-c-m-w-y-e

	6
	M4‒ε-a-b-m-w-i
	12
	M4‒ε-b-n-w-x-e
	18
	M4‒ε-m-r-t-e




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

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M4*‒ζ-a-b-q-w-e
	6
	M4*‒ζ-c-p-r-v-e
	11
	M4*‒ζ-a-m-r-s-e

	2
	M4*‒ζ-a-b-q-w-g
	7
	M4*‒ζ-b-q-w-v-e
	12
	M4*‒ζ-a-w-k-e

	3
	M4*‒ζ-a-b-q-w-d
	8
	M4*‒ζ-c-w-v-e
	13
	M4*‒ζ-a-p-r-k-e

	4
	M4*‒ζ-a-b-q-w-f
	9
	M4*‒ζ-b-w-v-e
	14
	M4‒ζ-b-q-w-v-u-e

	5
	M4*‒ζ-a-b-q-w-h
	10
	M4*‒ζ-c-p-r-z-e
	
	





   

M4-ε                                                                M4*-ζ

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
	6
	M5‒ε-a-b-m-w-h 
	11
	M5‒ε-b-m-w-y-e

	2
	M5‒ε-a-b-m-w-g
	7
	M5‒ε-b-w-x-u-e
	12
	M5‒ε-c-n-r-x-e

	3
	M5‒ε-a-b-m-w-d
	8
	M5‒ε-a-m-r-t-e
	13
	M5‒ε-c-n-w-x-e

	4
	M5‒ε-a-b-m-w-f
	9
	M5‒ε-c-q-r-x-e
	14
	M5‒ε-c-m-r-y-e

	5
	M5‒ε-a-b-m-w-i
	10
	M5‒ε-c-q-w-x-e
	15
	M5‒ε-r-s-x-u-e




Numbers denoting the conformers of euglobal G7 on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M5‒ζ-a-b-q-w-e
	6
	M5‒ζ-c-w-v-e
	11
	M5‒ζ-a-p-r-k-e

	2
	M5‒ζ-a-b-q-w-d
	7
	M5‒ζ-a-q-r-j-e
	12
	M5‒ζ-r-j-v-e

	3
	M5‒ζ-a-b-q-w-g
	8
	M5‒ζ-a-w-k-e
	13
	M5‒ζ-r-j-z-e

	4
	M5‒ζ-a-b-q-w-f
	9
	M5‒ζ-c-w-z-e
	
	

	5
	M5‒ζ-c-p-r-v-e
	10
	M5‒ζ-a-p-r-e
	
	





   

                              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 euglobal G8 on the x axis

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M6‒ε-a-b-m-w-e
	6
	M6‒ε-a-b-m-w-i
	11
	M6‒ε-a-m-w-t-e

	2
	M6‒ε-a-b-m-w-d
	7
	M6‒ε-c-n-r-x-e
	12
	M6‒ε-c-m-r-y-e

	3
	M6‒ε-a-b-m-w-g
	8
	M6‒ε-b-m-w-y-e
	13
	M6‒ε-a-m-r-t-e

	4
	M6‒ε-a-b-m-w-f
	9
	M6‒ε-c-n-w-x-e
	14
	M6‒ε-r-t-x-u-e

	5
	M6‒ε-a-b-m-w-h
	10
	M6‒ε-a-m-r-s-e
	
	




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

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M6*‒ζ-a-b-q-w-e
	5
	M6*‒ζ-a-b-q-w-h
	9
	M6*‒ζ-a-p-r-k-e

	2
	M6*‒ζ-a-b-q-w-g
	6
	M6*‒ζ-c-p-r-v-e
	10
	M6*‒ζ-p-r-k-z-u-e

	3
	M6*‒ζ-a-b-q-w-f
	7
	M6*‒ζ-b-q-w-v-u-e
	11
	M6*‒ζ-r-j-z-e

	4
	M6*‒ζ-a-b-q-w-i
	8
	M6*‒ζ-a-q-r-j-e
	
	





  

                               M6-ε                                                                         M6*-ζ

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
	6
	M7‒ε-a-b-m-w-h
	11
	M7‒ε-b-m-w-y-e

	2
	M7‒ε-a-b-m-w-g
	7
	M7‒ε-a-m-r-t-e
	12
	M7‒ε-b-n-w-x-e

	3
	M7‒ε-a-b-m-w-d
	8
	M7‒ε-b-w-x-e
	13
	M7‒ε-a-m-r-y-e

	4
	M7‒ε-a-b-m-w-f
	9
	M7‒ε-a-m-r-s-e
	14
	M7‒ε-r-t-x-u-e

	5
	M7‒ε-a-b-m-w-i
	10
	M7‒ε-c-n-r-x-e
	
	




Numbers denoting the conformers of euglobal G10 on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M7‒ζ-a-b-q-w-e
	6
	M7‒ζ-a-b-q-w-h
	11
	M7‒ζ-a-q-r-j-e

	2
	M7‒ζ-a-b-q-w-d
	7
	M7‒ζ-c-p-r-z-e
	12
	M7‒ζ-c-w-v-e

	3
	M7‒ζ-a-b-q-w-g
	8
	M7‒ζ-c-p-r-v-e
	13
	M7‒ζ-a-w-k-e

	4
	M7‒ζ-a-b-q-w-f
	9
	M7‒ζ-b-q-w-z-u-e
	14
	M7‒ζ-a-p-k-r-e

	5
	M7‒ζ-a-b-q-w-i
	10
	M7‒ζ-c-w-z-e
	15
	M7‒ζ-w-k-v-u-e





  

                                 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 euglobal G11 on the x axis

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M8‒ε-a-b-m-w-e
	7
	M8‒ε-a-m-r-t-e
	13
	M8‒ε-c-m-r-y-e

	2
	M8‒ε-a-b-m-w-d
	8
	M8‒ε-a-m-r-s-e
	14
	M8‒ε-b-n-w-x-e

	3
	M8‒ε-a-b-m-w-g
	9
	M8‒ε-b-w-x-u-e
	15
	M8‒ε-c-n-w-x-e

	4
	M8‒ε-a-b-m-w-f
	10
	M8‒ε-c-n-r-x-e
	16
	M8‒ε-c-m-w-y-e

	5
	M8‒ε-a-b-m-w-i
	11
	M8‒ε-a-m-w-t-e
	17
	M8‒ε-r-t-x-u-e

	6
	M8‒ε-a-b-m-w-h
	12
	M8‒ε-b-m-w-y-e
	18
	M8‒ε-r-s-x-u-e




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

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M8*‒ζ-a-b-q-w-e
	5
	M8*‒ζ-a-b-q-w-i
	9
	M8*‒ζ-a-p-r-k-e

	2
	M8*‒ζ-a-b-q-w-g
	6
	M8*‒ζ-a-b-q-w-h
	10
	M8*‒ζ-p-r-k-z-u-e

	3
	M8*‒ζ-a-b-q-w-d
	7
	M8*‒ζ-a-q-r-e
	
	

	4
	M8*‒ζ-a-b-q-w-f
	8
	M8*‒ζ-c-w-z-e
	
	





  

                                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*- on the x axis

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M9*‒ε-a-b-m-w-e
	6
	M9*‒ε-a-b-m-w-i
	11
	M9*‒ε-c-n-w-x-e

	2
	M9*‒ε-a-b-m-w-g
	7
	M9*‒ε-a-m-r-s-e
	12
	M9*‒ε-b-m-w-y-e

	3
	M9*‒ε-a-b-m-w-d
	8
	M9*‒ε-c-n-r-x-e
	13
	M9*‒ε-c-m-r-y-e

	4
	M9*‒ε-a-b-m-w-f
	9
	M9*‒ε-b-w-x-u-e
	14
	M9*‒ε-c-m-w-e

	5
	M9*‒ε-a-b-m-w-h
	10
	M9*‒ε-b-n-w-x-e
	15
	M9*‒ε-r-t-x-u-e




Numbers denoting the conformers of euglobal G12 on the x axis.

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M9‒ζ-a-b-q-w-e
	6
	M9‒ζ-b-p-r-z-e
	11
	M9‒ζ-c-w-z-e

	2
	M9‒ζ-a-b-q-w-d
	7
	M9‒ζ-b-q-w-v-u-e
	12
	M9‒ζ-a-w-k-e

	3
	M9‒ζ-a-b-q-w-g
	8
	M9‒ζ-b-w-v-e
	13
	M9‒ζ-a-p-r-k-e

	4
	M9‒ζ-a-b-q-w-f
	9
	M9‒ζ-c-w-v-e
	14
	M9‒ζ-r-j-z-e

	5
	M9‒ζ-b-p-r-v-e
	10
	M9‒ζ-a-q-r-e
	15
	M9‒ζ-r-j-v-e





  

                               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 euglobal VII on the x axis

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M10‒ε-a-b-m-w-e
	5
	M10‒ε-a-b-m-w-i
	9
	M10‒ε-c-n-w-x-e

	2
	M10‒ε-a-b-m-w-d
	6
	M10‒ε-a-b-m-w-h
	10
	M10‒ε-b-n-w-x-e

	3
	M10‒ε-a-b-m-w-g
	7
	M10‒ε-c-n-r-x-e
	11
	M10‒ε-r-s-x-u-e

	4
	M10‒ε-a-b-m-w-f
	8
	M10‒ε-b-w-x-e
	
	




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

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M10*‒ζ-a-b-q-w-e
	4
	M10*‒ζ-a-b-q-w-d
	7
	M10*‒ζ-a-q-r-e

	2
	M10*‒ζ-a-b-q-w-g
	5
	M10*‒ζ-c-p-r-z-e
	8
	M10*‒ζ-a-p-r-e

	3
	M10*‒ζ-a-b-q-w-f
	6
	M10*‒ζ-b-q-w-z-u-e
	9
	M10*‒ζ-w-z-k-u-e





   

                              M10-ε                                                                       M10*-ζ
DFT	1	2	3	4	5	6	7	8	9	10	11	12	0	1.304	2.73	3.7370000000000001	13.138	13.851000000000001	14.801	15.693	16.052	16.013000000000002	19.795000000000002	28.718	HF	1	2	3	4	5	6	7	8	9	10	11	12	0	1.5489999999999999	1.966	4.0469999999999997	10.442	12.717000000000001	11.978	14.233000000000001	14.233000000000001	14.218999999999999	17.856000000000002	25.210999999999999	conformers, denoted by numbers
G (kcal mol-1)

DFT	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	0.71299999999999997	0.85199999999999998	1.79	3.351	3.0830000000000002	17.071999999999999	17.55	19.189	19.565999999999999	19.285	20.297000000000001	20.292000000000002	21.738	32.423999999999999	HF	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	0.872	0.873	1.841	3.5640000000000001	3.5219999999999998	13.394	15.26	16.966999999999999	18.533999999999999	18.326000000000001	19.16	17.734000000000002	20.617000000000001	28.571999999999999	conformers, denoted by numbers
G (kcal mol-1)

DFT	1	2	3	4	5	6	7	8	9	10	11	12	0	0.72699999999999998	1.923	2.3159999999999998	3.1859999999999999	12.614000000000001	13.842000000000001	15.135999999999999	15.045	15.667	16.591999999999999	25.937000000000001	HF	1	2	3	4	5	6	7	8	9	10	11	12	0	1.1379999999999999	1.6659999999999999	3.1920000000000002	3.2959999999999998	8.9610000000000003	11.432	13.852	12.866	16.268999999999998	15.446	22.152000000000001	conformers, denoted by numbers
G (kcal mol-1)

DFT	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	0	1.0269999999999999	0.86299999999999999	2.335	3.5840000000000001	3.5139999999999998	14.734	15.496	15.587	16.588000000000001	17.47	17.617000000000001	17.445	17.881	18.088999999999999	19.001999999999999	19.059000000000001	29.725999999999999	HF	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	0	0.86	0.85499999999999998	1.8	3.3717000000000001	3.3730000000000002	10.884	12.93	14.696	13.45	14.762	15.669	15.728	15.644	16.579000000000001	16.8	18.786000000000001	25.742000000000001	conformers, denoted by numbers
G (kcal mol-1)

DFT	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	0.443	0.96599999999999997	1.4259999999999999	2.5409999999999999	10.457000000000001	11.8	12.21	12.763	14.672000000000001	15.458	16.523	17.518999999999998	27.92	HF	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	0.61399999999999999	2.2429999999999999	1.6919999999999999	3.0259999999999998	8.1210000000000004	9.76	11.106	9.7620000000000005	12.914	15.555	18.123000000000001	16.821999999999999	26.582999999999998	conformers, denoted by numbers
G (kcal mol-1)

DFT	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	0.66800000000000004	0.83599999999999997	2.177	3.3719999999999999	3.1230000000000002	15.462	15.856999999999999	16.286999999999999	17.452000000000002	18.111999999999998	18.651	18.923999999999999	18.741	28.716999999999999	HF	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	0.86299999999999999	0.86199999999999999	1.8360000000000001	3.532	3.5379999999999998	15.444000000000001	12.112	14.206	16.358000000000001	16.905999999999999	15.96	18.172999999999998	16.484999999999999	25.201000000000001	conformers, denoted by numbers
G (kcal mol-1)

DFT	1	2	3	4	5	6	7	8	9	10	11	12	13	0	1.413	1.2250000000000001	2.2450000000000001	13.512	14.473000000000001	15.723000000000001	16.001000000000001	16.16	17.497	19.542999999999999	26.94	26.885000000000002	HF	1	2	3	4	5	6	7	8	9	10	11	12	13	0	2.1150000000000002	2.548	1.8560000000000001	10.577	12.763	14.31	16.387	14.391999999999999	15.959	17.914999999999999	23.948	24.088999999999999	conformers, denoted by numbers
G (kcal mol-1)

DFT	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	0.77500000000000002	0.54300000000000004	2.1219999999999999	3.1459999999999999	2.9350000000000001	15.7	14.999000000000001	17.187999999999999	17.265000000000001	18.010999999999999	17.885000000000002	19.03	27.870999999999999	HF	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	0.85099999999999998	0.86299999999999999	1.827	3.496	3.5579999999999998	13.71	12.519	16.443999999999999	15.46	17.852	15.996	17.068999999999999	23.792999999999999	conformers, denoted by numbers
G (kcal mol-1)

DFT	1	2	3	4	5	6	7	8	9	10	11	0	1.06	2.0329999999999999	2.165	3.1440000000000001	12.885999999999999	13.252000000000001	15.237	17	28.007000000000001	27.885999999999999	HF	1	2	3	4	5	6	7	8	9	10	11	0	1.78	3.2839999999999998	2.125	3.8450000000000002	9.8789999999999996	12.012	14.384	15.993	24.992999999999999	24.74	conformers, denoted by numbers
G (kcal mol-1)

DFT	1	2	3	4	5	6	7	8	9	10	11	12	13	15	0	0.49099999999999999	0.36399999999999999	2.2069999999999999	3.1989999999999998	3.2	16.27	16.149999999999999	17.327000000000002	17.498000000000001	18.855	18.946999999999999	19.172000000000001	29.914999999999999	HF	1	2	3	4	5	6	7	8	9	10	11	12	13	15	0	0.85699999999999998	0.86199999999999999	1.8380000000000001	3.54	3.54	13.461	17.099	14.073	16.094000000000001	18.468	18.736000000000001	17.536000000000001	27.763999999999999	conformers, denoted by numbers
G (kcal mol-1)

DFT	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	0.40100000000000002	0.96899999999999997	2.1349999999999998	3.2690000000000001	3.7829999999999999	13.459	13.914999999999999	14.074999999999999	14.37	15.273999999999999	15.002000000000001	15.555	16.581	28.712	HF	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	1.032	1.34	1.8340000000000001	3.76	4.2569999999999997	10.706	11.183999999999999	12.566000000000001	13.081	13.988	13.493	16.327999999999999	15.616	24.74	conformers, denoted by numbers
G (kcal mol-1)

DFT	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	0	0.3	-6.8000000000000005E-2	1.99	2.87	2.6269999999999998	14.951000000000001	14.978999999999999	15.734	15.93	16.776	17.606000000000002	17.608000000000001	17.582999999999998	17.640999999999998	19.033999999999999	28.481000000000002	28.367000000000001	HF	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	0	0.85599999999999998	0.86299999999999999	1.8340000000000001	3.544	3.51	11.849	11.82	16.120999999999999	14.646000000000001	14.311999999999999	16.905000000000001	16.113	17.108000000000001	17.344000000000001	18.292999999999999	25.262	25.065999999999999	conformers, denoted by numbers
G (kcal mol-1)

DFT	1	2	3	4	5	6	7	8	9	10	0	1.0389999999999999	0.46700000000000003	1.986	2.887	3.3279999999999998	15.087999999999999	15.266999999999999	16.747	29.463000000000001	HF	1	2	3	4	5	6	7	8	9	10	0	1.7230000000000001	1.7410000000000001	1.84	3.6970000000000001	3.8540000000000001	13.923999999999999	13.507	15.541	26.599	conformers, denoted by numbers
G (kcal mol-1)

DFT	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	0.78200000000000003	0.43	2.3490000000000002	3.585	3.05	15.077	15.435	14.874000000000001	17.021000000000001	17.003	17.603000000000002	17.632000000000001	18.815999999999999	27.635999999999999	HF	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	0.87	0.874	1.841	3.556	3.5289999999999999	11.788	13.593	15.4	16.581	16.521000000000001	16.771000000000001	15.888999999999999	18.303000000000001	24.75	conformers, denoted by numbers
G (kcal mol-1)

DFT	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	1.2869999999999999	1.766	1.756	14.375999999999999	15.217000000000001	15.66	15.08	15.577	16.379000000000001	16.135999999999999	17.164000000000001	18.03	28.245000000000001	28.175000000000001	HF	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	1.8620000000000001	2.762	1.903	12.518000000000001	12.368	12.805999999999999	12.797000000000001	15.06	15.638	14.634	18.077999999999999	17.189	25.913	26.303000000000001	conformers, denoted by numbers
G (kcal mol-1)

DFT	1	2	3	4	5	6	7	8	9	10	11	0	0.28399999999999997	0.441	1.6970000000000001	3.36	2.9079999999999999	14.91	14.962	16.507000000000001	16.736000000000001	26.884	HF	1	2	3	4	5	6	7	8	9	10	11	0	0.86899999999999999	0.86899999999999999	1.839	3.55	3.5209999999999999	13.257	15.238	16.108000000000001	16.018999999999998	25.318000000000001	conformers, denoted by numbers
G (kcal mol-1)

DFT	1	2	3	4	5	6	7	8	9	0	1.198	1.444	3.4220000000000002	12.117000000000001	13.635	14.943	16.446000000000002	27.561	HF	1	2	3	4	5	6	7	8	9	1.5109999999999999	0	0.80100000000000005	2.9390000000000001	8.3059999999999992	10.858000000000001	15.411	17.041	25.274000000000001	conformers, denoted by numbers
G (kcal mol-1)

DFT	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	0.54700000000000004	0.49299999999999999	2.198	3.1970000000000001	3.181	15.566000000000001	15.579000000000001	15.98	17.896999999999998	19.158999999999999	18.620999999999999	19.164000000000001	28.736999999999998	HF	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	0.85499999999999998	0.85699999999999998	1.8320000000000001	3.5350000000000001	3.5190000000000001	12.048	15.856999999999999	14.548	17.120999999999999	18.048999999999999	18.087	18.344999999999999	25.27	conformers, denoted by numbers
G (kcal mol-1)

DFT	1	2	3	4	5	6	7	8	9	10	11	12	13	0	1.1040000000000001	1.1890000000000001	1.6850000000000001	3.0649999999999999	3.6459999999999999	13.888	15.343999999999999	15.862	15.426	16.852	18.064	29.11	HF	1	2	3	4	5	6	7	8	9	10	11	12	13	0	1.6220000000000001	1.9039999999999999	1.8660000000000001	4.125	4.351	11.292999999999999	14.118	16.382000000000001	15.596	15.727	17.331	26.251999999999999	conformers, denoted by numbers
G (kcal mol-1)

DFT	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	0.152	0.95	0.41599999999999998	2.0219999999999998	3.6629999999999998	3.536	15.577999999999999	15.301	15.968999999999999	16.324999999999999	16.792999999999999	17.553000000000001	17.318999999999999	18.026	19.263000000000002	30.026	HF	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	0	0.86499999999999999	0.86499999999999999	1.837	3.5529999999999999	3.5	12.010999999999999	15.567	14.016	14.356999999999999	16.436	16.62	16.398	16.231999999999999	18.315999999999999	28.07	conformers, denoted by numbers
G (kcal mol-1)

