Figure S 3
Comparison of the ZPE-uncorrected and corrected relative energies of the calculated conformers of the euglobal molecules considered in this work, 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, writing it 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 quantity-indication on the y-axis is cumulatively written as energy.
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.
The diagrams for -isomers euglobals are reported first (aj), followed by the diagrams for -isomers euglobals (kt).



a)	Comparison for euglobal IIC (M1-)

Numbers denoting the conformers of M1‒ 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
	
	









b)	Comparison for euglobal G2 (M2-)

Numbers denoting the conformers of M2‒ 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
	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
	
	


























c)	Comparison for euglobal G3 (M3-)

Numbers denoting the conformers of M3‒ 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




























d)	Comparison for euglobal G5 (M4-)

Numbers denoting the conformers of M4‒ 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

























e)	Comparison for euglobal G6 (M5-)

Numbers denoting the conformers of M5‒ 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




























f)	Comparison for euglobal G8 (M6-) 

Numbers denoting the conformers of M6‒ 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
	
	




























g)	Comparison for euglobal G9 (M7-) 

Numbers denoting the conformers of M7‒ 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
	
	



























h)	Comparison for euglobal G11 (M8-) 

Numbers denoting the conformers of M8‒ 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



























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

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


























j)	Comparison for euglobal VII (M10-) 

Numbers denoting the conformers of M10‒ 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
	
	




























k)	Comparison for euglobal T1 (M1-ζ)

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

	#
	Conformer

	#
	Conformer
	#
	Conformer

	1
	M1‒ζ-a-b-q-w-e
	6
	M1‒ζ-a-b-q-w-i
	11
	[bookmark: _GoBack]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
	
	




























l)	Comparison for euglobal G1 (M2-ζ)

Numbers denoting the conformers of M2‒ζ 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




























m)	Comparison for euglobal G4 (M3-ζ)
 
Numbers denoting the conformers of M3‒ζ 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





























n)	Comparison for a model molecule (M4*-ζ) with reversed positions of the two acyl 	groups with respect to euglobal G5

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
	
	

























o)	Comparison for euglobal G7 (M5-ζ)

Numbers denoting the conformers of M5‒ζ 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
	
	



























p)	Comparison for a model molecule (M6*-ζ) with reversed positions of the two acyl 	groups with respect to euglobal G8

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
	
	




























q)	Comparison for euglobal G10 (M7-ζ)

Numbers denoting the conformers of M7‒ζ 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



























r)	Comparison for a model molecule (M8*-ζ) with reversed positions of the two acyl 	groups with respect to euglobal G11

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
	
	



























s)	Comparison for euglobal G12 (M9-ζ)

Numbers denoting the conformers of M9‒ζ 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



























t)	Comparison for a model molecule (M10*-ζ) with reversed positions of the two  
 	acyl groups with respect to euglobal GVII

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
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ΔEnergy (kcal/mol)

DFT A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	0.33	0.35399999999999998	1.823	2.8450000000000002	2.931	16.806000000000001	17.135999999999999	18.529	18.337	19.123999999999999	19.134	20.029	30.908000000000001	DFT B	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	0.628	0.57799999999999996	1.9530000000000001	3.1240000000000001	3.1819999999999999	16.327000000000002	16.263999999999999	18.035	17.797999999999998	18.425999999999998	18.617999999999999	19.475000000000001	29.728999999999999	HF A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	0.76800000000000002	0.78500000000000003	1.746	3.589	3.5840000000000001	14.988	15.353999999999999	17.606999999999999	16.649000000000001	19.277000000000001	17.568999999999999	18.518000000000001	27.870999999999999	HF B	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	1.044	1.0640000000000001	1.8340000000000001	3.9390000000000001	3.9380000000000002	14.256	14.019	16.939	15.932	18.372	16.777999999999999	17.707999999999998	27.699000000000002	MP2 A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0.63200000000000001	0	3.0000000000000001E-3	1.964	1.91	1.8839999999999999	15.298999999999999	13.467000000000001	16.523	15.742000000000001	16.934000000000001	17.803000000000001	17.146999999999998	25.643000000000001	conformers, denoted by numbers
ΔEnergy (kcal/mol)

DFT A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	0.35199999999999998	0.379	1.891	2.883	2.883	17.541	18.064	18.425999999999998	18.68	19.890999999999998	20.167000000000002	20.265000000000001	33.118000000000002	DFT B	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	0.623	0.58199999999999996	2.0390000000000001	3.2090000000000001	3.2090000000000001	17.201000000000001	17.471	18.18	18.36	19.634	19.809000000000001	20.05	31.776	HF A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	0.78100000000000003	0.79	1.7629999999999999	3.5979999999999999	3.5979999999999999	14.948	18.713999999999999	15.574999999999999	17.626000000000001	19.672000000000001	20.125	19.190000000000001	30.838999999999999	HF B	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	1.0589999999999999	1.0649999999999999	1.849	3.95	3.95	14.212999999999999	18.059000000000001	14.792999999999999	17.061	19.181999999999999	19.530999999999999	18.626000000000001	29.064	MP2 A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0.67600000000000005	9.8000000000000004E-2	0	1.9650000000000001	2.0019999999999998	2.0019999999999998	13.913	16.472000000000001	14.784000000000001	16.681999999999999	18.148	18.190000000000001	17.861999999999998	28.803999999999998	conformers, denoted by numbers
ΔEnergy (kcal/mol)

DFT A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	0	0.28699999999999998	0.34499999999999997	1.865	2.8130000000000002	2.839	16.683	16.757999999999999	17.448	17.657	17.751999999999999	18.898	19.172000000000001	19.257000000000001	19.27	20.314	32.051000000000002	32.069000000000003	DFT B	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	0	0.45400000000000001	0.40400000000000003	1.9219999999999999	3.0230000000000001	2.903	16.094999999999999	16.135000000000002	16.673999999999999	16.869	17.523	18.492999999999999	18.492999999999999	18.709	18.658000000000001	19.882999999999999	30.393000000000001	30.414999999999999	HF A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	0	0.77400000000000002	0.78500000000000003	1.7529999999999999	3.5840000000000001	3.589	13.598000000000001	13.728	17.86	16.213999999999999	15.661	18.148	17.626000000000001	18.727	18.806999999999999	19.646000000000001	29.207000000000001	29.454999999999998	HF B	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	0	1.05	1.0660000000000001	1.84	3.9380000000000002	3.94	12.666	12.742000000000001	16.890999999999998	15.403	14.964	17.486999999999998	16.844999999999999	17.925999999999998	18.062000000000001	18.952999999999999	27.08	27.334	MP2 A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	0.626	0.10100000000000001	0	1.9610000000000001	2.0009999999999999	1.907	14.356999999999999	14.478999999999999	17.204999999999998	16.556000000000001	14.311	17.303000000000001	17.736999999999998	17.556999999999999	17.891999999999999	18.600999999999999	28.79	28.91	conformers, denoted by numbers
ΔEnergy (kcal/mol)

DFT A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	0.32700000000000001	0.378	1.837	2.8159999999999998	2.91	16.707000000000001	16.800999999999998	16.838000000000001	18.53	18.616	18.855	18.989999999999998	20.331	31.274999999999999	DFT B	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	0.61699999999999999	0.45900000000000002	2.0059999999999998	3.242	3.081	16.074999999999999	16.088999999999999	16.012	17.908000000000001	17.966999999999999	18.350000000000001	18.34	19.756	29.495000000000001	HF A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	0.79600000000000004	0.80300000000000005	1.768	3.6070000000000002	3.61	13.744999999999999	15.122999999999999	17.05	18.75	17.981000000000002	18.047000000000001	17.466000000000001	19.719000000000001	28.402999999999999	HF B	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	1.071	1.0780000000000001	1.853	3.9590000000000001	3.9590000000000001	12.753	14.327	16.116	17.864999999999998	17.236000000000001	17.382999999999999	16.684000000000001	19.013000000000002	26.37	MP2 A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0.67	0.112	0	1.9610000000000001	2.0049999999999999	1.9079999999999999	14.522	15.8	16.45	17.946999999999999	17.344999999999999	17.484000000000002	17.538	18.614999999999998	28.050999999999998	conformers, denoted by numbers
ΔEnergy (kcal/mol)

DFT A	1	2	3	4	5	6	7	8	9	10	11	0	0.28100000000000003	0.34100000000000003	1.885	2.8279999999999998	2.9140000000000001	16.024999999999999	16.434000000000001	17.882999999999999	17.998000000000001	30.701000000000001	DFT B	1	2	3	4	5	6	7	8	9	10	11	0	0.47299999999999998	0.51100000000000001	1.7989999999999999	3.194	3.0720000000000001	15.404999999999999	15.712	17.32	17.515999999999998	30.303999999999998	HF A	1	2	3	4	5	6	7	8	9	10	11	0	0.8	0.80100000000000005	1.7689999999999999	3.62	3.6179999999999999	14.43	16.486999999999998	17.158999999999999	17.155999999999999	28.036000000000001	HF B	1	2	3	4	5	6	7	8	9	10	11	0	1.0760000000000001	1.081	1.8560000000000001	3.9740000000000002	3.9710000000000001	13.736000000000001	15.693	16.533999999999999	16.494	26.498000000000001	MP2 A	1	2	3	4	5	6	7	8	9	10	11	0.625	0	0.114	1.9710000000000001	1.9	2.0939999999999999	14.445	15.089	15.925000000000001	15.526999999999999	25.914999999999999	conformers, denoted by numbers
ΔEnergy (kcal/mol)

DFT A	1	2	3	4	5	6	7	8	9	10	11	12	13	0	0.81399999999999995	0.91200000000000003	2.0169999999999999	3.2789999999999999	3.5830000000000002	15.77	16.574000000000002	17.285	17.722000000000001	18.337	19.298999999999999	30.59	DFT B	1	2	3	4	5	6	7	8	9	10	11	12	13	0	0.98099999999999998	1.1779999999999999	1.9890000000000001	3.4180000000000001	3.8420000000000001	15.087999999999999	16.048999999999999	16.57	17.062999999999999	17.736000000000001	18.946000000000002	29.021999999999998	HF A	1	2	3	4	5	6	7	8	9	10	11	12	13	0	1.1950000000000001	1.671	1.9	3.9239999999999999	4.12	13.430999999999999	15.374000000000001	17.890999999999998	17.353000000000002	17.218	18.428999999999998	29.268000000000001	HF B	1	2	3	4	5	6	7	8	9	10	11	12	13	0	1.4730000000000001	2.0680000000000001	1.9770000000000001	4.2869999999999999	4.3819999999999997	12.404999999999999	14.669	16.997	16.375	16.420000000000002	17.866	27.686	MP2 A	1	2	3	4	5	6	7	8	9	10	11	12	13	1.6950000000000001	0	0.91400000000000003	3.2450000000000001	2.1160000000000001	3.4860000000000002	14.988	16.972000000000001	18.053999999999998	16.114000000000001	18.358000000000001	16.669	28.745000000000001	conformers, denoted by numbers
ΔEnergy (kcal/mol)

DFT A	1	2	3	4	5	6	7	8	9	10	11	12	0	0.53900000000000003	1.8720000000000001	2.9089999999999998	14.535	15.798	16.256	16.622	17.164999999999999	17.48	20.219000000000001	31.341999999999999	DFTB	1	2	3	4	5	6	7	8	9	10	11	12	0	0.88700000000000001	2.1749999999999998	3.379	13.930999999999999	14.981	15.702	16.181000000000001	16.501000000000001	16.844999999999999	19.962	30.06	HF A	1	2	3	4	5	6	7	8	9	10	11	12	0	1.278	1.919	3.863	12.042999999999999	14.885999999999999	13.461	15.621	17.847000000000001	16.291	19.376999999999999	28.699000000000002	HF B	1	2	3	4	5	6	7	8	9	10	11	12	0	1.546	2.0019999999999998	4.194	11.116	13.672000000000001	12.619	14.868	14.868	15.157999999999999	18.614000000000001	26.802	MP2 A	1	2	3	4	5	6	7	8	9	10	11	12	0.86199999999999999	0	2.282	2.056	13.401999999999999	15.401999999999999	14.23	16.327999999999999	17.236000000000001	16.238	17.722999999999999	28.605	conformers, denoted by numbers
ΔEnergy (kcal/mol)

DFT A	1	2	3	4	5	6	7	8	9	10	11	12	0	0.52100000000000002	1.782	1.899	2.7559999999999998	13.776	15.146000000000001	16.329999999999998	16.741	17.21	18.091999999999999	28.802	DFT B	1	2	3	4	5	6	7	8	9	10	11	12	0	0.75	1.88	2.294	3.1539999999999999	13.340999999999999	14.593	15.803000000000001	16.103000000000002	16.440999999999999	17.474	27.448	HF A	1	2	3	4	5	6	7	8	9	10	11	12	0	0.79600000000000004	1.4570000000000001	2.5779999999999998	3.1379999999999999	10.449	13.398	14.65	14.561	17.218	16.411999999999999	25.11	HF B	1	2	3	4	5	6	7	8	9	10	11	12	0	1.0680000000000001	1.607	3.0030000000000001	3.5590000000000002	9.8469999999999995	12.593	14.43	13.926	16.89	16.155999999999999	23.904	MP2 A	1	2	3	4	5	6	7	8	9	10	11	12	1.1299999999999999	0	2.5129999999999999	1.98	2.7050000000000001	14.742000000000001	13.529	16.257000000000001	15.566000000000001	17.460999999999999	17.687999999999999	26.859000000000002	conformers, denoted by numbers
ΔEnergy (kcal/mol)

DFT A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	0.32	1.41	1.9690000000000001	2.504	12.196999999999999	14.048	14.467000000000001	14.895	16.41	17.184999999999999	18.422999999999998	18.741	31.135000000000002	DFT B	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	0.46200000000000002	1.4019999999999999	1.758	2.681	11.542999999999999	13.362	13.635	14.185	15.701000000000001	16.608000000000001	17.757999999999999	18.266999999999999	29.620999999999999	HF A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	0.35899999999999999	1.9770000000000001	1.53	2.859	9.5489999999999995	11.407999999999999	13.211	11.407999999999999	14.22	16.625	19.297999999999998	18.12	29.544	HF B	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	0.60199999999999998	2.294	1.621	3.2040000000000002	8.9459999999999997	10.651	12.287000000000001	10.651999999999999	13.468	16.170000000000002	18.687999999999999	17.545999999999999	27.83	MP2 A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	1.4139999999999999	0	1.419	2.673	1.722	9.6059999999999999	11.058	12.454000000000001	11.058	13.021000000000001	15.789	17.292000000000002	17.02	27.202000000000002	conformers, denoted by numbers
ΔEnergy (kcal/mol)

DFT A	1	2	3	4	5	6	7	8	9	10	11	12	13	0	0.97799999999999998	1.224	1.8979999999999999	15.108000000000001	16.013000000000002	16.795999999999999	17.312999999999999	17.849	18.579999999999998	20.518999999999998	29.675000000000001	30.018000000000001	DFT B	1	2	3	4	5	6	7	8	9	10	11	12	13	0	1.294	1.4630000000000001	2.0510000000000002	14.446	15.297000000000001	16.274000000000001	16.631	17.111999999999998	18.082000000000001	20.079000000000001	28.375	28.611999999999998	HF A	1	2	3	4	5	6	7	8	9	10	11	12	13	0	1.671	2.133	1.9119999999999999	12.522	15.215	15.59	17.978000000000002	16.558	17.625	19.446000000000002	27.449000000000002	27.608000000000001	HF B	1	2	3	4	5	6	7	8	9	10	11	12	13	0	1.95	2.4089999999999998	1.982	11.577999999999999	13.917999999999999	14.879	17.055	15.414999999999999	16.797000000000001	18.721	25.471	25.641999999999999	MP2 A	1	2	3	4	5	6	7	8	9	10	11	12	13	0.92500000000000004	0.108	0	2.488	14.018000000000001	15.359	16.367999999999999	17.422000000000001	16.445	17.760999999999999	19.457000000000001	28.363	28.216000000000001	conformers, denoted by numbers
ΔEnergy (kcal/mol)

DFT A	1	2	3	4	5	6	7	8	9	10	11	0	0.94499999999999995	1.867	2.0150000000000001	3.31	14.206	14.808999999999999	16.68	18.372	30.446000000000002	30.161999999999999	DFT B	1	2	3	4	5	6	7	8	9	10	11	0	1.002	2.0310000000000001	2.0379999999999998	3.383	13.625	14.352	15.984	17.658999999999999	29.408999999999999	29.193999999999999	HF A	1	2	3	4	5	6	7	8	9	10	11	0	1.4850000000000001	2.6309999999999998	2.0169999999999999	3.9169999999999998	11.682	13.073	15.746	17.614999999999998	27.364000000000001	27.164000000000001	HF B	1	2	3	4	5	6	7	8	9	10	11	0	1.7170000000000001	3.004	2.0950000000000002	4.2119999999999997	10.75	12.444000000000001	15.018000000000001	16.792999999999999	25.966000000000001	25.760999999999999	MP2 A	1	2	3	4	5	6	7	8	9	10	11	1.91	0	1.615	3.6309999999999998	2.1619999999999999	12.747	12.311999999999999	17.460999999999999	18.866	26.457999999999998	25.443999999999999	conformers, denoted by numbers
ΔEnergy (kcal/mol)

DFT A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	0.48	0.7	1.946	3.09	3.5529999999999999	15.013999999999999	15.308	15.458	16.363	16.396999999999998	16.596	17.297999999999998	18.175000000000001	30.206	DFT B	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	0.64	0.97599999999999998	2.1110000000000002	3.4750000000000001	3.8109999999999999	14.448	14.8	15.164	15.62	15.926	15.981	16.477	17.530999999999999	28.814	HF A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	0.875	1.234	1.772	3.7909999999999999	3.9390000000000001	12.425000000000001	12.85	13.789	15.438000000000001	15.254	15.743	17.942	17.081	28.140999999999998	HF B	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	1.141	1.536	1.855	4.1399999999999997	4.2130000000000001	11.494999999999999	11.923	13.109	14.194000000000001	14.561	14.516999999999999	17.038	16.300999999999998	26.225000000000001	MP2 A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	1.0900000000000001	8.1000000000000003E-2	0	2.552	2.1219999999999999	2.8660000000000001	13.837999999999999	14.242000000000001	12.895	16	16.099	16.245999999999999	17.495999999999999	17.484000000000002	28.402999999999999	conformers, denoted by numbers
ΔEnergy (kcal/mol)

DFT A	1	2	3	4	5	6	7	8	9	10	0	0.84399999999999997	1.496	1.8839999999999999	2.9609999999999999	3.0179999999999998	16.376999999999999	16.88	18.132000000000001	31.789000000000001	DFT B	1	2	3	4	5	6	7	8	9	10	0	1.081	1.554	1.946	3.0859999999999999	3.2210000000000001	15.877000000000001	16.175000000000001	17.529	30.846	HF A	1	2	3	4	5	6	7	8	9	10	0	1.167	1.978	1.831	3.8039999999999998	3.82	15.2	16.343	17.058	29.308	HF B	1	2	3	4	5	6	7	8	9	10	0	1.5089999999999999	2.1440000000000001	1.9159999999999999	4.1550000000000002	4.2060000000000004	14.505000000000001	15.055	16.268999999999998	27.789000000000001	MP2 A	1	2	3	4	5	6	7	8	9	10	2.2029999999999998	0	2.3519999999999999	3.7850000000000001	3.1970000000000001	2.5099999999999998	17.213999999999999	17.279	18.574000000000002	29.236000000000001	conformers, denoted by numbers
ΔEnergy (kcal/mol)

DFT A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	0.97099999999999997	1.2090000000000001	2.0190000000000001	15.662000000000001	16.294	16.856000000000002	17.079000000000001	17.100000000000001	17.274000000000001	17.547999999999998	18.221	19.05	30.78	30.866	DFT B	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	1.1930000000000001	1.494	2.016	15.321	15.986000000000001	16.353999999999999	16.484999999999999	16.593	16.911999999999999	17.053000000000001	17.704000000000001	18.655000000000001	29.64	29.731000000000002	HF A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	0.14499999999999999	2.331	1.9139999999999999	13.848000000000001	13.855	14.262	14.262	16.907	16.571000000000002	16.815999999999999	19.268000000000001	18.402999999999999	28.867999999999999	29.119	HF B	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	1.738	2.7269999999999999	1.994	13.173	13.074	13.528	13.526999999999999	15.944000000000001	16.116	15.708	18.603999999999999	17.823	27.184999999999999	27.495000000000001	MP2 A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	1.0820000000000001	0	0.72599999999999998	2.6320000000000001	13.124000000000001	14.036	12.715	12.715	15.218	14.992000000000001	16.062999999999999	16.292000000000002	16.396000000000001	28.050999999999998	27.388999999999999	conformers, denoted by numbers
ΔEnergy (kcal/mol)

DFT A	1	2	3	4	5	6	7	8	9	0	0.47799999999999998	1.6930000000000001	3.9249999999999998	13.4	14.4	16.248999999999999	17.802	30.003	DFT B	1	2	3	4	5	6	7	8	9	0	0.75600000000000001	1.569	4.056	12.72	14.105	15.648999999999999	17.219000000000001	28.88	HF A	1	2	3	4	5	6	7	8	9	0	0.61199999999999999	1.5269999999999999	4.375	10.53	12.614000000000001	17.207999999999998	19.088000000000001	28.338999999999999	HF B	1	2	3	4	5	6	7	8	9	1.319	0	0.78100000000000003	3.7810000000000001	8.8409999999999993	11.262	15.82	17.599	26.129000000000001	MP2 A	1	2	3	4	5	6	7	8	9	2.2069999999999999	0	2.8940000000000001	3.61	13.206	12.172000000000001	17.524999999999999	18.942	26.765999999999998	conformers, denoted by numbers
ΔEnergy (kcal/mol)

DFT A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	0.36499999999999999	0.38500000000000001	1.8839999999999999	2.8839999999999999	2.8959999999999999	16.905999999999999	17.384	17.77	19.167000000000002	19.879000000000001	20.024999999999999	20.431999999999999	32.140999999999998	DFT B	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	0.70699999999999996	0.63200000000000001	2.0150000000000001	3.2559999999999998	3.1970000000000001	16.448	16.550999999999998	17.155000000000001	18.734999999999999	19.707000000000001	19.698	20.068000000000001	30.599	HF A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	0.78100000000000003	0.78500000000000003	1.7569999999999999	3.5910000000000002	3.593	13.792	17.619	16.152999999999999	18.600999999999999	19.097000000000001	19.376000000000001	19.757000000000001	29.239000000000001	HF B	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0	1.0569999999999999	1.0629999999999999	1.8440000000000001	3.9430000000000001	3.944	12.858000000000001	16.649999999999999	15.334	17.856000000000002	18.539000000000001	18.721	19.056999999999999	27.11	MP2 A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	0.63200000000000001	0.128	0	1.972	2.0329999999999999	1.905	14.635999999999999	17.024000000000001	16.783000000000001	17.901	17.93	17.899000000000001	18.809999999999999	29.016999999999999	conformers, denoted by numbers
ΔEnergy (kcal/mol)

DFT A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	0	0.32300000000000001	0.40100000000000002	1.921	2.855	2.879	16.783999999999999	17.085999999999999	17.212	17.949000000000002	18.72	18.756	18.763999999999999	19.228000000000002	20.300999999999998	32.720999999999997	DFT B	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	0	0.60199999999999998	0.60899999999999999	1.9	3.3370000000000002	3.2810000000000001	16.335000000000001	16.285	16.661999999999999	17.510999999999999	18.074000000000002	18.34	18.219000000000001	18.712	19.908000000000001	31.489000000000001	HF A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	0	0.79900000000000004	0.81	1.778	3.6219999999999999	3.6280000000000001	13.808999999999999	17.236000000000001	15.663	15.715999999999999	17.922999999999998	18.044	17.943000000000001	17.873999999999999	19.629000000000001	30.984999999999999	HF B	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	0	1.073	1.0840000000000001	1.8620000000000001	3.972	3.972	12.839	16.295999999999999	14.803000000000001	15	17.138000000000002	17.279	17.148	17.053000000000001	18.933	29.3	MP2 A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	0.65300000000000002	0	5.0000000000000001E-3	2.0139999999999998	1.8240000000000001	1.929	14.332000000000001	16.302	15.882999999999999	14.164	16.815999999999999	16.989999999999998	16.786000000000001	17.722999999999999	18.213000000000001	28.100999999999999	conformers, denoted by numbers
ΔEnergy (kcal/mol)

DFT A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	0.29799999999999999	0.38100000000000001	1.94	2.855	2.8940000000000001	18.37	18.632000000000001	19.741	20.449000000000002	20.486000000000001	21.074000000000002	21.114000000000001	22.475000000000001	34.728000000000002	DFT B	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	0.64400000000000002	0.67800000000000005	1.974	3.1859999999999999	3.2120000000000002	17.957000000000001	18.216999999999999	19.628	20.140999999999998	20.04	20.806999999999999	20.83	22.231999999999999	33.932000000000002	HF A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	0.79900000000000004	0.80700000000000005	1.772	3.61	3.6139999999999999	15.032999999999999	16.742000000000001	18.712	19.838999999999999	19.718	20.399000000000001	19.489000000000001	21.986000000000001	31.126000000000001	HF B	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0	1.073	1.0840000000000001	1.8560000000000001	3.9620000000000002	3.9609999999999999	14.19	16.067	18.292000000000002	19.204999999999998	19.036000000000001	19.806000000000001	18.79	21.356999999999999	29.802	MP2 A	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	0.65200000000000002	2.1000000000000001E-2	0	1.956	1.911	1.921	15.401999999999999	16.707000000000001	16.614999999999998	18.367000000000001	17.995999999999999	19.077999999999999	19.358000000000001	20.489000000000001	28.576000000000001	conformers, denoted by numbers
ΔEnergy (kcal/mol)

