Table S 37
Comparison of the electronic chemical potential (μ, table a) and the absolute electronegativity (χ, table b) of the calculated conformers of corresponding ε and ζ euglobal isomers, across the three calculation methods utilised. 
DFT/B3LYP/6-31+G(d,p), HF/6-31G(d,p) and MP2/6-31G(d,p) results in vacuo from full optimization calculations, respectively denoted as DFT, HF and MP2 in the columns’ headings. 
The molecules are denoted with the symbols listed in table 1, and the conformers with the symbols listed in table 2. For each molecule, the conformers are listed in order of increasing relative energies in the DFT results.


a)	Comparison of the electronic chemical potential


	
Molecules and conformers

	
μ (eV)

	
Molecules and conformers

	
μ (eV)


	
	
DFT

	
HF
	
MP2
	
	
DFT

	
HF
	
MP2

	M1‒ε-a-b-m-w-e
	-4.17
	-3.02
	-3.27
	M1‒ζ-a-b-q-w-e
	-4.15
	-3.03
	-3.28

	M1‒ε-a-b-m-w-d
	-4.18
	-3.04
	-3.28
	M1‒ζ-a-b-q-w-g
	-4.17
	-3.05
	-3.29

	M1‒ε-a-b-m-w-g
	-4.18
	-3.04
	-3.28
	M1‒ζ-a-b-q-w-d
	-4.17
	-3.05
	-3.30

	M1‒ε-a-b-m-w-f
	-4.17
	-3.04
	-3.28
	M1‒ζ-a-b-q-w-f
	-4.15
	-3.03
	-3.28

	M1‒ε-a-b-m-w-i
	-4.17
	-3.04
	-3.28
	M1‒ζ-a-b-q-w-h
	-4.18
	-3.06
	-3.30

	M1‒ε-a-b-m-w-h
	-4.17
	-3.04
	-3.28
	M1‒ζ-a-b-q-w-i
	-4.18
	-3.06
	-3.31

	M1‒ε-a-m-r-t-e
	-4.13
	-3.03
	-3.29
	M1‒ζ-c-p-r-z-e
	-4.13
	-3.03
	-3.27

	M1‒ε-b-w-x-u-e
	-4.10
	-3.00
	-3.23
	M1‒ζ-a-q-r-e
	-4.10
	-3.01
	-3.26

	M1‒ε-c-n-r-x-e
	-4.07
	-3.02
	-3.28
	M1‒ζ-a-w-k-e
	-4.10
	-2.96
	-3.21

	M1‒ε-c-n-w-x-e
	-4.16
	-3.08
	-3.35
	M1‒ζ-c-r-x-e
	-4.26
	-3.18
	-3.44

	M1‒ε-b-m-w-y-e
	-4.20
	-3.07
	-3.29
	M1‒ζ-a-p-r-e
	-4.05
	-2.94
	-3.19

	M1‒ε-b-n-w-x-e
	-4.22
	-3.14
	-3.35
	M1‒ζ-a-p-r-k-e
	-4.09
	-2.96
	-3.22

	M1‒ε-c-m-w-y-e
	-4.03
	-2.99
	-3.23
	M1‒ζ-r-j-z-e
	-4.05
	-3.01
	-3.23

	M1‒ε-r-t-x-u-e
	-4.02
	-3.02
	-3.28
	
	
	
	

	
	
	
	
	
	
	
	

	M2‒ε-a-b-m-w-e
	-4.18
	-3.03
	-3.30
	M2‒ζ-a-b-q-w-e
	-4.16
	-3.04
	-3.31

	M2‒ε-a-b-m-w-g
	-4.18
	-3.04
	-3.31
	M2‒ζ-a-b-q-w-d
	-4.18
	-3.06
	-3.33

	M2‒ε-a-b-m-w-d
	-4.19
	-3.04
	-3.31
	M2‒ζ-a-b-q-w-f
	-4.16
	-3.04
	-3.31

	M2‒ε-a-b-m-w-f
	-4.18
	-3.03
	-3.30
	M2‒ζ-a-b-q-w-i
	-4.19
	-3.08
	-3.35

	M2‒ε-a-b-m-w-h
	-4.18
	-3.05
	-3.30
	M2‒ζ-c-p-r-z-e
	-4.17
	-3.07
	-3.35

	M2‒ε-a-b-m-w-i
	-4.17
	-3.05
	-3.31
	M2‒ζ-c-w-z-e
	-4.27
	-3.19
	-3.47

	M2‒ε-a-m-r-z-e
	-4.13
	-3.03
	-3.31
	M2‒ζ-a-q-r-j-e
	-4.12
	-3.02
	-3.29

	M2‒ε-b-w-x-u-e
	-4.10
	-3.01
	-3.27
	M2‒ζ-a-w-k-e
	-4.12
	-2.98
	-3.24

	M2‒ε-c-n-r-z-e
	-4.09
	-3.03
	-3.30
	M2‒ζ-c-w-v-e
	-4.25
	-3.18
	-3.47

	M2‒ε-a-m-w-t-e
	-4.09
	-2.97
	-3.26
	M2‒ζ-a-p-r-k-e
	-4.06
	-2.96
	-3.22

	M2‒ε-b-w-e
	-4.15
	-3.08
	-3.35
	M2‒ζ-r-j-z-e
	-4.08
	-3.02
	-3.29

	M2‒ε-c-n-w-x-e
	-4.14
	-3.08
	-3.37
	
	
	
	

	M2‒ε-b-n-w-x-e
	-4.16
	-3.08
	-3.37
	
	
	
	

	M2‒ε-c-m-r-y-e
	-4.04
	-2.96
	-3.23
	
	
	
	

	M2‒ε-c-m-w-y-e
	-4.11
	-3.02
	-3.30
	
	
	
	

	M2‒ε-r-t-x-u-e
	-4.03
	-2.96
	-3.25
	
	
	
	

	
	
	
	
	
	
	
	

	M3‒ε-a-b-m-w-e
	-4.19
	-3.04
	-3.29
	M3‒ζ-a-b-q-w-e
	-4.15
	-3.04
	-3.28

	M3‒ε-a-b-m-w-g
	-4.20
	-3.05
	-3.30
	M3‒ζ-a-b-q-w-g
	-4.18
	-3.05
	-3.30

	M3‒ε-a-b-m-w-d
	-4.20
	-3.05
	-3.29
	M3‒ζ-a-b-q-w-f
	-4.16
	-3.04
	-3.29

	M3‒ε-a-b-m-w-f
	-4.18
	-3.04
	-3.28
	M3‒ζ-a-b-q-w-d
	-4.18
	-3.07
	-3.31

	M3‒ε-a-b-m-w-h
	-4.19
	-3.06
	-3.29
	M3‒ζ-a-b-q-w-h
	-4.19
	-3.07
	-3.32

	M3‒ε-a-b-m-w-i
	-4.19
	-3.06
	-3.29
	M3‒ζ-c-p-r-v-e
	-4.16
	-3.06
	-3.32

	M3‒ε-a-m-r-s-e
	-4.14
	-3.04
	-3.31
	M3‒ζ-c-w-v-e
	-4.26
	-3.18
	-3.45

	M3‒ε-c-n-r-e
	-4.12
	-3.06
	-3.32
	M3‒ζ-a-q-r-j-e
	-4.10
	-3.01
	-3.26

	M3‒ε-a-n-r-x-e
	-4.17
	-3.12
	-3.36
	M3‒ζ-c-r-v-e
	-4.26
	-3.18
	-3.45

	M3‒ε-c-n-w-e
	-4.17
	-3.10
	-3.38
	M3‒ζ-a-w-k-e
	-4.10
	-2.97
	-3.22

	M3‒ε-b-n-w-e
	-4.18
	-3.38
	-3.10
	M3‒ζ-a-p-r-k-e
	-4.05
	-2.95
	-3.20

	M3‒ε-b-m-w-e
	-4.15
	-3.31
	-3.02
	M3‒ζ-r-j-v-e
	-4.08
	-3.01
	-3.24

	M3‒ε-c-m-r-e
	-4.04
	-3.22
	-2.96
	
	
	
	

	M3‒ε-c-m-w-e
	-4.11
	-3.29
	-3.01
	
	
	
	

	M3‒ε-m-r-k-y-e
	-4.01
	-3.16
	-2.91
	
	
	
	

	
	
	
	
	
	
	
	

	M4‒ε-a-b-m-w-e
	-4.29
	-3.14
	-3.38
	M4*‒ζ-a-b-q-w-e
	-4.28
	-3.15
	-3.38

	M4‒ε-a-b-m-w-g
	-4.30
	-3.15
	-3.39
	M4*‒ζ-a-b-q-w-g
	-4.31
	-3.16
	-3.40

	M4‒ε-a-b-m-w-d
	-4.30
	-3.15
	-3.39
	M4*‒ζ-a-b-q-w-d
	-4.29
	-3.16
	-3.38

	M4‒ε-a-b-m-w-f
	-4.24
	-3.10
	-3.36
	M4*‒ζ-a-b-q-w-f
	-4.29
	-3.15
	-3.39

	M4‒ε-a-b-m-w-h
	-4.30
	-3.16
	-3.39
	M4*‒ζ-a-b-q-w-h
	-4.32
	-3.17
	-3.41

	M4‒ε-a-b-m-w-i
	-4.30
	-3.16
	-3.39
	M4*‒ζ-c-p-r-v-e
	-4.41
	-3.31
	-3.40

	M4‒ε-a-m-r-t-e
	-4.27
	-3.14
	-3.39
	M4*‒ζ-b-q-w-v-u-e
	-4.26
	-3.14
	-3.38

	M4‒ε-c-n-r-x-e
	-4.26
	-3.14
	-3.36
	M4*‒ζ-c-w-v-e
	-4.39
	-3.14
	-3.38

	M4‒ε-b-w-x-u-e
	-4.27
	-3.13
	-3.35
	M4*‒ζ-b-w-v-e
	-4.21
	-3.09
	-3.33

	M4‒ε-a-m-w-k-e
	-4.24
	-3.10
	-3.36
	M4*‒ζ-c-p-r-z-e
	-4.27
	-3.15
	-3.39

	M4‒ε-c-n-r-e
	-4.31
	-3.18
	-3.41
	M4*‒ζ-a-m-r-s-e
	-4.32
	-3.25
	-3.48

	M4‒ε-b-n-w-x-e
	-4.29
	-3.18
	-3.42
	M4*‒ζ-a-w-k-e
	-4.25
	-3.11
	-3.34

	M4‒ε-c-m-r-y-e
	-4.18
	-3.06
	-3.30
	M4*‒ζ-a-p-r-k-e
	-4.25
	-3.09
	-3.34

	M4‒ε-c-n-w-x-e
	-4.31
	-3.21
	-3.44
	M4*‒ζ-r-j-z-e
	-4.15
	-3.03
	-3.30

	M4‒ε-b-m-w-e
	-4.27
	-3.12
	-3.39
	
	
	
	

	M4‒ε-b-n-w-e
	-4.35
	-3.21
	-3.43
	
	
	
	

	M4‒ε-c-m-w-y-e
	-4.27
	-3.10
	-3.35
	
	
	
	

	M4‒ε-m-r-t-e
	-4.13
	-2.97
	-3.23
	
	
	
	

	
	
	
	
	
	
	
	

	M5‒ε-a-b-m-w-e
	-3.87
	-2.75
	-2.89
	M5‒ζ-a-b-q-w-e
	-3.90
	-2.79
	-2.94

	M5‒ε-a-b-m-w-g
	-3.88
	-2.76
	-2.90
	M5‒ζ-a-b-q-w-d
	-3.91
	-2.80
	-2.95

	M5‒ε-a-b-m-w-d
	-3.88
	-2.76
	-2.90
	M5‒ζ-a-b-q-w-g
	-3.91
	-2.81
	-2.96

	M5‒ε-a-b-m-w-f
	-3.86
	-2.75
	-2.90
	M5‒ζ-a-b-q-w-f
	-3.89
	-2.79
	-2.94

	M5‒ε-a-b-m-w-i
	-3.87
	-2.77
	-2.90
	M5‒ζ-c-p-r-v-e
	-3.89
	-2.77
	-2.91

	M5‒ε-a-b-m-w-h
	-3.87
	-2.77
	-2.90
	M5‒ζ-c-w-v-e
	-3.93
	-2.85
	-3.03

	M5‒ε-b-w-x-u-e
	-3.69
	-2.58
	-2.69
	M5‒ζ-a-q-r-j-e
	-3.93
	-2.83
	-2.99

	M5‒ε-a-m-r-t-e
	-3.92
	-2.81
	-2.97
	M5‒ζ-a-w-k-e
	-3.88
	-2.77
	-2.93

	M5‒ε-c-q-r-x-e
	-3.80
	-2.69
	-2.82
	M5‒ζ-c-w-z-e
	-3.88
	-2.79
	-2.93

	M5‒ε-c-q-w-x-e
	-3.78
	-2.70
	-2.84
	M5‒ζ-a-p-r-e
	-3.92
	-2.83
	-2.98

	M5‒ε-b-m-w-y-e
	-3.83
	-2.72
	-2.89
	M5‒ζ-a-p-r-k-e
	-3.92
	-2.82
	-2.98

	M5‒ε-c-n-r-x-e
	-3.80
	-2.69
	-2.82
	M5‒ζ-r-j-v-e
	-3.79
	-2.71
	-2.82

	M5‒ε-c-n-w-x-e
	-3.82
	-2.73
	-2.83
	M5‒ζ-r-j-z-e
	-3.73
	-2.65
	-2.74

	M5‒ε-c-m-r-y-e
	-3.87
	-2.78
	-2.92
	
	
	
	

	M5‒ε-r-s-x-u-e
	-3.74
	-2.65
	-2.77
	
	
	
	

	
	
	
	
	
	
	
	

	M6‒ε-a-b-m-w-e
	-4.19
	-3.05
	-3.28
	M6*‒ζ-a-b-q-w-e
	-4.17
	-3.06
	-3.28

	M6‒ε-a-b-m-w-d
	-4.20
	-3.06
	-3.29
	M6*‒ζ-a-b-q-w-g
	-4.20
	-3.07
	-3.30

	M6‒ε-a-b-m-w-g
	-4.20
	-3.06
	-3.29
	M6*‒ζ-a-b-q-w-f
	-4.19
	-3.08
	-3.32

	M6‒ε-a-b-m-w-f
	-4.18
	-3.05
	-3.28
	M6*‒ζ-a-b-q-w-i
	-4.19
	-3.08
	-3.32

	M6‒ε-a-b-m-w-h
	-4.19
	-3.07
	-3.29
	M6*‒ζ-a-b-q-w-h
	-4.17
	-3.06
	-3.29

	M6‒ε-a-b-m-w-i
	-4.19
	-3.07
	-3.29
	M6*‒ζ-c-p-r-v-e
	-4.20
	-3.08
	-3.32

	M6‒ε-c-n-r-x-e
	-4.13
	-3.05
	-3.28
	M6*‒ζ-b-q-w-v-u-e
	-4.19
	-3.09
	-3.34

	M6‒ε-b-m-w-y-e
	-4.17
	-3.03
	-3.30
	M6*‒ζ-a-q-r-j-e
	-4.15
	-3.05
	-3.28

	M6‒ε-c-n-w-x-e
	-4.17
	-3.10
	-3.34
	M6*‒ζ-a-p-r-k-e
	-4.12
	-3.02
	-3.26

	M6‒ε-a-m-r-s-e
	-4.14
	-3.04
	-3.29
	M6*‒ζ-p-r-k-z-u-e
	-4.08
	-2.96
	-3.20

	M6‒ε-a-m-w-t-e
	-4.11
	-2.99
	-3.24
	M6*‒ζ-r-j-z-e
	-4.04
	-2.89
	-3.12

	M6‒ε-c-m-r-y-e
	-4.07
	-2.97
	-3.23
	
	
	
	

	M6‒ε-a-m-r-t-e
	-4.15
	-3.05
	-3.30
	
	
	
	

	M6‒ε-r-t-x-u-e
	-4.05
	-2.98
	-3.21
	
	
	
	

	
	
	
	
	
	
	
	

	M7‒ε-a-b-m-w-e
	-3.91
	-2.80
	-2.96
	M7‒ζ-a-b-q-w-e
	-4.14
	-3.02
	-3.27

	M7‒ε-a-b-m-w-g
	-3.91
	-2.82
	-2.96
	M7‒ζ-a-b-q-w-d
	-4.17
	-3.04
	-3.28

	M7‒ε-a-b-m-w-d
	-3.91
	-2.82
	-2.97
	M7‒ζ-a-b-q-w-g
	-4.16
	-3.04
	-3.28

	M7‒ε-a-b-m-w-f
	-3.91
	-2.82
	-2.97
	M7‒ζ-a-b-q-w-f
	-4.14
	-3.02
	-3.26

	M7‒ε-a-b-m-w-i
	-3.91
	-2.83
	-2.97
	M7‒ζ-a-b-q-w-i
	-4.17
	-3.06
	-3.29

	M7‒ε-a-b-m-w-h
	-3.91
	-2.83
	-2.97
	M7‒ζ-a-b-q-w-h
	-4.18
	-3.06
	-3.30

	M7‒ε-a-m-r-t-e
	-3.97
	-2.87
	-3.05
	M7‒ζ-c-p-r-z-e
	-4.14
	-3.04
	-3.29

	M7‒ε-b-w-x-e
	-3.79
	-2.68
	-2.81
	M7‒ζ-c-p-r-v-e
	-4.13
	-3.03
	-3.28

	M7‒ε-a-m-r-s-e
	-3.96
	-2.88
	-3.05
	M7‒ζ-b-q-w-z-u-e
	-4.14
	-3.02
	-3.27

	M7‒ε-c-n-r-x-e
	-3.91
	-2.83
	-2.98
	M7‒ζ-c-w-z-e
	-4.24
	-3.16
	-3.41

	M7‒ε-b-m-w-y-e
	-3.91
	-2.82
	-2.96
	M7‒ζ-a-q-r-j-e
	-4.09
	-3.00
	-3.26

	M7‒ε-b-n-w-x-e
	-3.85
	-2.75
	-2.88
	M7‒ζ-c-w-v-e
	-4.24
	-3.16
	-3.41

	M7‒ε-a-m-r-y-e
	-3.99
	-2.91
	-3.05
	M7‒ζ-a-w-k-e
	-4.09
	-2.95
	-3.21

	M7‒ε-r-t-x-u-e
	-3.80
	-2.72
	-2.87
	M7‒ζ-a-p-k-r-e
	-4.04
	-2.93
	-3.20

	
	
	
	
	M7‒ζ-w-k-v-u-e
	-4.06
	-2.96
	-3.22

	
	
	
	
	
	
	
	

	M8‒ε-a-b-m-w-e
	-4.14
	-3.00
	-3.24
	M8*‒ζ-a-b-q-w-e
	-4.12
	-3.01
	-3.26

	M8‒ε-a-b-m-w-d
	-4.15
	-3.02
	-3.26
	M8*‒ζ-a-b-q-w-g
	-4.16
	-3.04
	-3.28

	M8‒ε-a-b-m-w-g
	-4.15
	-3.02
	-3.25
	M8*‒ζ-a-b-q-w-d
	-4.16
	-3.05
	-3.29

	M8‒ε-a-b-m-w-f
	-4.14
	-3.00
	-3.24
	M8*‒ζ-a-b-q-w-f
	-4.12
	-3.02
	-3.26

	M8‒ε-a-b-m-w-i
	-4.14
	-3.02
	-3.25
	M8*‒ζ-a-b-q-w-i
	-4.15
	-3.05
	-3.29

	M8‒ε-a-b-m-w-h
	-4.14
	-3.02
	-3.25
	M8*‒ζ-a-b-q-w-h
	-4.16
	-3.05
	-3.29

	M8‒ε-a-m-r-t-e
	-4.10
	-3.01
	-3.27
	M8*‒ζ-a-q-r-e
	-4.08
	-2.99
	-3.24

	M8‒ε-a-m-r-s-e
	-4.10
	-3.00
	-3.26
	M8*‒ζ-c-w-z-e
	-4.21
	-3.13
	-3.38

	M8‒ε-b-w-x-u-e
	-4.07
	-2.98
	-3.21
	M8*‒ζ-a-p-r-k-e
	-4.04
	-2.93
	-3.18

	M8‒ε-c-n-r-x-e
	-4.05
	-3.00
	-3.25
	M8*‒ζ-p-r-k-z-u-e
	-3.98
	-2.84
	-3.12

	M8‒ε-a-m-w-t-e
	-4.07
	-2.94
	-3.21
	
	
	
	

	M8‒ε-b-m-w-y-e
	-4.12
	-2.99
	-3.27
	
	
	
	

	M8‒ε-c-m-r-y-e
	-4.01
	-2.93
	-3.18
	
	
	
	

	M8‒ε-b-n-w-x-e
	-4.14
	-3.05
	-3.31
	
	
	
	

	M8‒ε-c-n-w-x-e
	-4.13
	-3.06
	-3.33
	
	
	
	

	M8‒ε-c-m-w-y-e
	-4.10
	-2.99
	-3.26
	
	
	
	

	M8‒ε-r-t-x-u-e
	-4.01
	-2.98
	-3.21
	
	
	
	

	M8‒ε-r-s-x-u-e
	-4.00
	-2.94
	-3.19
	
	
	
	

	
	
	
	
	
	
	
	

	M9*‒ε-a-b-m-w-e
	-4.19
	-3.03
	-3.27
	M9‒ζ-a-b-q-w-e
	-4.16
	-3.04
	-3.28

	M9*‒ε-a-b-m-w-g
	-4.20
	-3.04
	-3.28
	M9‒ζ-a-b-q-w-d
	-4.19
	-3.06
	-3.30

	M9*‒ε-a-b-m-w-d
	-4.20
	-3.04
	-3.28
	M9‒ζ-a-b-q-w-g
	-4.18
	-3.06
	-3.30

	M9*‒ε-a-b-m-w-f
	-4.18
	-3.03
	-3.27
	M9‒ζ-a-b-q-w-f
	-4.16
	-3.04
	-3.28

	M9*‒ε-a-b-m-w-h
	-4.19
	-3.04
	-3.28
	M9‒ζ-c-p-r-v-e
	-4.17
	-3.05
	-3.31

	M9*‒ε-a-b-m-w-i
	-4.19
	-3.05
	-3.28
	M9‒ζ-c-p-r-z-e
	-4.11
	-3.02
	-3.27

	M9*‒ε-a-m-r-s-e
	-4.14
	-3.04
	-3.30
	M9‒ζ-b-q-w-v-u
	-4.14
	-3.04
	-3.29

	M9*‒ε-c-n-r-x-e
	-4.10
	-3.03
	-3.28
	M9‒ζ-b-w-v-e
	-4.26
	-3.04
	-3.29

	M9*‒ε-b-w-x-u-e
	-4.11
	-3.01
	-3.24
	M9‒ζ-c-w-v-e
	-4.27
	-3.18
	-3.45

	M9*‒ε-b-n-w-x-e
	-4.18
	-3.04
	-3.30
	M9‒ζ-a-q-r-e
	-4.16
	-3.04
	-3.29

	M9*‒ε-c-n-w-x-e
	-4.16
	-3.07
	-3.34
	M9‒ζ-c-w-z-e
	-4.23
	-3.13
	-3.40

	M9*‒ε-b-m-w-y-e
	-4.16
	-3.01
	-3.28
	M9‒ζ-a-w-k-e
	-4.15
	-2.99
	-3.23

	M9*‒ε-c-m-r-y-e
	-4.05
	-2.95
	-3.20
	M9‒ζ-a-p-r-k-e
	-4.10
	-2.97
	-3.22

	M9*‒ε-c-m-w-e
	-4.12
	-3.00
	-3.27
	M9‒ζ-r-j-z-e
	-4.06
	-2.98
	-3.23

	M9*‒ε-r-t-x-u-e
	-4.06
	-2.99
	-3.25
	M9‒ζ-r-j-v-e
	-4.09
	-3.01
	-3.25

	
	
	
	
	
	
	
	

	M10‒ε-a-b-m-w-e
	-4.19
	-3.05
	-3.28
	M10*‒ζ-a-b-q-w-e
	-4.19
	-3.07
	-3.30

	M10‒ε-a-b-m-w-d
	-4.20
	-3.07
	-3.29
	M10*‒ζ-a-b-q-w-g
	-4.20
	-3.08
	-3.32

	M10‒ε-a-b-m-w-g
	-4.20
	-3.07
	-3.30
	M10*‒ζ-a-b-q-w-f
	-4.18
	-3.08
	-3.32

	M10‒ε-a-b-m-w-f
	-4.19
	-3.05
	-3.28
	M10*‒ζ-a-b-q-w-d
	-4.22
	-3.09
	-3.32

	M10‒ε-a-b-m-w-i
	-4.19
	-3.07
	-3.29
	M10*‒ζ-c-p-r-z-e
	-4.18
	-3.09
	-3.33

	M10‒ε-a-b-m-w-h
	-4.19
	-3.07
	-3.30
	M10*‒ζ-b-q-w-z-u-e
	-4.24
	-3.13
	-3.35

	M10‒ε-c-n-r-x-e
	-4.16
	-3.08
	-3.33
	M10*‒ζ-a-q-r-e
	-4.15
	-3.09
	-3.30

	M10‒ε-b-w-x-e
	-4.09
	-3.08
	-3.24
	M10*‒ζ-a-p-r-e
	-4.15
	-3.04
	-3.29

	M10‒ε-c-n-w-x-e
	-4.19
	-3.14
	-3.39
	M10*‒ζ-w-z-k-u-e
	-4.11
	-2.98
	-3.22

	M10‒ε-b-n-w-x-e
	-4.15
	-3.13
	-3.33
	
	
	
	

	M10‒ε-r-s-x-u-e
	-4.09
	-3.08
	-3.29
	
	
	
	




b)	Comparison of the absolute electronegativity


	
Molecules and conformers

	
(eV)

	
Molecules and conformers

	
(eV)


	
	
DFT

	
HF
	
MP2
	
	
DFT

	
HF
	
MP2

	M1‒ε-a-b-m-w-e
	4.17
	3.02
	3.27
	M1‒ζ-a-b-q-w-e
	4.15
	3.03
	3.28

	M1‒ε-a-b-m-w-d
	4.18
	3.04
	3.28
	M1‒ζ-a-b-q-w-g
	4.17
	3.05
	3.29

	M1‒ε-a-b-m-w-g
	4.18
	3.04
	3.28
	M1‒ζ-a-b-q-w-d
	4.17
	3.05
	3.30

	M1‒ε-a-b-m-w-f
	4.17
	3.04
	3.28
	M1‒ζ-a-b-q-w-f
	4.15
	3.03
	3.28

	M1‒ε-a-b-m-w-i
	4.17
	3.04
	3.28
	M1‒ζ-a-b-q-w-h
	4.18
	3.06
	3.30

	M1‒ε-a-b-m-w-h
	4.17
	3.04
	3.28
	M1‒ζ-a-b-q-w-i
	4.18
	3.06
	3.31

	M1‒ε-a-m-r-t-e
	4.13
	3.03
	3.29
	M1‒ζ-c-p-r-z-e
	4.13
	3.03
	3.27

	M1‒ε-b-w-x-u-e
	4.10
	3.00
	3.23
	M1‒ζ-a-q-r-e
	4.10
	3.01
	3.26

	M1‒ε-c-n-r-x-e
	4.07
	3.02
	3.28
	M1‒ζ-a-w-k-e
	4.10
	2.96
	3.21

	M1‒ε-c-n-w-x-e
	4.16
	3.08
	3.35
	M1‒ζ-c-r-x-e
	4.26
	3.18
	3.44

	M1‒ε-b-m-w-y-e
	4.20
	3.07
	3.29
	M1‒ζ-a-p-r-e
	4.05
	2.94
	3.19

	M1‒ε-b-n-w-x-e
	4.22
	3.14
	3.35
	M1‒ζ-a-p-r-k-e
	4.09
	2.96
	3.22

	M1‒ε-c-m-w-y-e
	4.03
	2.99
	3.23
	M1‒ζ-r-j-z-e
	4.05
	3.01
	3.23

	M1‒ε-r-t-x-u-e
	4.02
	3.02
	3.28
	
	
	
	

	
	
	
	
	
	
	
	

	M2‒ε-a-b-m-w-e
	4.18
	3.03
	3.30
	M2‒ζ-a-b-q-w-e
	4.16
	3.04
	3.31

	M2‒ε-a-b-m-w-g
	4.18
	3.04
	3.31
	M2‒ζ-a-b-q-w-d
	4.18
	3.06
	3.33

	M2‒ε-a-b-m-w-d
	4.19
	3.04
	3.31
	M2‒ζ-a-b-q-w-f
	4.16
	3.04
	3.31

	M2‒ε-a-b-m-w-f
	4.18
	3.03
	3.30
	M2‒ζ-a-b-q-w-i
	4.19
	3.08
	3.35

	M2‒ε-a-b-m-w-h
	4.18
	3.05
	3.30
	M2‒ζ-c-p-r-z-e
	4.17
	3.07
	3.35

	M2‒ε-a-b-m-w-i
	4.17
	3.05
	3.31
	M2‒ζ-c-w-z-e
	4.27
	3.19
	3.47

	M2‒ε-a-m-r-z-e
	4.13
	3.03
	3.31
	M2‒ζ-a-q-r-j-e
	4.12
	3.02
	3.29

	M2‒ε-b-w-x-u-e
	4.10
	3.01
	3.27
	M2‒ζ-a-w-k-e
	4.12
	2.98
	3.24

	M2‒ε-c-n-r-z-e
	4.09
	3.03
	3.30
	M2‒ζ-c-w-v-e
	4.25
	3.18
	3.47

	M2‒ε-a-m-w-t-e
	4.09
	2.97
	3.26
	M2‒ζ-a-p-r-k-e
	4.06
	2.96
	3.22

	M2‒ε-b-w-e
	4.15
	3.08
	3.35
	M2‒ζ-r-j-z-e
	4.08
	3.02
	3.29

	M2‒ε-c-n-w-x-e
	4.14
	3.08
	3.37
	
	
	
	

	M2‒ε-b-n-w-x-e
	4.16
	3.08
	3.37
	
	
	
	

	M2‒ε-c-m-r-y-e
	4.04
	2.96
	3.23
	
	
	
	

	M2‒ε-c-m-w-y-e
	4.11
	3.02
	3.30
	
	
	
	

	M2‒ε-r-t-x-u-e
	4.03
	2.96
	3.25
	
	
	
	

	
	
	
	
	
	
	
	

	M3‒ε-a-b-m-w-e
	4.19
	3.04
	3.29
	M3‒ζ-a-b-q-w-e
	4.15
	3.04
	3.28

	M3‒ε-a-b-m-w-g
	4.20
	3.05
	3.30
	M3‒ζ-a-b-q-w-g
	4.18
	3.05
	3.30

	M3‒ε-a-b-m-w-d
	4.20
	3.05
	3.29
	M3‒ζ-a-b-q-w-f
	4.16
	3.04
	3.29

	M3‒ε-a-b-m-w-f
	4.18
	3.04
	3.28
	M3‒ζ-a-b-q-w-d
	4.18
	3.07
	3.31

	M3‒ε-a-b-m-w-h
	4.19
	3.06
	3.29
	M3‒ζ-a-b-q-w-h
	4.19
	3.07
	3.32

	M3‒ε-a-b-m-w-i
	4.19
	3.06
	3.29
	M3‒ζ-c-p-r-v-e
	4.16
	3.06
	3.32

	M3‒ε-a-m-r-s-e
	4.14
	3.04
	3.31
	M3‒ζ-c-w-v-e
	4.26
	3.18
	3.45

	M3‒ε-c-n-r-e
	4.12
	3.06
	3.32
	M3‒ζ-a-q-r-j-e
	4.10
	3.01
	3.26

	M3‒ε-a-n-r-x-e
	4.17
	3.12
	3.36
	M3‒ζ-c-r-v-e
	4.26
	3.18
	3.45

	M3‒ε-c-n-w-e
	4.17
	3.10
	3.38
	M3‒ζ-a-w-k-e
	4.10
	2.97
	3.22

	M3‒ε-b-n-w-e
	4.18
	3.38
	3.10
	M3‒ζ-a-p-r-k-e
	4.05
	2.95
	3.20

	M3‒ε-b-m-w-e
	4.15
	3.31
	3.02
	M3‒ζ-r-j-v-e
	4.08
	3.01
	3.24

	M3‒ε-c-m-r-e
	4.04
	3.22
	2.96
	
	
	
	

	M3‒ε-c-m-w-e
	4.11
	3.29
	3.01
	
	
	
	

	M3‒ε-m-r-k-y-e
	4.01
	3.16
	2.91
	
	
	
	

	
	
	
	
	
	
	
	

	M4‒ε-a-b-m-w-e
	4.29
	3.14
	3.38
	M4*‒ζ-a-b-q-w-e
	4.28
	3.15
	3.38

	M4‒ε-a-b-m-w-g
	4.30
	3.15
	3.39
	M4*‒ζ-a-b-q-w-g
	4.31
	3.16
	3.40

	M4‒ε-a-b-m-w-d
	4.30
	3.15
	3.39
	M4*‒ζ-a-b-q-w-d
	4.29
	3.16
	3.38

	M4‒ε-a-b-m-w-f
	4.24
	3.10
	3.36
	M4*‒ζ-a-b-q-w-f
	4.29
	3.15
	3.39

	M4‒ε-a-b-m-w-h
	4.30
	3.16
	3.39
	M4*‒ζ-a-b-q-w-h
	4.32
	3.17
	3.41

	M4‒ε-a-b-m-w-i
	4.30
	3.16
	3.39
	M4*‒ζ-c-p-r-v-e
	4.41
	3.31
	3.40

	M4‒ε-a-m-r-t-e
	4.27
	3.14
	3.39
	M4*‒ζ-b-q-w-v-u-e
	4.26
	3.14
	3.38

	M4‒ε-c-n-r-x-e
	4.26
	3.14
	3.36
	M4*‒ζ-c-w-v-e
	4.39
	3.14
	3.38

	M4‒ε-b-w-x-u-e
	4.27
	3.13
	3.35
	M4*‒ζ-b-w-v-e
	4.21
	3.09
	3.33

	M4‒ε-a-m-w-k-e
	4.24
	3.10
	3.36
	M4*‒ζ-c-p-r-z-e
	4.27
	3.15
	3.39

	M4‒ε-c-n-r-e
	4.31
	3.18
	3.41
	M4*‒ζ-a-m-r-s-e
	4.32
	3.25
	3.48

	M4‒ε-b-n-w-x-e
	4.29
	3.18
	3.42
	M4*‒ζ-a-w-k-e
	4.25
	3.11
	3.34

	M4‒ε-c-m-r-y-e
	4.18
	3.06
	3.30
	M4*‒ζ-a-p-r-k-e
	4.25
	3.09
	3.34

	M4‒ε-c-n-w-x-e
	4.31
	3.21
	3.44
	M4*‒ζ-r-j-z-e
	4.15
	3.03
	3.30

	M4‒ε-b-m-w-e
	4.27
	3.12
	3.39
	
	
	
	

	M4‒ε-b-n-w-e
	4.35
	3.21
	3.43
	
	
	
	

	M4‒ε-c-m-w-y-e
	4.27
	3.10
	3.35
	
	
	
	

	M4‒ε-m-r-t-e
	4.13
	2.97
	3.23
	
	
	
	

	
	
	
	
	
	
	
	

	M5‒ε-a-b-m-w-e
	3.87
	2.75
	2.89
	M5‒ζ-a-b-q-w-e
	3.90
	2.79
	2.94

	M5‒ε-a-b-m-w-g
	3.88
	2.76
	2.90
	M5‒ζ-a-b-q-w-d
	3.91
	2.80
	2.95

	M5‒ε-a-b-m-w-d
	3.88
	2.76
	2.90
	M5‒ζ-a-b-q-w-g
	3.91
	2.81
	2.96

	M5‒ε-a-b-m-w-f
	3.86
	2.75
	2.90
	M5‒ζ-a-b-q-w-f
	3.89
	2.79
	2.94

	M5‒ε-a-b-m-w-i
	3.87
	2.77
	2.90
	M5‒ζ-c-p-r-v-e
	3.89
	2.77
	2.91

	M5‒ε-a-b-m-w-h
	3.87
	2.77
	2.90
	M5‒ζ-c-w-v-e
	3.93
	2.85
	3.03

	M5‒ε-b-w-x-u-e
	3.69
	2.58
	2.69
	M5‒ζ-a-q-r-j-e
	3.93
	2.83
	2.99

	M5‒ε-a-m-r-t-e
	3.92
	2.81
	2.97
	M5‒ζ-a-w-k-e
	3.88
	2.77
	2.93

	M5‒ε-c-q-r-x-e
	3.80
	2.69
	2.82
	M5‒ζ-c-w-z-e
	3.88
	2.79
	2.93

	M5‒ε-c-q-w-x-e
	3.78
	2.70
	2.84
	M5‒ζ-a-p-r-e
	3.92
	2.83
	2.98

	M5‒ε-b-m-w-y-e
	3.83
	2.72
	2.89
	M5‒ζ-a-p-r-k-e
	3.92
	2.82
	2.98

	M5‒ε-c-n-r-x-e
	-3.80
	2.69
	2.82
	M5‒ζ-r-j-v-e
	3.79
	2.71
	2.82

	M5‒ε-c-n-w-x-e
	3.82
	2.73
	2.83
	M5‒ζ-r-j-z-e
	3.73
	2.65
	2.74

	M5‒ε-c-m-r-y-e
	3.87
	2.78
	2.92
	
	
	
	

	M5‒ε-r-s-x-u-e
	3.74
	2.65
	2.77
	
	
	
	

	
	
	
	
	
	
	
	

	M6‒ε-a-b-m-w-e
	4.19
	3.05
	3.28
	M6*‒ζ-a-b-q-w-e
	4.17
	3.06
	3.28

	M6‒ε-a-b-m-w-d
	4.20
	3.06
	3.29
	M6*‒ζ-a-b-q-w-g
	4.20
	3.07
	3.30

	M6‒ε-a-b-m-w-g
	4.20
	3.06
	3.29
	M6*‒ζ-a-b-q-w-f
	4.19
	3.08
	3.32

	M6‒ε-a-b-m-w-f
	4.18
	3.05
	3.28
	M6*‒ζ-a-b-q-w-i
	4.19
	3.08
	3.32

	M6‒ε-a-b-m-w-h
	4.19
	3.07
	3.29
	M6*‒ζ-a-b-q-w-h
	4.17
	3.06
	3.29

	M6‒ε-a-b-m-w-i
	4.19
	3.07
	3.29
	M6*‒ζ-c-p-r-v-e
	4.20
	3.08
	3.32

	M6‒ε-c-n-r-x-e
	4.13
	3.05
	3.28
	M6*‒ζ-b-q-w-v-u-e
	4.19
	3.09
	3.34

	M6‒ε-b-m-w-y-e
	4.17
	3.03
	3.30
	M6*‒ζ-a-q-r-j-e
	4.15
	3.05
	3.28

	M6‒ε-c-n-w-x-e
	4.17
	3.10
	3.34
	M6*‒ζ-a-p-r-k-e
	4.12
	3.02
	3.26

	M6‒ε-a-m-r-s-e
	4.14
	3.04
	3.29
	M6*‒ζ-p-r-k-z-u-e
	4.08
	2.96
	3.20

	M6‒ε-a-m-w-t-e
	4.11
	2.99
	3.24
	M6*‒ζ-r-j-z-e
	4.04
	2.89
	3.12

	M6‒ε-c-m-r-y-e
	4.07
	2.97
	3.23
	
	
	
	

	M6‒ε-a-m-r-t-e
	4.15
	3.05
	3.30
	
	
	
	

	M6‒ε-r-t-x-u-e
	4.05
	2.98
	3.21
	
	
	
	

	
	
	
	
	
	
	
	

	M7‒ε-a-b-m-w-e
	3.91
	2.80
	2.96
	M7‒ζ-a-b-q-w-e
	4.14
	3.02
	3.27

	M7‒ε-a-b-m-w-g
	3.91
	2.82
	2.96
	M7‒ζ-a-b-q-w-d
	4.17
	3.04
	3.28

	M7‒ε-a-b-m-w-d
	3.91
	2.82
	2.97
	M7‒ζ-a-b-q-w-g
	4.16
	3.04
	3.28

	M7‒ε-a-b-m-w-f
	3.91
	2.82
	2.97
	M7‒ζ-a-b-q-w-f
	4.14
	3.02
	3.26

	M7‒ε-a-b-m-w-i
	3.91
	2.83
	2.97
	M7‒ζ-a-b-q-w-i
	4.17
	3.06
	3.29

	M7‒ε-a-b-m-w-h
	3.91
	2.83
	2.97
	M7‒ζ-a-b-q-w-h
	4.18
	3.06
	3.30

	M7‒ε-a-m-r-t-e
	3.97
	2.87
	3.05
	M7‒ζ-c-p-r-z-e
	4.14
	3.04
	3.29

	M7‒ε-b-w-x-e
	3.79
	2.68
	2.81
	M7‒ζ-c-p-r-v-e
	4.13
	3.03
	3.28

	M7‒ε-a-m-r-s-e
	3.96
	2.88
	3.05
	M7‒ζ-b-q-w-z-u-e
	4.14
	3.02
	3.27

	M7‒ε-c-n-r-x-e
	3.91
	2.83
	2.98
	M7‒ζ-c-w-z-e
	4.24
	3.16
	3.41

	M7‒ε-b-m-w-y-e
	3.91
	2.82
	2.96
	M7‒ζ-a-q-r-j-e
	4.09
	3.00
	3.26

	M7‒ε-b-n-w-x-e
	3.85
	2.75
	2.88
	M7‒ζ-c-w-v-e
	4.24
	3.16
	3.41

	M7‒ε-a-m-r-y-e
	3.99
	2.91
	3.05
	M7‒ζ-a-w-k-e
	4.09
	2.95
	3.21

	M7‒ε-r-t-x-u-e
	3.80
	2.72
	2.87
	M7‒ζ-a-p-k-r-e
	4.04
	2.93
	3.20

	
	
	
	
	M7‒ζ-w-k-v-u-e
	4.06
	2.96
	3.22

	
	
	
	
	
	
	
	

	M8‒ε-a-b-m-w-e
	4.14
	3.00
	3.24
	M8*‒ζ-a-b-q-w-e
	4.12
	3.01
	3.26

	M8‒ε-a-b-m-w-d
	4.15
	3.02
	3.26
	M8*‒ζ-a-b-q-w-g
	4.16
	3.04
	3.28

	M8‒ε-a-b-m-w-g
	4.15
	3.02
	3.25
	M8*‒ζ-a-b-q-w-d
	4.16
	3.05
	3.29

	M8‒ε-a-b-m-w-f
	4.14
	3.00
	3.24
	M8*‒ζ-a-b-q-w-f
	4.12
	3.02
	3.26

	M8‒ε-a-b-m-w-i
	4.14
	3.02
	3.25
	M8*‒ζ-a-b-q-w-i
	4.15
	3.05
	3.29

	M8‒ε-a-b-m-w-h
	4.14
	3.02
	3.25
	M8*‒ζ-a-b-q-w-h
	4.16
	3.05
	3.29

	M8‒ε-a-m-r-t-e
	4.10
	3.01
	3.27
	M8*‒ζ-a-q-r-e
	4.08
	2.99
	3.24

	M8‒ε-a-m-r-s-e
	4.10
	3.00
	3.26
	M8*‒ζ-c-w-z-e
	4.21
	3.13
	3.38

	M8‒ε-b-w-x-u-e
	4.07
	2.98
	3.21
	M8*‒ζ-a-p-r-k-e
	4.04
	2.93
	3.18

	M8‒ε-c-n-r-x-e
	4.05
	3.00
	3.25
	M8*‒ζ-p-r-k-z-u-e
	3.98
	2.84
	3.12

	M8‒ε-a-m-w-t-e
	4.07
	2.94
	3.21
	
	
	
	

	M8‒ε-b-m-w-y-e
	4.12
	2.99
	3.27
	
	
	
	

	M8‒ε-c-m-r-y-e
	4.01
	2.93
	3.18
	
	
	
	

	M8‒ε-b-n-w-x-e
	4.14
	3.05
	3.31
	
	
	
	

	M8‒ε-c-n-w-x-e
	4.13
	3.06
	3.33
	
	
	
	

	M8‒ε-c-m-w-y-e
	4.10
	2.99
	3.26
	
	
	
	

	M8‒ε-r-t-x-u-e
	4.01
	2.98
	3.21
	
	
	
	

	M8‒ε-r-s-x-u-e
	4.00
	2.94
	3.19
	
	
	
	

	
	
	
	
	
	
	
	

	M9*‒ε-a-b-m-w-e
	4.19
	3.03
	3.27
	M9‒ζ-a-b-q-w-e
	4.16
	3.04
	3.28

	M9*‒ε-a-b-m-w-g
	4.20
	3.04
	3.28
	M9‒ζ-a-b-q-w-d
	4.19
	3.06
	3.30

	M9*‒ε-a-b-m-w-d
	4.20
	3.04
	3.28
	M9‒ζ-a-b-q-w-g
	4.18
	3.06
	3.30

	M9*‒ε-a-b-m-w-f
	4.18
	3.03
	3.27
	M9‒ζ-a-b-q-w-f
	4.16
	3.04
	3.28

	M9*‒ε-a-b-m-w-h
	4.19
	3.04
	3.28
	M9‒ζ-c-p-r-v-e
	4.17
	3.05
	3.31

	M9*‒ε-a-b-m-w-i
	4.19
	3.05
	3.28
	M9‒ζ-c-p-r-z-e
	4.11
	3.02
	3.27

	M9*‒ε-a-m-r-s-e
	4.14
	3.04
	3.30
	M9‒ζ-b-q-w-v-u
	4.14
	3.04
	3.29

	M9*‒ε-c-n-r-x-e
	4.10
	3.03
	3.28
	M9‒ζ-b-w-v-e
	4.26
	3.04
	3.29

	M9*‒ε-b-w-x-u-e
	4.11
	3.01
	3.24
	M9‒ζ-c-w-v-e
	4.27
	3.18
	3.45

	M9*‒ε-b-n-w-x-e
	4.18
	3.04
	3.30
	M9‒ζ-a-q-r-e
	4.16
	3.04
	3.29

	M9*‒ε-c-n-w-x-e
	4.16
	3.07
	3.34
	M9‒ζ-c-w-z-e
	4.23
	3.13
	3.40

	M9*‒ε-b-m-w-y-e
	4.16
	3.01
	3.28
	M9‒ζ-a-w-k-e
	4.15
	2.99
	3.23

	M9*‒ε-c-m-r-y-e
	4.05
	2.95
	3.20
	M9‒ζ-a-p-r-k-e
	4.10
	2.97
	3.22

	M9*‒ε-c-m-w-e
	4.12
	3.00
	3.27
	M9‒ζ-r-j-z-e
	4.06
	2.98
	3.23

	M9*‒ε-r-t-x-u-e
	4.06
	2.99
	3.25
	M9‒ζ-r-j-v-e
	4.09
	3.01
	3.25

	
	
	
	
	
	
	
	

	M10‒ε-a-b-m-w-e
	4.19
	3.05
	3.28
	M10*‒ζ-a-b-q-w-e
	4.19
	3.07
	3.30

	M10‒ε-a-b-m-w-d
	4.20
	3.07
	3.29
	M10*‒ζ-a-b-q-w-g
	4.20
	3.08
	3.32

	M10‒ε-a-b-m-w-g
	4.20
	3.07
	3.30
	M10*‒ζ-a-b-q-w-f
	4.18
	3.08
	3.32

	M10‒ε-a-b-m-w-f
	4.19
	3.05
	3.28
	M10*‒ζ-a-b-q-w-d
	4.22
	3.09
	3.32

	M10‒ε-a-b-m-w-i
	4.19
	3.07
	3.29
	M10*‒ζ-c-p-r-z-e
	4.18
	3.09
	3.33

	M10‒ε-a-b-m-w-h
	4.19
	3.07
	3.30
	M10*‒ζ-b-q-w-z-u-e
	4.24
	3.13
	3.35

	M10‒ε-c-n-r-x-e
	4.16
	3.08
	3.33
	M10*‒ζ-a-q-r-e
	4.15
	3.09
	3.30

	M10‒ε-b-w-x-e
	4.09
	3.08
	3.24
	M10*‒ζ-a-p-r-e
	4.15
	3.04
	3.29

	M10‒ε-c-n-w-x-e
	4.19
	3.14
	3.39
	M10*‒ζ-w-z-k-u-e
	4.11
	2.98
	3.22

	M10‒ε-b-n-w-x-e
	4.15
	3.13
	3.33
	
	
	
	

	M10‒ε-r-s-x-u-e
	4.09
	3.08
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