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Figure S1: Optimized structure of CBP using M06-2X, and ωB97XD functionals

Table S1: Bond lengths (Å) in the CBP molecule

	
	B3LYP
	M06-2X
	ωB97XD
	Expa

	C1-C2
	1.40
	1.40
	1.40
	1.40

	C1-C6
	1.38
	1.38
	1.38
	1.37

	C1-H7
	1.08
	1.08
	1.08
	0.95

	C2-C3
	1.39
	1.38
	1.38
	1.38

	C2-H8
	1.08
	1.08
	1.08
	1.03

	C3-C4
	1.39
	1.39
	1.39
	1.39

	C3-H9
	1.08
	1.08
	1.08
	0.98

	C4-C5
	1.41
	1.41
	1.40
	1.41

	C4-N58
	1.39
	1.39
	1.39
	1.40

	C5-C6
	1.39
	1.39
	1.39
	1.38

	C5-C15
	1.44
	1.44
	1.44
	1.44

	C6-H10
	1.08
	1.08
	1.08
	0.97

	C11-C12
	1.39
	1.39
	1.39
	1.39

	C11-C15
	1.41
	1.41
	1.40
	1.41

	C11-N58
	1.39
	1.39
	1.39
	1.39

	C12-C13
	1.39
	1.38
	1.38
	139

	C12-H16
	1.08
	1.08
	1.08
	0.99

	C13-C14
	1.40
	1.40
	1.40
	1.40

	C13-H17
	1.08
	1.08
	1.08
	1.00

	C14-H18
	1.08
	1.08
	1.08
	0.98

	C14-C59
	1.38
	1.38
	1.38
	1.37

	C15-C59
	1.39
	1.39
	1.39
	1.39

	C19-C20
	1.39
	1.39
	1.39
	1.39

	C19-C23
	1.39
	1.39
	1.39
	1.38

	C19-N58
	1.41
	1.41
	1.41
	1.41

	C20-H31
	1.08
	1.08
	1.08
	0.96

	C20-C61
	1.38
	1.38
	1.38
	1.38

	C21-C22
	1.40
	1.39
	1.39
	1.39

	C21-C24
	1.48
	1.48
	1.48
	1.48

	C21-C61
	1.40
	1.39
	1.39
	1.39

	C22-C23
	1.38
	1.38
	1.38
	1.38

	C22-H32
	1.08
	1.08
	1.08
	0.99

	C23-H33
	1.08
	1.08
	1.08
	0.95

	C24-C25
	1.40
	1.39
	1.39
	1.39

	C24-C30
	1.40
	1.39
	1.39
	1.39

	C25-C26
	1.38
	1.38
	1.38
	1.38

	C25-H56
	1.08
	1.08
	1.08
	0.99

	C26-H27
	1.08
	1.08
	1.08
	0.95

	C26-C28
	1.39
	1.39
	1.39
	1.38

	C28-C29
	1.39
	1.39
	1.39
	1.39

	C28-N57
	1.42
	1.41
	1.41
	1.41

	C29-C30
	1.38
	1.38
	1.38
	1.38

	C29-H34
	1.08
	1.08
	1.08
	0.96

	C30-H35
	1.08
	1.08
	1.08
	0.98

	C36-C37
	1.40
	1.40
	1.40
	1.40

	C36-C41
	1.38
	1.38
	1.38
	1.37

	C36-H42
	1.08
	1.08
	1.08
	0.98

	C37-C38
	1.39
	1.38
	1.38
	1.39

	C37-H43
	1.08
	1.08
	1.08
	1.00

	C38-C39
	1.39
	1.39
	1.39
	1.39

	C38-H44
	1.08
	1.08
	1.08
	0.99

	C39-C40
	1.41
	1.41
	1.40
	1.41

	C39-N57
	1.39
	1.39
	1.39
	1.39

	C40-C41
	1.39
	1.39
	1.39
	1.39

	C40-C51
	1.44
	1.44
	1.44
	1.44

	C41-H45
	1.08
	1.08
	1.08
	0.98

	C46-C47
	1.39
	1.39
	1.39
	1.39

	C46-C51
	1.41
	1.41
	1.40
	1.41

	C46-N57
	1.39
	1.39
	1.39
	1.40

	C47-C48
	1.39
	1.38
	1.38
	1.38

	C47-H52
	1.08
	1.08
	1.08
	0.98

	C48-C49
	1.40
	1.40
	1.40
	1.40

	C48-H53
	1.08
	1.08
	1.08
	1.03

	C49-C50
	1.38
	1.38
	1.38
	1.37

	C49-H54
	1.08
	1.08
	1.08
	0.95

	C50-C51
	1.39
	1.39
	1.39
	1.38

	C50-H55
	1.08
	1.08
	1.08
	0.97

	C59-H60
	1.08
	1.08
	1.08
	0.98

	C61-H62
	1.08
	1.08
	1.08
	0.98


(a) Experimental data for bonds lengths [1]

Table S2: Angles (°) of valence in the CBP molecule

	
	B3LYP
	M06-2X
	ωB97XD
	Exp(a)

	A(C2,C1,C6)
	120.56
	120.58
	120.57
	120.77

	A(C2,C1,H7)
	119.54
	119.49
	119.52
	117.4

	A(C6,C1,H7)
	119.88
	119.91
	119.90
	121.8

	A(C1,C2,C3)
	121.43
	121.56
	121.49
	121.47

	A(C1,C2,H8)
	119.44
	119.35
	119.38
	118.5

	A(C3,C2,H8)
	119.11
	119.07
	119.11
	120.0

	A(C2,C3,C4)
	117.76
	117.50
	117.58
	117.42

	A(C2,C3,H9)
	120.88
	121.18
	121.12
	121.0

	A(C4,C3,H9)
	121.34
	121.30
	121.29
	121.6

	A(C3,C4,C5)
	121.53
	121.66
	121.64
	121.58

	A(C3,C4,N58)
	129.51
	129.36
	129.33
	129.55

	A(C5,C4,N58)
	108.92
	108.94
	109.00
	108.76

	A(C4,C5,C6)
	119.50
	119.65
	119.66
	119.32

	A(C4,C5,C15)
	106.87
	106.77
	106.74
	106.89

	A(C6,C5,C15)
	133.62
	133.56
	133.58
	133.75

	A(C1,C6,C5)
	119.18
	119.01
	119.03
	119.42

	A(C1,C6,H10)
	120.42
	120.65
	120.60
	120.6

	A(C5,C6,H10)
	120.39
	120.33
	120.36
	120.0

	A(C12,C11,C15)
	121.53
	121.66
	121.64
	121.43

	A(C12,C11,N58)
	129.51
	129.36
	129.33
	129.46

	A(C15,C11,N58)
	108.92
	108.94
	109.00
	109.11

	A(C11,C12,C13)
	117.76
	117.50
	117.58
	117.41

	A(C11,C12,H16)
	121.34
	121.30
	121.29
	119.8

	A(C13,C12,H16)
	120.88
	121.18
	121.12
	122.7

	A(C12,C13,C14)
	121.43
	121.56
	121.49
	121.76

	A(C12,C13,H17)
	119.11
	119.07
	119.11
	118.5

	A(C14,C13,H17)
	119.44
	119.35
	119.38
	119.7

	A(C13,C14,H18)
	119.54
	119.49
	119.52
	121.7

	A(C13,C14,C59)
	120.56
	120.58
	120.57
	120.20

	A(H18,C14,C59)
	119.88
	119.91
	119.90
	118.0

	A(C5,C15,C11)
	106.87
	106.77
	106.74
	107.14

	A(C5,C15,C59)
	133.62
	133.56
	133.58
	133.29

	A(C11,C15,C59)
	119.50
	119.65
	119.66
	119.51

	A(C20,C19,C23)
	119.20
	119.68
	119.61
	118.81

	A(C20,C19,N58)
	120.40
	120.15
	120.18
	120.30

	A(C23,C19,N58)
	120.39
	120.15
	120.19
	120.88

	A(C19,C20,H31)
	119.46
	119.28
	119.38
	118.3

	A(C19,C20,C61)
	120.22
	119.95
	120.01
	119.93

	A(H31,C20,C61)
	120.30
	120.74
	120.59
	121.8

	A(C22,C21,C24)
	121.08
	120.82
	120.85
	121.56

	A(C22,C21,C61)
	117.81
	118.34
	118.29
	116.71

	A(C24,C21,C61)
	121.10
	120.83
	120.85
	121.73

	A(C21,C22,C23)
	121.26
	121.02
	121.02
	121.80

	A(C21,C22,H32)
	119.57
	119.48
	119.57
	119.8

	A(C23,C22,H32)
	119.11
	119.44
	119.36
	118.2

	A(C19,C23,C22)
	120.22
	119.95
	120.01
	120.54

	A(C19,C23,H33)
	119.46
	119.28
	119.38
	118.5

	A(C22,C23,H33)
	120.30
	120.74
	120.58
	121.0

	A(C21,C24,C25)
	121.09
	120.82
	120.85
	121.56

	A(C21,C24,C30)
	121.08
	120.81
	120.85
	121.73

	A(C25,C24,C30)
	117.81
	118.35
	118.29
	116.71

	A(C24,C25,C26)
	121.26
	121.01
	121.02
	121.80

	A(C24,C25,H56)
	119.59
	119.50
	119.59
	119.8

	A(C26,C25,H56)
	119.13
	119.47
	119.38
	118.2

	A(C25,C26,H27)
	120.30
	120.76
	120.59
	121.0

	A(C25,C26,C28)
	120.21
	119.94
	120.00
	120.54

	A(H27,C26,C28)
	119.47
	119.29
	119.39
	118.5

	A(C26,C28,C29)
	119.22
	119.71
	119.62
	118.81

	A(C26,C28,N57)
	120.38
	120.14
	120.18
	120.88

	A(C29,C28,N57)
	120.38
	120.14
	120.19
	120.30

	A(C28,C29,C30)
	120.21
	119.94
	120.00
	119.93

	A(C28,C29,H34)
	119.47
	119.29
	119.39
	118.3

	A(C30,C29,H34)
	120.31
	120.76
	120.59
	121.8

	A(C24,C30,C29)
	121.26
	121.01
	121.02
	122.18

	A(C24,C30,H35)
	119.59
	119.50
	119.59
	119.6

	A(C29,C30,H35)
	119.14
	119.47
	119.38
	118.2

	A(C37,C36,C41)
	120.57
	120.59
	120.57
	120.20

	A(C37,C36,H42)
	119.54
	119.48
	119.51
	121.7

	A(C41,C36,H42)
	119.88
	119.91
	119.90
	118.0

	A(C36,C37,C38)
	121.43
	121.56
	121.49
	121.76

	A(C36,C37,H43)
	119.44
	119.35
	119.38
	119.7

	A(C38,C37,H43)
	119.11
	119.07
	119.11
	118.5

	A(C37,C38,C39)
	117.75
	117.49
	117.57
	117.41

	A(C37,C38,H44)
	120.89
	121.19
	121.12
	122.7

	A(C39,C38,H44)
	121.35
	121.31
	121.30
	119.8

	A(C38,C39,C40)
	121.54
	121.67
	121.65
	121.43

	A(C38,C39,N57)
	129.50
	129.35
	129.32
	129.46

	A(C40,C39,N57)
	108.92
	108.93
	108.99
	109.11

	A(C39,C40,C41)
	119.49
	119.64
	119.65
	119.51

	A(C39,C40,C51)
	106.86
	106.77
	106.741
	107.14

	A(C41,C40,C51)
	133.63
	133.57
	133.59
	133.29

	A(C36,C41,C40)
	119.18
	119.01
	119.03
	199.66

	A(C36,C41,H45)
	120.42
	120.65
	120.60
	120.5

	A(C40,C41,H45)
	120.39
	120.33
	120.36
	119.8

	A(C47,C46,C51)
	121.54
	121.67
	121.65
	121.58

	A(C47,C46,N57)
	129.50
	129.35
	129.32
	129.55

	A(C51,C46,N57)
	108.92
	108.93
	108.99
	108.76

	A(C46,C47,C48)
	117.75
	117.49
	117.56
	117.42

	A(C46,C47,H52)
	121.35
	121.31
	121.30
	121.6

	A(C48,C47,H52)
	120.89
	121.18
	121.12
	121.0

	A(C47,C48,C49)
	121.43
	121.56
	121.49
	121.47

	A(C47,C48,H53)
	119.11
	119.07
	119.11
	120.0

	A(C49,C48,H53)
	119.44
	119.35
	119.38
	118.5

	A(C48,C49,C50)
	120.57
	120.59
	120.57
	120.77

	A(C48,C49,H54)
	119.54
	119.48
	119.51
	117.4

	A(C50,C49,H54)
	119.88
	119.91
	119.90
	121.8

	A(C49,C50,C51)
	119.18
	119.01
	119.03
	119.42

	A(C49,C50,H55)
	120.42
	120.65
	120.60
	120.6

	A(C51,C50,H55)
	120.39
	120.33
	120.36
	120.0

	A(C40,C51,C46)
	106.86
	106.77
	106.74
	106.89

	A(C40,C51,C50)
	133.63
	133.57
	133.60
	133.75

	A(C46,C51,C50)
	119.49
	119.64
	119.65
	119.32

	A(C28,N57,C39)
	125.78
	125.70
	125.74
	126.39

	A(C28,N57,C46)
	125.79
	125.70
	125.73
	125.13

	A(C39,N57,C46)
	108.42
	108.59
	108.52
	108.11

	A(C4,N58,C11)
	108.40
	108.57
	108.50
	108.11

	A(C4,N58,C19)
	125.79
	125.71
	125.75
	125.13

	A(C11,N58,C19)
	125.80
	125.71
	125.74
	126.39

	A(C14,C59,C15)
	119.18
	119.01
	119.03
	119.66

	A(C14,C59,H60)
	120.42
	120.65
	120.60
	120.5

	A(C15,C59,H60)
	120.39
	120.33
	120.36
	119.8

	A(C20,C61,C21)
	121.26
	121.02
	121.02
	122.18

	A(C20,C61,H62)
	119.11
	119.43
	119.36
	118.2

	A(C21,C61,H62)
	119.57
	119.49
	119.57
	119.6


(a) Experimental data for angles of valence [1]

Table S3: Atomic charges in the CBP molecule

	Atoms
	B3LYP
	M06-2X
	ωB97XD

	C1
	-0.22
	-0.22
	-0.22

	C2
	-0.18
	-0.18
	-0.18

	C3
	-0.24
	-0.25
	-0.25

	C4
	0.19
	0.20
	0.20

	C5
	-0.08
	-0.08
	-0.08

	C6
	-0.17
	-0.17
	-0.17

	H7
	0.20
	0.20
	0.20

	H8
	0.20
	0.20
	0.20

	H9
	0.21
	0.22
	0.21

	H10
	0.20
	0.21
	0.20

	C11
	0.19
	0.20
	0.20

	C12
	-0.24
	-0.25
	-0.25

	C13
	-0.18
	-0.18
	-0.18

	C14
	-0.22
	-0.22
	-0.22

	C15
	-0.08
	-0.08
	-0.08

	H16
	0.21
	0.22
	0.21

	H17
	0.20
	0.20
	0.20

	H18
	0.20
	0.20
	0.20

	C19
	0.15
	0.16
	0.16

	C20
	-0.20
	-0.20
	-0.20

	C21
	-0.04
	-0.05
	-0.04

	C22
	-0.17
	-0.18
	-0.18

	C23
	-0.20
	-0.20
	-0.20

	C24
	-0.04
	-0.05
	-0.04

	C25
	-0.17
	-0.18
	-0.18

	C26
	-0.19
	-0.20
	-0.20

	H27
	0.21
	0.22
	0.22

	C28
	0.15
	0.16
	0.16

	C29
	-0.19
	-0.20
	-0.20

	C30
	-0.17
	-0.18
	-0.18

	H31
	0.21
	0.22
	0.22

	H32
	0.20
	0.21
	0.21

	H33
	0.21
	0.22
	0.22

	H34
	0.21
	0.22
	0.22

	H35
	0.20
	0.21
	0.21

	C36
	-0.22
	-0.22
	-0.22

	C37
	-0.18
	-0.18
	-0.18

	C38
	-0.24
	-0.25
	-0.25

	C39
	0.19
	0.20
	0.20

	C40
	-0.08
	-0.08
	-0.08

	C41
	-0.17
	-0.17
	-0.17

	H42
	0.20
	0.20
	0.20

	H43
	0.20
	0.20
	0.20

	H44
	0.21
	0.22
	0.21

	H45
	0.20
	0.20
	0.20

	C46
	0.19
	0.20
	0.20

	C47
	-0.24
	-0.25
	-0.25

	C48
	-0.18
	-0.18
	-0.18

	C49
	-0.22
	-0.22
	-0.22

	C50
	-0.17
	-0.17
	-0.17

	C51
	-0.08
	-0.08
	-0.08

	H52
	0.21
	0.22
	0.21

	H53
	0.20
	0.20
	0.20

	H54
	0.20
	0.20
	0.20

	H55
	0.20
	0.20
	0.20

	H56
	0.20
	0.21
	0.21

	N57
	-0.42
	-0.43
	-0.43

	N58
	-0.42
	-0.43
	-0.43

	C59
	-0.17
	-0.17
	-0.17

	H60
	0.20
	0.21
	0.20

	C61
	-0.17
	-0.18
	-0.18

	H62
	0.20
	0.21
	0.21





Table S4: Second order perturbation theory for CBP using B3LYP/6-311G(d,p)

	Donnor
	type
	Acceptor
	type
	E(2) (kcal/mol)
	εj-εi(a.u)
	Fi,j (a.u)

	C1-C2
	σ
	C1-C6
	σ*
	3.02
	1.27
	0.055

	C1-C2
	σ
	C1-H7
	σ*
	1.09
	1.14
	0.031

	C1-C2
	σ
	C2-C3
	σ*
	2.98
	1.27
	0.055

	C1-C2
	σ
	C2-H8
	σ*
	1.07
	1.14
	0.031

	C1-C2
	σ
	C3-H9
	σ*
	2.48
	1.13
	0.047

	C1-C2
	σ
	C6-H10
	σ*
	2.51
	1.13
	0.048

	C1-C6
	σ
	C1-C2
	σ*
	2.95
	1.26
	0.055

	C1-C6
	σ
	C1-H7
	σ*
	1.17
	1.14
	0.033

	C1-C6
	σ
	C2-H8
	σ*
	2.20
	1.14
	0.045

	C1-C6
	σ
	C5-C6
	σ*
	3.76
	1.27
	0.062

	C1-C6
	σ
	C5-C15
	σ*
	4.97
	1.22
	0.070

	C1-C6
	σ
	C6-H10
	σ*
	1.20
	1.14
	0.033

	C1-C6
	π
	C2-C3
	π*
	21.10
	0.28
	0.069

	C1-C6
	π
	C4-C5
	π*
	18.10
	0.28
	0.067

	C1-H7
	σ
	C1-C2
	σ*
	0.59
	1.08
	0.023

	C1-H7
	σ
	C1-C6
	σ*
	0.68
	1.10
	0.024

	C1-H7
	σ
	C2-C3
	σ*
	3.97
	1.09
	0.059

	C1-H7
	σ
	C2-H8
	σ*
	0.66
	0.96
	0.022

	C1-H7
	σ
	C5-C6
	σ*
	4.09
	1.09
	0.060

	C1-H7
	σ
	C6-H10
	σ*
	0.66
	0.95
	0.022

	C2-C3
	σ
	C1-C2
	σ*
	2.93
	1.27
	0.055

	C2-C3
	σ
	C1-H7
	σ*
	2.11
	1.15
	0.044

	C2-C3
	σ
	C2-H8
	σ*
	1.03
	1.14
	0.031

	C2-C3
	σ
	C3-C4
	σ*
	4.02
	1.27
	0.064

	C2-C3
	σ
	C3-H9
	σ*
	1.38
	1.14
	0.036

	C2-C3
	σ
	C4-N58
	σ*
	6.32
	1.13
	0.075

	C2-C3
	π
	C1-C6
	π*
	17.44
	0.29
	0.064

	C2-C3
	π
	C4-C5
	π*
	20.65
	0.28
	0.072

	C2-H8
	σ
	C1-C2
	σ*
	0.55
	1.08
	0.022

	C2-H8
	σ
	C1-C6
	σ*
	3.87
	1.10
	0.058

	C2-H8
	σ
	C1-H7
	σ*
	0.67
	0.96
	0.023

	C2-H8
	σ
	C2-C3
	σ*
	0.61
	1.10
	0.023

	C2-H8
	σ
	C3-C4
	σ*
	4.18
	1.08
	0.060

	C2-H8
	σ
	C3-H9
	σ*
	0.65
	0.96
	0.022

	C3-C4
	σ
	C2-C3
	σ*
	3.39
	1.29
	0.059

	C3-C4
	σ
	C2-H8
	σ*
	2.22
	1.16
	0.045

	C3-C4
	σ
	C3-H9
	σ*
	1.42
	1.15
	0.036

	C3-C4
	σ
	C4-C5
	σ*
	5.07
	1.25
	0.071

	C3-C4
	σ
	C4-N58
	σ*
	2.48
	1.14
	0.047

	C3-C4
	σ
	C5-C15
	σ*
	1.69
	1.23
	0.041

	C3-C4
	σ
	C11-N58
	σ*
	2.15
	1.14
	0.044

	C3-H9
	σ
	C1-C2
	σ*
	3.76
	1.09
	0.057

	C3-H9
	σ
	C2-C3
	σ*
	1.04
	1.10
	0.030

	C3-H9
	σ
	C2-H8
	σ*
	0.65
	0.97
	0.022

	C3-H9
	σ
	C3-C4
	σ*
	0.78
	1.09
	0.026

	C3-H9
	σ
	C4-C5
	σ*
	4.55
	1.06
	0.062

	C4-C5
	σ
	C3-C4
	σ*
	4.72
	1.23
	0.068

	C4-C5
	σ
	C3-H9
	σ*
	2.55
	1.10
	0.048

	C4-C5
	σ
	C4-N58
	σ*
	1.22
	1.09
	0.033

	C4-C5
	σ
	C5-C6
	σ*
	3.89
	1.24
	0.062

	C4-C5
	σ
	C5-C15
	σ*
	2.71
	1.18
	0.051

	C4-C5
	σ
	C6-H10
	σ*
	2.53
	1.10
	0.047

	C4-C5
	σ
	C15-C59
	σ*
	5.05
	1.24
	0.071

	C4-C5
	σ
	C19-N58
	σ*
	4.89
	1.06
	0.064

	C4-C5
	π
	C1-C6
	π*
	20.80
	0.28
	0.070

	C4-C5
	π
	C2-C3
	π*
	18.64
	0.28
	0.065

	C4-C5
	π
	C4-C5
	π*
	0.72
	0.28
	0.013

	C4-C5
	π
	C11-C15
	π*
	18.56
	0.28
	0.065

	C4-N58
	σ
	C2-C3
	σ*
	0.91
	1.36
	0.031

	C4-N58
	σ
	C3-C4
	σ*
	2.16
	1.35
	0.048

	C4-N58
	σ
	C4-C5
	σ*
	1.36
	1.32
	0.038

	C4-N58
	σ
	C5-C6
	σ*
	2.40
	1.36
	0.051

	C4-N58
	σ
	C11-C12
	σ*
	3.90
	1.35
	0.065

	C4-N58
	σ
	C11-N58
	σ*
	2.30
	1.21
	0.047

	C4-N58
	σ
	C19-C20
	σ*
	1.18
	1.33
	0.035

	C4-N58
	σ
	C19-C20
	π*
	0.86
	0.79
	0.026

	C4-N58
	σ
	C19-N58
	σ*
	2.64
	1.18
	0.050

	C5-C6
	σ
	C1-C6
	σ*
	3.29
	1.28
	0.058

	C5-C6
	σ
	C1-H7
	σ*
	2.30
	1.14
	0.046

	C5-C6
	σ
	C4-C5
	σ*
	4.58
	1.23
	0.067

	C5-C6
	σ
	C4-N58
	σ*
	2.08
	1.12
	0.043

	C5-C6
	σ
	C5-C15
	σ*
	5.21
	1.21
	0.071

	C5-C6
	σ
	C6-H10
	σ*
	1.20
	1.13
	0.033

	C5-C6
	σ
	C11-C15
	σ*
	0.95
	1.23
	0.030

	C5-C15
	σ
	C1-C6
	σ*
	1.46
	1.23
	0.038

	C5-C15
	σ
	C3-C4
	σ*
	3.99
	1.22
	0.062

	C5-C15
	σ
	C4-C5
	σ*
	2.61
	1.19
	0.050

	C5-C15
	σ
	C4-N58
	σ*
	0.76
	1.08
	0.025

	C5-C15
	σ
	C5-C6
	σ*
	4.61
	1.22
	0.067

	C5-C15
	σ
	C11-C12
	σ*
	3.99
	1.22
	0.062

	C5-C15
	σ
	C11-C15
	σ*
	2.61
	1.19
	0.050

	C5-C15
	σ
	C11-N58
	σ*
	0.76
	1.08
	0.025

	C5-C15
	σ
	C14-C59
	σ*
	1.46
	1.23
	0.038

	C5-C15
	σ
	C15-C59
	σ*
	4.61
	1.22
	0.067

	C6-H10
	σ
	C1-C2
	σ*
	3.82
	1.08
	0.057

	C6-H10
	σ
	C1-C6
	σ*
	0.78
	1.10
	0.026

	C6-H10
	σ
	C1-H7
	σ*
	0.66
	0.97
	0.023

	C6-H10
	σ
	C4-C5
	σ*
	4.79
	1.05
	0.064

	C6-H10
	σ
	C5-C6
	σ*
	0.81
	1.09
	0.027

	C11-C12
	σ
	C4-N58
	σ*
	2.15
	1.14
	0.044

	C11-C12
	σ
	C5-C15
	σ*
	1.69
	1.23
	0.041

	C11-C12
	σ
	C11-C15
	σ*
	5.07
	1.25
	0.071

	C11-C12
	σ
	C11-N58
	σ*
	2.48
	1.14
	0.047

	C11-C12
	σ
	C12-C13
	σ*
	3.39
	1.29
	0.059

	C11-C12
	σ
	C12-H16
	σ*
	1.42
	1.15
	0.036

	C11-C12
	σ
	C13-H17
	σ*
	2.22
	1.16
	0.045

	C11-C15
	σ
	C5-C6
	σ*
	5.05
	1.24
	0.071

	C11-C15
	σ
	C5-C15
	σ*
	2.71
	1.18
	0.051

	C11-C15
	σ
	C11-C12
	σ*
	4.72
	1.23
	0.068

	C11-C15
	σ
	C11-N58
	σ*
	1.22
	1.09
	0.033

	C11-C15
	σ
	C12-H16
	σ*
	2.55
	1.10
	0.048

	C11-C15
	σ
	C15-C59
	σ*
	3.89
	1.24
	0.062

	C11-C15
	σ
	C19-N58
	σ*
	4.90
	1.06
	0.064

	C11-C15
	σ
	C59-H60
	σ*
	2.53
	1.10
	0.047

	C11-C15
	π
	C4-C5
	π*
	18.56
	0.28
	0.065

	C11-C15
	π
	C11-C15
	π*
	0.72
	0.28
	0.013

	C11-C15
	π
	C12-C13
	π*
	18.65
	0.28
	0.065

	C11-C15
	π
	C14-C59
	π*
	20.80
	0.28
	0.070

	C11-N58
	σ
	C3-C4
	σ*
	3.90
	1.35
	0.065

	C11-N58
	σ
	C4-N58
	σ*
	2.30
	1.21
	0.047

	C11-N58
	σ
	C11-C12
	σ*
	2.16
	1.35
	0.048

	C11-N58
	σ
	C11-C15
	σ*
	1.36
	1.32
	0.038

	C11-N58
	σ
	C12-C13
	σ*
	0.91
	1.36
	0.031

	C11-N58
	σ
	C15-C59
	σ*
	2.40
	1.36
	0.051

	C11-N58
	σ
	C19-C20
	π*
	0.97
	0.79
	0.027

	C11-N58
	σ
	C19-C23
	σ*
	1.15
	1.33
	0.035

	C11-N58
	σ
	C19-N58
	σ*
	2.62
	1.18
	0.050

	C12-C13
	σ
	C11-C12
	σ*
	4.02
	1.27
	0.064

	C12-C13
	σ
	C11-N58
	σ*
	6.32
	1.13
	0.075

	C12-C13
	σ
	C12-H16
	σ*
	1.38
	1.14
	0.036

	C12-C13
	σ
	C13-C14
	σ*
	2.93
	1.27
	0.055

	C12-C13
	σ
	C13-H17
	σ*
	1.03
	1.14
	0.031

	C12-C13
	σ
	C14-H18
	σ*
	2.11
	1.15
	0.044

	C12-C13
	π
	C11-C15
	π*
	20.65
	0.28
	0.072

	C12-C13
	π
	C14-C59
	π*
	17.44
	0.29
	0.064

	C12-H16
	σ
	C11-C12
	σ*
	0.78
	1.09
	0.026

	C12-H16
	σ
	C11-C15
	σ*
	4.55
	1.06
	0.062

	C12-H16
	σ
	C12-C13
	σ*
	1.04
	1.10
	0.030

	C12-H16
	σ
	C13-C14
	σ*
	3.76
	1.09
	0.057

	C12-H16
	σ
	C13-H17
	σ*
	0.65
	0.97
	0.022

	C13-C14
	σ
	C12-C13
	σ*
	2.98
	1.27
	0.055

	C13-C14
	σ
	C12-H16
	σ*
	2.48
	1.13
	0.047

	C13-C14
	σ
	C13-H17
	σ*
	1.07
	1.14
	0.031

	C13-C14
	σ
	C14-H18
	σ*
	1.09
	1.14
	0.031

	C13-C14
	σ
	C14-C59
	σ*
	3.02
	1.27
	0.055

	C13-C14
	σ
	C59-H60
	σ*
	2.51
	1.13
	0.048

	C13-H17
	σ
	C11-C12
	σ*
	4.18
	1.08
	0.060

	C13-H17
	σ
	C12-C13
	σ*
	0.61
	1.10
	0.023

	C13-H17
	σ
	C12-H16
	σ*
	0.65
	0.96
	0.022

	C13-H17
	σ
	C13-C14
	σ*
	0.55
	1.08
	0.022

	C13-H17
	σ
	C14-H18
	σ*
	0.67
	0.96
	0.023

	C13-H17
	σ
	C14-C59
	σ*
	3.87
	1.10
	0.058

	C14-H18
	σ
	C12-C13
	σ*
	3.97
	1.09
	0.059

	C14-H18
	σ
	C13-C14
	σ*
	0.59
	1.08
	0.023

	C14-H18
	σ
	C13-H17
	σ*
	0.66
	0.96
	0.022

	C14-H18
	σ
	C14-C59
	σ*
	0.68
	1.10
	0.024

	C14-H18
	σ
	C15-C59
	σ*
	4.09
	1.09
	0.060

	C14-H18
	σ
	C59-H60
	σ*
	0.66
	0.95
	0.022

	C14-C59
	σ
	C5-C15
	σ*
	4.97
	1.22
	0.070

	C14-C59
	σ
	C13-C14
	σ*
	2.95
	1.26
	0.055

	C14-C59
	σ
	C13-H17
	σ*
	2.20
	1.14
	0.045

	C14-C59
	σ
	C14-H18
	σ*
	1.17
	1.14
	0.033

	C14-C59
	σ
	C15-C59
	σ*
	3.76
	1.27
	0.062

	C14-C59
	σ
	C59-H60
	σ*
	1.20
	1.14
	0.033

	C14-C59
	π
	C11-C15
	π*
	18.11
	0.28
	0.067

	C14-C59
	π
	C12-C13
	π*
	21.11
	0.28
	0.069

	C15-C59
	σ
	C4-C5
	σ*
	0.95
	1.23
	0.030

	C15-C59
	σ
	C5-C15
	σ*
	5.21
	1.21
	0.071

	C15-C59
	σ
	C11-C15
	σ*
	4.58
	1.23
	0.067

	C15-C59
	σ
	C11-N58
	σ*
	2.08
	1.12
	0.043

	C15-C59
	σ
	C14-H18
	σ*
	2.30
	1.14
	0.046

	C15-C59
	σ
	C14-C59
	σ*
	3.29
	1.28
	0.058

	C15-C59
	σ
	C59-H60
	σ*
	1.20
	1.13
	0.033

	C19-C20
	σ
	C4-N58
	σ*
	2.37
	1.14
	0.047

	C19-C20
	σ
	C11-N58
	σ*
	0.52
	1.14
	0.022

	C19-C20
	σ
	C19-C23
	σ*
	4.54
	1.26
	0.068

	C19-C20
	σ
	C19-N58
	σ*
	1.77
	1.11
	0.040

	C19-C20
	σ
	C20-H31
	σ*
	1.21
	1.15
	0.033

	C19-C20
	σ
	C20-C61
	σ*
	3.42
	1.28
	0.059

	C19-C20
	σ
	C23-H33
	σ*
	2.22
	1.15
	0.045

	C19-C20
	σ
	C61-H62
	σ*
	2.20
	1.15
	0.045

	C19-C20
	π
	C4-N58
	σ*
	2.01
	0.70
	0.037

	C19-C20
	π
	C11-N58
	σ*
	1.77
	0.70
	0.034

	C19-C20
	π
	C21-C61
	π*
	20.03
	0.29
	0.069

	C19-C20
	π
	C22-C23
	π*
	19.87
	0.29
	0.068

	C19-C23
	σ
	C4-N58
	σ*
	0.55
	1.14
	0.022

	C19-C23
	σ
	C11-N58
	σ*
	2.32
	1.14
	0.046

	C19-C23
	σ
	C19-C20
	σ*
	4.51
	1.26
	0.067

	C19-C23
	σ
	C19-N58
	σ*
	1.77
	1.11
	0.040

	C19-C23
	σ
	C20-H31
	σ*
	2.22
	1.15
	0.045

	C19-C23
	σ
	C22-C23
	σ*
	3.42
	1.28
	0.059

	C19-C23
	σ
	C22-H32
	σ*
	2.21
	1.15
	0.045

	C19-C23
	σ
	C23-H33
	σ*
	1.21
	1.15
	0.033

	C19-N58
	σ
	C4-C5
	σ*
	1.18
	1.33
	0.035

	C19-N58
	σ
	C4-N58
	σ*
	2.55
	1.22
	0.050

	C19-N58
	σ
	C11-C15
	σ*
	1.18
	1.33
	0.035

	C19-N58
	σ
	C11-N58
	σ*
	2.57
	1.22
	0.050

	C19-N58
	σ
	C19-C20
	σ*
	1.59
	1.34
	0.041

	C19-N58
	σ
	C19-C23
	σ*
	1.58
	1.34
	0.041

	C19-N58
	σ
	C20-C61
	σ*
	1.41
	1.36
	0.039

	C19-N58
	σ
	C22-C23
	σ*
	1.41
	1.36
	0.039

	C20-H31
	σ
	C19-C20
	σ*
	0.74
	1.08
	0.025

	C20-H31
	σ
	C19-C23
	σ*
	4.50
	1.08
	0.062

	C20-H31
	σ
	C19-N58
	σ*
	0.84
	0.93
	0.025

	C20-H31
	σ
	C20-C61
	σ*
	0.91
	1.10
	0.028

	C20-H31
	σ
	C21-C61
	σ*
	4.14
	1.08
	0.060

	C20-H31
	σ
	C61-H62
	σ*
	0.71
	0.96
	0.023

	C20-C61
	σ
	C19-C20
	σ*
	3.61
	1.27
	0.060

	C20-C61
	σ
	C19-N58
	σ*
	4.26
	1.11
	0.062

	C20-C61
	σ
	C20-H31
	σ*
	1.25
	1.15
	0.034

	C20-C61
	σ
	C21-C24
	σ*
	3.48
	1.17
	0.057

	C20-C61
	σ
	C21-C61
	σ*
	3.82
	1.26
	0.062

	C20-C61
	σ
	C61-H62
	σ*
	1.12
	1.15
	0.032

	C21-C22
	σ
	C21-C24
	σ*
	3.29
	1.16
	0.055

	C21-C22
	σ
	C21-C61
	σ*
	4.02
	1.25
	0.063

	C21-C22
	σ
	C22-C23
	σ*
	3.44
	1.27
	0.059

	C21-C22
	σ
	C22-H32
	σ*
	1.21
	1.13
	0.033

	C21-C22
	σ
	C23-H33
	σ*
	2.21
	1.14
	0.045

	C21-C22
	σ
	C24-C25
	σ*
	1.93
	1.25
	0.044

	C21-C22
	σ
	C61-H62
	σ*
	2.52
	1.13
	0.048

	C21-C24
	σ
	C20-C61
	σ*
	2.23
	1.22
	0.047

	C21-C24
	σ
	C21-C22
	σ*
	3.01
	1.21
	0.054

	C21-C24
	σ
	C21-C61
	σ*
	3.00
	1.21
	0.054

	C21-C24
	σ
	C22-C23
	σ*
	2.23
	1.22
	0.047

	C21-C24
	σ
	C24-C25
	σ*
	3.01
	1.21
	0.054

	C21-C24
	σ
	C24-C30
	σ*
	3.00
	1.21
	0.054

	C21-C24
	σ
	C25-C26
	σ*
	2.23
	1.22
	0.047

	C21-C24
	σ
	C29-C30
	σ*
	2.23
	1.22
	0.047

	C21-C61
	σ
	C20-H31
	σ*
	2.21
	1.14
	0.045

	C21-C61
	σ
	C20-C61
	σ*
	3.43
	1.27
	0.059

	C21-C61
	σ
	C21-C22
	σ*
	4.04
	1.25
	0.064

	C21-C61
	σ
	C21-C24
	σ*
	3.29
	1.16
	0.055

	C21-C61
	σ
	C22-H32
	σ*
	2.52
	1.13
	0.048

	C21-C61
	σ
	C24-C30
	σ*
	1.99
	1.25
	0.045

	C21-C61
	σ
	C61-H62
	σ*
	1.21
	1.13
	0.033

	C21-C61
	π
	C19-C20
	π*
	22.09
	0.28
	0.070

	C21-C61
	π
	C22-C23
	π*
	19.91
	0.28
	0.068

	C21-C61
	π
	C24-C25
	σ*
	1.00
	0.82
	0.028

	C21-C61
	π
	C24-C30
	σ*
	1.23
	0.81
	0.031

	C21-C61
	π
	C24-C30
	π*
	9.89
	0.28
	0.047

	C22-C23
	σ
	C19-C23
	σ*
	3.61
	1.27
	0.060

	C22-C23
	σ
	C19-N58
	σ*
	4.26
	1.11
	0.062

	C22-C23
	σ
	C21-C22
	σ*
	3.82
	1.26
	0.062

	C22-C23
	σ
	C21-C24
	σ*
	3.48
	1.17
	0.057

	C22-C23
	σ
	C22-H32
	σ*
	1.12
	1.15
	0.032

	C22-C23
	σ
	C23-H33
	σ*
	1.25
	1.15
	0.034

	C22-C23
	π
	C19-C20
	π*
	20.63
	0.28
	0.069

	C22-C23
	π
	C21-C61
	π*
	19.91
	0.29
	0.068

	C22-H32
	σ
	C19-C23
	σ*
	4.08
	1.08
	0.059

	C22-H32
	σ
	C21-C22
	σ*
	0.80
	1.08
	0.026

	C22-H32
	σ
	C21-C61
	σ*
	4.41
	1.08
	0.062

	C22-H32
	σ
	C22-C23
	σ*
	0.79
	1.10
	0.026

	C22-H32
	σ
	C23-H33
	σ*
	0.69
	0.96
	0.023

	C23-H33
	σ
	C19-C20
	σ*
	4.49
	1.08
	0.062

	C23-H33
	σ
	C19-C23
	σ*
	0.74
	1.08
	0.025

	C23-H33
	σ
	C19-N58
	σ*
	0.84
	0.93
	0.025

	C23-H33
	σ
	C21-C22
	σ*
	4.14
	1.08
	0.060

	C23-H33
	σ
	C22-C23
	σ*
	0.91
	1.10
	0.028

	C23-H33
	σ
	C22-H32
	σ*
	0.71
	0.96
	0.023

	C24-C25
	σ
	C21-C22
	σ*
	1.93
	1.25
	0.044

	C24-C25
	σ
	C21-C24
	σ*
	3.29
	1.16
	0.055

	C24-C25
	σ
	C24-C30
	σ*
	4.03
	1.25
	0.063

	C24-C25
	σ
	C25-C26
	σ*
	3.44
	1.27
	0.059

	C24-C25
	σ
	C25-H56
	σ*
	1.22
	1.13
	0.033

	C24-C25
	σ
	C26-H27
	σ*
	2.21
	1.14
	0.045

	C24-C25
	σ
	C30-H35
	σ*
	2.53
	1.13
	0.048

	C24-C30
	σ
	C21-C24
	σ*
	3.29
	1.16
	0.055

	C24-C30
	σ
	C21-C61
	σ*
	1.99
	1.25
	0.045

	C24-C30
	σ
	C24-C25
	σ*
	4.05
	1.25
	0.064

	C24-C30
	σ
	C25-H56
	σ*
	2.53
	1.13
	0.048

	C24-C30
	σ
	C29-C30
	σ*
	3.44
	1.27
	0.059

	C24-C30
	σ
	C29-H34
	σ*
	2.21
	1.14
	0.045

	C24-C30
	σ
	C30-H35
	σ*
	1.22
	1.13
	0.033

	C24-C30
	π
	C21-C22
	σ*
	0.99
	0.81
	0.028

	C24-C30
	π
	C21-C61
	σ*
	1.22
	0.81
	0.031

	C24-C30
	π
	C21-C61
	π*
	9.93
	0.28
	0.047

	C24-C30
	π
	C25-C26
	π*
	19.89
	0.28
	0.068

	C24-C30
	π
	C28-C29
	π*
	22.11
	0.28
	0.070

	C25-C26
	σ
	C21-C24
	σ*
	3.48
	1.17
	0.057

	C25-C26
	σ
	C24-C25
	σ*
	3.82
	1.27
	0.062

	C25-C26
	σ
	C25-H56
	σ*
	1.12
	1.15
	0.032

	C25-C26
	σ
	C26-H27
	σ*
	1.25
	1.15
	0.034

	C25-C26
	σ
	C26-C28
	σ*
	3.61
	1.27
	0.060

	C25-C26
	σ
	C28-N57
	σ*
	4.27
	1.11
	0.062

	C25-C26
	π
	C24-C30
	π*
	19.99
	0.29
	0.068

	C25-C26
	π
	C28-C29
	π*
	20.68
	0.28
	0.069

	C25-H56
	σ
	C24-C25
	σ*
	0.81
	1.08
	0.026

	C25-H56
	σ
	C24-C30
	σ*
	4.42
	1.08
	0.062

	C25-H56
	σ
	C25-C26
	σ*
	0.78
	1.10
	0.026

	C25-H56
	σ
	C26-H27
	σ*
	0.69
	0.96
	0.023

	C25-H56
	σ
	C26-C28
	σ*
	4.06
	1.08
	0.059

	C26-H27
	σ
	C24-C25
	σ*
	4.14
	1.08
	0.060

	C26-H27
	σ
	C25-C26
	σ*
	0.90
	1.10
	0.028

	C26-H27
	σ
	C25-H56
	σ*
	0.71
	0.96
	0.023

	C26-H27
	σ
	C26-C28
	σ*
	0.75
	1.08
	0.025

	C26-H27
	σ
	C28-C29
	σ*
	4.51
	1.08
	0.062

	C26-H27
	σ
	C28-N57
	σ*
	0.84
	0.93
	0.025

	C26-C28
	σ
	C25-C26
	σ*
	3.42
	1.28
	0.059

	C26-C28
	σ
	C25-H56
	σ*
	2.21
	1.15
	0.045

	C26-C28
	σ
	C26-H27
	σ*
	1.22
	1.15
	0.034

	C26-C28
	σ
	C28-C29
	σ*
	4.51
	1.27
	0.067

	C26-C28
	σ
	C28-N57
	σ*
	1.76
	1.11
	0.040

	C26-C28
	σ
	C29-H34
	σ*
	2.22
	1.15
	0.045

	C26-C28
	σ
	C39-N57
	σ*
	2.27
	1.14
	0.046

	C26-C28
	σ
	C46-N57
	σ*
	0.57
	1.14
	0.023

	C28-C29
	σ
	C26-H27
	σ*
	2.22
	1.15
	0.045

	C28-C29
	σ
	C26-C28
	σ*
	4.53
	1.27
	0.068

	C28-C29
	σ
	C28-N57
	σ*
	1.76
	1.11
	0.040

	C28-C29
	σ
	C29-C30
	σ*
	3.42
	1.28
	0.059

	C28-C29
	σ
	C29-H34
	σ*
	1.22
	1.15
	0.034

	C28-C29
	σ
	C30-H35
	σ*
	2.21
	1.15
	0.045

	C28-C29
	σ
	C39-N57
	σ*
	0.54
	1.14
	0.022

	C28-C29
	σ
	C46-N57
	σ*
	2.32
	1.14
	0.046

	C28-C29
	π
	C24-C30
	π*
	19.96
	0.29
	0.069

	C28-C29
	π
	C25-C26
	π*
	19.95
	0.29
	0.068

	C28-C29
	π
	C39-N57
	σ*
	1.80
	0.70
	0.035

	C28-C29
	π
	C46-N57
	σ*
	2.06
	0.70
	0.037

	C28-N57
	σ
	C25-C26
	σ*
	1.42
	1.36
	0.039

	C28-N57
	σ
	C26-C28
	σ*
	1.58
	1.34
	0.041

	C28-N57
	σ
	C28-C29
	σ*
	1.58
	1.34
	0.041

	C28-N57
	σ
	C29-C30
	σ*
	1.42
	1.36
	0.039

	C28-N57
	σ
	C39-C40
	σ*
	1.18
	1.33
	0.035

	C28-N57
	σ
	C39-N57
	σ*
	2.56
	1.22
	0.050

	C28-N57
	σ
	C46-C51
	σ*
	1.18
	1.33
	0.035

	C28-N57
	σ
	C46-N57
	σ*
	2.55
	1.22
	0.050

	C29-C30
	σ
	C21-C24
	σ*
	3.48
	1.17
	0.057

	C29-C30
	σ
	C24-C30
	σ*
	3.81
	1.26
	0.062

	C29-C30
	σ
	C28-C29
	σ*
	3.61
	1.27
	0.060

	C29-C30
	σ
	C28-N57
	σ*
	4.27
	1.11
	0.062

	C29-C30
	σ
	C29-H34
	σ*
	1.25
	1.15
	0.034

	C29-C30
	σ
	C30-H35
	σ*
	1.12
	1.15
	0.032

	C29-H34
	σ
	C24-C30
	σ*
	4.13
	1.08
	0.060

	C29-H34
	σ
	C26-C28
	σ*
	4.51
	1.08
	0.062

	C29-H34
	σ
	C28-C29
	σ*
	0.75
	1.08
	0.025

	C29-H34
	σ
	C28-N57
	σ*
	0.84
	0.93
	0.025

	C29-H34
	σ
	C29-C30
	σ*
	0.90
	1.10
	0.028

	C29-H34
	σ
	C30-H35
	σ*
	0.71
	0.96
	0.023

	C30-H35
	σ
	C24-C25
	σ*
	4.43
	1.08
	0.062

	C30-H35
	σ
	C24-C30
	σ*
	0.81
	1.08
	0.026

	C30-H35
	σ
	C28-C29
	σ*
	4.06
	1.08
	0.059

	C30-H35
	σ
	C29-C30
	σ*
	0.78
	1.10
	0.026

	C30-H35
	σ
	C29-H34
	σ*
	0.69
	0.96
	0.023

	C36-C37
	σ
	C36-C41
	σ*
	3.02
	1.27
	0.055

	C36-C37
	σ
	C36-H42
	σ*
	1.09
	1.14
	0.031

	C36-C37
	σ
	C37-C38
	σ*
	2.98
	1.27
	0.055

	C36-C37
	σ
	C37-H43
	σ*
	1.07
	1.14
	0.031

	C36-C37
	σ
	C38-H44
	σ*
	2.48
	1.13
	0.047

	C36-C37
	σ
	C41-H45
	σ*
	2.51
	1.13
	0.048

	C36-C41
	σ
	C36-C37
	σ*
	2.95
	1.26
	0.055

	C36-C41
	σ
	C36-H42
	σ*
	1.17
	1.14
	0.033

	C36-C41
	σ
	C37-H43
	σ*
	2.20
	1.14
	0.045

	C36-C41
	σ
	C40-C41
	σ*
	3.76
	1.27
	0.062

	C36-C41
	σ
	C40-C51
	σ*
	4.97
	1.22
	0.070

	C36-C41
	σ
	C41-H45
	σ*
	1.20
	1.14
	0.033

	C36-C41
	π
	C37-C38
	π*
	21.10
	0.28
	0.069

	C36-C41
	π
	C39-C40
	π*
	18.08
	0.28
	0.066

	C36-H42
	σ
	C36-C37
	σ*
	0.59
	1.08
	0.023

	C36-H42
	σ
	C36-C41
	σ*
	0.68
	1.10
	0.024

	C36-H42
	σ
	C37-C38
	σ*
	3.97
	1.09
	0.059

	C36-H42
	σ
	C37-H43
	σ*
	0.66
	0.96
	0.022

	C36-H42
	σ
	C40-C41
	σ*
	4.09
	1.09
	0.060

	C36-H42
	σ
	C41-H45
	σ*
	0.66
	0.95
	0.022

	C37-C38
	σ
	C36-C37
	σ*
	2.93
	1.27
	0.054

	C37-C38
	σ
	C36-H42
	σ*
	2.11
	1.15
	0.044

	C37-C38
	σ
	C37-H43
	σ*
	1.03
	1.14
	0.031

	C37-C38
	σ
	C38-C39
	σ*
	4.01
	1.27
	0.064

	C37-C38
	σ
	C38-H44
	σ*
	1.38
	1.14
	0.036

	C37-C38
	σ
	C39-N57
	σ*
	6.32
	1.13
	0.076

	C37-C38
	π
	C36-C41
	π*
	17.44
	0.29
	0.064

	C37-C38
	π
	C39-C40
	π*
	20.66
	0.28
	0.072

	C37-H43
	σ
	C36-C37
	σ*
	0.55
	1.08
	0.022

	C37-H43
	σ
	C36-C41
	σ*
	3.87
	1.10
	0.058

	C37-H43
	σ
	C36-H42
	σ*
	0.67
	0.96
	0.023

	C37-H43
	σ
	C37-C38
	σ*
	0.61
	1.10
	0.023

	C37-H43
	σ
	C38-C39
	σ*
	4.18
	1.08
	0.060

	C37-H43
	σ
	C38-H44
	σ*
	0.65
	0.96
	0.022

	C38-C39
	σ
	C37-C38
	σ*
	3.39
	1.29
	0.059

	C38-C39
	σ
	C37-H43
	σ*
	2.22
	1.16
	0.045

	C38-C39
	σ
	C38-H44
	σ*
	1.41
	1.15
	0.036

	C38-C39
	σ
	C39-C40
	σ*
	5.07
	1.25
	0.071

	C38-C39
	σ
	C39-N57
	σ*
	2.48
	1.14
	0.048

	C38-C39
	σ
	C40-C51
	σ*
	1.69
	1.23
	0.041

	C38-C39
	σ
	C46-N57
	σ*
	2.15
	1.14
	0.044

	C38-H44
	σ
	C36-C37
	σ*
	3.76
	1.09
	0.057

	C38-H44
	σ
	C37-C38
	σ*
	1.04
	1.10
	0.030

	C38-H44
	σ
	C37-H43
	σ*
	0.65
	0.97
	0.022

	C38-H44
	σ
	C38-C39
	σ*
	0.78
	1.09
	0.026

	C38-H44
	σ
	C39-C40
	σ*
	4.55
	1.06
	0.062

	C39-C40
	σ
	C28-N57
	σ*
	4.91
	1.06
	0.064

	C39-C40
	σ
	C38-C39
	σ*
	4.72
	1.23
	0.068

	C39-C40
	σ
	C38-H44
	σ*
	2.55
	1.10
	0.048

	C39-C40
	σ
	C39-N57
	σ*
	1.22
	1.09
	0.033

	C39-C40
	σ
	C40-C41
	σ*
	3.89
	1.24
	0.062

	C39-C40
	σ
	C40-C51
	σ*
	2.70
	1.18
	0.051

	C39-C40
	σ
	C41-H45
	σ*
	2.53
	1.10
	0.047

	C39-C40
	σ
	C50-C51
	σ*
	5.06
	1.24
	0.071

	C39-C40
	π
	C36-C41
	π*
	20.82
	0.28
	0.070

	C39-C40
	π
	C37-C38
	π*
	18.63
	0.28
	0.065

	C39-C40
	π
	C39-C40
	π*
	0.72
	0.28
	0.013

	C39-C40
	π
	C46-C51
	π*
	18.57
	0.28
	0.065

	C39-N57
	σ
	C26-C28
	σ*
	1.13
	1.33
	0.035

	C39-N57
	σ
	C28-C29
	π*
	0.98
	0.79
	0.027

	C39-N57
	σ
	C28-N57
	σ*
	2.62
	1.18
	0.050

	C39-N57
	σ
	C37-C38
	σ*
	0.90
	1.36
	0.031

	C39-N57
	σ
	C38-C39
	σ*
	2.16
	1.35
	0.048

	C39-N57
	σ
	C39-C40
	σ*
	1.36
	1.32
	0.038

	C39-N57
	σ
	C40-C41
	σ*
	2.40
	1.36
	0.051

	C39-N57
	σ
	C46-C47
	σ*
	3.90
	1.35
	0.065

	C39-N57
	σ
	C46-N57
	σ*
	2.30
	1.21
	0.047

	C40-C41
	σ
	C36-C41
	σ*
	3.29
	1.28
	0.058

	C40-C41
	σ
	C36-H42
	σ*
	2.30
	1.14
	0.046

	C40-C41
	σ
	C39-C40
	σ*
	4.58
	1.23
	0.067

	C40-C41
	σ
	C39-N57
	σ*
	2.07
	1.12
	0.043

	C40-C41
	σ
	C40-C51
	σ*
	5.21
	1.21
	0.071

	C40-C41
	σ
	C41-H45
	σ*
	1.20
	1.13
	0.033

	C40-C41
	σ
	C46-C51
	σ*
	0.95
	1.23
	0.030

	C40-C51
	σ
	C36-C41
	σ*
	1.46
	1.23
	0.038

	C40-C51
	σ
	C38-C39
	σ*
	3.99
	1.22
	0.062

	C40-C51
	σ
	C39-C40
	σ*
	2.61
	1.19
	0.050

	C40-C51
	σ
	C39-N57
	σ*
	0.76
	1.08
	0.025

	C40-C51
	σ
	C40-C41
	σ*
	4.61
	1.22
	0.067

	C40-C51
	σ
	C46-C47
	σ*
	3.99
	1.22
	0.062

	C40-C51
	σ
	C46-C51
	σ*
	2.61
	1.19
	0.050

	C40-C51
	σ
	C46-N57
	σ*
	0.76
	1.08
	0.025

	C40-C51
	σ
	C49-C50
	σ*
	1.46
	1.23
	0.038

	C40-C51
	σ
	C50-C51
	σ*
	4.61
	1.22
	0.067

	C41-H45
	σ
	C36-C37
	σ*
	3.82
	1.08
	0.058

	C41-H45
	σ
	C36-C41
	σ*
	0.78
	1.10
	0.026

	C41-H45
	σ
	C36-H42
	σ*
	0.66
	0.97
	0.023

	C41-H45
	σ
	C39-C40
	σ*
	4.79
	1.05
	0.064

	C41-H45
	σ
	C40-C41
	σ*
	0.81
	1.09
	0.027

	C46-C47
	σ
	C39-N57
	σ*
	2.15
	1.14
	0.044

	C46-C47
	σ
	C40-C51
	σ*
	1.69
	1.23
	0.041

	C46-C47
	σ
	C46-C51
	σ*
	5.07
	1.25
	0.071

	C46-C47
	σ
	C46-N57
	σ*
	2.48
	1.14
	0.048

	C46-C47
	σ
	C47-C48
	σ*
	3.39
	1.29
	0.059

	C46-C47
	σ
	C47-H52
	σ*
	1.41
	1.15
	0.036

	C46-C47
	σ
	C48-H53
	σ*
	2.22
	1.16
	0.045

	C46-C51
	σ
	C28-N57
	σ*
	4.91
	1.06
	0.064

	C46-C51
	σ
	C40-C41
	σ*
	5.06
	1.24
	0.071

	C46-C51
	σ
	C40-C51
	σ*
	2.70
	1.18
	0.051

	C46-C51
	σ
	C46-C47
	σ*
	4.72
	1.23
	0.068

	C46-C51
	σ
	C46-N57
	σ*
	1.22
	1.09
	0.033

	C46-C51
	σ
	C47-H52
	σ*
	2.55
	1.10
	0.048

	C46-C51
	σ
	C50-C51
	σ*
	3.89
	1.24
	0.062

	C46-C51
	σ
	C50-H55
	σ*
	2.53
	1.10
	0.047

	C46-C51
	π
	C39-C40
	π*
	18.57
	0.28
	0.065

	C46-C51
	π
	C46-C51
	π*
	0.72
	0.28
	0.013

	C46-C51
	π
	C47-C48
	π*
	18.63
	0.28
	0.065

	C46-C51
	π
	C49-C50
	π*
	20.82
	0.28
	0.070

	C46-N57
	σ
	C28-C29
	σ*
	1.15
	1.33
	0.035

	C46-N57
	σ
	C28-C29
	π*
	0.89
	0.79
	0.026

	C46-N57
	σ
	C28-N57
	σ*
	2.63
	1.18
	0.050

	C46-N57
	σ
	C38-C39
	σ*
	3.90
	1.35
	0.065

	C46-N57
	σ
	C39-N57
	σ*
	2.30
	1.21
	0.047

	C46-N57
	σ
	C46-C47
	σ*
	2.16
	1.35
	0.048

	C46-N57
	σ
	C46-C51
	σ*
	1.36
	1.32
	0.038

	C46-N57
	σ
	C47-C48
	σ*
	0.90
	1.36
	0.031

	C46-N57
	σ
	C50-C51
	σ*
	2.40
	1.36
	0.051

	C47-C48
	σ
	C46-C47
	σ*
	4.01
	1.27
	0.064

	C47-C48
	σ
	C46-N57
	σ*
	6.32
	1.13
	0.076

	C47-C48
	σ
	C47-H52
	σ*
	1.38
	1.14
	0.036

	C47-C48
	σ
	C48-C49
	σ*
	2.93
	1.27
	0.054

	C47-C48
	σ
	C48-H53
	σ*
	1.03
	1.14
	0.031

	C47-C48
	σ
	C49-H54
	σ*
	2.11
	1.15
	0.044

	C47-C48
	π
	C46-C51
	π*
	20.66
	0.28
	0.072

	C47-C48
	π
	C49-C50
	π*
	17.44
	0.29
	0.064

	C47-H52
	σ
	C46-C47
	σ*
	0.78
	1.09
	0.026

	C47-H52
	σ
	C46-C51
	σ*
	4.55
	1.06
	0.062

	C47-H52
	σ
	C47-C48
	σ*
	1.04
	1.10
	0.030

	C47-H52
	σ
	C48-C49
	σ*
	3.76
	1.09
	0.057

	C47-H52
	σ
	C48-H53
	σ*
	0.65
	0.97
	0.022

	C48-C49
	σ
	C47-C48
	σ*
	2.98
	1.27
	0.055

	C48-C49
	σ
	C47-H52
	σ*
	2.48
	1.13
	0.047

	C48-C49
	σ
	C48-H53
	σ*
	1.07
	1.14
	0.031

	C48-C49
	σ
	C49-C50
	σ*
	3.02
	1.27
	0.055

	C48-C49
	σ
	C49-H54
	σ*
	1.09
	1.14
	0.031

	C48-C49
	σ
	C50-H55
	σ*
	2.51
	1.13
	0.048

	C48-H53
	σ
	C46-C47
	σ*
	4.18
	1.08
	0.060

	C48-H53
	σ
	C47-C48
	σ*
	0.61
	1.10
	0.023

	C48-H53
	σ
	C47-H52
	σ*
	0.65
	0.96
	0.022

	C48-H53
	σ
	C48-C49
	σ*
	0.55
	1.08
	0.022

	C48-H53
	σ
	C49-C50
	σ*
	3.87
	1.10
	0.058

	C48-H53
	σ
	C49-H54
	σ*
	0.67
	0.96
	0.023

	C49-C50
	σ
	C40-C51
	σ*
	4.97
	1.22
	0.070

	C49-C50
	σ
	C48-C49
	σ*
	2.95
	1.26
	0.055

	C49-C50
	σ
	C48-H53
	σ*
	2.20
	1.14
	0.045

	C49-C50
	σ
	C49-H54
	σ*
	1.17
	1.14
	0.033

	C49-C50
	σ
	C50-C51
	σ*
	3.76
	1.27
	0.062

	C49-C50
	σ
	C50-H55
	σ*
	1.20
	1.14
	0.033

	C49-C50
	π
	C46-C51
	π*
	18.09
	0.28
	0.066

	C49-C50
	π
	C47-C48
	π*
	21.10
	0.28
	0.069

	C49-H54
	σ
	C47-C48
	σ*
	3.97
	1.09
	0.059

	C49-H54
	σ
	C48-C49
	σ*
	0.59
	1.08
	0.023

	C49-H54
	σ
	C48-H53
	σ*
	0.66
	0.96
	0.022

	C49-H54
	σ
	C49-C50
	σ*
	0.68
	1.10
	0.024

	C49-H54
	σ
	C50-C51
	σ*
	4.09
	1.09
	0.060

	C49-H54
	σ
	C50-H55
	σ*
	0.66
	0.95
	0.022

	C50-C51
	σ
	C39-C40
	σ*
	0.95
	1.23
	0.030

	C50-C51
	σ
	C40-C51
	σ*
	5.21
	1.21
	0.071

	C50-C51
	σ
	C46-C51
	σ*
	4.58
	1.23
	0.067

	C50-C51
	σ
	C46-N57
	σ*
	2.07
	1.12
	0.043

	C50-C51
	σ
	C49-C50
	σ*
	3.29
	1.28
	0.058

	C50-C51
	σ
	C49-H54
	σ*
	2.30
	1.14
	0.046

	C50-C51
	σ
	C50-H55
	σ*
	1.20
	1.13
	0.033

	C50-H55
	σ
	C46-C51
	σ*
	4.79
	1.05
	0.064

	C50-H55
	σ
	C48-C49
	σ*
	3.82
	1.08
	0.058

	C50-H55
	σ
	C49-C50
	σ*
	0.78
	1.10
	0.026

	C50-H55
	σ
	C49-H54
	σ*
	0.66
	0.97
	0.023

	C50-H55
	σ
	C50-C51
	σ*
	0.81
	1.09
	0.027

	C59-H60
	σ
	C11-C15
	σ*
	4.80
	1.05
	0.064

	C59-H60
	σ
	C13-C14
	σ*
	3.82
	1.08
	0.057

	C59-H60
	σ
	C14-H18
	σ*
	0.66
	0.97
	0.023

	C59-H60
	σ
	C14-C59
	σ*
	0.78
	1.10
	0.026

	C59-H60
	σ
	C15-C59
	σ*
	0.81
	1.09
	0.027

	C61-H62
	σ
	C19-C20
	σ*
	4.08
	1.08
	0.059

	C61-H62
	σ
	C20-H31
	σ*
	0.69
	0.96
	0.023

	C61-H62
	σ
	C20-C61
	σ*
	0.79
	1.10
	0.026

	C61-H62
	σ
	C21-C22
	σ*
	4.42
	1.08
	0.062

	C61-H62
	σ
	C21-C61
	σ*
	0.80
	1.08
	0.026

	N57
	LP(1)
	C26-C28
	σ*
	4.54
	0.81
	0.059

	N57
	LP(1)
	C28-C29
	σ*
	4.46
	0.81
	0.059

	N57
	LP(1)
	C28-C29
	π*
	9.93
	0.27
	0.047

	N57
	LP(1)
	C39-C40
	π*
	33.70
	0.29
	0.091

	N57
	LP(1)
	C46-C51
	π*
	33.70
	0.29
	0.091

	N58
	LP(1)
	C4-C5
	π*
	33.66
	0.29
	0.091

	N58
	LP(1)
	C11-C15
	π*
	33.67
	0.29
	0.091

	N58
	LP(1)
	C19-C20
	σ*
	4.36
	0.81
	0.058

	N58
	LP(1)
	C19-C20
	π*
	10.58
	0.27
	0.048

	N58
	LP(1)
	C19-C23
	σ*
	4.46
	0.81
	0.059




Table S5: First-order EOPE hyperpolarizability (), average second-order EOKE hyperpolarizability  (), total second-order () and third order () EOPE susceptibilities evaluated using M06-2X and ωB97XD functionals.

	λ = 1550 nm

	Parameters\Functionals
	M06-2X
	ωB97XD

	
	2.43
	2.05

	
	145.72
	106.22

	
	2.31
	1.75

	
	15.41
	10.08

	λ = 1907 nm

	
	2.37
	2.02

	
	141.61
	103.65

	
	2.26
	1.73

	
	14.97
	9.84



Table S6: First-order hyperpolarizabilities , second-order hyperpolarizabilities γ(-2ω ; ω, 0, 0), and second () and third order () susceptibilities evaluated using M06-2X and ωB97XD functionals.

	λ = 1550 nm

	Parameters\Functionals
	M06-2X
	ωB97XD

	
	2.84
	2.24

	
	174.26
	123.61

	
	2.70
	1.91

	
	18.43
	11.74

	λ = 1907 nm

	
	2.62
	2.14

	
	158.74
	114.23

	
	2.49
	1.83

	
	16.79
	10.85




Table S7: First-order hyperpolarizabilities HRS (), second-order DFMW (), depolarization ratio (DR), DFMW susceptibility () and refractive index   evaluated using the M06-2X and ωB97XD functionals.

	λ = 1550 nm

	Parameters\Functionals
	M06-2X
	ωB97XD

	
	1.95
	1.95

	DR
	1.57
	1.56

	
	159.11
	114.44

	
	16.82
	10.87

	
	10.15
	7.19

	λ = 1907 nm

	
	1.87
	1.88

	DR
	1.58
	1.56

	
	149.82
	108.75

	
	15.84
	10.33

	
	9.57
	6.85
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