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Comparison of backbone dihedral angles (φC, ψN ) and side-chain dihedral angle (χ1) for all the optimized structure of bare NAPA and [NAPA-A(H2O)n (n = 1, 2,3, 4)] complexes computed with various density functionals in the gas phase. As well as shown the structural motifs of all the conformers. 


EL= extended with L conformer, FL = folded with L conformer, PPII= polyproline II, a = anti-, g+ = gauche+, g- = gauche-

	Molecule
	Conformer
	CAM-B3LYP
	wB97XD
	M06-2X
	Structural Motif

	
	
	Φc [º]
	ψN  [º]
	χ1  [º]
	Φc [º]
	ψN  [º]
	χ1  [º]
	Φc [º]
	ψN  [º]
	χ1  [º]
	

	NAPA
	NAPA-A
	-158
	+167
	-160
	-158
	+163
	-164
	-161
	+168
	-158
	βL(a), EL, C5 Interaction

	
	NAPA-B
	-82
	+55
	+43
	-82
	+53
	+42
	-83
	+52
	+44
	γL(g+), C7  Interaction

	
	NAPA-C
	-84
	+69
	-57
	-86
	+70
	-55
	-86
	+68
	-56
	γL(g-), FL, C7  Interaction

	
	NAPA-D
	-83
	+78
	-164
	-83
	+81
	-165
	-83
	+80
	-167
	γL(a), FL, C7  Interaction

	NAPA-A (H2O)1
	Conf. 01
	-83
	+90
	-170
	-82
	+92
	-171
	-81
	+89
	-171
	γL(a), FL, C7  Interaction

	
	Conf. 02
	-83
	+90
	-170
	-82
	+93
	-172
	-81
	+89
	-171
	γL(a), FL,C7  Interaction

	
	Conf. 03
	-83
	+88
	-61
	-101
	+114
	-175
	-83
	+87
	-56
	γL(g-), FL, C7  Interaction

	
	Conf. 04
	-159
	+159
	-177
	-162
	+157
	+179
	-164
	+156
	+177
	βL(a), EL, C5  Interaction

	
	Conf. 05
	-158
	+166
	-160
	-158
	+162
	-163
	-161
	+167
	-158
	βL(a), EL, C5  Interaction

	NAPA-A (H2O)2
	Conf. 01
	-104
	+111
	-174
	-102
	+113
	-175
	-97
	+116
	-177
	PPII (a)

	
	Conf. 02
	-101
	+117
	-62
	-106
	+115
	-58
	-106
	+116
	-56
	PPII (g-)

	
	Conf. 03
	-84
	+91
	-170
	-83
	+94
	-171
	-81
	+91
	-172
	γL(a), FL, C7  Interaction

	
	Conf. 04
	-84
	+89
	-62
	-84
	+89
	-58
	-83
	+87
	-57
	γL(g-), FL, C7  Interaction

	NAPA-A (H2O)3
	Conf. 01
	-104
	+111
	-174
	-101
	+114
	-175
	-96
	+117
	-177
	PPII (a)

	
	Conf. 02
	-101
	+116
	-62
	-106
	+114
	-59
	-105
	+117
	-56
	PPII (g-)

	NAPA-A (H2O)4
	Conf. 01
	-105
	+112
	-174
	-102
	+114
	-175
	-97
	+118
	-177
	PPII (a)

	
	Conf. 02
	-101
	+117
	-62
	-107
	+115
	-58
	-103
	+119
	-56
	PPII (g-)

















Table 2 
Comparison of absolute electronic energies (Ezpve), relative energies to the most stable conformer (ΔE) and interaction energies (Eint) of water molecule for all the conformer of bare NAPA and [NAPA-A(H2O)n (n = 1, 2,3, 4)] complexes computed with various density functionals in the gas phase. 

	Molecule
	Confor.
	CAM-B3LYP
	wB97XD
	M06-2X

	
	
	aEzpve/Hatree
	bΔE
/kcal mol-1
	cEint
/kcal mol-1
	aEzpve/Hatree
	bΔE
/kcal mol-1
	cEint
/kcal mol-1
	aEzpve/Hatree
	bΔE
/kcal mol-1
	cEint
/kcal mol-1

	NAPA
	NAPA-A
	-687.271026
	0
(216)
	
	-687.382863
	0 (146)
	
	-687.330292
	0 (178)
	

	
	NAPA-B
	-687.270345
	0.41
	
	-687.381935
	0.58
	
	-687.329457
	0.53
	

	
	NAPA-C
	-687.270282
	0.46
	
	-687.381440
	0.87
	
	-687.328556
	1.08
	

	
	NAPA-D
	-687.269761
	0.78
	
	-687.380432
	1.52
	
	-687.328030
	1.43
	

	NAPA-A (H2O)1
	Conf. 01
	-763.696147
	0
	10.2
	-763.810793
	0
	10.8
	-763.749557
	0
	11.2

	
	Conf. 02
	-763.696149
	0
	10.2
	-763.810771
	0.01
	10.5
	-763.749548
	0
	11.2

	
	Conf. 03
	-763.695728
	0.26
	9.6
	-763.810548
	0.15
	10.1
	-763.749057
	0.31
	10.5

	
	Conf. 04
	-763.695590
	0.35
	9.0
	-763.810126
	0.42
	9.2
	-763.748784
	0.48
	9.3

	
	Conf. 05
	-763.695215
	0.58
	8.8
	-763.809374
	0.89
	8.4
	-763.747985
	0.98
	8.8

	NAPA-A (H2O)2
	Conf. 01
	-840.126529
	0
	11.4
	-840.244060
	0
	11.6
	-840.172528
	0.00
	11.6

	
	Conf. 02
	-840.126405
	0.08
	11.2
	-840.244057
	0
	11.4
	-840.172395
	0.08
	11.4

	
	Conf. 03
	-840.119488
	4.41
	9.2
	-840.236494
	4.74
	9.3
	-840.166319
	3.89
	9.7

	
	Conf. 04
	-840.119042
	4.69
	8.9
	-840.236463
	4.76
	9.0
	-840.165910
	4.15
	9.4

	NAPA-A (H2O)3
	Conf. 01
	-916.549777
	0
	10.4
	-916.669917
	0
	10.5
	-916.589282
	0.04
	10.5

	
	Conf. 02
	-916.549707
	0.04
	10.2
	-916.669917
	0
	10.3
	-916.589349
	0
	10.4

	NAPA-A (H2O)4
	Conf. 01
	-992.969230
	0
	9.2
	-993.092572
	0
	9.3
	-993.002770
	0
	9.4

	
	Conf. 02
	-992.969013
	0.14
	9.1
	-993.092345
	0.14
	9.2
	-993.002274
	0.31
	9.2


aElectronic energy corrected for zero-point vibration, bRelative electronic energy, cInteraction energy.














Table 3 
Comparison of intermolecular hydrogen bond length of [NAPA-A(H2O)n (n = 1, 2,3, 4)] complexes computed with various density functionals in the gas phase.

	Molecule
	Conformer
	CAM-B3LYP
	wB97XD
	M06-2X

	
	
	H-bond
(inter)
	H-Bond length /Å
	H-bond
(inter)
	H-Bond length /Å
	H-bond
(intra)
	H-Bond length /Å
	H-bond
(inter)
	H-Bond length /Å

	NAPA-A (H2O)1
	Conf. 01
	O25···H31
	1.86
	O25···H31
	1.86
	O19···H28
	2.32
	O25···H31
	1.85

	
	
	O30···H17
	2.03
	O30···H17
	2.02
	
	
	O30···H17
	2.01

	
	Conf. 02
	O25···H31
	1.86
	O25···H31
	1.85
	O19···H28
	2.35
	O25···H31
	1.85

	
	
	O30···H17
	2.03
	O30···H17
	2.04
	
	
	O30···H17
	2.02

	
	Conf. 03
	O25···H31
	1.86
	O25···H31
	1.85
	O19···H28
	2.22
	O25···H31
	1.83

	
	
	O30···H17
	2.08
	O30···H17
	2.09
	
	
	O30···H17
	2.07

	
	Conf. 04
	O19···H31
	1.78
	O19···H31
	1.76
	O25···H17
	2.12
	O19···H31
	1.76

	
	
	O30···H11
	2.26
	O30···H11
	2.24
	
	
	O30···H11
	2.24

	
	Conf. 05
	O25···H32
	1.87
	O25···H32
	1.86
	O25···H17
	2.15
	O25···H32
	1.84

	
	
	O30···H27
	1.99
	O30···H27
	2.02
	
	
	O30···H27
	2.01

	
NAPA-A (H2O)2
	Conf. 01
	O19···H35
	1.75
	O19···H35
	1.73
	O25···H27
	2.40
	O19···H35
	1.70

	
	
	O25···H31
	1.78
	O25···H31
	1.77
	
	
	O25···H31
	1.77

	
	
	O33···H28
	1.85
	O33···H28
	1.83
	
	
	O33···H28
	1.82

	
	
	O30···H17
	1.91
	O30···H17
	1.90
	
	
	O30···H17
	1.90

	
	Conf. 02
	O25···H31
	1.77
	O25···H31
	1.77
	O19···H29
	2.31
	O25···H31
	1.75

	
	
	O30···H17
	1.93
	O30···H17
	1.90
	
	
	O30···H17
	1.90

	
	
	O33···H28
	1.86
	O33···H28
	1.81
	
	
	O33···H28
	1.80

	
	
	O19···H35
	1.74
	O19···H35
	1.72
	
	
	O19···H35
	1.71

	
	Conf. 03
	O25···H31
	1.86
	O25···H31
	1.85
	O19···H28
	2.44
	O25···H31
	1.83

	
	
	O30···H17
	2.03
	O30···H17
	2.01
	
	
	O30···H17
	2.00

	
	
	O33···H27
	2.01
	O33···H27
	2.02
	
	
	O33···H27
	2.01

	
	
	O25···H35
	1.88
	O25···H35
	1.87
	
	
	O25···H35
	1.85

	
	Conf. 04
	O25···H31
	1.87
	O25···H31
	1.87
	O19···H28
	2.30
	O25···H31
	1.83

	
	
	O30···H17
	2.08
	O30···H17
	2.09
	
	
	O30···H17
	2.03

	
	
	O33···H27
	2.01
	O33···H27
	2.01
	
	
	O33···H27
	1.97

	
	
	O25···H35
	1.88
	O25···H35
	1.88
	
	
	O25···H35
	1.83


	





 


Continue Table 3.




	Molecule
	Conformer
	CAM-B3LYP
	wB97XD
	M06-2X

	
	
	H-bond
(inter)
	H-Bond length /Å
	H-bond
(inter)
	H-Bond length /Å
	H-bond
(intra)
	H-Bond length /Å
	H-bond
(inter)
	H-Bond length /Å

	NAPA-A (H2O)3
	Conf. 01
	O33···H28
	1.86
	O33···H28
	1.85
	O19···H29
	2.40
	O33···H28
	1.81

	
	
	O36···H27
	2.03
	O36···H27
	2.01
	
	
	O36···H27
	1.99

	
	
	O25···H38
	1.86
	O25···H38
	1.85
	
	
	O25···H38
	1.81

	
	
	O19···H35
	1.76
	O19···H35
	1.73
	
	
	O19···H35
	1.72

	
	
	O30···H17
	1.92
	O30···H17
	1.90
	
	
	O30···H17
	1.90

	
	
	O25···H31
	1.79
	O25···H31
	1.77
	
	
	O25···H31
	1.73

	
	Conf. 02
	O33···H28
	1.87
	O33···H28
	1.83
	O19···H29
	2.42
	O33···H28
	1.81

	
	
	O36···H27
	2.03
	O36···H27
	2.02
	
	
	O36···H27
	2.00

	
	
	O25···H38
	1.87
	O25···H38
	1.88
	
	
	O25···H38
	1.86

	
	
	O19···H35
	1.75
	O19···H35
	1.72
	
	
	O19···H35
	1.71

	
	
	O30···H17
	1.94
	O30···H17
	1.91
	
	
	O30···H17
	1.90

	
	
	O25···H31
	1.79
	O25···H31
	1.78
	
	
	O25···H31
	1.77

	
NAPA-A (H2O)4
	Conf. 01
	O33···H28
	1.88
	O33···H28
	1.86
	O19···H29
	2.40
	O33···H28
	1.83

	
	
	O36···H27
	2.02
	O36···H27
	2.01
	
	
	O36···H27
	2.00

	
	
	O25···H38
	1.87
	O25···H38
	1.87
	
	
	O25···H38
	1.83

	
	
	O19···H35
	1.78
	O19···H35
	1.77
	
	
	O19···H35
	1.76

	
	
	O30···H17
	1.90
	O30···H17
	1.88
	
	
	O30···H17
	1.87

	
	
	O25···H31
	1.80
	O25···H31
	1.80
	
	
	O25···H31
	1.79

	
	
	O19···H40
	1.87
	O19···H40
	1.88
	
	
	O19···H40
	1.88

	
	Conf. 02
	O33···H28
	1.88
	O33···H28
	1.86
	O19···H29
	2.41
	O33···H28
	1.83

	
	
	O36···H27
	2.02
	O36···H27
	2.01
	
	
	O36···H27
	2.00

	
	
	O25···H38
	1.87
	O25···H38
	1.88
	
	
	O25···H38
	1.87

	
	
	O19···H35
	1.78
	O19···H35
	1.76
	
	
	O19···H35
	1.76

	
	
	O30···H17
	1.93
	O30···H17
	1.93
	
	
	O30···H17
	1.91

	
	
	O25···H31
	1.79
	O25···H31
	1.77
	
	
	O25···H31
	1.73

	
	
	O19···H40
	1.86
	O19···H40
	1.88
	
	
	O19···H40
	1.85











       

Table 4 
NBO analysis for the most stable conformer of NAPA and [NAPA-A(H2O)n (n = 1,2,3,4)] complexes at the  DFT/wB97XD/aug-ccpVTZ level of theory.
	
	NAPA-A

	
	Donor NBO(i)
	Type of Bond
	E.D(i)
e
	Acceptor
NBO(j)
	Type of Bond
	E.D(j)
e
	E2 (kcal/mol)
	Ej-Ei (a.u.)
	Fi,j (a.u.)

	Unit 1
	LP(1) N 16
	n
	1.70770
	BD*(1) C1-C2
	σ*
	0.03133
	8.42
	0.73
	0.075

	
	LP(1) N 16
	n
	1.70770
	BD*(1) C1-H29
	σ*
	0.02617
	5.50
	0.78
	0.063

	
	LP(1) N 16
	n
	1.70770
	BD*(1) C18-O19
	π*
	0.06505
	7.10
	0.91
	0.076

	
	LP(1) N 16
	n
	1.70770
	BD*(2) C18-O19
	π*
	0.24117
	58.41
	0.51
	0.156

	
	LP(2) O 19
	n
	1.87429
	BD*(1) N16-C18
	π*
	0.07250
	30.94
	0.89
	0.150

	
	LP(2) O 19
	n
	1.87429
	BD*(1) C18-C20
	σ*
	0.05742
	25.44
	0.77
	0.127

	
	LP(2) O 25
	n
	1.86790
	BD*(1) C1-C24
	σ*
	0.07608
	26.26
	0.77
	0.129

	
	LP(2) O 25
	n
	1.86790
	BD*(1) C24-N26
	π*
	0.06290
	30.41
	0.88
	0.148

	
	LP(1) N 26
	n
	1.74625
	BD*(2) C24-O25
	π*
	0.27268
	90.38
	0.41
	0.173

	
	NAPA-A(H2O)1

	Unit 1
	LP(1) N 16
	n
	1.70808
	BD*(1) C1-C24
	σ*
	0.08329
	8.98
	0.75
	0.078

	
	LP(1) N 16
	n
	1.70808
	BD*(2) C18-O19
	π*
	0.22050
	12.07
	0.88 
	0.097

	
	LP(1) N 16
	n
	1.70808
	BD*(1) C18-O19
	π*
	0.08807
	43.45 
	0.55
	0.140

	
	LP(1) N 16
	n
	1.70808
	BD*(2) C24-O25
	π*
	0.28444
	3.89
	0.41 
	0.036

	
	LP(2) O 19
	n
	1.87697 
	BD*(1) N16-C18
	π*
	0.07168 
	29.78
	0.89
	0.147

	
	LP(2) O 19
	n
	1.87697
	BD*(1) C18-C20
	σ*
	0.05520
	24.94
	0.78
	0.127

	
	LP(1) O 25
	n
	1.97157 
	BD*(1) C1-C24
	σ*
	0.08329 
	3.98
	1.22
	0.063

	
	LP(2) O 25
	n
	1.87404
	BD*(1) C1-C24
	σ*
	0.08329 
	22.86
	0.77
	0.120

	
	LP(2) O 25
	n
	1.87404
	BD*(1) C24-N26
	π*
	0.06053
	29.71
	0.90
	0.148

	
	LP(1) N 26
	n
	1.72049
	BD*(2) C24-O25
	π*
	0.28444 
	83.57
	0.43
	0.170

	Unit 1 to 2
	LP(2) O 25
	n
	1.87404
	BD*(1) O30-H31
	σ*
	000000
	4.70
	0.88
	0.059

	Unit 2 to 1
	LP(2) O 30
	n
	1.98182 
	BD*(1) N16-H17
	σ*
	0.02742
	6.89
	1.09
	0.077

	
	NAPA-A(H2O)2

	Unit 1
	LP(1) N 16
	n
	1.68045 
	BD*(1) C1-C2
	σ*
	0.02474
	3.86
	0.75
	0.052

	
	LP(1) O 19
	n
	1.96613
	BD*(1) N16-C18
	π*
	0.06698
	4.50
	1.35
	0.070

	
	LP(1) N 16
	n
	1.68045
	BD*(1) C1-C24
	σ*
	0.08110
	8.44
	0.74
	0.075

	
	LP(1) N 16
	n
	1.68045
	BD*(1) C18-O19
	π*
	0.16982 
	27.32
	0.70
	0.129

	
	LP(1) N 16
	n
	1.68045
	BD*(2) C18-O19
	π*
	0.17872
	26.50
	0.68
	0.124

	
	LP(2) O 19
	n
	1.87531
	BD*(1) N16-C18
	π*
	0.06698 
	24.67
	0.92
	0.137

	
	LP(2) O 19
	n
	1.87531
	BD*(1) C18-C20
	σ*
	0.05109
	24.52
	0.80
	0.127

	
	LP(1) O 25
	n
	1.96869
	BD*(1) C1-C24
	σ*
	0.08110 
	4.60
	1.21
	0.068

	
	LP(2) O 25
	n
	1.87162
	BD*(1) C1-C24
	σ*
	0.08110
	21.40
	0.77
	0.116

	
	LP(2) O 25
	n
	1.87162
	BD*(1) C24-N26
	π*
	0.05717
	28.58
	0.92
	0.148

	
	LP(1) N 26
	n
	1.68496
	BD*(1) C24-O25
	π*
	0.04347
	4.10
	0.95
	0.060

	
	LP(1) N 26
	n
	1.68496
	BD*(2) C24-O25
	π*
	0.29800
	79.13
	0.43
	0.176

	Unit 1 to 2
	LP(1) O 25
	π
	1.96869
	BD*(1) O30-H31
	σ*
	0.03013
	4.66
	1.33
	0.070

	
	LP(2) O 25
	n
	1.87162
	BD*(1) O30-H31
	σ*
	0.03013
	9.59
	0.88
	0.084

	Unit 1 to 3
	LP(1) O 19
	n
	1.96613
	BD*(1) O33-H35
	σ*
	0.03019
	7.13
	1.33
	0.087

	
	LP(2) O 19
	n
	1.87531
	BD*(1) O33-H35
	σ*
	0.03019
	8.83
	0.90
	0.081

	Unit 2 to 1
	LP(2) O 30
	n
	1.97412 
	BD*(1) N16-H17
	σ*
	0.03424
	11.16
	1.06
	0.097

	Unit 3 to 1
	LP(2) O 33
	n
	1.96829  
	BD*(1) N26-H28
	σ*
	0.03202
	14.72
	1.08
	0.113




























                                                                                    

	
	NAPA-A(H2O)3

	
	Donor NBO(i)
	Type of Bond
	E.D(i)
e
	Acceptor
NBO(j)
	Type of Bond
	E.D(j)
e
	E2 (kcal/mol)
	Ej-Ei (a.u.)
	Fi,j (a.u.)

	Unit 1
	LP(1) N 16
	n
	1.68286
	BD*(1) C1-C2
	σ*
	0.02505
	3.89
	0.75
	0.052

	
	LP(1) N 16
	n
	1.68286
	BD*(1) C1-C24
	σ*
	0.07552
	8.51
	0.75
	0.076

	
	LP(1) N 16
	n
	1.68286
	BD*(1) C18-O19
	π*
	0.17841 
	29.87
	0.68
	0.132

	
	LP(1) N 16
	n
	1.68286
	BD*(2) C18-O19
	π*
	0.16676
	23.68
	0.70
	0.120

	
	LP(1) O 19
	n
	1.96668
	BD*(1) N16-C18
	σ*
	0.06743 
	4.37
	1.35
	0.069

	
	LP(2) O 19
	n
	1.87509 
	BD*(1) N16-C18
	σ*
	0.06743
	25.03
	0.92
	0.138

	
	LP(2) O 19
	n
	1.87509
	BD*(1) C18-C20
	σ*
	0.05126
	24.58
	0.80
	0.128

	
	LP(2) O 25
	n
	1.87468
	BD*(1) C1-C24
	σ*
	0.07552
	21.47
	0.78
	0.117

	
	LP(2) O 25
	n
	1.87468
	BD*(1) C24-N26
	σ*
	0.05055
	24.41
	0.95
	0.138

	Unit 1 to 2
	LP(1) O 25
	n
	1.96264
	BD*(1) O30-H31
	σ*
	0.02809 
	5.32
	1.34
	0.076

	
	LP(2) O 25
	n
	1.87468
	BD*(1) O30-H31
	σ*
	0.02809
	7.69
	0.89
	0.076

	Unit 1 to 3
	LP(1) O 19
	n
	1.96668 
	BD*(1) O33-H35
	σ*
	0.02885 
	6.84
	1.33
	0.085

	
	LP(2) O 19
	n
	1.87509
	BD*(1) O33-H35
	σ*
	0.02885
	8.43
	0.90
	0.080

	Unit 1 to 4
	LP(2) O 25
	n
	1.87468
	BD*(1) O36-H38
	σ*
	0.02261 
	7.33
	0.90
	0.075

	Unit 2 to 1
	LP(2) O 30
	n
	1.97446 
	BD*(1) N16-H17
	σ*
	0.03379
	10.94
	1.05
	0.096

	Unit 3 to 1
	LP(2) O 33
	n
	1.96940 
	BD*(1) N26-H28
	σ*
	0.03141 
	14.10
	1.08
	0.110

	Unit 4 to 1
	LP(2) O 36
	n
	1.98140
	BD*(1) N26-H27
	σ*
	0.02270 
	6.57
	0.96
	0.071

	
	NAPA-A(H2O)4

	Unit 1
	LP(1) N 16
	n
	1.66864
	BD*(1) C1-C2
	σ*
	0.02487
	3.86
	0.75
	0.052

	
	LP(1) N 16
	n
	1.66864
	BD*(1) C1-C24
	σ*
	0.07557
	8.22
	0.75
	0.075

	
	LP(1) N 16
	n
	1.66864
	BD*(1) C18-O19
	π*
	0.20602
	36.07
	0.64
	0.140

	
	LP(1) N 16
	n
	1.66864
	BD*(2) C18-O19
	π*
	0.16496 
	21.81
	0.72
	0.116

	
	LP(2) O 19
	n
	1.87947
	BD*(1) N16-C18
	π*
	0.06175 
	25.15
	0.93
	0.139

	
	LP(2) O 19
	n
	1.87947
	BD*(1) C18-C20
	σ*
	0.04614 
	21.40
	0.81
	0.120

	
	LP(2) O 25
	n
	1.87473 
	BD*(1) C1-C24
	σ*
	0.07557
	21.68
	0.78
	0.117

	
	LP(2) O 25
	n
	1.87473 
	BD*(1) C24-N26
	π*
	0.05077 
	24.53
	0.95
	0.139

	Unit 1 to 2
	LP(1) O 25
	n
	1.96313
	BD*(1) O30-H31
	σ*
	0.02731 
	5.19
	1.34
	0.075

	
	LP(2) O 25
	n
	1.87473 
	BD*(1) O30-H31
	σ*
	0.02731 
	7.49
	0.89
	0.075

	Unit 1 to 3
	LP(1) O 19
	n
	1.96084
	BD*(1) O33-H35
	σ*
	0.02632 
	7.13
	1.35
	0.088

	
	LP(2) O 19
	n
	1.87947
	BD*(1) O33-H35
	σ*
	0.02632 
	6.30
	0.90
	0.069

	Unit 1 to 4
	LP(2) O 25
	n
	1.87473 
	BD*(1) O36-H38
	σ*
	0.02168 
	7.03
	0.90
	0.073

	Unit 1 to 5
	LP(1) O 19
	n
	1.96084
	BD*(1) O39-H40
	σ*
	0.01942 
	3.39
	1.38
	0.061

	
	LP(2) O 19
	n
	1.87947 
	BD*(1) O39-H40
	σ*
	0.01942
	5.91
	0.93
	0.063

	Unit 2 to 1
	LP(2) O 30
	n
	1.97317 
	BD*(1) N16-H17
	σ*
	0.03504
	11.75
	1.06
	0.100

	Unit 3 to 1
	LP(2) O 33
	n
	1.97082
	BD*(1) N26-H28
	σ*
	0.03005 
	13.38
	1.09
	0.108

	Unit 4 to 1
	LP(2) O 36
	n
	1.98107
	BD*(1) N26-H27
	σ*
	0.02296 
	6.81
	0.97
	0.073


Continue Table 4.





