Predicted Bond Angles of the chemical bonds prevailed in the Str 1 of benzocaine minimum
	Bonds
	Bond Angle(()

	C7 - O2 - C8
	128.59

	H1 - N1 - H2
	116.82

	H1 - N1 - C4
	119.93

	H2 - N1 - C4
	120.09

	C2 - C1 - C6
	117.38

	C2 - C1 - C7
	127.92

	C6 - C1 - C7
	114.68

	H3 - C2 - C1
	122.22

	H3 - C2 - C3
	116.69

	C1 - C2 - C3
	121.05

	H4 - C3 - C2
	119.22

	H4 - C3 - C4
	119.59

	C2 - C3 - C4
	121.16

	N1 - C4 - C3
	121.07

	N1 - C4 - C5
	120.85

	C3 - C4 - C5
	117.99

	H5 - C5 - C4
	119.72

	H5 - C5 - C6
	119.63

	C4 - C5 - C6
	120.62

	H6 - C6 - C1
	118.29

	H6 - C6 - C5
	119.96

	C1 - C6 - C5
	121.73

	O1 - C7 - O2
	114.73

	O1 - C7 - C1
	121.21

	O2 - C7 - C1
	124.05

	O2 - C8 - H7
	109.76

	O2 - C8 - H8
	109.72

	O2 - C8 - C9
	105.08

	H7 - C8 - H8
	109.7

	H7 - C8 - C9
	111.28

	H8 - C8 - C9
	111.21

	H9 - C9 - H10
	108.94

	H9 - C9 - H11
	108.6

	H9 - C9 - C8
	110.09

	H10 - C9 - H11
	108.95

	H10 - C9 - C8
	110.1

	H11 - C9 - C8
	110.11


Predicted Bond Lengths of Str 1  of Benzocaine global minimum
	Bonds
	Bond length(Å)

	O1 - C7
	1.253

	O2 - C7
	1.411

	O2 - C8
	1.485

	N1 - H1
	1.009

	N1 - H2
	1.009

	N1 - C4
	1.396

	H3 - C2
	1.083

	H4 - C3
	1.083

	H5 - C5
	1.083

	H6 - C6
	1.083

	H7 - C8
	1.083

	H8 - C8
	1.083

	H9 - C9
	1.083

	H10 - C9
	1.083

	H11 - C9
	1.083

	C1 - C2
	1.419

	C1 - C6
	1.424

	C1 - C7
	1.510

	C2 - C3
	1.408

	C3 - C4
	1.417

	C4 - C5
	1.421

	C5 - C6
	1.400

	C8 - C9
	1.528


Predicted torsions of Benzocaine global minimum
	Bonds
	Torsional Angle(()

	C8-O2-C7-O1
	-179.47

	C8-O2-C7-C1
	0.01

	C7-O2-C8-H7
	59.04

	C7-O2-C8-H8
	-61.56

	C7-O2-C8-C9
	178.80

	H1-N1-C4-C3
	-171.66

	H1-N1-C4-C5
	11.81

	H2-N1-C4-C3
	-12.40

	H2-N1-C4-C5
	171.07

	C6-C1-C2-H3
	-179.12

	C6-C1-C2-C3
	-1.54

	C7-C1-C2-H3
	2.92

	C7-C1-C2-C3
	-179.50

	C2-C1-C6-H6
	-179.97

	C2-C1-C6-C5
	1.45

	C7-C1-C6-H6
	-1.74

	C7-C1-C6-C5
	179.69

	C2-C1-C7-O1
	179.99

	C2-C1-C7-O2
	0.55

	C6-C1-C7-O1
	1.98

	C6-C1-C7-O2
	-177.46

	H3-C2-C3-H4
	-2.07

	H3-C2-C3-C4
	179.89

	C1-C2-C3-H4
	-179.78

	C1-C2-C3-C4
	2.18

	H4-C3-C4-N1
	2.76

	H4-C3-C4-C5
	179.39

	C2-C3-C4-N1
	-179.20

	C2-C3-C4-C5
	-2.58

	N1-C4-C5-H5
	-2.82

	N1-C4-C5-C6
	179.10

	C3-C4-C5-H5
	-179.45

	C3-C4-C5-C6
	2.47

	H5-C5-C6-H6
	1.39

	H5-C5-C6-C1
	179.94

	C4-C5-C6-H6
	179.47

	C4-C5-C6-C1
	-1.98

	O2-C8-C9-H9
	-59.98

	O2-C8-C9-H10
	179.89

	O2-C8-C9-H11
	59.73

	H7-C8-C9-H9
	58.75

	H7-C8-C9-H10
	-61.38

	H7-C8-C9-H11
	178.46

	H8-C8-C9-H9
	-178.62

	H8-C8-C9-H10
	61.25

	H8-C8-C9-H11
	-58.91


