Supplementary Materials
Table S-1.  Calculated IP, PDE, PA, ETE, and (IP+PDE) values (kcal/mol) for the studied                     
                    benzofuran derivatives at the B3LYP/6-311G level, (a) in the gas phase, (b) in 
                    benzene, (c) in DMSO and (d) in water.

(a)
	Compound
	IP
	PDE
	PA
	ETE
	IP+PDE

	Trolox
	161.39(156.80)
	224.90(230.68)
	346.00(349.54)
	40.29(37.95)
	386.29(387.49)

	1b
	155.12
	225.52
	329.69
	50.95
	380.64

	2a
	161.39
	233.68
	337.22
	57.85
	395.07

	2b
	163.27
	233.68
	340.98
	57.85
	398.83

	3a
	144.45
	254.64
	322.16
	75.42
	397.58

	3b
	146.33
	251.88
	344.12
	54.09
	398.21

	3c
	148.84(149.08)
	246.23(231.33)
	335.34(341.46)
	59.74(38.95)
	395.07(380.41)

	3d
	145.08(142.56)
	253.13(255.62)
	345.38(348.61)
	52.83(49.57)
	398.21(398.18)

	3e
	149.47
	247.49
	340.36
	56.60
	396.96

	3f
	143.82(141.34)
	254.39(257.05)
	354.38(349.46)
	52.83(48.94)
	398.21(398.40)

	4a
	162.65
	231.80
	333.45
	60.99
	394.45

	4b
	164.53
	223.01
	327.81
	60.49
	387.54

	4c
	170.18
	223.64
	327.81
	66.01
	393.82

	4d
	155.74
	229.93
	329.69
	55.97
	385.67

	4e
	162.65
	224.90
	323.41
	64.13
	387.55

	4f
	159.51
	228.66
	327.81
	60.36
	388.17



(b)
	Compound
	IP
	PDE
	PA
	ETE
	IP+PDE

	Trolox
	138.68(133.84)
	29.49(35.77)
	106.05(109.79)
	62.12(59.84)
	168.17(169.63)

	1b
	133.03
	30.12
	133.03
	30.12
	163.15

	2a
	138.05
	40.16
	99.14
	79.06
	178.21

	2b
	141.19
	39.53
	102.28
	78.44
	180.72

	3a
	124.24
	55.85
	86.59
	93.50
	180.09

	3b
	126.75
	53.34
	105.42
	74.67
	180.09

	3c
	129.89(129.09)
	48.32(48.77)
	99.77(105.24)
	78.44(72.62)
	178.21(177.86)

	3d
	125.50(123.01)
	55.22(56.99)
	106.67(109.88)
	74.04(70.13)
	180.72(180.01)

	3e
	128.64(124. 10)
	50.20(56.11)
	102.91(110.02)
	75.93(70.19)
	178.84(180.21)

	3f
	124.87
	55.22
	106.67
	73.42
	180.09

	4a
	140.56
	34.51
	96.63
	78.44
	175.07

	4b
	142.44
	26.35
	117.97
	50.83
	168.80

	4c
	144.32
	30.75
	92.87
	82.20
	175.07

	4d
	134.28
	33.26
	94.12
	73.42
	167.54

	4e
	141.19
	28.86
	89.73
	80.32
	170.05

	4f
	138.68
	31.37
	90.99
	79.06
	170.05



(c) 
	Compound
	IP
	PDE
	PA
	ETE
	IP+PDE

	Trolox
	105.42(101.09)
	-8.79(-3.16)
	30.12(35.65)
	66.52(62.28)
	96.63(97.93)

	1b
	101.66
	-9.41
	19.45
	72.79
	92.25

	2a
	106.67
	0.63
	27.61
	79.69
	107.30

	2b
	108.56
	-0.63
	28.24
	79.69
	107.93

	3a
	92.87
	15.69
	16.31
	92.24
	108.56

	3b
	96.01
	11.92
	29.49
	78.44
	107.93

	3c
	99.14(98.42)
	6.90(7.35)
	26.98(31.77)
	79.06(74.00)
	106.04(105.77)

	3d
	95.38(94.82)
	11.92(12.54)
	28.86(34.13)
	79.06(73.23)
	108.56(107.36)

	3e
	97.89
	10.04
	28.86
	79.06
	107.93

	3f
	96.01(94.36)
	12.55(13.24)
	29.49(34.57)
	79.06(73.04)
	108.56(107.61)

	4a
	106.67
	-5.02
	24.47
	77.18
	101.65

	4b
	108.56
	-11.92
	19.45
	77.18
	96.64

	4c
	107.93
	-7.53
	21.33
	79.06
	100.40

	4d
	102.91
	-6.90
	21.33
	74.67
	96.01

	4e
	107.93
	-9.41
	19.45
	79.06
	98.52

	4f
	107.30
	-8.78
	19.45
	79.06
	98.52



(d)
	Compound
	IP
	PDE
	PA
	ETE
	IP+PDE

	Trolox
	69.03(64.42)
	-2.51(3.39)
	36.40(41.43)
	30.12(26.38)
	66.52(67.80)

	1b
	65.26
	-3.14
	25.73
	36.40
	62.12

	2a
	70.28
	06.90
	33.88
	43.30
	77.18

	2b
	72.16
	05.65
	34.51
	43.30
	77.81

	3a
	56.47
	21.96
	22.59
	55.84
	78.43

	3b
	59.61
	18.20
	35.77
	42.04
	77.81

	3c
	62.75(61.78)
	13.18(13.86)
	33.26(37.56)
	42.67(38.08)
	75.93(75.64)

	3d
	58.98(58.19)
	18.20(18.99)
	35.14(39.86)
	42.04(37.34)
	77.18(77.20)

	3e
	61.49
	16.31
	35.14
	42.67
	77.80

	3f
	59.61(57.75)
	18.82(19.70)
	35.77(40.29)
	42.67(37.16)
	78.43(77.45)

	4a
	70.20
	01.25
	30.75
	40.79
	71.53

	4b
	72.16
	-5.65
	25.73
	40.79
	66.51

	4c
	71.53
	-1.25
	27.61
	42.67
	70.28

	4d
	66.51
	-0.63
	27.61
	38.28
	65.88

	4e
	71.53
	-3.14
	25.73
	42.67
	68.39

	4f
	70.91
	-2.51
	25.73
	42.67
	68.40







Table S-2.  Predicted ADME and physicochemical properties of compounds.
(a)
	Molecule
	PPB%
	BBB
(Cbrain/Cblood)
	HIA%
	-
Caco-2
Log unit
	MDCK . 105
(nm/s)
	GPCR
	ICM

	Trolox
	96.65
	0.153
	0.013
	4.959
	2.1
	0.17
	0.20

	Ascorbic acid
	63.22
	0.073
	0.069
	5.917
	14.3
	-0.53
	-0.24

	1a
	72.28
	0.052
	0.025
	4.659
	3.0
	-0.36
	0.16

	2a
	87.33
	0.111
	0.024
	4.881
	2.1
	-0.39
	0.42

	2b
	84.25
	0.080
	0.030
	4.834
	1.9
	-0.23
	0.36

	3a
	86.80
	0.501
	0.024
	4.931
	9.0
	-0.54
	-0.06

	3b
	97.72
	0.189
	0.008
	5.012
	1.6
	-0.33
	-0.05

	3c
	97.11
	0.051
	0.013
	4.931
	2.8
	-0.41
	-0.18

	3d
	98.45
	0.120
	0.012
	4.925
	1.2
	-0.35
	-0.12

	3e
	99.56
	0.073
	0.011
	4.957
	1.5
	-0.32
	-0.05

	3f
	94.69
	0.078
	0.012
	4.964
	1.2
	-0.31
	-0.06

	4a
	94.28
	0.356
	0.118
	4.785
	1.7
	-0.18
	0.54

	4b
	98.69
	0.057
	0.038
	4.797
	2.2
	-0.34
	0.09

	4c
	99.38
	0.378
	0.092
	4.766
	2.5
	-0.44
	0.01

	4d
	99.27
	0.056
	0.072
	4.724
	1.9
	-0.36
	0.03

	4e
	100.2
	0.064
	0.043
	4.764
	2.0
	-0.33
	0.09

	4f
	97.65
	0.028
	0.041
	4.733
	2.1
	-0.33
	0.07



(b)
	Molecule
	KI
	NRL
	PI
	EI
	Log (P)
	Log (S)

	Trolox
	0.47
	0.91
	0.10
	0.48
	2.957
	-2.922

	Ascorbic acid
	-1.09
	-1.01
	-0.81
	0.20
	-1.42
	-0.613

	1a
	-0.51
	-0.51
	-0.64
	-0.07
	2.563
	-3.556

	2a
	-0.65
	-0.57
	-0.79
	-0.07
	2.368
	-3.190

	2b
	-0.63
	-0.25
	-0.49
	0.22
	1.877
	-3.394

	3a
	-0.77
	-0.81
	-0.87
	-0.28
	2.213
	-3.027

	3b
	-0.44
	-0.50
	-0.66
	-0.26
	3.576
	-4.438

	3c
	-0.66
	-0.71
	-0.78
	-0.35
	3.360
	-4.253

	3d
	-0.47
	-0.50
	-0.68
	-0.31
	4.020
	-4.784

	3e
	-0.44
	-0.49
	-0.66
	-0.29
	4.272
	-4.747

	3f
	-0.42
	-0.43
	-0.59
	-0.25
	3.649
	-4.674

	4a
	-0.70
	-0.69
	-0.58
	-0.31
	2.515
	-3.585

	4b
	-0.66
	-0.64
	-0.56
	-0.32
	3.395
	-4.430

	4c
	-0.76
	-0.81
	-0.67
	-0.39
	3.268
	-4.442

	4d
	-0.68
	-0.64
	-0.59
	-0.36
	3.823
	-4.744

	4e
	-0.66
	-0.64
	-0.58
	-0.34
	4.070
	-4.726

	4f
	-0.63
	-0.58
	-0.53
	-0.31
	3.396
	-4.512



