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Figure S1. Compounds isolated from genus Aloe (1-17).
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Figure S3: Compounds isolated from genus Aloe (32-47)
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Figure S5: Compounds isolated from genus Aloe (61-75)
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Figure S6: Compounds isolated from genus Aloe (76-92)



R, "0 R,
R.
R, R, R; R,
93 OH OCH; H CH,(OH)
9 OH
94 OH OH H ol
H H
O H
95 ('\/\ H H CH,(OH)
C H
96 CH;4 OH CH,COCH,(OH) CH,COCH,
OH OH
97 M H H CH,(OH)
C
98 CH, OCH; AD-Gle. o
99 CH, OCH; BD-Gle. o
100 CH; OH BD-Gle. CH,CH(OH)CH;
101 CH, OCH; AD-Gle. CH,(OH)CH(OH)CH;
H
102 CH3 OCH3 ﬂ-D-G]C CWZ\
H
103 CH, OH AD-Gle. CH,4
104 OH OH AD-Gle. CH;
105 OH OH a-D-Gle. CH;
C
HO— "o
106 CH;4 OH CH,COCH,
HO
HO OH
107 CH; OH BD-Gle. CH,COCH;

Figure S7: Compounds isolated from genus Aloe (93-107)
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Figure S10: Compounds isolated from genus Aloe (128-136)

Ry

CH,COCH,

CH,COCH,

CH,COCH;

CH,COCH,

CH,COCH,

CH,COCH,

CH,COCH;

CH,COCH,

CH,COCH,



137

138

139

140

141

142

143

144

Ry O R,
Rs
R R, R; R,
c H
0 ~ O
CH,4 0-B-D-Gle. HOV\/:[ L CH,COCH;
(6)
OH
C H OH
CH; O-B-D-Gle. 0 Oﬁ/@ CH,COCH;
HO O}-P H
OH
C H OH
o (0] S
CH, OCH; o off CH,CH(OH)CHj4

0 YO
HO O]—P
CH; OCH; CH,CH(OH)CH;

HO OH
C H OH
CH; OH 0 OY\/Q COOH
HO OT—P H
OH
(6] X
CH, OCH; f\éﬂ c
O 1 OH
HJ\/'Q H H CH,0-AD-Gle.
C H HO H
CH; OCH,; 0Oy C%
HO O}'P H o on
OH
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Figure S13: Compounds isolated from genus Aloe (154-168)
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Figure S18: Compounds isolated from genus Aloe (232-237)
Table 1. Predicted pharmacokinetics of top scoring compounds.
Compound No. 115 120 131 132 134 159
BBB 0.044 0.041 0.0215873 0.03 0.02 0.02
Buffer_solubility_mg_L 12.77 18.077 4.84474 10.88 4.19 28.88
Caco2 12.86 10.71 11.4372 10.62 9.20 7.91
CYP_2C19_inhibition Inhibitor Inhibitor Inhibitor Inhibitor Inhibitor Inhibitor
CYP_2C9_inhibition Inhibitor Inhibitor Inhibitor Inhibitor Inhibitor Inhibitor
CYP_2D6_inhibition Non Non Non Non Non Non
CYP_2D6_substrate Non Non Non Non Non Non
CYP_3A4_inhibition Inhibitor Inhibitor Inhibitor Inhibitor Inhibitor Inhibitor
CYP_3A4_substrate Substrate Weakly Weakly Weakly Weakly Weakly
HIA 77.11 57.61 82.803611 66.18 79.98 2.86
MDCK 0.051 0.05 0.0511802 0.053 0.05 0.32
Pgp_inhibition Inhibitor Non Non Non Non Non
Plasma_Protein_Binding 77.20 73.52 74.833673 68.96 68.79 43.89
Pure_water_solubility_mg L 3.29 4.86 3.74378 4.05 1.88 217.20
Skin_Permeability -3.73 -3.85 -3.65856 -3.80 -3.65 -4.66
SKlogD_value 1.72 1.58 1.44 1.49 1.63 -1.11
SKlogP_value 1.72 1.58 1.44 1.49 1.63 -1.11
SKlogS_buffer -4.63 -4.50 -5.058 -4.72 -5.14 -4.32
SKlogS_pure -5.22 -5.07 -5.17 -5.14 -5.49 -3.44
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