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Figure S1. The quantum chemical descriptors and NBO charges for (A) silibinin (B) pelargonidin (C)

kaempferol (D) hesperetin and (E) catechin interacted with oA receptor.



(A

Before Docking
75%  E=-1%9ev
“° ‘ AE =-424 eV
HO
75% E =-6.23 eV

-0.694 0.767

)
W~ (©

-0.07793 0.07793

uonnqLIuo)) JUAWSer ]

LUMO
N A

NBO Charge

After Docking

e,

= -2 02eV

AE=-4.18¢V

-0.698 0.766

0%

75%

0%

75%



(B) .
o5 Before Docking

0%

0%

E=-230eV

67%
=
TI%/A\M AE =-3.66 &V

28% =
2”'0
3%

E,=-5.96 eV
51%

s,

-0.668 -0.554

uonnqryuo)) wawger]

-0.06871

0.06871

oM

NBO Charge

After Docking

E=-2.27¢eV

E,=-3.65eV

E=-592¢eV

.’i.;:.

-0.556

[ ]

4

-0.671

L A { 3
@ Fl CJ }
@a PRy
T
[
-0.05929 0.05929

7%

0%

0%

61%

59%



(©) Before Docking After Docking

o |
1% 1%

73%

73%

E=-723eV ™

E=-7.31eV

OH AE=-2.44¢V

. AE=-247 ¢V
9
" 9%
9

9

24%

(6]

E,=-9.75¢V

NBO Charge
-0.670 0.518 -0.674 0.511

uonnqLIuO.) JUSWIeL,]




) Before Docking After Docking

O B3- 8--0O

on E=-1.82¢V =-182¢eV

7%

0%

93%

HO'

AE =-457eV AE=-457¢eV

60% 58%,

9% 9%
31% ol i 32%

E,=-639eV SO E,=-639¢cV

NBO Charge
-0.669 0.505 -0.682 0.505

uonnqLIuo.) JUdWSes |

B TN MEP

-0.07107 0.07107 -0.07065 0.07065



76%
0%

24%

66%
11%

23%

(E)

uonnqLIuo.) JUdWIeI|

Before Docking

0. I OH

E=-083eV

AE=-5.14 eV

22

E=-597eV

-0.05037

0.473

0.05037

NBO Charge

MEP

After Docking ,

@
@
LUMO
#n —
A

E=-1.09¢eV

AE=-491 eV

-0.742

-0.05073

0.05073

24%

2%

74%

69%

9%

22%



Before Docking

After Docking

73%
92%
1% "*0 g 'o 0
1%
26% LUMO 2
=-154eV - 8%
l E=-191¢V
HO (s}
AE = -4.50 ¢V
- AE=-471¢eV
41% 26%
11% 13%
48% 62%

E=-625eV

-0.695 0.551

NBO Charge

uonnqLIuo’) juswsel

-0.00962 0.00962

-0.697 0.573

-0.00970 0.00970



@

Before Docking After Docking
1% 0%
0% 0%
0 —J UM T
A o E,=-2.06eV ™~ E,—2.06 &V 70%

AE=-4.28 ¢V

HO

AE=-429 eV

1%

1%

80%

NBO CI
10.693 0764 \BO Charge oo 0.763

uonnqrnuo.) juowiser,]

MEP
-0.07430 0.07430 -0.07789 0.07789

Figure S2. The quantum chemical descriptors and NBO charges for (A) caffeic acid (B) curcumin (C)

cyanidin (D) daidzein (E) epicatechin (F) eriodictyolinteracted and (G) frolic acid with aG receptor.



