Ligand Predicted position within the

Predicted position within the
substrate-binding site cofactor-binding site
Luteolin  7-O- p & &) oo RN <+ S
glucoside - - .. e - ois e oiis

THR
D:178
VAL
D261 GLU
D207
Luteolin 3" 008
glucoside e oWtk @ @
0:139 “d
TYR
0:468 uﬁsts
LEU
D:489
Myricetin

@ 20

0:204

GLU ILE oYs
D:135 D:177 D:314
GLY
D:136
PHE PRO THR
D:255 D79 D:256
LEU
D:281
Isovitexin

MET
D:186




. Au
Rutin @ Pite - Dgg‘
@’ ILE
Glu 0:177
0:135
Gw PHE
] D:255
TR d ) )
. = D:189
ALA g \
0:470 o d
@" DElEgs Dglsa
MET
D:186
GLY
0:282
Luteolin - D:T&
D:186
LEU
D:281
cyYs
p GLY
D:282
0315 : .
PHE o )
- D:177
P i
& D:255
THR
D:256
PHE
- ILE
o D:132
D:469
Quercetin ~ 3-O-
galactoside
PRO
D:179
. GIN
. D:208
GLY
D:282 Lvs
@ D:204
D:261 D,:,;;s
Chlorogenic
ARG
! 0:139 &
Acid oize o @ @: "
GLU
D:135

D:237




5-deoxy luteolin

ASN

s
D:313
.
THR
D:315
LEU
D:185 ILE
MET
0314 D:186 sz
TRP
D:189
Apigenin
GLN
D:208
GLY
D:136 LEU
D:281
oYs D:179
0:314 n?zLoAs PHE
D:255
GLU TRP
q THR THR
D:135 D:189 D256 0:178
s
D:204
Myricetin ~ 3-O- @ s fre)
glucoside
AlA
D:473
LEU
D:489
TRP
D:189
Querc etin 3- VAL EHE
6Ly D:261 D:255
methyl ether

GLN
D:208

GLN
D:361




Vitexin

GLN
D:361

THR GLU
D315 2%
Naringenin Gl TRP
g D:135 ngs ba07
Bi1% 6L A
X GLY D:411 :
ILE
D:177
PHE
D255
Kaempferol
PHE
D:413
GLY
ILE
D:177 L
CYS ASN LEU
: TRP 2 L
6318 D:189 D:181 D281
Resveratrol D
D:135
LEU @ s
D:471 D:313
ILE
a® D:177
D:136
ASN
D:181
D:185
MET
D:186
TRP GLN GLU

D:180 D:208 D:207




D:469

Quercetin

MET
D:186

VAL
D:261 GLY
D:282

Tannic acid

Diadzein

PHE
D:255

GLY
D:257

GLY
D:136

@ LEU
D:185 MET
D:186
TRP
D:189
. . MET
Caffeic acid D:186
cYs PRO TRP
D:314 . D:179 D:180
LEU “
D:185 . .
THR .
D:256,) .




Figure S1. Predicted docking poses of the evaluated phytochemicals within the substrate-binding and cofactor-binding
sites of ALDH1A3.



Figure S2. Superimposition of the re-docked and crystallographic ligand poses in ALDH1A3. (A)
Re-docked retinoic acid-ALDHI1A3 complex (pink) superimposed on the corresponding
crystallographic pose (pale green) within the substrate-binding site (RMSD = 0.85 A). (B) Re-
docked NAD-ALDHIA3 complex (navy blue) superimposed on the corresponding
crystallographic pose (ruby) within the cofactor-binding site (RMSD = 1.99 A).



Luteolin 3’-glucoside

0 ns

Luteolin 7-O-glucoside
=

20
ns

40
ns

Retinal

< o
Qv !
X \ 4 \
N\ 2 I =%
<3 A -\ |
ES

60
ns

80
ns

100
ns




	FIGURE S1(1)
	FIGURE S2(1)
	FIGURE S3

