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Table S1. List of selected anthraquinone compounds and their canonical smiles used for molecular docking
with a-amylase and a-glucosidase enzymes.

Compound | Chemical Name SMILES

AQ1 1-(methylamino)anthraquinone CNC1=CC=CC2=C1C(=0)C3=CC=CC=C3C2=0

AQ2 1,4-diaminoanthraquinone C1=CC=C2C(=C1)C(=0)C3=C(C=CC(=C3C2=0)N)N
AQ3 1,5-dichloroanthraquinone C1=CC2=C(C(=C1)CHC(=0)C3=C(C2=0)C(=CC=C3)Cl
AQ4 1-chloroanthraquinone C1=CC=C2C(=C1)C(=0)C3=C(C2=0)C(=CC=C3)Cl

AQ5 2-chloroanthraquinone C1=CC=C2C(=C1)C(=0)C3=C(C2=0)C=C(C=C3)Cl

AQ6 1,8-dichloroanthraquinone C1=CC2=C(C(=C1)CHC(=0)C3=C(C2=0)C=CC=C3Cl
AQ7 2-hydroxyanthraquinone C1=CC=C2C(=C1)C(=0)C3=C(C2=0)C=C(C=C3)0

AQ8 1,4-dihydroxyanthraquinone (quinizarin) C1=CC=C2C(=C1)C(=0)C3=C(C=CC(=C3C2=0)0)0
AQ9 1,2-dihydroxyanthraquinone (alizarin) C1=CC=C2C(=C1)C(=0)C3=C(C2=0)C(=C(C=C3)0)0
AQ10 Anthraquinone C1=CC=C2C(=C1)C(=0)C3=CC=CC=C3C2=0

AQ11 2-methylanthraquinone CC1=CC2=C(C=C1)C(=0)C3=CC=CC=C3C2=0

AQ12 2-tert-butylanthraquinone CC(C)(C)C1=CC2=C(C=C1)C(=0)C3=CC=CC=C3C2=0
AQ13 Anthraquinone-2-carboxylic acid C1=CC=C2C(=C1)C(=0)C3=C(C2=0)C=C(C=C3)C(=0)0
AQ14 Sodium anthraquinone-2-sulfonate C1=CC=C2C(=C1)C(=0)C3=C(C2=0)C=C(C=C3)S(=0)(=0)[O-].[Na+]



https://openmedicinalchemistryjournal.com/
https://creativecommons.org/licenses/by/4.0/legalcode
mailto:theebaa.anasamy@manipal.edu.my
http://dx.doi.org/10.2174/0118741045418438250826175339
http://crossmark.crossref.org/dialog/?doi=10.2174/0118741045418438250826175339&domain=pdf
https://creativecommons.org/licenses/by/4.0/
mailto:reprints@benthamscience.net
https://openmedicinalchemistryjournal.com/

2 The Open Medicinal Chemistry Journal, 2025, Vol. 19

AQ1

TRP
®

TRP
A:58

AQ4

AQ3

Sim et al.

' ’ ’ : TYR
k .; e " P A A62
~ ~ P ~="A
x_'_,- ’ " N
- |
L} ' 1
[ :' -’ Q ‘
; LEU
e @ ; A:165
A197 ,
TRP 5
@
Tedrvetem
D - - - a4 mame
O === == [~
ASP
A:197
TYR
A62
HIS
A:101
- F ' b
¢ LEU
o n @
. @ &
THR
A163
[ e v | R
D b

Fig. S1 contd.....



Evaluation of Anthraquinone Derivatives in Diabetes Mellitus 3

AQ6 ay. AQ7

THR A:104
LEU A:163
A:165 @

TYR

AS2 o TYR

o’ A:62

ﬂ' [ 1
TRP
A58
O we=na [ e vmorswn [ vwrow e [ cotee nydragensore

AQ9 "2 Ase
S

. . s
- P
11 ” ’
" TRP //_A_“\ //-‘.\‘ ’,ﬂ:“ E
- ass TS il <
) (LTI ’ 2 - e !
{/." ‘ \ f S H " L J
. / \ ” e A
'R '- il IP = - “\\‘/ ey . 2

Mg % LEV
© o ~- & ®
# & &

EU A:101
A:165 e
As01 Azes
et mtrractun—
[ oo e W ] w=wea |
B oo strtmpen ot [ e et

Fig. S1 contd.....



4 The Open Medicinal Chemistry Journal, 2025, Vol. 19

AQ11
TRP

A:58
HIS
A:305 ASP
S A:197
0
v
l; .~ - .
o ol HIS
’ ” ~ A101
s - Y
. - LEU
A:165
THR A3
A:163
At et
[I] s ma e
] e

B coerorw egoge toee

Sim et al.

AQ14 TRP
A58
P X TYR
S A62
C{\\ T
: !
r
- Y/
- . Tl ':
o [
\ L1 \
\o\ | . ‘.: : ’»‘ \D
. : ’
- LEU
“TRP 22 A:165
ASP &332 GLN
A:356 AB3
TRP
A:357
E O WA D it
[ coversons - agen sana [ ]
:' - b

[ comteom remtroppen some

Fig. (S1). The 2D diagrams of binding poses of 10 of the 14 compounds interacting with a-amylase, excluding the top 4 compounds with
the highest interactions. Interactions in light and dark green colours represent hydrogen bond; interactions in pink or purple colours

represent hydrophobic interactions.
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Fig. (S2). The 2D diagrams of binding poses of 10 of the 14 compounds interacting with a-glucosidase, excluding the top 4 compounds
with the highest interactions. Interactions in light and dark green colours represent hydrogen bond; interactions in pink or purple colours

represent hydrophobic interaction.



