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Two new stilbenoids, cajanstilbenoid C (1) and cajanstilbenoid D (2), together with
eight other known stilbenoids (3-10) and seventeen known flavonoids (11-27) were
isolated from the petroleum ether and ethyl acetate portions of the 95% ethanol

extract of leaves of Cajanus cajan (L.) Millsp.. The planar structures of the new
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compounds were elucidated by NMR, high-resolution
mass spectrometry, and their absolute configurations were
determined by comparison of their experimental and
calculated electronic circular dichroism (ECD) values. All
the compounds were assayed for their inhibitory activities
against yeast a-glucosidase. The results demonstrated that
compounds 3, 8-9, 11, 13, 19-21 and 24-26 had strong
inhibitory activities against a-glucosidase, with compound
11 (ICs0= 0.87 £ 0.05 uM) exhibiting the strongest activity.
The structure-activity relationships were preliminarily
summarized. Moreover, enzyme kinetics showed that
compound 8 was a non-competitive inhibitor, compounds

11, 24-26 were anti-competitive and compounds 9 and 13



were mixed competitive.
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'€ —

v —

v'e—

ZMDTI. 10, 1. Ir

—00'9

\zzo
~00'L
rzoL
Tio

—£0°L

—00°e

—16'0

—£0°L

—00'F

Yok
-0z
ooz

f1 (ppm)

"H-NMR Spectrum of Compound 1

Figure S4

ze—
0°'SZ —

Loe /

e~

zer—
s’
vos~

VeL—

0zg —

V66 —
8°L0L —

8THE —

9Zh~_
L824~
£°6Z1 7

S'SvE—

0zsSE s
89Sk —
[x4-13 \

P
k4
|

ZND71. 10, 1. lag

1 (ppm)

BC-NMR Spectrum of Compound 1

Figure S5



oo Ll b

ZMD-T71. 10. L. 2rr
. L 10
b IS 20
_ . Lso
’., . § L40
N é‘ Lso
[ #" o Lso
o L70
i ¢ [s0
' 90
— 5 [ 100
L 110
L 120
—_—— *F . Liso
: L 140
] L 150
_‘ - 160
— L 170
L 180
L 190
200
T T T T T T T T T T T T T T seto
15 14 13 12 1 10 9 7 6 5 4 3 0
2 (ppm)
Figure S6: HSQC Spectrum of Compound 1
W01, 11 1. 20
—] LERKEE rz
= [
I Lo
— [) O [} 8%
— 40 Lo
— 9 (11}
— X 4 e
= l.D b L 100
! o 6o 2
Lizo &
— .&° [ =
. .
L 110
- ] » . 49
— . ] e @
= H ‘l a a - 160
] . . '
- 180
|- 200
)
220
L 240
i 1a Ia T2 I To 5 5 7 5 5 % 5 2 t

2 (ppm)

Figure S7: HMBC Spectrum of Compound 1

£1 (ppm)



b Ll

ZMD-71. 13. 1. 2rr

9
9
0

. : ‘ "‘Z‘ : G:ﬁj

.
L]
@
H
.
L4
& .
. v
& % K
f B
— o ° I
= - .
o H
— ‘f ]
. o
A °
% e - :
f
o s
B
L
®
s
.
.
M
i
s .
B
T T T T T T T T T T T T T T T T T T T T T T T T
11.5 11.0 10.5 10.0 9.5 9.0 85 80 7.5 7.0 6.5 6.0 55 50 45 40 3.5 3.0 2.5 20 1.6 1.0 0.5 0.0

£2 (ppm)

Figure S8: NOESY Spectrum of Compound 1

£1 (ppm)



Item name: ZMD72
Item description:

Channel name: 1: Average Time 0.1217 min : TOF MS (50-1500) ESI+ : Centroided : Combined

1.94e7
1.8¢7 37713544
1.6e7+
1.4e7+
1.2e7+
g
2
Q 1e7
2
g
£
8eb
6e6
399.11722
378.13864
4eb6 /
2e6 -
355.15221 400.11995
379.14119 40714500
30507736 33714217 35615508 / 14
393.11298
ol 31915913 55705828 | 34000131 [/ 36919640 | | L Wosiel ieeid
300 310 320 330 340 350 360 370 380 390 400 410 420 430
Observed mass [m/z]
Composition i-FIT Confidence (%) Predicted m/z m/z error (PPM)
C21H2205Na 99.992012 377.135945 -1.342344

Figure S9: HR-ESI-MS Spectrum of Compound 2



TR

R e a s ]
zooaon | 7
306,072
236,0.26 \
o330 J|\ f 3
'|I |
\ |
—moma | | 7
|
—Z. 0200
2000 2300 Erfl a 300 400,00

Figure S10: UV Spectrum of Compound 2

90
07 ~pli H‘
h ™ 1 ’
_ "-, ! [ ‘l
é“ 707 II\IR f’ | l
i W, avi 798
2 i ( |
' 3305 3200 |
60_ |llk||r'1 2306 033 G80
2871 24 .
g
a0 1565
1089
1317
1647
40 ' I N ] ! 1 ' I ¥ I ¥ 1 : I N I
4500 4000 3500 3000 2500 2000 1500 1000 500
i (emt)

Figure S11: IR Spectrum of Compound 2



Fr—
€r—

v'e
vz W
vz
v'e 7
8z
sz F

- x4 \
8z
9'¢
9'¢
9°'c

9'¢
a.n\

ZMD72. 10. 1. 11

—60°E
—~zo'e

—z0'L

—60°L

—pLL

—90°¢

oo
—vo'L
\\‘NQ.N
rs0'z
90T

f1 (ppm)

"H-NMR Spectrum of Compound 2

Figure S12

90z —
6'sz
89z S

1’98 —

629 —

L —

€86 —

v'60L —

e

1 Copm)

BC-NMR Spectrum of Compound 2

Figure S13



.

Figure S15: HMBC Spectrum of Compound 2

ZMGT2. 11. 1. 2rr
¢ L 1o
{ . L 20
i 30
Lao
. L 50
P
Lt L 60
E— 4 70
.
Lso
Loo
- * L 100
.
— Lo
L 120
—_—— ’
— ?ﬁa! R L 130
L 140
J— L 150
— L 160
] L 170
* L 180
r
L 190
L 200
Lzio
T T T T T T T T T T T T T T
15 14 13 12 11 10 9 8 7 6 5 1 3 2 0
2 (ppm)
.
Figure S14: HSQC Spectrum of Compound 2
JWW MU
ZMGT2. 10. 1. 2rr
. .
1 0 9,0 k20
9 avea 00
JE— ”9 ‘ L<o
(X} ) Lo
[R— [} [] 9 i
—_— 0 90 4 L 8o
— 8 ' L 100
— ) e g 2
b’ 9 Lizo
— 0%@ . by
= [
1 ' L 110
J— ' [ ]
3 [] + ¢ 80 L 160
3 [ '
'
L 180
L 200
'
220
L 240
T T T T T T T T T T T T T T
15 14 13 12 11 10 9 8 7 6 5 4 3 1
2 (ppm)

£1 (ppm)



|

(wdd) 14

3
4.0
La.5
5.0
5.5
6.0
6.5
7.0
7.5
8.0

A

» s
5 S

4

e
°
.
%

IMDT2-. 111 2rr

g
:

2 (ppm)

NOESY Spectrum of Compound 2

Figure S16



Sep22-2021 Z““”’H"!’,‘SEE,‘EE&%N m ;; aan
ey | | N e

5 elo | 85 50 45 40 ! !
£l (ppa)

Figure S17: '"H-NMR Spectrum of Compound 3

Sep24-2021 D@eT-C.1. L 1r [ - N -]

5 E Fagser ¢ ¢ 2eq

] R gNds 2 & gyE

| S Se—e 1 aNs

|

,
|
0

.
, , , , , , , , . , . , \ , \ ; ,
160 180 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

1 (ppm)

Figure S18: 3*C-NMR Spectrum of Compound 3



— ¥60
~EKE

—arez

— 0L

— ok

— 80"k

- 260
~zoL
00k

a0

kN

T
4.0

£1 fppm)

"H-NMR Spectrum of Compound 4

Figure S19

TEE~
SvE—
£9z-
ez

VS0~

0oL

MGN—
h.hN—
1821k
L'8Z}
8'821 N.
TLEL
£LEL vv

o'¥sl
9'vsk

AD7.10. 1. 1r

T
™

)
f1 (ppm)

BC-NMR Spectrum of Compound 4

T
90

Figure S20



04.12.1.1 -
Tidddidddzgdgddd 3 g T
e s L e | N =
‘ |
' Uﬂ | | | \‘ [
”' ‘| [i \‘ . H
[ | Al |
_ ‘liJ‘ Ui lLJ L AN S | I 1}
| o | | | I
g g8 58 g 2 58
- ~N ™ - - - L mm
wWo 125 120 115 1.0 105 100 85 9 s's 8o 15 10 &5 60 55 50
1 (ppm)

Figure S21: 'H-NMR Spectrum of Compound 5

4. 20. L. 1r q —nma-—r—lr-qu Wl’-. ~ @ o
R 88 R TR 3 333
| e Y i | 2N
.
i 1l
l |
190 180 170 160 150 140 130 120 110 100 80 B0 70 60 50 40 30 0

1 (ppm)

Figure S22: 3C-NMR Spectrum of Compound 5



RN NANRRI3 S
A SR

7.0

333
[

6.6
37

1y

— J

L_pl\ i .

[l [ 1 |
888 38 8 4§ 3
R a
: : T : T : : T T T T T T : : .
8.5 80 7.5 7.0 6.5 6.0 5.5 5.0 45 40 3.5 30 2.5 2.0 1.5 Lo
£1 (ppm)
: 1
Figure S23: "H-NMR Spectrum of Compound 6
Sep24-2021 TMI2EC. L.éy 1 ® ~
I T THT R T ’
s ¥ <2 foggpd ==2 FL 1ot
[ [ N g I | |
Flox1olt
~9. 0% 101
-8.0x 1010
L7.ox 10!
6. 0% 1010
L5, 01010
H4.0% 1010
F3.0x 10!
2. 0% 101
FLox 10t
— A 0.0
F1ox10°
T T T T T T T T ; T T = T = y —
180 170 160 130 140 130 120 110 100 a0 50 70 &0 50 4 0
£l (ppm)

Figure S24: 3C-NMR Spectrum of Compound 6



£ ‘M 2 Y
)
”V |||w —orz
e — L —ZVE
Tr— 1\& —d0T
]
oS A_
ey -
”V L —00'k
'.UN [U —W
" |
VL g
m..L_
Al ]

LN
N~
-

X
Sd N~
N

D42 10. 1. 1r

T
40

£l (ppm)

'"H-NMR Spectrum of Compound 7

Figure S25

8LV
'Y
3= V

995 —

086 —
060k —

[N T4
TETE ).*
v8zh
98z
£IEr —
TEEL |
f4= e
89€l

vsE —
L85k —

g
|

D42, 10. 1. Ir @

T T
90 80

T
100

180 170 160 150 140 130 120 100
1 (ppm)
BC-NMR Spectrum of Compound 7

T
180

T
200

Figure S26



D30, 10. 1. L

73
73
73
73
73
73
72
72
72
72
72

|

63
63
63
33
33

5.1
5.1
5.0
—4.6
—3.8
—2.8
1.7
%1.7
1.7

319

e | 105
)

Figure S27: 'H-NMR Spectrum of Compound 8

D020, 10. L. 1r

—158.7
—1543
—142.1
130.7
1284

1284
1259
123.8

120.7

\

X

N\
—1079
—55.6
~375
—352
258
~24.4

—179

<

o 1fo | 160 o 1 1do

=

Figure S28: 3*C-NMR Spectrum of Compound 8



e

a1

(134
Vs
Vs
(3]
(3]
(3]
(3]
(3]
(3]
Vs

o
L4
L9
h.ﬁ}

IME. 10. gL
PRRRINRRNNNRGE

N, S|

L

|

—Z0E
—00E

—;rz

—E0E

-~ 460
860

— e

—00'k

40k

~-00'E
~E

T
4.0

T
4.5

£l (ppm}

"H-NMR Spectrum of Compound 9

Figure S29

yar—

gy
652

ERNAI TLL

LI'86—

£10L—

zZize
o€z

o9z1

rozi kz
FLZM

g8z W
Loer—
vier !
LLEL -
vaer-

Svel—
L8sk —

M8 10. L 1r

1 (ppa}

BC-NMR Spectrum of Compound 9

90

Figure S30



6E~.
6€E"

3019, 10. 1. Iy

L1

~80E
~zZoE

—850
=00k
—90't

660
~E0'Z
lgoz
ook

T T T T T T
1L0 105 10.0 9.5

1z.0 1.5

T

12.5

T
8.0

1 (ppa}

"H-NMR Spectrum of Compound 10

Figure S31

£s—

Z00L -
o0l —
0801 ~

roz1
6121 %
gezl—
&6z

[
VLiE —

6zl —

Mo 10,1 1r

1 (ppa}

13C-NMR Spectrum of Compound 10

90

Figure S32



410,11 % 8 nhuubbag o bbb ad 22
o Lol o o o o 57
‘ : NNRIreS | it L/ 5

| | L

306

| | /
g 8 8
- o

099 —

1.00—
204 -

[ |
38 8
T

T T T T T T T T T T T T T T T T T T T T T T T T T T T
13.5 130 12,5 12.0 1L5 1L0 10.5 10.0 9.5 G0 &5 80 7.5 6.5 6.0 5.5 80 45 40 35 30 25 20 L3 L0 0.5 0.0 05

f1 (ppm)

Figure S33: 'H-NMR Spectrum of Compound 11

D44, 20. 1. 1r erR=Ng o m euNew Q
¢ ggggsd g2 fod¥f €8y 353
| RN [ R P SN
190 180 170 160 130 140 130 120 110 100 a0 80 0 €0 50 40 30 20 10 0

£l (ppm)

Figure S34: 3*C-NMR Spectrum of Compound 11



ZMD39a. 10. Ieir
o

cteeeeeey @ Ny o Ne
g GERRERNRR @ 86 8 R ]
=== | ~- v N

3.03+

A U“ ! J

4 Lod
3 @ 9
L
80 7.5 7.0 6.5 6.0 55 50 45 40 3.5 3.0 2.5 2

T T T T T T T T T
14.0 13.5 13.0 12.5 12.0 11.5 1.0 10.5 10.0 9.5 9.0 8.5

T T T T
.5 1.0 0.5 0.0 -0.5 -l

°

Figure S35: 'H-NMR Spectrum of Compound 12

D394 10m. 1r N~ Tmyo®Q © N
P iaagsy €3 g EP
I \e 77 N N7 i A

. . T T T - T v . t . . , - - - - - :
190 180 170 160 130 140 120 120 110 100 a0 0 0 &0 50 40 0 20 10
1 (ppm)

Figure S36: 3*C-NMR Spectrum of Compound 12



,0
T
% :
e
7
- 1
A [
.
_ = i | o
= = Five TmE
\‘ -
Fa o ze
- 4 |
o — i - £e 1
61— 1 T4rL= e 6€
o
& os
L u [34°] __. —@z
| oi 2 0T
- Ve
[ m vel —-152
e Ve
se T T®ME Q ve
s/ L R el
]
o Ve _
Lo e — &
5 o/
m Ve l 650
Vs | m w.mu_‘w
= — 260 [ o
v 7 5 o5
Vs e [
a8 O L Vo
R 7
2= 2
go— —_— -
| s a4 Vi,
so— 1 - M i =
[¥3 - Se——n= 10T
€30 EL \lllu,k ~oo1 [ N_ v 5 2 s
Vi v = =
vz - ~soz |1 lH vi Z g s
VL . v o - <
vi —— —oLb = oo v R N I — —
o ri .
MM * ” Vi vi L
o v =
(=73 Fa 7)) Vi
sL Fi i E
1 | = m vd v [
oL = = vi v
gL o ) MM vi EN
[ - | =8
[ se il 3 A 3
- vt - 2
l= SL i N X [Sg
S o - o
@ P -0
e w3 -
_ - - - -
l= zh n.t% \ R —
oo P EYS B
e —_— @ su -
" =)
o = o
I=1 [Fed =
m e i
L £
g

£1 (nem)

"H-NMR Spectrum of Compound 14

10.0

Figure S38

3

1.0 10.

3

12.0 11

3

13.0 12




[5: 1
Bz

2995 —

9°L9—

S001 -
8001

vSihE —

Tz —
[ 3:143
882k W
1'6zh s
9'LER
ELEL —

8EVE —

S
9€9L
169l -,

D13 1.1 1r

9

£1 (ppm)

3C-NMR Spectrum of Compound 14

Figure S39

J L=
gz e
ez o
#z) Moi
gz’
o
«
B
Fa
-
a2, W
82 €€ o _
82| €€y
az £e- o | e
£€ £€e— - |
£ ves ————=0 lk
nmw ve! I ]
£
] —
ve
vel
2o
9%,
9%
mm%
9%
19
_.ww -
_.d_h_
3-8
vy
(73
vy e
Vi -
Vi o
v 7 =
73 LN -
gl Vi ‘Muau. B
vi- |
Vi - ’
Ve =7
e - |
Vi 7 N mu
L2 ®
1 [
Si~ -
S .MINE p
N
f
vz —

GLDI.10. 1. Ir

Ok
~o0z

T T T T T T T T T
4.0 13.5 13.0 125 12,0 11.5 11L.0 10.

0.0 -0.35

0.3

10,0 8.3

B

"H-NMR Spectrum of Compound 15

Figure S40



GLDL 10. L. 1r ©
hd
2
H
noe ap o e . -t
i edd g 88 833 @ T
| NN | ~ N | | \
|
|
|
L
Ao " 2o 1% 1o 1o 1o 150 1o 10 120 1o w0 % s 1 e s 4o @ 2 10 0
1 (ppm)
. . 13
Figure S41: "C-NMR Spectrum of Compound 15
D28 10.1.1r q -
o nNaa ~-aQTTNn grecc-nnQ®
- MAROOD QOOOBLLLY MOOMOMNNNN
| e e | =S =
I
e L
mmmm NNNN
LS PR
7 7
00
Lo Y
y_ —
I Ly
H :%rh “\é’\
N
‘ . i ‘ 32 a1 30 29 28 207 26
T4 73 72 71 £1 (ppm)
£1 (ppm)
| ’
Il 1
. l‘n;dl; ot WLM N
| | | | | | | |
8 L R
130 1205 120 105 11.0 105 100 95 80 &5 80 7.5 7.0 &5 60 55 50 45 40 a5 30 25 20 15 10 05 00 -05 -1
£1 (ppm)

Figure S42: 'H-NMR Spectrum of Compound 16



IMDZE 10. L 11 = LA [-] ~ -
: i3d§ i 0§ fgg @ i 9
| [ P Vol | | N | | |
I L
2o 200 180 1o 1fo  1do 150 1do  1do 120 1o 1o s & 70 e =0 40 a0 2 1w b -
1 (ppa}
Figure S43: 3*C-NMR Spectrum of Compound 16
e 3 BE3RFEEEARAREES
o ﬁ hﬁﬁhﬂﬂdddagﬁdﬁd
| | e N e
|
|
H F h '\
a I
“ m y | || h‘
| I AN
...—v'l (. ——/\wW‘»J J “"’"-J \'\..J J L—M»_.-_..-«J/ \"«I i LSO R
| | [P
8 8 g 2¢g
- o o -
15 11 13 12 i it [ § H 6 5 H 3 2 1 0 -1
£l (ppm)

Figure S44: 'H-NMR Spectrum of Compound 17
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Figure S50: 'H-NMR Spectrum of Compound 20
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Figure S52: 'H-NMR Spectrum of Compound 21
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Figure S54: 'H-NMR Spectrum of Compound 22
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Figure S56: 'H-NMR Spectrum of Compound 23
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Figure S64: 'H-NMR Spectrum of Compound 27
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