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Figure S2: *C-NMR (125 MHz, DMSO-ds) Spectrum of 3a
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Figure S3: FT-IR Spectrum for compound 3a
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Figure S4: HRMS Spectrum for compound 3a
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Figure S6: ?*C-NMR (125 MHz, DMSO-ds) Spectrum of 3b
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Figure S8: HRMS Spectrum of 3b
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Figure S10: *C-NMR (125 MHz, DMSO-ds) Spectrum of 3¢
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Figure S12: HRMS Spectrum of 3¢
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Figure S14: C-NMR (125 MHz, DMSO-ds) Spectrum of 3d
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Figure S15: FT-IR Spectrum of 3d
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Figure S16: HRMS Spectrum of 3d
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Figure S18: *C-NMR (125 MHz, DMSO-ds) Spectrum of 3e
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Figure S20: HRMS Spectrum of 3e

© 2025 ACG Publications. All rights reserved.




3981

1z Ef
£ 1 E He
I'||l .-;'Il \\1 f"/ \\ | ||I b\ | r‘,J I'. |II
6.5 3
10
7 3
L) L T T T 1
8.0 ppm 1.7 1.6 1.5 T4 pPpm
I |
r T T T T T T T T T T T T T T

L] 70 6.5 11 55 50 4.5 4.0 s 30 235 D 1.5 1o 05 ppm

e

A2 ‘—
||| i
20N 2

Figure S21: '"H-NMR (500 MHz, CDCIl5) Spectrum 3f

193590

=
&

335 3% 2 5% §E3 & &
Ve VA N
2

¥ 5
1,
|J| { Al
r T T T T T T T T T T T ) T T 1
138 137 136 135 134 133 132 131 13 129 128 127 126 125 ppm 3

g
] H

n 1

T T T T T T T T T T T T T

) ) T 1
190 180 1700 16D 150 140 13 120 110 0 90 B 70 1] 50 40 30 20 10 ppm

Figure S22: 3C-NMR (125 MHz, CDCl;) Spectrum of 3f

© 2025 ACG Publications. All rights reserved.




100

90 2919(Csp*-H)
3055
(=C-H)

2360

80 (c=0)i620] 1105 850) 555

1465
1690
75 ‘. cl (C=0)

70

% Transmittance

Cl 740

65 : . : .

N 1
4000 3000 2000 1000
Wavenumber (cm” l)

Figure S23: FT-IR Spectrum of 3f

{4
1265
1168
1185
1088
0564
9 0B+
8564
8.0E4
1464
7084
& 0564
% 0 0E4
E som
5.0E4
4564
40E4
1564
1064
2564
2064
1564

10E4
5032605

:zz sogss W1 | 873541 022008 10285415 11207812 1108

U000 2000000 W00 40000 K000 600000 70000 GO0 GODOO0 10000000  IODAO0 10

mz

Figure S24: HRMS Spectrum of 3f

© 2025 ACG Publications. All rights reserved.




— 137935

32.320

138

136 134 132 130 128 126 ppm 3

T
150

T T
18 170 160 150 140 1300 120 1 10D W) B T L] 30 40 30

20

10 ppm

Figure S26: *C-NMR (125 MHz, CDCl;) Spectrum of 3g

© 2025 ACG Publications. All rights reserved.

15



mz

51
=
£ 75 2360
Z
g 70
B~ O
g 65 1499 |1150
O. (C=0)1664 [(C=C)
60 O 1590
(€O 1219 835| 495
55 (C-F stretch)(C'H)
725
50 | : If =C-H bend)
4000 3000 2000 1000
Wavenumber (cm” 1)
Figure S27: FT-IR Spectrum of 3g
1.6 31065
|/
1.6
1.1E6
1.0E6
S0E5
. 8.0ES
E TIES
) B.ES
S.0E5
4 [E5
30ES
L20ES
1.0E5
ogg LBET | AT S 9664471 10935854
1000000 2000000 3000000 400,000 50,0000 BO00LD020 1000000 £00.0000 200,000 9000.0000 11000000

Figure S28: HRMS Spectrum of 3g

© 2025 ACG Publications. All rights reserved.

16



*

| SN2l

&5 G X
c<cdnv

65 60 55 S0 45 40 35 30 25 20 1.5 1.0 05 ppm
Figure S29: '"H-NMR (500 MHz, CDCl;) Spectrum 3h
48 &3
oo
INEEVE
11
s
g §
2
T T T
134 132 130 128 126 ppm
3
7
4 10
S
I‘Il'l lllﬂ'l I':‘fl I-‘Isl'l l,'lil'l I-I'JII l:llfl Iéﬂ Illl'l llll'l llli] ﬁlll Tli] f;l ﬁllll -l-ll] _!nll!l lld! Ilﬂ Hnnl

Figure S30: *C-NMR (125 MHz, CDCls) Spectrum of 3h

© 2025 ACG Publications. All rights reserved.

17



100

80 2995
(Csp*-H) 2840,
3 3079 (Csp™-H)
& ] (=C-H)
=
2 70- l
<
” | [ 1510
= o
: CO-
60 1685
O (C=0) 1250
1 1600 (C-0)1020
| owe (c=c) < 520
50 729
v I v I v I
4000 3000 2000 1000
Wavenumber (cm~ 1 )
Figure S31: FT-IR Spectrum of 3h
s
BIE4
554
5L 1
4564
. 40EL
E 154
- EL
2154
204
154
5571651
10E4
5.0E3
a0 T2 84N 11505021
0.0ED -

100.0000 20,0000 300,0000 4000000 00,0000 5000000 00,0000 B00.0000 200,000 10000000  190L000., | 120
miz

Figure S32: HRMS Spectrum of 3h

© 2025 ACG Publications. All rights reserved.



L T
765 760 755 TS50 745 ppm

T T
85 a0

M

5,00

;

T T T T
65 6.0 55 50

T T

75 10
gy (1
EEE

Figure S33: 'H-NMR (500 MHz, CDCl;) Spectrum 3i

I 1 T T T 1 3
135 134 133 132 ppm
9 10 4
1 !
/
T T T T T T T T T T T T T T T T T T T 1
190 180 170 160 1500 140 1300 120 10 00 90 &0 T0 () 50 40 30 a1} 10 ppm

Figure S34: 3C-NMR (125 MHz, CDCls) Spectrum of 3i

© 2025 ACG Publications. All rights reserved.

19



70

% Transmittance

60

1265
1690— 1 1405

(C=0)

1614 1064
(C=0O)

509
729

50
4000

T T T T T
3000 2000 1000
Wavenumber (cm” 1 )

Figure S35: FT-IR Spectrum of 3i

Intensity
w
B

14,0908

HEAIT
|

593587
457234 n L fredifry 10474384 1112

200.0000

300.0000 4000000 500.0000 500.0000 00,0000 B00.0000 800.0000 1000.0000 1400.0C
miz

Figure S36: HRMS Spectrum of 3i

© 2025 ACG Publications. All rights reserved.

20



)=
— i —
=

-~ = e

SN

EEIENRET E':I"'_'H.E-r.r.v '{12
b el el e e e o e
b=} = [

I FREeId AP /7',8
\/ EN272RYY.
7 45 o
I '.'.rq '.".!Il ?!? T‘ﬁ ?.r5 ?I-i Nm‘ 3
26
"
L | )
Bfi Hfli ’?!5 T!U bf.’t {::ll 5!5 STU 4‘5 -l:ll _\!5 I!U l!ﬂ ]I.U I!S I!U 0!_{ ppml
g Qe A8
Figure S37: 'H-NMR (500 MHz, CDCl;) Spectrum 3j
' [ |
]
6
35 7 4 3
b
9
1 H
I';f.l IEIGIJ I'.'r'ﬂ JI.‘IHJ l;l'l I-Ii-ll II‘H !éﬂ ]:-ﬂ IEIIJ ‘JIU li:.'l ';EP fél 5:1 J‘Il VIJ ;I.'I IIII F||:|r|'|I

Figure S38: 3*C-NMR (125 MHz, CDCls) Spectrum of 3j

© 2025 ACG Publications. All rights reserved.

21



% Transmittance

95

90
85 n
80 =C-H)3015
( ) 2830 M
2924 (Csp*-H) 2364
75 (Csp*H)
70
685

0
1
Cc=0)/1444
65 ‘. (C-oyiddd, 988
I O OMe
60

: MeG 1575 1054
55 o UE 725
v I N | v 1
4000 3000 2000 1000

Wavenumber (cm” 1)

Figure S39: FT-IR Spectrum of 3j

1268

1.1E8 B
1068
Y56
$0E8
§56
8068
14568
1068
456
$06

E 458
$065
458
4085
156
06
156
106
156
1.0E5

SIE4
- 140015 STEM pgsaen om0 B84 197 10M877 1128400

103 0000 200 0000 3000000 A0 [000 5000000 620.0000 7000000 £00 2000 900 0000 1000 0000 1100.0000
miz

Figure S40: HRMS Spectrum of 3j

© 2025 ACG Publications. All rights reserved.

22



SR EITE R AN T A

¥
|

\ V

wwwwwwwww

RS

——1B67

8BS &0 1.5 70 5 6.0 55 50 4.5 40 15 a0 2.5 0 L5 1. 0.5 ppm

2 =z o e
| | A% |
78
5 3
.
4 1
9
108 1
1
A
T T T T T T T T T T T T T T T T T T T 1
1y 180y 170 (1. 1] 150 120 130 120 110 100 fLI K0 k] (1] 50 40 k] 0 10 ppm

Figure S42: 3C-NMR (125 MHz, CDCL:) Spectrum of 3k

© 2025 ACG Publications. All rights reserved.

23



100

20 2934
(Csp*-H)
2835
35 (sym Csp>-H)
: 2360 W

80

% Transmittance

1685(]1455

0]
S SERINC
- 8

OMe 1595 1083 729

(C=C) 1255
(C-0)

70

T T y T T T
4000 3000 2000 1000
Wavenumber (cm” 1)

Figure S43: FT-IR Spectrum of 3k

238

.2 ] 2814174
21E8

L0E8
1966
1866
1.TEE
1 68
1568
1.4E8
1365
1268
1.1E6
1.0E6

Intensity

9.0Es
BES
T0ES
BCES
50ES
40ES
30ES
2065

1065
15,0627 L 5611269 T 5T B53 MG
00ED — -

1000000 2000000 00,0000 400,000 500.0000 00,0000 T00,0000 B0.0000 5000000 10000000 1100.0000
miz

Figure S44: HRMS Spectrum of 3k

© 2025 ACG Publications. All rights reserved.




=

9 718 17 76 73 Ppem
26
LA )
T T T T T T T T T T T T T T T T 1
B3 B0 1. 70 [} -21] 5 0 435 i 18 in 25 2n 1.5 (K] 05 ppm
. r : m
A EEE
Figure S45: '"H-NMR (500 MHz, CDCl;) Spectrum 31
| |1
g g 3 0
VI e
8
2 26
4 7
1 T T L] T
13 13 134 1R ppm 1 3
375" .
] 6 8
9
1
IT
]'Iaﬂ I;‘I'.l I':‘n I':H.'I |.;ﬂ |;l| I.;ﬂ Ii‘ﬂ l:ﬂ l;:tl ‘;.1 Rlﬂ TIH.'I fl::l 5:.1 4:3 ]-Ill JI:I III:I '|'||'||'I|'

Figure S46: *C-NMR (125 MHz, CDCl;) Spectrum of 31

© 2025 ACG Publications. All rights reserved.

25



100

90

80

8 2929 I
& (Csp*-H)
= 70 2835
= (sym. Csp*-H)
|
=
= 0
° 60 1445
2 ‘. B0
1575
Q OMe ©=0) 905
50 MeO OMe 729
1130
(C-0)
40 1 i I B I
4000 3000 2000 1000
Wavenumber (cm” 1)
Figure S47: FT-IR Spectrum of 31
2366
2386
2066
1566
1.8E6
1.TE6
1.6E6
1566
1.4E6
21388
E 1266
E 118
1.0E6
A0ES
BOES
TOES
GOES
S0E5
4.0E5
30ES
Z0ES
1085 208.1322 B2 2438 TS5 2017 7957855 945 4056 1164
JI:E?EC.DI'I] 200,000 3000000 400.0000 500,0000 E00.0000 T00.0000 B00.0000 5000000 10000000 1100.0000
miz
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Figure S52: HRMS Spectrum of 3m
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Figure S54: 3C-NMR (125 MHz, CDCl;) Spectrum of 3n
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Figure S56: HRMS Spectrum of 3n
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Figure S58: *C-NMR (125 MHz, CDCls) Spectrum of 30
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Figure S59: FT-IR Spectrum of 30
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Figure S60: HRMS Spectrum of 30
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Figure S62: >*C-NMR (125 MHz, CDCl;) Spectrum of 3p
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Figure S63: FT-IR Spectrum of 3p
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Figure S64: HRMS Spectrum of 3p
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Figure S65: 2D representations of the binding modes of compounds 3a (a), 3e (b), 3g (c), 3h (d), 3j (e)
to human pancreatic a-amylase (PDB ID: 2QV4).
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Plot statistics

Residues in most favoured regions [AB.L] 367 87.4%
Residues in additional allowed regions [ab,Lp] 52 124%
Residues in gencrously allowed regions [~a,~b,~1~p] 1 02%
Residues in disallowed regions 0 0.0%
Number of non-glycine and non-proline residues 420 100.0%
Number of end-residues (excl. Gly and Pro) 2
Number of glycine residues (shown as triangles) 50
Number of proline residues 23
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Figure S66. Ramachandran plot of human p pancreatic a-amylase (PDB ID: 2QV4) showing the
distribution of phi (¢) and psi (y) dihedral angles.
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