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pectrum (400 MHz, DMSO-dg) of compound 7a
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'H NMlR spectrum (400 MHz, DMSO-dg) of compound 7b
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FT-IR spectrum (ATR mode) of compound 7c
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'H NI\/IlR spectrum (400 MHz, DMSO-dg) of compound 7d

w a}ter
[eo]
~
™
P
DMSO-d6
o
(=]
N
N
|
-
o
~
NH,
b ~
8 © H,c” N~ S O
— n
~ 8
~
o
-
L ®
o ©
ol
~8
=
189 103 1.96 ¢ EOH
| | |1 |
T T T T T T T T T T T T T T T T g
73 72 71 7.0 6.9 6.8 6.7 6.6 o
Chemical Shift (ppm) Tq
WL N A )
1.89 1.96 4.90 074
L () [
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 T T T T T T T T T T T T T T T T T T
11.0 105 10.0 95 9.0 85 8.0 75 7.0 6.5 6.0 55 50 45 40 35 30 25 20 15 1.0 05 0

Chemical Shift (ppm)

Bc DEI;TQ NMR spectrum (101 MHz, DMSO-dg) of compound 7d

DMSIO-d6

167.324
—158.466
—147.990
—144.483
39.500

.669

X N NH,

_/-158

T T T T T T T T T T T T T T T T T T T
168 166 164 162 160 158 156 154 152 150 148 146 144
Chemical Shift (ppm)

©
J Q 28
™ < <
N o 0 - — EtOH
N~ ~ 3
© ©ow g (2] '
= o - 7 e Qo
| ol [ Il Q 14
[t} N N 3
— — ~ 3
| Ci’ Li,
| | 1 l EtOH
v T
AN
©
13
o]
@
N
N
= N
o)}
I3 w
o ©
S
[}
[N
©
~
N
N
184 176 168 160 152 144 136 128 120 112 104 80 72 64 56 48 40 32 24 16 8 0

96 88
Chemical Shift (ppm)

S10



2 —1342.28 137171
S —1411.7  1456.06
= ~1481.13
S = —1550.56
o) —1598.77
S —1645.06
&
o
(&)
[T
o
~
D
o
o
&
o )

T

b4 (@)
< -
& “~o
S o
s 54 2
C J—
s o
) T
x
1
T
LL

—3184.05
—3315.19

S S

doueniwsuel L

0.65

0.60

0.50

1400 1200 1000 800

1600

2000

Wavenumber (cm-1)

'H NMR spectrum (400 MHz, DMSO-dg) of compound 7e

2800 2600 2400 2200

3000

3200

3600

1

DMSO-d6

0S5 ¢—

A

90Z'2— = u
06v'2-987'C }
0zLz— _
zIee— -
)
o
@
A o}
3
3
~
o
)
-
8 G58'9~
€80/~
o vET'L
~ 18T
z 0.2,
g 062'L
9 g )
N
g
5
I3
o ~
)
™
- 29T'6— |L
u
8
~
8

3.923.00

I H

3.99 1.82

0.93

—

I

4.0 35 30 25 20 15 10 05

45

Chemical Shift (ppm)

105 10.0 95 9.0 85 8.0 75 7.0 .5

11.0

S11



3000 2800 2600 2400 2200 2000
Wavenumber (cm-1)

3200

3400

® =—123.2] —752.14
17.954 2 35 —844.71
© —19.812 — :
2 2385 < 1027.92
= : n\”_.o#o.“_.b
o ; = ,1097.35
w % o666 ﬁ ~1122.42
. =—~1184.13
o m. 005 %M% v —_— = —~1249.71
m 3 ——— —1303.71
—_—=
(&) ¥ —1369.28
% . ———=——746956 Ipwppmwwmm
—~ — :
o] 5 Hmmm.h@z —1585.28
; Q 1 1600.7
m T oz o N 1639.27
N
> L 3
zZ_ - 8
(a) 0 - —125.950 -
- [se]
u_m 5 2 ﬂ’lpﬁ.omm - § 8
P o 69T—— | -um &
1 [5p] | 9]
£ |5
o R
e ———130.199 = Q
£ o TR
S -k £
s SE0EZT— —121.867 = 270
o — —125.950f .
E — 8 T /N
130.199
» 9T VET 5 =
@ 8LE9ET— 8 —
M (@]
=z 6v9 vYT— 1 —2919.84 T
o v29'8yT— —2983.48
2 L g zzmos.ﬁ
e I - 7% 3054.84
w owm.wmﬁu mm g
) LLev9T— 0v6'85T— - m % 431133
i1 € —3428.98
\-3455.98
g
TEEEE R R R R




HRMS spectrum of compound 7e
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FT-IR spectrum (ATR mode) of compound 8b
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'H NI\/IlR spectrum (400 MHz, DMSO-dg) of compound 8c
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B¢ NMR spectrum (101 MHz, DMSO-dg) of compound 8c
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FT-IR spectrum (ATR mode) of compound 8¢
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'H NMlR spectrum (400 MHz, DMSO-dg) of compound 8d
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Bc DEI;TQ NMR spectrum (101 MHz, DMSO-dg) of compound 8d
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Transmittance

FT-IR spectrum (nujol mull) of compound 8d

128121~
_\

V'eLL
6'6S.

V¥ 999T—

67'€0CT—

€'/89T
68'17Z9~

LEVOST—

€8'G97€

9
LO'LLET T opeT—

80'8SVT—

=197 LEIT—

3
S

3600 3400 3200 3000 2800 2600 2400 2200 2000 1800 1400 1200 1000 800

Wavenumber (cm-1)

HRMS spectrum of compound 8d
Calculated for C13H16N30S [M+1]: 262.1014; Found 262.1012 (A 0.76 ppm)

Intens. SR52_GA2_01_10871.d: +MS, 8.0min #9339

%]
262:4012
bl 262.1012

HsC
CH
N CH3 HN \/ 3
N NH
N\

40 ch N S o

260 262 264 266 268 270 272 miz

S20



'H J\IMR spectrum (400 MHz, DMSO-dg) of crude tosylate 10
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Table S1. Protein-ligand interaction prediction results for compounds 8a-c,e using the

GalaxyWeb Sagittarius-AF molecular docking protocol

_ Protein Docking score, _
Compound Protein PDB ID UniProt ID Predock score AGping, Final score
kcal\mol
2zno_A P37231 0.240 -26.378 0.437
8hum_A P37231-2 0.184 -27.003 0.386
6lob A P51449 0.160 -29.487 0.381
6pof A Q15788 0.150 -30.435 0.378
8a 1k71 G Q07869 0.134 -29.705 0.357
7f80_A Q03181 0.136 -29.370 0.356
5vgl_ A Q15596 0.147 -27.756 0.355
3gc7_A Q16539 0.142 -26.293 0.339
smyv_D P78362 0.104 -30.730 0.335
Q8NGF1 F1 domO Q8NGF1 0.117 -28.331 0.329
4meq_A 060885 0.196 -18.948 0.339
2byi A P07900 0.196 -17.905 0.330
3u8w_A Q16539 0.166 -21.806 0.329
7usi_ B P25440 0.168 -17.550 0.299
5uch B P08238 0.160 -18.269 0.297
8b 5I7h_A P08235 0.144 -19.973 0.294
7mck A 014757 0.141 -20.064 0.292
29vj_AB P43490,P43490 0.143 -19.791 0.291
luwj A P15056 0.136 -19.951 0.286
P08922 F1 domb5 P08922 0.141 -19.304 0.286
4meq_A 060885 0.196 -18.712 0.337
3u8w_A Q16539 0.166 -21.758 0.329
2byi A P07900 0.196 -16.727 0.321
517h_A P08235 0.144 -21.503 0.306
7usi_B P25440 0.168 -18.028 0.303
8c 5uch B P08238 0.160 -18.422 0.298
7mck A 014757 0.141 -20.375 0.294
20vj AB P43490,P43490 0.143 -19.827 0.292
P08922 F1 domb P08922 0.141 -19.108 0.284
2zno_A P37231 0.111 -23.032 0.284
2byi A P07900 0.228 -16.840 0.354
4meq_A 060885 0.215 -18.388 0.353
7mck A 014757 0.173 -19.377 0.318
3poo_A P17612 0.166 -19.295 0.311
Se 3nnv_A Q16539 0.170 -18.714 0.311
4twp A P00519 0.169 -18.655 0.309
smwy A P08235 0.142 -21.754 0.305
5uch B P08238 0.168 -17.753 0.301
luwj A P15056 0.150 -19.804 0.299
P08922 F1 domb5 P08922 0.161 -18.304 0.298
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