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'H NMR, CDCl; (Bruker AVANCE 111 400) (ID-1)
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'H NMR, DMSO-ds (Bruker AVANCE 111 400) (1D-2)
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'H NMR, CDCl; (Bruker AVANCE 111 400) (ID-3)
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3C NMR, CDCl; (Bruker AVANCE I11400) (ID-4)
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3C NMR, CDCl; (Bruker AVANCE I11400) (ID-7)
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3C NMR, CDCl; (Bruker AVANCE I11400) (ID-8)
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'H NMR, CDCl; (Bruker AVANCE 111 400) (ID-9)
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3C NMR, CDCl; (Bruker AVANCE I11400) (ID-9)
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'H NMR, DMSO-d; (Bruker AVANCE 111 600) (1D-10)
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3C NMR, DMSO-ds (Bruker AVANCE 111 600) (ID-10)
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'H NMR, DMSO-ds (Bruker AVANCE I11400) (1D-11)
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3C NMR, DMSO-ds (Bruker AVANCE I11400) (ID-11)
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3C NMR, DMSO-ds (Bruker AVANCE I11400) (ID-12)
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'H NMR, DMSO-d; (Bruker AVANCE I11400) (1D-13)
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3C NMR, DMSO-ds (Bruker AVANCE I11400) (ID-13)
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'H NMR, DMSO-d; (Bruker AVANCE 111 400) (1D-14)
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3C NMR, DMSO-ds (Bruker AVANCE I11400) (ID-14)
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'H NMR, DMSO-d; (Bruker AVANCE I11400) (1D-15)

S S =1 1= =1
[=) =] o o o
(=] o (=] (=] o
w -t ™ o ™~ o
1 1 1 1 _ 1 1 1 L _ 1 1 1 1 L 1 1 1 1 1
90tz
WZre
9EY°T
96T
8=\ |
w05 2 Fihd
We'e
vave
g6v'e
He'e
5Z5E T 213
19¢
0zzy ~ T
90ty
MmN e
164y 3 T 099
019y — T 200
(@]
g N
2
T — T
B6p 9 — = [} m —_—— 3092
£vE'L =o
Pag°L mlN ]
5197
0792 N|V
969°2 m - F 092
Wa'L
0eL s g 88
62t T N
. = 0.95

I
8.0 7.0 6.0 5.0 4.0 3.0 20 1.0 0.0

9.0

ppm (t1)

S16



3C NMR, DMSO-ds (Bruker AVANCE I11400) (ID-15)
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'H NMR, DMSO-d; (Bruker AVANCE 111 400) (1D-16)

| -

5000(

4000(

3000(

2000¢

1000¢

0

L1l

ID-16

T 565

I 1.08
T 40

F 5.46

F 218
F 188

T 2.00

F1.12

=105
E 1

+1.06

5.0

ppm (t1)

S17



4000(

3000(
20001
1000(
—7000(
5000(
40000

1000(

3C NMR, DMSO-ds (Bruker AVANCE I11400) (ID-16)

52152

¥5262 N
9pZ'6z Hﬂ//f
66—

croey
L.08F
loler

91205

p6g 15—

0izz

EPF Ol ——
655811

0ELBTE ——
areZel —_
066'ZEL

GEEERL

£99°ZG1
y98'651

E9E'6LL

85L°E61

50

100

(6]

ID-16
ID-17

150

'H NMR, DMSO-d; (Bruker AVANCE I11400) (1D-17)

200

ppm (t1)

H_. 4.04

T} 220
Fioo

F197

0.0

S18

5.0

ppm (t1)



3C NMR, DMSO-ds (Bruker AVANCE I11400) (ID-17)

3 E PR 28R8BTL885 oo oo L
o 0 ©OW Or-oO@®~OMOT T ST 22 B
e € 8B TILERZZE L T L 35000
—3000(
HO f e -
X » 5
g N’\a mo —2500(
b (N s P i
T T
3 L
D-17 _—2000(
—1500(
—1000(
| —5000C
I L
l -
| ol | |1 | L
i .. |
(AP, s i naAan h’ ik —
T T | T T T I T T T T I T T T T | T T T T |
200 150 100 50 0
ppm (t1)
1
H NMR, DMSO-dgs (Bruker AVANCE I11 400> (ID-18)
BrnsB88323 228880 388 =898 8 C
OORMODODOOOW MM OO = (=] ™ o 0w ™ wy
e A e e S e e T - - Ty ) ~ = = o3 s o o — 7000(
M\JM) W) — 6000(
f N
NC e L 5000(
b 0._.0 B
g N’\a L
h N s P -
C \[r |
d 3 L 4000(
ID-18 B
— 3000
I B
— 2000(
— 1000(
o C
o e R e S B
= SN N - NN - -
= oM = - o o o = =
- oon O w o o - o L] -
I T T T T I T T T T [
5.0 0.0
ppm (t1)

S19



3C NMR, DMSO-ds (Bruker AVANCE I11400) (ID-18)
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'"H NMR, CDCl; (Bruker AVANCE 111 400) (ID-19)
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3C NMR, CDCl; (Bruker AVANCE I11400) (ID-19)
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'H NMR, DMSO-d; (Bruker AVANCE I11400) (1D-20)
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3C NMR, DMSO-ds (Bruker AVANCE I11400) (I1D-20)
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(ID-1): HRMS (ESI, m/z) calcd. for C13H13NO,S, (M+Na)* 302.0280, found 302.0282.
I[\ten. (x1,000,000)
100 304.2993
0.75%
] 302.0282(1)
050
0.25+4
] 280.0461(1) \
0-007‘\““\““‘H‘\I““\““\‘“‘\“"\"‘!“\l““\““\““ T
265.0 2700 275.0 280.0 285.0 290.0 295.0 300.0 305.0 310.0 3150 mz
(ID-2): HRMS (ESI, m/z) calcd. for C15H17NO,S, (M+Na)* 330.0593, found 330.0599.
I[\ten. (x1,000,000)
1'00’; 304.2984(1)
075 330.0599(1)
0.505
o.25§
] 301.1422 ?08-?781 33L. 63:1(1)
0.00 == I e B e e e e L B e e e e e e e e e e AL B s S e e e s =
290.0 29.":.0 306.0 305';.0 316.0 315‘.0 326.0 32%.0 336.0 33%.0 346.0 345‘.0 m/‘z

(ID-3): HRMS (ESI, m/z) calcd. for C17H:NO,S, (M+Na)* 358.0906, found 358.0918.
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Inten. (x1,000,000)
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(ID-4): HRMS (ESI, m/z) calcd. for C1gH2sNO,S, (M+Na)* 386.1219, found 386.1222.
Inten. (x1,000,000)
1,@{ 386.1222(1)
0.5{
1 3?4'1f10(1) | 402.0979(1)
T m & s & & & | dom

(ID-5): HRMS (ESI, m/z) calcd. for C14H13NO,S, (M+Na)* 314.0280, found 314.0281.
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O.75—f
050

025

314.0281(1)
292.0467(1) 301.1421 l 315.p309(2)
S e R e ;

0001 — ‘ —
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(ID-6): HRMS (ESI, m/z) calcd. for C1,H13NO3S, (M+Na)* 330.0229, found 330.0232.

Inten. (x1,000,000)

125
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— e eseee — ‘
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000 ——+— ‘ —
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(ID-7): HRMS (ESI, m/z) calcd. for CysH1sNO,S, (M+Na)* 328.0436, found 328.0444.

Inten. (x1,000,000)
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05
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(ID-8): HRMS (ESI, m/z) calcd. for CyH17NO,S, (M+Na)* 342.0593, found 342.0585.

S23



I[\ten. (x1,000,000)

125
100
075
050

025

342.0585(1)

000

320.0772(1)

R B e s e s EEE
3100 315.0 3200 325.0 3300

_336.0711 ||,

T
335.0

360.?226

7 S BEEEaRa
340.0 345.0 350.0 355.0 360.0 365.0

(ID-9): HRMS (ESI, m/z) calcd. for C17H19NO,S, (M+Na)* 356.0749, found 356.0751.
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Inten. (x1,000,000)
10 356.0751(1)
0.5{
00:‘ _ ‘33‘3438‘0393@%%1)‘ | 1?60?223 _ 3720902(0)
. 326.0 325‘.0 336.0 335‘.0 346.0 345%.0 356.0 35%.0 366.0 365‘.0 376.0 375‘.0 mz
(ID-10): HRMS (ESI, m/z) calcd. for C15H1sNO3S, (M+Na)* 344.0386, found 344.0391.
Inten. (x100,000)
4.0j
3.0%
] 344.0391(1)
2.0+
] 360.3218(1)
107 318.2994
] T 322.9560 331.0202 340'f832 L 361{3273(1)
L L B s L Ly L S L L LNt B
315.0 3200 325.0 330.0 335.0 340.0 345.0 350.0 355.0 360.0 365.0 mz
(ID-11): HRMS (ESI, m/z) calcd. for C14H1oN,0,S, (M+Na)" 325.0076, found 325.0070.
Inten. (x10,000)
7.5+
50-] 325.0070
254
0-0“\‘“‘\‘“‘\“"\“‘“\““\““\““\““\“‘
3235 324.0 3245 325.0 3255 326.0 326.5 327.0 3275 mz
(ID-12): HRMS (ESI, m/z) calcd. for C15H1gN20,S, (M+Na)* 357.0702, found 357.0709.
Inten. (x1,000,000)
00
0.75%
0.507; 357.0709(1)
] 335.0887(1)
0.257; 363.1T01(1)
0-00:“\‘ ‘\“'\l T ‘]l\l‘ e
320 330 340 350 360 370 380 mz

(ID-13): HRMS (ESI, m/z) calcd. for CygH»,N,0,S, (M+H)" 363.1195, found 363.1201.

S24



Inten. (x1,000,000)

1257
] 363.1201(1)

1.00

075 385.1011(1)

050 ]

0251
] 3165 1(1172(1) | 401.0760(1)

000 e ——— Y
330 340 350 360 370 380 390 400 410 420 mz

(ID-14): HRMS (ESI, m/z) calcd. for C1gH»sN,0,S, (M+H)* 377.1352, found 377.1349.

Inten. (x1,000,000)
1.0

1 377.1349(1)
05| 405.0226(1)

399.1171(1

] 360.3225 | f @) 420.9983(1)

o=+t
350 360 370 380 390 400 410 420 mz

(ID-15): HRMS (ESI, m/z) calcd. for C7H20N,04S, (M+Na)* 387.0808, found 387.0808.

Inten. (x100,000)
30 387.0808(1)
204
] 365.1001(1)
1.0—: 360T217
0.0:”_H“"HH_‘H_H“‘H"_‘HI"HH'_XH“HH_‘
330 340 350 360 370 380 390 400 410 420 miz

(ID-16): HRMS (ESI, m/z) calcd. for C,1H»6N,0,S, (M+H)" 403.1508, found 403.1509.

Inten. (x1,000,000)
1.00%
075 403.1509(1) 405.0228(1)
050
025 404.1&38(1) 406.0264(1)
N
399.0 400.0 401.0 402.0 403.0 404.0 405.0 406.0 407.0 408.0 409.0 4100 mz

(ID-17): HRMS (ESI, m/z) calcd. for Co1H2oN203S; (M-H)™ 411.0843, found 411.0860.

Inten. (x100,000)
411.0860
2.0
1.0+
412.0886
413 .2690

ool——a093138 __Jl N A

409.0 409.5 410.0 4105 411.0 4115 412.0 4125 413.0 4135 414.0 4145 mz

(ID-18): HRMS (ESI, m/z) calcd. for CpH1gN30,S, (M+Na)* 444.0811, found 444.0827.

$25



Inten. (x100,000)

75
507 444.0827(1)
25
] 405.0236(1
0o 36 4531907 || 460.0p42(1) 495.1879
' 4000 4250 4500 4750 5000 miz

(ID-19): HRMS (ESI, m/z) calcd. for CpH1NO,S, (M+Na)* 418.0906, found 418.0910.

Inten. (x100,000)
7.5—:
] 418.0910(1)
5.0i
2.5{
1 396.1087 434.0660(1
ool asagoze ST |lgeagesr MSOPOOW)  4s00s0
380 390 400 410 420 430 440 450 mvz

(ID-20): HRMS (ESI, m/z) calcd. for Cp1H»7N30,S, (M+H)" 418.1617, found 418.1630.

Inten. (x1,000,000)
418.1630(1)
10+ 446.1928(1)
05
440.1446(1)
00 ‘HwHH‘H‘w"“1?3‘1‘9?4‘_H"{'H‘|J‘4?’6:1‘1?9€1"‘H_‘H_‘
390 400 410 420 430 440 450 460 470 480 mz
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