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LYS0307

Pulse Sequence: s2pul

Mercury-400BB "MerPius400"
Date: Mar 8 2023

Solvent: cdcl13

Ambient temperature

Total 32 repetitions
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Compound 4a (**C-NMR spectral data)

LYS0307

Pulse Sequence: s2pul

Mercury-400BB "MerPius400"
Date: Mar 8 2023

Solvent: cdcl13

Ambient temperature

Total 432 repetitions
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Compound 4b (*H-NMR spectral data)

LYS1113

Pulse Sequence: s2pul

UNITYplus-400 "unityd400"
Date: Nov 20 2023
Solvent: CDC13

Ambient temperature

Total 32 repetition’
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LYS1113

Pulse Sequence: s2pul

UNITYplus-400 "unityd400"
Date: Nov 20 2023
Solvent: CDC13

Ambient temperature

Total 4208 repetiti.ns

Compound 4b (**C-NMR spectral data)
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Compound 4b (**F-NMR spectral data)

-102.521

4b

Pulse Sequence: s2pul

Mercury-400BB '"MerPlus400"
Date: Apr 25 2024

Solvent: cdcl3

Ambient temperature

Total 320 repetitions
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Compound 4c (*H-NMR spectral data)

LYS0314

Pulse Sequence: s2pul

UNITYplus-400 “unity400"
Date: Mar 14 2023
Solvent: CDC13

Ambient temperature

Total 32 repetitions

8.030
8.016

8.007
7.994

4.965

20.00 {97



Compound 4c (**C-NMR spectral data)

LYS0314

Pulse Sequence: s2pul

UNITYplus-400 "unityd400"
Date: Mar 14 2023
Solvent: CDC13

Ambient temperature

Total 2320 repetitions

O=»w=0

131.769

131.670
116.494
116.274

7.318

- 187.803
167.980
165.410
132.011
e
1
— e ———
7.
\—_a’\._iuo
76.682
59.732

m 4 il
ol 4 ¥

- " - *

Lo 1] N L

e it "

NS A FRCUI I NI L PN OO 2 N N S N SRS S [ NS I U A T o e e N O R I I ) LTI S o | U 2 B o e i e o i i e i i e

180 160 140 120 100 80 60 40 20 ppm

S-8



Compound 4c (**F-NMR spectral data)

mN <@
2o2d
2an ol R
- . .o
o a9
S o
|I‘—‘ 2
ac [
Wk
n ~N < 1
0 oo g
nmnog
Pulse Sequence: s2pul A WS
OOF‘C@
Mercury-400BB "MerPlus400" e O
Date: Sep 12 2024 Y e
Solvent: cdcl3 - &
Ambient temperature L o~
Total 160 repetitions J =
b
-
1
o
0 0 O ~ g /I
1 ~ »
S 2 -
1" o S
(o] = | -
1 <
F F ° -
s =
- Ll
o 1
-
1 -
-
w
\ <
o
-
1
o e o
-101.6
L o o o e L B o o o B B o o B LA e o e o o B B L B s e o s e
20 0 =20 =40 -60 -80 =100 -120 =140 -160 -180 ppm

S-9



LYS0426

Pulse Sequence:
UNITYplus-400

s2pul
"unity400"

Date: Apr 27 2023

Solvent: CDC13

Ambient temperature
Total 16 repetitions
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Compound 4d (*H-NMR spectral data)
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Compound 4d (**C-NMR spectral data)

LYS0426

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Apr 27 2023
Solvent: CDC13

Ambient temperature

Total 8528 repetitions
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Compound 4e (*H-NMR spectral data)
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Pulse Sequence:
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Total 32 repetitions

Date:
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Compound 4e (*C-NMR spectral data)

LYS0418

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Apr 18 2023
Solvent: CDC13

Ambient temperature

Total 272 repetitions
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LYS1030

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Oct 30 2023
Solvent: CDC13

Ambient temperature,
Total 32 repetitions

7.260

Compound 4f (*H-NMR spectral data)
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LYS1030

Pulse Sequence
UNITYplus-400

: s2pul

"unity4o00"

Date: Oct 30 2023

Solvent: CDC13

Ambient temperature,
Total 1072 repetitions

Compound 4f (*3C-NMR spectral data)
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Compound 4g (*H-NMR spectral data)

LYS0315

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Mar 15 2023
Solvent: CDC13

Ambient temperature

Total 32 repetitions
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Compound 4g (**C-NMR spectral data)

LYS0315

Pulse Sequence: s2pul

UNITYplus=-400 "unity400"
Date: Mar 15 2023
Solvent: CDC13

Ambient temperature

Total 352 repetition:
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Compound 4h (*H-NMR spectral data)

LYS0319

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Mar 20 2023
Solvent: CDC13

Ambient temperature

Total 32 repetitions
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Compound 4h (**C-NMR spectral data)

LYS0319

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Mar 20 2023
Solvent: CDC13

Ambient temperature

Total 336 repetitious
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Compound 4i (*H-NMR spectral data)

LYS0317

Pulse Sequence: s2pul

UNITYplus-400 "unityd400"
Date: Mar 16 2023
Solvent: CDC13

Ambient temperature

Total 32 repetitions
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LYS0317

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Mar 16 20283
Solvent: CDC13

Ambient temperature

Total 1600 repetitiuns

O O o

MeO OMe

Compound 4i (**C-NMR spectral data)
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LYS0321

Pulse Sequence: s2pul

Mercury-400BB '"MerPlus400"
Date: Mar 22 2023

Solvent: acetone

Ambient temperature

Total 32 repetitions
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Compound 4j (*H-NMR spectral data)
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Compound 4j (**C-NMR spectral data)
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Compound 4j (**F-NMR spectral data)

aj

Pulse Sequence: s2pul

Mercury-400BB "MerPlus400"
Date: Sep 12 2024

Solvent: cdc13

Ambient temperature

Total 3200 repetitions
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Compound 4k (*H-NMR spectral data)

"unity400"

Pulse Sequence: s2pul
Jul 10 2023
cbci3
Total 32 repetitions
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Compound 4k (**C-NMR spectral data)

LYS0704

Pulse Sequence: s2pul

UNITYplus-400 ‘"unity400"
Date: Jul 10 2023
Solvent: CDC13

Ambient temperature

Total 720 repetitions
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Compound 4l (*H-NMR spectral data)

LYS0324

Pulse Sequence: s2pul
UNITYplus-600 "KMUG60O0.kmu.edu.tw"

Date: Apr 17 2023 o
Solvent: acetone ©
Ambient temperature o
Total 32 repetitions
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Compound 4l (**C-NMR spectral data)
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Compound 4m (*H-NMR spectral data)

LYS0326

Pulse Sequence: s2pul

UNITYplus-600 "KMU600.kmu.edu.tw"
4

Date: Apr 8 202
Solvent: cdcl3
Ambient temperature
Total 32 repetitions
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Compound 4m (*3*C-NMR spectral data)

LYS0326

Pulse Sequence: s2pul

UNITYplus-600 "KMU600.kmu.edu.tw"
Date: Apr 2024

Solvent: CDC13

Ambient temperature

Total 1820 repetitions
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LYS0415

Pulse Sequence: s2pul

UNITYplus-600 "KMU600.kmu.edu.tw"
Date: Apr 17 2023

Solvent: acetone

Ambient temperature

Total 60 repetitions
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Compound 4n (*H-NMR spectral data)
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Compound 4n (**C-NMR spectral data)

LYS0415
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Compound 40 (*H-NMR spectral data)

LYS0426

Pulse Sequence: s2pul
UNITYplus-400 "unity400"
Date: May 4 2023

Solvent: CDC13

Ambient temperature

Total 64 repeti
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- Compound 4o (**C-NMR spectral data)

LYS0426

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: May 4 2023
Solvent: CDC13

Ambient temperature
Total 9792 repetitiuns
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LYS04141

Compound 4p (*H-NMR spectral data)

Pulse Sequence: s2pul 3
UNITYplus-400 "unity400" Y
Date: May 16 2023 -
Solvent: CDC13
Ambient temperature
Total 32 repetitions i
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Compound 4p QC-NMR spectral data)

LYS04141

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: May 16 2023
Solvent: CDC13

Ambient temperature

Total 8432 repetitiuns
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Compound 4q (*H-NMR spectral data)

LYS0501

Pulse Sequence: s2pul

UNITYplus-400 "unityd400"
Date: May 2 2023
Solvent: CDC13

Ambient temperature

Total 32 repetitions
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‘Compound 4q (**C-NMR spectral data)

LYS0501

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: May 2 2023
Solvent: CDC13

Ambient temperature

Total 1184 repetitiuns
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Compound 4r (*H-NMR spectral data)

s2pul
"unityd400"

LYS0328

Pulse Sequence:
UNITYplus-400

Date: Mar 27 2023
Solvent: CDC13
Ambient temperature
Total 32 repetition.
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Compound 4r (**C-NMR spectral data)

LYS0328

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Mar 27 2023
Solvent: CDC13

Ambient temperature

Total 1696 repetiticns

S
"
SOROA e

131.526
129.9189
129.449
129.008
127.804
127.220
123.460

59.929

189.319
136.120
132.966
132.261
77.318
000
\_76.689

llli![[l!l]lllx[lll[Illl||I|Tllll$l||||(IYII![IIl[]!lvl|l|Tl||lll|ll|Vlvll|[|llv’lrl||\l[!|||l|;\|l|Tl

180 160 140 120 100 80 60 40 20 ppm

S-40



LYS0508

Pulse Sequence: s2pul

UNITYplus-600 "KMU600.kmu.edu.tw"
Date: May 9 2023

Solvent: cdc13

Ambient temperature

Total 32 repetitions

Compound 4s (*H-NMR spectral data)
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Compound 4s (**C-NMR spectral data)

LYS0508

Pulse Sequence: s2pul

UNITYplus-600 "KMU600.kmu.edu.tw"
Date: May 2023

Solvent: cdcl3

Ambient temperature

Total 400 repetitions
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Compound 4t (*H-NMR spectral data)

s2pul
"unity400"

May 24 2023

Pulse Sequence:
UNITYplus-400
Ambient temperature
Total 32 repetition:

Date:
Solvent: CDC13
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Compound 4t (*3C-NMR spectral data)

LYS0528

Pulse Sequence: s2pul

UNITYplus-400 “unity400"
Date: May 24 2023
Solvent: CDC13

Ambient temperature

Total 3088 repetitions
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Compound 4u (*H-NMR spectral data)
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Compound 4u (**C-NMR spectral data)

LYS0828

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Aug 28 2023
Solvent: CDC13

Ambient temperature

Total 3680 repetitiuns
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Compound 4v (*H-NMR spectral data)

LYS1020

s2pul

Pulse Sequence:
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Compound 4v (*C-NMR spectral data)

LYS1020

Pulse Sequence: s2pul

UNITYplus-400 '"unity400"
Date: Oct 20 2023
Solvent: CDC13

Ambient temperature

Total 6256 repetitidns
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YCBTO0801

Pulse Sequence: s2pul
UNITYplus-400 “unity400"
Date: Sep 1 2023
Solvent: CDC13

Ambient temperature,
Total 32 repetitions
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Compound 4w (*H-NMR spectral data)
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YCBTO0901

Pulse Sequence: s
UNITYplus=-400 "u
Date: Sep 1 2023
Solvent: CDC13

Ambient temperatu
Total 3712 repeti
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Compound 4w (**C-NMR spectral data)
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Compound 6a (*H-NMR spectral data)

YNO704

s2pul

Pulse Sequence:
UNITYplus=-400

Date:
Solvent: CDC13

"unity400"
Jul 5 2023

Ambient temperature
Total 32 repetition
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Compound 6a (**C-NMR spectral data)

YNO704

Pulse Seqguence: s2pul

UNITYplus-400 "unity400"
Date: Jul 5 2023
Solvent: CDC13

Ambient temperature
Total 1104 repetiticns
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Compound 6b (*H-NMR spectral data)
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Pulse Sequence:
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Compound 6b (**C-NMR spectral data)

YNP1116

Pulse Sequence: s2pul

UNITYplus-400 "unityd400"
Date: Nov 20 2023
Solvent: CDC13

Ambient temperature

Total 1600 repetitic.s
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Compound 6b (**F-NMR spectral data)

——-110.358
—-110.368

6b

Pulse Sequence: s2pul,
Mercury-400BB "MerPlus400"

-110.358
-110.368

,‘
Date: Sep 13 2024 S
Solvent: cdcl13 .
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YNPO714

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Jul 17 2023
Solvent: CDC13

Ambient temperature

Total 32 repetitions

Compound 6¢ (*H-NMR spectral data)
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Compound 6¢ (**C-NMR spectral data)

YNPO714

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Jul 17 2023
Solvent: CDC13

Ambient temperature

Total 2624 repetitions
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Compound 6¢ (**F-NMR spectral data)

6c

Pulse Sequence: s2pul

Mercury-400BB "MerP1us400"
Date: Sep 13 2024

Solvent: cdcl13

Ambient temperature

Total 32 repetitions
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LYZ0719

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Jul 20 2023
Solvent: CDC13

Ambient temperature

Total 32 repetition.

Compound 6d (*H-NMR spectral data)
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Compound 6d (**C-NMR spectral data)

LYZ20719

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Jul 20 2023
Solvent: CDC13

Ambient temperature

Total 32000 repetit ons

O\\S//O
(0}
Cl Cl
o
5 ¢
© @ 3 ©
=S R
<, .
© o~ >
~ N
O -y u
~
| F
<
~
%
]
© © =
< N Ao
% b
wn ©
w [}
- -
LR R0 1 I L O R [ A O S W O A 8 (N S SO S (3 Y T 7 N B I i N 2 B i e o ) U e 1 7B O ¥ P (AR O S N T R [ LT L |
180 160 140 120 100 80 60 40 20 ppm

S-60



Compound 6e (*H-NMR spectral data)

YNP1020

Pulse Sequence: s2pul

UNITYplus-600 "KMUG600.kmu.edu.tw"
Date: Oct 23 2023

Solvent: cdcl3

Ambient temperature

Total 32 repetitions
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YNP1020

Pulse Sequence:

UNITYplus-600 "KMU600.kmu.edu.tw"
Date: Oct 23 2023

Solvent: cdcl3

Ambient temperature

Total 1792 repetitions

s2pul

Compound 6e (**C-NMR spectral data)
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YNP1103

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Nov 2023
Solvent: CDC13

Ambient temperature
Total 32 repetitions
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Compound 6f (*H-NMR spectral data)
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Compound 6f (*3C-NMR spectral data)

YNP1103

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Nov 3 2023
Solvent: CDC13

Ambient temperature

Total 64000 repetit ons
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Compound 6g (*H-NMR spectral data)

YNPOS11

Pulse Sequence: s2pul

Mercury-400BB "MerPlus400"
Date: Sep 12 2023

Solvent: cdcl3

Ambient temperature

Total 32 repetitions
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YNPOS11

Pulse Sequence:
Mercury-400BB

s2pul
"MerPius400"

Date: Sep 12 2023

Solvent: CDC13

Ambient temperature
Total 32000 repetitions

Compound 6g (**C-NMR spectral data)
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Compound 6h (*H-NMR spectral data)

YNP1101

Pulse Sequence: s2pul
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YNP1101

Pulse Sequence:

UNITYplus-400
Date: Nov
Solvent: CDC13

- Compound 6h (**C-NMR spectral data)

s2pul
"unityd400"
23

Ambient temperature
Total 4128 repetitions
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Compound 6i ("H-NMR spectral data)

YNP0913

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Sep 13 2023
Solvent: CDC13

Ambient temperature

Total 32 repetition:
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Compound 6i (**C-NMR spectral data)

YNP0913

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Sep 13 2023
Solvent: CDC13

Ambient temperature

Total 640 repetitichs
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Compound 6j (*H-NMR spectral data)

YNPO0921

Pulse Sequence: s2pul

UNITYplus-400 "unityd00"
Date: Sep 22 2023
Solvent: CDC13

Ambient temperature

Total 32 repetitions
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Compound 6j (**C-NMR spectral data)

YNP0S21

Pulse Sequence: s2pul

UNITYplus-400 ‘"unity400"
Date: Sep 22 2023
Solvent: CDC13

Ambient temperature

Total 64000 repetitions
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Compound 6 (**F-NMR spectral data)

6

Pulse Sequence: s2pul

Mercury-400BB "MerPlus400"
Date: Sep 13 2024

Solvent: cdcl3

Ambient temperature

Total 128 repetitions
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Compound 6m (*H-NMR spectral data)

"unity400"
9 2028

CcDC13
Ambient temperature

Pulse Sequence: s2pul
Total 32 repetitions
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YNP0801

Pulse Sequence: s2pul

UNITYplus-400 "unityd00"
Date: Aug 9 2023
Solvent: CDC13

Ambient temperature

Total 5552 repetitiouns

156.443

Compound 6m (**C-NMR spectral data)
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Compound 6n (*H-NMR spectral data)

YNP1023

Pulse Sequence: s2pul

UNITYplus-400 “unity400"
Date: Oct 25 2023
Solvent: CDC13

Ambient temperature

Total 64 repetitions
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Compound 6n (**C-NMR spectral data)

YNP1023

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Oct 25 2023
Solvent: CDC13

Ambient temperature

Total 46128 repetitions o
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YNP222

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Feb 23 2024
Solvent: CDC13

Ambient temperature
Total 32 repetitions

7.137

33

Neaiz 4

Compound 60 (*H-NMR spectral data)
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YNP222

Pulse Sequence: s2pul

UNITYplus-400 *“unity400"
Date: Feb 23 2024
Solvent: CDC13

Ambient temperature

Total 6688 repetitions

Compound 60 (**C-NMR spectral data)
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Compound 6q (*H-NMR spectral data)

YNP1212

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Dec 12 2023
Solvent: CDC13

Ambient temperature

Total 32 repetitions
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Compound 6q (**C-NMR spectral data)

YNP1212

Pulse Sequence: s2pul

UNITYplus-400 ‘"unity400"
Date: Dec 12 2023
Solvent: CDC13

Ambient temperature

Total 2368 repetitiins
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Compound 6r (*H-NMR spectral data)

s2pul
"KMU600.kmu.edu.tw"

Jul 31 2023
cdc13

Pulse Sequence:
UNITYplus-600
Ambient temperature
Total 24 repetitions
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Solvent:
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YNP0O726

Pulse Sequence: s2pul

UNITYplus-600 "KMU600.kmu.edu.tw"
Date: Jul 31 2023

Solvent: cdcl13

Ambient temperature

Total 80 repetitions

156.681
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Compound 6r (**C-NMR spectral data)
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Compound 8a (*H-NMR spectral data)

2Y$423

s2pul
"unity400"
Apr 23 2024

Pulse Sequence:
UNITYplus-400

Date:

cDC13

Ambient temperature
Total 32 repetitions

Solvent:
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Compound 8a (**C-NMR spectral data)

2YSs423

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Apr 23 2024
Solvent: CDC13

Ambient temperature

Total 720 repetitions
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Compound 8b (*H-NMR spectral data)

2YS$830
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2YS830

Pulse Sequence: s2pul,

Mercury-400BB '"MerPlus400"
Date: Sep 2 2024

Solvent: cdcl13

Ambient temperature

Total 160 repetitions

164.195

161.736

Compound 8b (**C-NMR spectral data)
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‘Compound 8b (**F-NMR spectral data)

2YS830
o~ o
Pulse Sequence: s2pul, N
Mercury-400BB "MerPlus400" o Rs]
Date: Sep 2 2024 s s
Solvent: d2o L
Ambient temperature
Total 320 repetitions
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Compound 8¢ (*H-NMR spectral data)

2YS505
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Compound 8c (**C-NMR spectral data)

2YS8505

Pulse Sequence: s2pul

Mercury-400BB '"MerPl.us400"
Date: May 7 2024

Solvent: CDC13

Ambient temperature

Total 1024 repetitions
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2YS505

Pulse Sequence: s2pul

Mercury-400BB "MerPlus400"
Date: May 7 2024

Solvent: cdc13

Ambient temperature

Total 32 repetitions
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Compound 8c (*F-NMR spectral data)
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Compound 8d (*H-NMR spectral data)

2YS508

s2pul

Pulse Sequence:
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2YS508

Pulse Sequence: s2pul
UNITYplus-400 “unity400"
Date: May 8 2024
Solvent: CDC13

Ambient temperaturs

Total 432 repetitions

Compound 8d (**C-NMR spectral data)
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Compound 8e (*H-NMR spectral data)

2YS521
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Compound 8e (**C-NMR spectral data)

2Ys521

Pulse Sequence: s2pul
UNITYplus=-400 "unity400"
Date: May 22 2024
Solvent: CDC13

Ambient temperature

Total 256 repetitions
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Compound 8f (*H-NMR spectral data)

|

2YS528

s2pul

Pulse Sequence:
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Compound 8f (**C-NMR spectral data)

2YS528

Pulse Sequence: s2pul

UNITYplus-400 “unity400"
Date: May 30 2024
Solvent: CDC13

Ambient temperature

Total 1200 repetitions

N\’

Br Br

132.034
128.077

77.318
72.899

.000
76.682

54.501

135.794
122.824

— S

" W Ll A ol y bl ad e 1o

LIRS L G Do AR O N 2 S T PR O A 2 P 2 R TR O 7 T P PO [ 3" 70 O T W [ 54 e e i e T 2 i i e ot S T i e 3 G o U T [ Y I e e O

180 160 140 120 100 80 60 40 20 ppm

S-97




Compound 8g (*H-NMR spectral data)

2YS523

s2pul
"unity400"

Date: May 27 2024

Pulse Sequence:
Soilvent:

UNITYplus-400

cpci13
Ambient temperature
Total 32 repetitions
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Compound 8g (**C-NMR spectral data)

2YS523

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: May 27 2024
Solvent: CDC13

Ambient temperature

Total 240 repetitions
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Compound 8h (**C-NMR spectral data)

2YS8527

Pulse Sequence: s2pul

UNITYplus=-400 "unity400"
Date: Jun 7 2024
Solvent: CDC13

Ambient temperature

Total 1600 repetitions
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Compound 8i (*H-NMR spectral data)

2YS606

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Jun 11 2024
Solvent: CDC13

Ambient temperature
Total 32 repetitions
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Compound 8i (**C-NMR spectral data)

2YS606

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Jun 11 2024
Solvent: CDC13

Ambient temperature

Total 512 repetitions
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Compound 8] (*H-NMR spectral data)
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Compound 8j (**C-NMR spectral data)

2YS618

Pulse Sequence: s2pul

Mercury-400BB "MerPlus400"
Date: Jun 19 2024

Solvent: CDC13

Ambient temperature

Total 3504 repetitions
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2YS618

Pulse Sequence:
Mercury-400BB

s2pu?
"MerPlus400"

Date: Jun 19 2024
Solvent: cdc13
Ambient temperature
Total 256 repetitions

F,C CF3

Compound 8j (**F-NMR spectral data)
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Compound 8k (*H-NMR spectral data)

2YS910

s2pul

Pulse Sequence:
UNITYplus=-400
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Compound 8k (**C-NMR spectral data)

2YS810

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Sep 11 2024
Solvent: CDC13

Ambient temperature

Total 9424 repetitions
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Compound 8| (*H-NMR spectral data)
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2YS612

Pulse Sequence: s2pul

UNITYplus-400 "unity400"

Date: Jun 13 2024
Solvent: CDC13

Ambient temperature
Total 41648 repetitions

Compound 8| (**C-NMR spectral data)
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Compound 8m (*H-NMR spectral data)

2YS702

s2pul

Pulse Sequence:
UNITYplus-400

"unity400"
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2YS702

Pulse Sequence: s2pul

UNITYplus-400 "unity400"

Date: Jul 3 2024 ’
Solvent: CDC13

Ambient temperaturs

Total 1472 repetitions
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Compound 8n (*H-NMR spectral data)

T
ppm

2927 €\
pog e\ _\ L

b8y € .
mﬁ.myun 658
02587/ B L b

9ps° €

T
S—
©
~
ey

18zs— - 5
e fk Fes-ot

98T 2 e
Wi2 J

I o T4 1)
Jw

= | ruH

Cl

s2pul
“unity400"

Date: Sep 10 2024
coci3

Ambient temperature

2YS704

Pulse Sequence:
UNITYplus-400
Solvent

Total 32 repetitions
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2YS704

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Sep 10 2024
Solvent: CDC13

Ambient temperature

Total 64000 repetitions

Compound 8n (**C-NMR spectral data)
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Compound 8o (*H-NMR spectral data)

2YS705

s2pul

Pulse Seguence:
UNITYplus=-400
Date: Jul
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Compound 8o (**C-NMR spectral data)

Z2YS70S

Pulse Sequence: s2pul

UNITYplus=-400 "unity400"
Date: Jul 8 2024
Solvent: CDC13

Ambient temperaturs

Total 1376 repetitions
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Compound 8p (*H-NMR spectral data)

2Y8911

s2pul

Pulse Sequence:
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Compound 8p (**C-NMR spectral data)

2YS911

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Sep 10 2024
Solvent: CDC13

Ambient temperature

Total 1312 repetitions
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Compound 8g (*H-NMR spectral data)

2YS710
Pulse Sequence: s2pul p4Fd
UNITYplus-400 "unity400" ki
Date: Jul 11 2024 ®
Solvent: CDC13 L
Ambient temperatures
Total 32 repetitions
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Compound 8q (**C-NMR spectral data)

2YSs710

Pulse Sequence: s2pul

UNITYplus=-400 "unity400"
Date: Jul 11 2024
Solvent: CDC13

Ambient temperatur

Total 2384 repetitions
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2YS719

Sample Name:

Data Collected on:
agilentnmr-vnmrs600

Archive directory:

Sample directory:

FidFile: PROTON

Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Jul 29 2024
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Compound 8r (*H-NMR spectral data)
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Compound 8r (**C-NMR spectral data)

2YS719

Sample Name:

Data Collected on:

agilentnmr-vnmrs600

Archive directory:

Sample directory:

FidFile: CARBON
Pulse Sequence: CARBON (s2pul)

Solvent: CDC13
Data collected on: Jul 29 2024
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Compound 8s (*H-NMR spectral data)

2YS8813

s2pul

Pulse Sequence:
UNITYplus-400
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Compound 8s (**C-NMR spectral data)

2YS98183

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Sep 12 2024
Solvent: CDC13

Ambient temperature

Total 1504 repetitions
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Compound 8t (*H-NMR spectral data)

2Ys712

Pulse Sequence: s2pul
UNITYplus=-400

Date:
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Compound 8t (*3C-NMR spectral data)

2YS712

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Jul 15 2024
Solvent: CDC13

Ambient temperature
Total 544 repetitions
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Compound 8u (*H-NMR spectral data)

2YS815

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Aug 15 2024
Solvent: CDC13

Ambient temperaturs

Total 32 repetitions

o~
©
o
~
0\\’/
Me,,, .S ..Me
ol )
0Ny 0®
~ ©
o025 o w &9
Om NN N
o™ .
. Q0@ ?
) )
o~
~ ©
o o
‘o
R
~
©
KJ\ 28
~ N~
y <
L <
- & -
o To °DoH
w
B G a N o a
L;LJ P 0n®
ﬁ—]—_‘—r—
T LI TR B T R T B RN A A N S e e e e e s S e e e
s - fa—
- o
™ =] 8
o~ o o
w - -

S-127




Compound 8u (**C-NMR spectral data)

2YS815

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Aug 15 2024
Solvent: CDC13

Ambient temperaturs

Total 720 repetitions
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Compound 9 (*H-NMR spectral data)

YNNS236

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Aug 7 2023
Solvent: CDC13

Ambient temperature

Total 32 repetitions
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YNNS236

Pulse Sequence: s2pul

UNITYplus-400 "unityd400"
Date: Aug 7 2023
Solvent: CDC13

Ambient temperature

Total 4800 repetitions
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Compound 9 (*3C-NMR spectral data)
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X-ray crystal data of compound 6a

o .0

N\’

Sample preparation : A solution of compound 6a (10 mg) in CH2Cl2 (10 mL) was placed in a
tube (10 mL). EtOAc (2 mL) was added slowly to the vial with a dropper. The vial was closed
with little cotton and kept at room temperature for 2 days. Then, colorless prisms were
observed.

Crystal measurement : X-ray crystal structures were determined with a Bruker Enraf-Nonius
single-crystal diffractometer (CAD4, Kappa CCD). Thermal ellipsoids are drawn at 50%
probability level.
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Temperature/K
Crystal system
Space group
alA

b/A

c/A

o

o/
p/e

V/°
Volume/A 3
Z
pealcg/cm?®
w/mm?

F(000)

Crystal size/mm?®

Radiation

20 range for data collection/°
Index ranges

Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F2

Final R indexes [[>=2c (I)]
Final R indexes [all data]
Largest diff. peak/hole / e A

130(2)

monoclinic

12/a

10.1345(3)

8.3361(3)

15.3383(4)

90

93.540(3)

90

1293.34(7)

8

1.460

0.254

592.0

05x04x04

Mo Ka (A=0.71073)
5.322 to 54.284
-12<h<12,-10<k<10,-19<1<19
15060

1377 [Rint = 0.0486, Rsigma = 0.0224]
1377/0/92

1.061

R1=0.0338, wR2 = 0.0882
R1=0.0361, wR2 = 0.0897
0.20/-0.40
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X-ray crystal data of compound 6e

o 0

N\’

Br Br

Sample preparation : A solution of compound 6e (10 mg) in CH2Cl2 (10 mL) was placed in a
tube (10 mL). EtOAc (2 mL) was added slowly to the vial with a dropper. The vial was closed
with little cotton and kept at room temperature for 2 days. Then, colorless prisms were
observed.

Crystal measurement : X-ray crystal structures were determined with a Bruker Enraf-Nonius
single-crystal diffractometer (CAD4, Kappa CCD). Thermal ellipsoids are drawn at 50%
probability level.
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Empirical formula
Formula weight
Temperature/K
Crystal system
Space group

al/A

b/A

c/A

o/°

pre

V/°
Volume/A 3
Z
pealcg/cm?®
w/mm?t

F(000)

Crystal size/mm?
Radiation

20 range for data collection/°

Index ranges

Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F?

Final R indexes [[>=2c (I)]
Final R indexes [all data]
Largest diff. peak/hole / e A3

C16H10Br20sS

442.12

130(2)

monoclinic

P21/n

8.4471(3)

10.9120(4)

17.0111(6)

90

101.652(4)

90

1535.68(10)

4

1.912

5.423

864.0

0.4x0.4x0.2

Mo Ka (A=0.71073)
4.462 to 54.25
-10<h<10,-13<k<13,-21 <1<21
17704

3230 [Rint = 0.0467, Rsigma = 0.0419]
3230/0/199

1.079

R1=0.0432, wR2 = 0.0940
R1=0.0601, wR2 = 0.0994
1.60/-0.66
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X-ray crystal data of compound 8u

Sample preparation : A solution of compound 8u (10 mg) in CH2Cl2 (10 mL) was placed in a
tube (10 mL). EtOAc (2 mL) was added slowly to the vial with a dropper. The vial was closed
with little cotton and kept at room temperature for 2 days. Then, colorless prisms were
observed.

Crystal measurement : X-ray crystal structures were determined with a Bruker Enraf-Nonius
single-crystal diffractometer (CAD4, Kappa CCD). Thermal ellipsoids are drawn at 50%
probability level.

Datablock 2410751t _auto - ellipsoid plot
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Empirical formula
Formula weight
Temperature/K
Crystal system
Space group

al/A

b/A

c/A

o/°

pr°

V/°
Volume/A 3
z
pealcg/cm?®
w/mm?t

F(000)

Crystal size/mm?

Radiation

20 range for data collection/°
Index ranges

Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F?

Final R indexes [[>=2c (I)]
Final R indexes [all data]
Largest diff. peak/hole / e A3

C18H2003S

316.40

100.00(10)

monoclinic

P2i/c

10.49110(10)

17.9817(2)

17.8130(2)

90

102.3990(10)

90

3282.01(6)

8

1.281

1.831

1344.0

0.09 x 0.07 x 0.06

Cu Ko (L =1.54184)

7.07 t0 146.2
-12<h<12,-22<k<20,-21 <1<21
22177

6354 [Rint = 0.0336, Rsigma = 0.0342]
6354/0/401

1.049

R1=0.0475, wR2 = 0.1201
R1=0.0548, wR2 = 0.1248
0.78/-0.59
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X-ray crystal data of compound 9

o 0

7

Sample preparation : A solution of compound 9 (10 mg) in CH2Cl2 (10 mL) was placed in a
tube (10 mL). EtOAc (2 mL) was added slowly to the vial with a dropper. The vial was closed
with little cotton and kept at room temperature for 2 days. Then, colorless prisms were
observed.

Crystal measurement : X-ray crystal structures were determined with a Bruker Enraf-Nonius
single-crystal diffractometer (CAD4, Kappa CCD). Thermal ellipsoids are drawn at 50%
probability level.
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Empirical formula
Formula weight
Temperature/K
Crystal system
Space group

alh

b/A

c/A

o/°

pre

y/°
Volume/A 3
Z
pealcg/cm?®
w/mm?

F(000)

Crystal size/mm?
Radiation

20 range for data collection/°

Index ranges

Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F2

Final R indexes [[>=2c (I)]
Final R indexes [all data]
Largest diff. peak/hole / e A3

Flack parameter

C16H13NO2S

283.33

130(2)

orthorhombic

P212121

7.3209(4)

11.0345(5)

16.7334(9)

90

90

90

1351.77(12)

4

1.392

0.239

592.0

0.2x0.2x0.1

Mo Ka (A =0.71073)
4.868 to 54.188
-9<h<6,-13<k<14,-20<1<20
8961

2701 [Rint = 0.0599, Rsigma = 0.0974]
2701/96/181

1.133

R1=0.0731, wR2 = 0.1183
R1=0.1090, wR2 = 0.1271
0.42/-0.49

0.01(5)
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