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S1:

Figure

Sample Name:
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Archive directory:
Sample directory:
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Sample Name:
DF1140B

Data Collected on:
m300-mercury300

Archive directory:

Sample directory:

N O H > H 0N - <
FidFile: CARBON AR . S S 9
R R R s oo
Pulse Sequence: CARBON (s2pul) unuuunuu 7._/

Solvent: cdcl3
Data collected on: Mar 11 2021

77.459

Operator: defil

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acqg. time 0.868 sec

wWidth 18867.9 Hz

1826 repetitions

OBSERVE C13, 75.4847602 MHz
DECOUPLE H1, 300.1991980 MHz
Power 38 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 32768

Total time 1 hr, 4 min

129.818

134.273

136.805

136.439
/_

—135.279

148.690

r
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Figure S2: 'H and "*C NMR spectrum (300 MHz, CDCIls) of 4-[(E)-2-phenylvinyl]phenyl 3-

nitrobenzenesulfonate 1b
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Figure S3: 'H NMR (300 MHz, CDCIl3) and '3C spectrum (300 MHz, CDCl3) of 4-/(E)-2-

phenylvinyl]phenyl 4-methyl-2-nitrobenzenesulfonate 1c¢

Sample Name:
DF1180A_l1c
Data Collected on:
m300-mexrcury300
Archive directory:
\.§Nn\si\nr§nx\gu<n\aon-
Sample directory:

FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
pata collected on: Sep 20 2021

Operator: fanta

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.706 sec

width 4803.1 Hz

128 repetitions

OBSERVE H1, 300.1976543 MHz

DATA PROCESSING

FT size 16384

Total time 5 min 55 sec -
,
|
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Sample Name:
DF1180A

Data Collected on:
m300-mexrcury300

Archive directory:

Sample directory:

FidFile: CARBON

765
8.094
127.911
127.758

—127.253

®
Pulse Sequence: CARBON Y sdp{})
Solvent: cdcl3 L L
Data collected on: Mar 16-2021

Operator: defil
® o

Relax. delay X000 mec

Pulse 45.0 dedfegs ©

Acq. time 0.86B Sec+

width 18867.9 Hz

2000 repetitions

OBSERVE C13, 75.4847602 MHz

DECOUPLE H1, 300.1991980 |MHz

Power 38 QB [ |

nounwnﬁo,avw on

WALTZ-6 dhodulated

DATA PRACESSENG

Lin&® bfoadening 0.5 Hz

FT sfre 32768

.—_onnm time-1l hr, 4

\

\
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Figure S4: 'H NMR and '3C spectrum (300 MHz, CDCl3) of 4-[(E)-2-phenylvinyl]phenyl 4-

methylbenzenesulfonate 1d

Gradient Shimming

Sample Name:
DF1197A Bl
Data Collected on:
m300-mercury300
Archive directory:
/export /home/chempack/vnmrsys/data
Sample directory:

FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
pata collected on: Mar 17 2021

Operator: defil

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acqg. time 1.706 sec

width 4803.1 Hz

128 repetitions -k
OBSERVE H1, 300.1976543
DATA PROCESSING
FT size 16384
Total time 5 min 55 sec N
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Gradient Shimming

Sample Name:
DF1197A_B1
Data Collected on:
m300-mercury300
Archive directory:
/export /home/chempack/vnmrsys/data
Sample directory:

FidFile: CARBON
Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3
Data collected on: Mar 17 2021

129.726
128.735
—128.567
—127.956

129.772
/4,

Operator: defil

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 0.868 sec

Width 18867.9 Hz

2000 repetitions
OBSERVE C13, 75.4847602 MHz
DECOUPLE H1l, 300.1991980 MHz
Power 38 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz
FT size 32768
Total time 1 hr,

136.836

163.229
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Figure S5: '"H NMR and '3C spectrum (300 MHz, CDCIl3) of 4-/(E)-2-phenylvinyl]phenyl 4-

cyanobenzenesulfonate 1e
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Gradient Shimming

Sample Name: Agilent Technologies
DF1184A
Data Collected on:
m300-mercury300
Archive directory:
/export /home/chempack/vnmrsys/data
Sample directory:

FidFile: CARBON
Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3
Data collected on: Mar 17 2021

132.915
130.306
128.780
128.140
127.728
—126.721
126.614
122.388
77.459
—76.604

—129.192

I
\

Operator: defil

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 0.868 sec

Width 18867.9 Hz

2500 repetitions

OBSERVE C13, 75.4847602 MHz
DECOUPLE H1, 300.1991980 MHz
Power 38 dB

o
oo
©n
continuously on e
= §
WALTZ-16 modulated o g
DATA PROCESSING N o
R i L] o
Line broadening 0.5 Hz - ©
. * o
FT size 32768 @ o
Total time 1 hr, 20 min sl 2
A
n
~m
m
~
1
JlJ,?JjA TTT giAAA*Aﬁ4ﬁgﬁ_7¥_ﬁ,7,ﬁgi, *4ﬁga —4A,Aaa TTT ,44\4 44447777777 ,Aiﬁg ,;4_,77,,,;77,4ﬁ,¥4ﬁ¥ﬂ<,,;

220 200 180 160 140 120 100 80 60 40 20 0 ppm

12



Figure S6: '"H NMR and '3C spectrum (300 MHz, Acetone-d) of 4-/(E)-2-phenylvinyl]phenyl 4-
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Gradient Shimming M..

Sample Name: - Agilent Technologies

Data Collected on:

m300-mercury300
Archive directory:

/export /home/chempack/vnmrsys/data
Sample directory:

FidFile: C. N

o
Pulse Sequenc CARBON (s2pul)

mou..sou-num
Data collecteq on: Jul 11 2018

34.192
33.933

34.436

133.815
133.433
133.128
.899
131.572
126.065

\\ijz

132.457

Operator: defi

132.640

Relax. delay [1.000 sec
Pulse 45.0 degrees
Acg. time 0.868 sec
wWidth 18867.9| Hz

™
~
w0
™
™

34.696

1200 repetitipns o

OBSERVE C13, |75.4847602 MHz -

DECOUPLE H1, B00.1991980 MHz 3 38
Power 38 dB o @ i - -
continuously pn a ﬂ I - -
WALTZ-16 modullated o q 0o 2

DATA PROCESSI 3o m m &

Line broadeniphg 0.5 Hz o

FT size 32768
Total time 38 min

/—34.955

173.923
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Figure S7: 'H NMR and *C spectrum (300 MHz, CDCl3) of 4-[(E)-2-phenylvinyl]phenyl 2,4-

dimethoxybenzenesulfonate 1g
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Gradient Shimming
Sample Name: - Agilent Technologies
DF1198grezzo
Data Collected on:
m300-mercury300
Archive directory:
/export /home/chempack/vnmrsys/data
Sample directory:

FidFile: CARBON

129.665
129.574
128.826
128.368
128.201
127 .468
123.334

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: May 3 2018

—78.389
\—77.535

Operator: defil

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 0.868 sec

Width 18867.9 Hz

797 repetitions
OBSERVE C13, 75.4847602 MHz
DECOUPLE H1l, 300.1991980 MHz
Power 38 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz
FT size 32768
Total time 25 min

134.898

/ﬁ—130.443

100.389

_ ,—57.275

105.362
56.741

,—137.003

/
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of 4-[(E)-2-

CDCls)

(300 MHz,

S8: 'H NMR and BC spectrum
phenylvinyl]phenylmethanesulfonate 1h

Figure

Sample Name:
DF1209gr
Data Collected on:
m300-mercury300
Archive directory:
/export /home/chempack/vomrsys/d4
Sample directory:

FidFile: PROTON
Pulse Sequence: PROTON (s2pul)

Solvent: .cdcl3
Data collected on: Mar 24 2021

ppm
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Sample Name:
DF1209gr
Data Collected on:
m300-mercury300
Archive directory:
/export/home/chempack/vnmrsys/data
Sample directory:

FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Mar 24 2021

Operator: fanta

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acqg. time 0.868 sec

width 18867 .9 Hz

2000 repetitions

OBSERVE C13, 75.4847602 MHz
DECOUPLE H1l, 300.1991980 MHz
Power 38 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 32768

Total time 1 hr, 4 min

Agilent Technologies
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Figure S9: '"H NMR and '3C spectrum (300 MHz, CDCI3) of 4-/(E)-2-phenylvinyl]phenyl

ethanesulfonate 1i

Gradient Shimming

Sample Name:
DF1210gxr
Data Collected on:
m300-mexrcury300
Archive directory:
/export /home/chempack/vnmrsys/data
Sample directory:

FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
pata collected on: Jul 6 2018

Temp. 23.1 C / 296.2 K
Operator: defil

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.706 sec

width 4803.1 Hz

64 repetitions
OBSERVE H1, 300.1976543 MHz
DATA PROCESSING

FT size 16384
Total time 5 min 55 sec

~%%- Agilent Technologies
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Gradient Shimming

Sample Name:
DF1210gr
Data Collected on:
m300-mercury300
Archive directory:
/export/home/chempack/vnmrsys/data
Sample directory:

FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Jul 6 2018

Operator: defil

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 0.868 sec

wWidth 18867.9 Hz

800 repetitions
OBSERVE C13, 75.4847602 MHz
DECOUPLE H1l, 300.1991980 MHz
Power 38 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz
FT size 32768
Total time 25 min

148.293

—136.851

/’ 136.561

—129.894

128.750
127.987

7

127.804

\—126.599
—-122.235

o \an.oss

—177.443

77016

76.589

45.039

Agilent Technologies

8.272
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'NMR and BC spectrum (300 MHz, CDCls) of 4-[(E)-2-phenylvinyl]phenyl

phenylmethanesulfonate 1j

Figure S10:

Sample Name:
DF1204A
Data Collected on:
m300-mercury300
Archive directory:
/home/vnmrl/vnmrsys/data/£idlib
Sample directory:
Ethylindanone
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Mar 30 2021

|

ppm

21



new experiment

Sample Name:
DF1204A
Data Collected on:
m300-mercury300
Archive directory:
/home/vnmrl/vnmrsys/data/fidlib
Sample directory:
Ethylindanone
FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Mar 30 2021

Operator: defil

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 0.868 sec

width 18867.9 Hz

1344 repetitions
OBSERVE C13, 75.4847602 MHz
DECOUPLE H1, 300.1991980 MHz
Power 38 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz

FT size 32768
Total time 1 hr, 4 min

—130.901

129.345
129.040

\—128.765

27.987
127.758

v

126.599
122.281

160 150 140

77.474

.047
76.620

56.741

- Agilent Technologies

110
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Figure S11: '"H NMR and "3C spectrum (300 MHz, CDCI3) of 4-/(E)-2-phenylvinyl]phenyl

S-chlorothiophene-2-sulfonate 1k
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Gradient Shimming

Sample Name:
DF11E6A_AR-I
Data Ccllected o=n:
m300-mercury300
Axchive directory:
/export/home/chempack/vamresys/data
Sample directory:

FidFile: CARBON

Pulse Seguence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Mar 5 2018

Operator: defil

Relax. delay 1.000 sec F/M/
Pulse 45.0 cdegrees

Acqg. time 0.E€8 sec

width 18867.9 Ez

800 repetitions
OBSERVE C13, 75.4847602 MHz
DECOUPLE K1, 300.1891980 MEz
Power 38 ¢éB

continuously on
WALTZ-16 modulated
DATA PROCESSING

128.063

127.667
—126.965

128.765

—122.418

~-126.919
126.614

~135.081
//——130.123

Line broadening 0.5 Ez ~ | W et
FT size 32768 4 [
Total time 25 min v Q i

o 2 |

- 5 |
o~ | e |
w ~ “m |
0 - 1 ﬂ
} © [ ] |
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- - |

n |
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Figure S12: '"H NMR and '3C spectrum (300 MHz, CDCl3) of N-{4-[(E)-2-phenylvinyl]phenyl}

benzenesulfonamide 2a
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Sample Name:
DF1195_6C

Data Collected on:
m300-mercury300

Archive directory:

Sample directory:
FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: cdecl3
Data collected on: Mar 10 2021

Operator: defil

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acg. time 0.868 sec
wWidth 18867.9 Hz

2341 repetitions
OBSERVE C13, 75.4847602 MHzx
DECOUPLE H1, 300.1991980 iz -
Power 38 dB m

137

continuously on
WALTZ-16 modulated ﬁ/////
DATA PROCESSING

Line broadening 0.5 Hz
FT size 32768
Total time 1 hr, 20 min

Agilent Technologies

129.650
129.391
129.162

128.811

134.608
133.464
v 127,743

132.366
131.587
127.346

;
—78.054

77.626
77.199




Figure S13: '"H NMR and "3C spectrum (300 MHz, CDCls) of

3-nitro-N-{4-[(E)-2-phenylvinyl[phenyl}benzenesulfonamide 2b

Data Collected on:
m300-mercury300
Archive directory:
/export /home/chempack/vnmrsys
Sample directory:

FidFile: PROTON
Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3

Data collected on: Nov 27 2017
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/data
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w
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Sample Name:

Data Collected on:

m300-mercury300
Archive directory:

/export /home/chempack/vamrsys/data
Sample directory:

FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Nov 27 2017

Operator: defil

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acg. time 0.868 sec

Width 18867.9 Hz

800 repetitions
OBSERVE C13, 75.4847602 MHz
DECOUPLE H1l, 300.1991980 MHz
Power 38 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz
FT size 32768
Total time 25 min

Agilent Technologies
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Figure S14.: '"H NMR(300 MHz, CDCI3) and '*C spectra (300 MHz, CDCI3) of

4-methyl-3-nitro-N-{4-[(E)-2-phenylvinyl]phenyl}benzenesulfonamide 2¢
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Gradient Shimming

Sample Name: Agilent Technologies

Data Collected on:

m300-mercury300
Archive directory:

/export /home/chempack/vnmrsys/data
Sample directory:

FidFile: CARBON

77.428
L
76.574

128.582

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: May 15 2018

129.574
28.750

27.056
126.705

Operator: defil

La

ke

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 0.868 sec

width 18867.9 Hz

1297 repetitions
OBSERVE C13, 75.4847602 MHz
DECOUPLE H1l, 300.1991980 MHz
Power 38 dB

continuocusly on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz
FT size 32768
Total time 48 min

131.786
130.855

-

21.713

144.982
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Figure S15: '"H NMR and '3C spectrum (300 MHz, CDCls) of 4-methyl-N-{4-[(E)-2-

phenylvinyl]phenyl}benzenesulfonamide 2d

Gradient Shimming

Sample Name:
DF1318B_H

Data Collected on:

300-mercury300

Archive directory:
/export /home/chempack/vamrsys /data
Sample directory:

FidFile: PROTON
Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3

Data collected on: Feb 17 2021
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Sample Name: Agilent Technologies

DF1318B_H
Data Collected on:
m300-mercury300
Archive directory:

Sample directory:

FidFile: CARBON

129.635

128.796
128.582

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Feb 18 2021

Operator: defil

128.170
127.224
127.102
126.736

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 0.868 sec

width 18867.9 Hz

1500 repetitions
OBSERVE C13, 75.4847602 E$
DECOUPLE H1, 300.1991980 MHZ
Power 38 dB .
continuously on i
WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz
FT size 32768
Total time 48 min

131.801
130.840

136.759

139.277
136.607
133.098

77.489
21.774

7.062
76.635




4-cyano-N-{4-[ (E)-2-phenylvinyl]phenyl}benzenesulfonamide 2e

Gradient Shimming

Sample Name:
DF1217A
Data Collected on:
m300-mercury300
Archive directory:
/export/home/chempack/vnmrsys/data
Sample directory:

FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
Data collected on: Feb 26 2021

Operator: defil

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 1.706 sec
width 4803.1 Hz

64 repetitions
OBSERVE H1, 300.1976543||MH:
DATA PROCESSING

FT size 16384

Total time 2 min 58 sec
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Gradient Shimming

Sample Name: - Agilent Technologie
DF1217A

Data Collected on:
m300-mercury300

Archive directory:
/export/home/chempack/vnmrsys/data

Sample directory:

76.604

FidFile: CARBON

.945
1.771
131.404
129.238
128.857

128.490
127.514
77.443

N
Pulse Sequence: CARBON (s2fh1J
Solvent: cdcl3
Data collected on: Feb 26 20

Operator: defil

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 0.868 sec

width 18867.9 Hz

1844 repetitions
OBSERVE (13, 75.4847602 MHz
DECOUPLE H1, 300.1991980 MHz

126.828

Power 38 dB @
continuously on n -«
WALTZ-16 modulated - e A
DATA PROCESSING a ® " 5
Line broadening 0.5 ¥z S -
FT size 32768 a3

-
Total time 1 hr, 4 min

117.003

bl il i | b il il i
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Figure S17: '"H NMR (300 MHz, Acetone-d) and '*C spectrum (300 MHz, CDCls) of

N-{4-[({4-[(E)-2-phenylvinyl]phenyl}amino)sulfonyl]phenyl}acetamide 2f

Gradient Shimming

Sample Name:
DF1211A
Data Collected on:
m300-mercury300
Archive directory:
/export /home/chempack/vnmrsys/data
Sample directory:

FidFile: PROTON
Pulse Sequence: PROTON (s2pul)

Solvent: acetone
Data collected on: Feb 11 2021

¢ NN N o~

Agilent Technologies
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Gradient Shimming

Sample Name:
DF1211A

Data Collected or
m300-mercury30

Archive directory
/export /home/cH

Sample directory

«

FidFile: CARBON

u
Pulse Sequence: C§

Solvent: acetone
Data collected on

Operator: defil

Relax. delay 1.0

Pulse 45.0 degree

Acqg. time 0.868 4
width 18867.9 Hz
2000 repetitions
OBSERVE C13, 75
DECOUPLE H1, 300
Power 38 dB
continuously on
WALTZ-16 modulatg
DATA PROCESSING
Line broadening
FT size 32768
Total time 1 hr, 4

oo

lempack/vnmrsys/data

?hoz (s2pul)

Feb 11 2021
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Figure S18: '"H NMR and '3C spectrum (300 MHz, CDCls) of 2,4-dimethoxy-N-{4-[(E)-2-

phenylvinyl]phenyl}benzenesulfonamide 2g
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Gradient Shimming

e %

Agilent Technologies

Sample Name:
DF1207C
Data Collected on:
m300-mercury300
Archive directory:
/export /home/chempack/vnmrsys/data
Sample directory:

76.604

FidFile: CARBON

127.651
127.590
127.255
126.400
121.335

77.443

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Mar 3 2021

128.689
128.353

/

Operator: defil

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acqg. time 0.868 sec

width 18867.9 Hz

2000 repetitions
OBSERVE C13, 75.4847602 MHz
DECOUPLE H1l, 300.1991980 MHz
Power 38 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz
FT size 32768

. . o
Total timeSl hr, 4 minq
i

132.808
56.405

137.110
136.180
134.242
104.416

—— —  176.
165.
99.443
. \—55.688

il Gl il

100 90 80 70 60 0 40 UE
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Figure S19: '"H NMR and 3C spectrum (300 MHz, CDCl3) of N-{4-[(E)-2-

phenylvinyl]phenyl}methanesulfonamide 2h

Sample Name -

Data Collected on:
m300-mexrcury300
Axchive directory:
\ognnxrg\nvénr\g-<-\ﬂ4nn
Sample directory: |

FidFile: PROTON 7
Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Mar 24 2021
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Sample Name:
Df1213A
Data Collected on:
m300-mercury300
Archive directory:
/export/home/chempack/vnmrsys/data
Sample directory:

FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Jul 2 2021

Operator: fanta

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acqg. time 0.868 sec

Width 18867.9 Hz

2000 repetitions

OBSERVE C13, 75.4847602 MHz
DECOUPLE H1l, 300.1991980 MHz
Power 38 dB

continuously on

WALTZ-16 modulated

o o
DATA PROCESSING A
Line broadening 0.5 Hz S 6
A MmN ®
FT size 32768 o o N
Total time 1 hr, 4 min ﬁ ﬁ

127.560

26.904
126.766

T

Agilent Technologies

77.428
76.589

n
b~
©
]
-

160 150 140 130
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Figure S20: '"H NMR and '3C spectrum (300 MHz, CDCls) of N-{4-/(E)-2-

phenylvinyl]phenyl}ethanesulfonamide 2i

Gradient Shimming
>a=o=.+o=:o_camom

Sample Name:
DF1314B_H
pata Collected on:
m300-mercury300
Archive directory:
\oxuono\roﬂ!\ovgvanx\éan!wu\enu
Sample directory:

FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
pata collected on: Feb 15 2021

operator: defil

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acqg. time 1.706 sec
width 4803.1 Hz g [
64 repetitions |

OBSERVE H1l, 3001976543 MHz
DATA PROCESSING
FT size 16384
Total time 2 min 38 pec i

| A _
0 & | 1l I
| ‘ _,,< Z(_c, _ i o R ) ) o .,,,:,,( i e ,c,__,fv.. s
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Gradient Shimming

Sample Name:
DF1314B_C

Data Collected on:
m300-mercury300

Archive directory:

/export /home/chempack/vnmrsys/data

Sample directory:
FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Feb 15 2021

Operator: defil

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acqg. time 0.868 sec
width 18867.9 Hz

2048 repetitions
OBSERVE C13, 75.4847602 MHz
DECOUPLE H1, 300.1991980 MHz
Power 38 dB
continuously on
WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz
FT size 32768
Total time 1 hr, 14 min

139.505
136.668

.

128.780
128.231

131.389
131.099

)

/7132 .442

\—127.331

126.965
126.766

e

77.443

76.604

50.059

Agilent Technologies
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Figure S21: '"H NMR and "3C spectrum (300 MHz, CDCI13) of I-phenyl-N-{4-[(E)-2-

phenylvinyl]phenyl}methanesulfonamide-2j

Gradient Shimming

Sample Name:
DF1296_H_
pData Collected on:
m300-mercury300
Archive directory:
\oéonﬂ\vgo\ovsvanwxguusu\ena
Sample directory:

FidFile: PROTON
Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
pata collected on: Feb 17 2021

43




\

Gradient Shimming

inologies

Agilent Technologies

Sample Name:
DF1286
Data Collected on:
m300-mercury300
Archive directory:
/export/home/chempack/vnmrsys/data
Sample directory:

FidFile: CARBON

77.443
TIOES
76.604

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Feb 17 2021

28.490
127.697

{
127.423

130.855
129,055
127.758

Operator: defil

128.933

128.735
128.643

126.477

120.100

p:

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 0.868 sec

width 18867.9 Hz

1894 repetitions
OBSERVE C13, 75.4847602 MHz
DECOUPLE H1, 300.1991980 MHz

Power 38 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING 7
Line broadening 0.5 Hz 7
FT size 32768
Total time 1 hr, 20 min

57.366

//—-134.227
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phenylvinyl]phenyl}thiophene-2-sulfonamide 2k

Gradient Shimming

Sample Name:
DF1193A_H
Data Collected on:
m300-mexrcury300
Archive directory:
/export /home/chempack/vnmrsys/data
Sample directory:

FidFile: PROTON
Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Feb 16/2021
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Gradient Shimming

Agilent Technologies

Sample Name:
DF1193A_H

Data Collected on:
m300-mercury300 ﬁ/

Archive directory:
\OKUOHn\VDEO\OEQBODOF\<H§HNKW\&mx

Sample directory:

77.459
T703%
76.604

128.811
128.307
TN\ \—127.453

\\L, \—126.934
126.782

131.328

t
"

FidFile: CARBON

264
32.121

Solvent: cdcl3

0
Pulse Sequence: CARBON A”NGWHH
Data collected on: Feb 16 R021

Operator: defil

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acqg. time 0.868 sec
wWidth 18867.9 Hz

1408 repetitions
OBSERVE C13, qm.hthMON MHZz
DECOUPLE H1, mom.ew.ww:emo MEHzZ
Power 38 dB < & - “
continuously gm o e

-
WALTZ-16 modula Oﬁh/#//
DATA PROCESSIN(

Line broadening 0.5 Hz

FT size 32768
Total time 58 min

110.000

T J<_A_f T i___.—< _A T L —|_\4 T T 4 FP 137 A._A _._—A— ;_____.._, LI § | ﬂ__ga_.__ T T T _,‘ T
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Table S1. Raw data for the ICso calculation related to MCF7 cells in the presence of increasing
concentrations of compounds 1b, 1¢, 1j and Resveratrol for 24 and 72 h.

10 69.32 + 14.99 98.33+5.24
25 79.12 + 9.66 99.99 £+ 9.30
50 80.69 + 4.08 93.39 £ 5.39
100 73.93 + 1.87 77.31+£7.02
250 45.57 £ 3.42 57.01 +1.01
500 35.83 + 2.22 36.11 + 0.35

10 85.23 +1.29 96.62 + 6.99
25 73.08 + 2.67 91.88 + 5.31
50 37.39 + 0.66 46.19 £ 1.67
100 36.17 + 1.56 35.22 + 2.21
250 38.64 + 1.23 38.30 +4.07
500 34.30 + 1.43 15.08 + 0.67

10 85.47 + 6.41 96.53+7.12
25 86.33 + 14.64 95.30 + 7.88
50 70.06 + 3.80 87.57 £ 5.26
100 74.91+£9.24 72.67 + 3.46
250 51.84 + 3.08 69.54 £ 4.11
500 38.88 + 5.23 46.31+4.73

10 80.27 + 3.18 91.92+5.44
25 84.94 + 6.59 73.93 £ 9.52
50 87.44 + 1.93 66.54 £ 5.77
100 78.29 + 4.03 47.75 £ 2.67
250 60.29 + 0.93 38.05 +8.70
500 34.30 £ 5.01 15.33 +4.88




Figure S23: Chromatograms of the active compounds 1b-¢ and 1j in neutral conditions:

Capillary column: 100 pm x 15 cm packed with Chromspher C18 dp 3 pm; mobile phase, ACN/H,O
(75 /15 % (v/v) containing a 10 mM sodium hydrocarbonate buffer, pH 8.5; UV detection, 206 nm;
the studied compounds at a final concentration of 100 pg/mL were dissolved with a solution of 10
mM phosphate buffer (pH 7.4); injection time 15 s; flow rate, 450 nL/min.
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