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1. General Information

All commercially available reagents were used without further purification. Reactions
were monitored by thin layer chromatography (TLC) on glass plates coated with silica
gel with a fluorescentindicator. Flash chromatography was performed on silica gel
(300—400) with petroleum/EtOAc. HRMS were measured on an LTQ-Orbit. Melting
points were measured using a micro melting point apparatus and are uncorrected. 'H
NMR (400 MHz) chemical shifts were reported in ppm (8) relative to tetramethylsilane
(TMS) with the solvent resonance employed as the internal standard. '3C NMR (100
MHz) chemical shifts were reported in ppm (8) from tetramethylsilane (TMS) with the
solvent resonance as the internal standard and '°F NMR at (376 MHz) chemical shifts
were reported in ppm (9) relative to tetramethylsilane (TMS) with the solvent resonance

employed as the internal standard.
2. Experimental Details
2.1 General Procedure for Synthesis of vinyl benzoxazinanones (1a-1c).

substrates 1 were synthesized according to reported procedures. The general procedure

for the synthesis of substituted vinyl benzoxazinanones were shown as below.
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S1 to S2: To a stirring solution of 2-aminobenzyl alcohol S1 (81.20 mmol) and K2CO3
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(162.40 mmol) in THF (120 mL) and H>O (120 mL), benzyl chloroformate (146.16
mmol) was slowly added dropwise. The resulting mixture was stirred at room
temperature for 15 h. The reaction was quenched with saturated NaHCO3 aqueous (250
mL), washed with brine (3x100 mL), dried with MgSO4 and evaporated under reduced
pressure. The obtained crude product S2 was used directly without further purification.
S2 to S3: To a solution of crude product S2 (81.20 mmol) mentioned above in CH2Cl>
(200 mL), MnO> (649.60 mmol) was added. The mixture was stirred at room
temperature for 15 h and then filtered through a bed of silica. The filtrate was
concentrated under reduced pressure and purified by column chromatography on silica
gel (petrol ether/EtOAc = 20/1) to give product S3 as a white or yellow solid.

S3 to S4: Vinyl magnesium bromide in THF (1 M, 203.00 mmol) was added to a
solution of S3 (81.20 mmol) in dry THF (200 mL) at 0 °C. Then the reacted mixture
was naturally warmed to room temperature and stirred for 2.5 h. The reaction was
quenched with brine (200 mL), extracted with ethyl acetate (3%x100 mL) and washed
with brine (3x100 mL). The combined organic layer was dried with MgSQOa, and
evaporated under reduced pressure. The next step continued with obtained crude
product S4 directly without further purification.

S4 to S5: KoCOs (121.80 mmol) was added to a solution of S4 (81.20 mmol) in
methanol (250 mL), and the mixture was stirred at room temperature for 12 h. Then the
mixture of reaction was quenched with saturated aqueous NH4Cl solution (250 mL).
The methanol was evaporated under reduced pressure and the residues were extracted
with ethyl acetate (3x150 mL) and washed with brine (3x100 mL). Then the mixture
was purified by column chromatography on silica gel (petrol ether/EtOAc =5/1). The
product of S5 was given to a white or yellow solid.

S5 to 1: To a solution of S5 (81.20 mmol) and triethylamine in THF (400.0 mL), NaH
(162.40 mmol) was slowly added at 0 °C. The stirred mixture was warmed to room
temperature naturally and reacted for 1 h. TsCl (243.60 mmol) was added pertionwise
slowly and then reacted at 60 °C for 36 h. The reaction was quenched with saturated

aqueous NH4Cl solution (250 mL) and washed with saturated brine (3%x150 mL). Then
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the organic layer was dried with MgSOa. Then the mixture of production was purified
by column chromatography on silica gel (petrol ether/EtOAc = 7/1). The product was

given to a white solid.

2.2 General Procedure for Synthesis of N-methyl-N-benzylaniline (2m-2q)°.

substrates 2 were synthesized according to reported procedures. The general procedure
for the synthesis of substituted N-methyl-N-benzylaniline were shown as below.
H N X
+ R—:
= MeCN @
S6 S7 2
To a stirring solution of N-methylaniline (2.50 mmol) and K>-COs (7.50 mmol) in MeCN
(10.0 mL), compound S7 (3.25 mmol) was added dropwise. The mixture was stirred at
60 °C for 8 h, and the reaction progress was monitored by TLC. Upon completion, the
reaction was quenched with water (10.0 mL) and extracted with DCM (3%10.0 mL).
The combined organic extracts were washed with brine (3%x10.0 mL), dried over
anhydrous MgSOs, and concentrated under reduced pressure. Purification by column
chromatography on silica gel (petrol ether/EtOAc = 10/1) afforded the product as an

orange viscous oil.
2.3 General Procedure for Synthesis of 3

Under an argon atmosphere, a solution of dry HFIP (3.0 mL, 0.2 M) and N,N-
dialkylaniline 2 (0.91 mmol, 1.5 equiv) was added dropwise simultaneously to a
mixture of vinyl benzoxazinone 1 (0.61 mmol, 1.0 equiv) and Pd(PPhs)s (0.06 mmol,
0.1 equiv). The reaction was stirred at 60 °C for 4 h, and the progress was monitored
by TLC. Upon completion, the reaction mixture was quenched with saturated brine (5.0
mL) and extracted with ethyl acetate (5.0 mL x 3). The organic layer was washed with

saturated brine (5.0 mL x 3), dried over anhydrous MgSOs, and filtered under reduced
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pressure. The filtrate was concentrated under reduced pressure to afford the crude
product. The crude product was purified by flash column chromatography on silica gel
(petroleum ether/EtOAc = 5:1) to afford the product 3 as a white to off-white crystalline
solid.

(E)-4-Methyl-N-(2-(3-(4-(pyrrolidin-1-yl)phenyl)prop-1-en-1-

yD)phenyl)benzenesulfonamide (3a).

IIISH NO

The title compound was purified by column chromatography (219 mg, 83%, petroleum
ether/EtOAc = 5:1 v/v). Grey Solid, mp 147.4-149.4 °C; '"H NMR (400 MHz, DMSO-
ds) 0 9.65 (s, 1H), 7.54-7.49 (m, 2H), 7.49-7.43 (m, 1H), 7.34-7.28 (m, 2H), 7.18-7.07
(m, 2H), 7.03—6.93 (m, 3H), 6.53-6.44 (m, 3H), 6.11 (dt,J=15.1, 7.1 Hz, 1H), 3.23 (d,
J=17.1 Hz, 2H), 3.21-3.15 (m, 4H), 2.34 (s, 3H), 1.97-1.88 (m, 4H) ppm; °C {{H}
NMR (100 MHz, DMSO-ds) 6 21.5,25.4,38.7,47.9, 112.2, 125.4, 126.1, 126.6, 127.2,
127.3,127.8,128.1, 129.5, 130.0, 131.9, 133.6, 134.6, 138.0, 143.4, 146.8 ppm; HRMS
(ESI) m/z calcd for C26H23N202SNa'[M + Na]" 455.1764, found 455.1760.

(E)-4-Methyl-N-(2-(3-(4-(piperidin-1-yl)phenyl)prop-1-en-1-

yl)phenyl)benzenesulfonamide (3b).

. )

NH N
The title compound was purified by column chromatography (196 mg, 72%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 114.8-116.8 °C; '"H NMR (400 MHz, DMSO-
ds) 0 9.65 (s, 1H), 7.54-7.49 (m, 2H), 7.49-7.46 (m, 1H), 7.35-7.28 (m, 2H), 7.16-7.09
(m, 2H), 7.03-6.96 (m, 3H), 6.89-6.83 (m, 2H), 6.50 (d, /= 15.6 Hz, 1H), 6.13 (dt, J
=15.1, 7.1 Hz, 1H), 3.24 (d, J = 7.1 Hz, 2H), 3.07 (t, J = 5.4 Hz, 4H), 2.33 (s, 3H),
1.65-1.57 (m, 4H), 1.55-1.47 (m, 2H) ppm *C {'"H} NMR (100 MHz, DMSO-dj) ¢
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21.5, 24.4, 258, 38.7, 50.5, 116.6, 125.8, 126.1, 127.2, 127.3, 127.9, 128.1, 129.4,
130.0, 130.2, 131.5, 133.6, 134.5, 138.0, 143.4, 150.7 ppm; HRMS (ESI) m/z calcd for
C27H30N202SNa'[M + Na]" 469.1920, found 469.1921.

(E)-4-Methyl-N-(2-(3-(4-morpholinophenyl)prop-1-en-1-

yl)phenyl)benzenesulfonamide (3c).

The title compound was purified by column chromatography (174 mg, 64%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 121.4-123.4 °C; '"H NMR (400 MHz, DMSO-
ds) 0 9.66 (s, 1H), 7.56-7.50 (m, 2H), 7.49-7.44 (m, 1H), 7.34-7.28 (m, 2H), 7.18-7.08
(m, 2H), 7.07-7.01 (m, 2H), 7.01-6.96 (m, 1H), 6.92—6.84 (m, 2H), 6.51 (d, J=15.6
Hz, 1H), 6.13 (dt, J=15.6, 7.1 Hz, 1H), 3.76-3.69 (m, 4H), 3.26 (d, J = 7.1 Hz, 2H),
3.09-3.02 (m, 4H), 2.33 (s, 3H) ppm; °C {'H} NMR (100 MHz, DMSO-ds) J 21.5,
38.7,49.3, 66.6, 115.9, 125.9, 126.1, 127.2, 127.3, 127.9, 128.1, 129.5, 130.0, 131.0,
131.4, 133.6, 134.5, 1379, 143.4, 150.0 ppm; HRMS (ESI) m/z caled for
C26H2sN203SNa[M + Na]" 471.1713, found 471.1714.

(E)-N-(2-(3-(4-(Dimethylamino)phenyl)prop-1-en-1-yl)phenyl)-4-
methylbenzenesulfonamide (3d).

.
" I

NH N
The title compound was purified by column chromatography (174 mg, 70%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 131.8-133.8 °C; '"H NMR (400 MHz, DMSO-
ds) 0 9.65 (s, 1H), 7.56-7.48 (m, 2H), 7.50-7.43 (m, 1H), 7.34-7.27 (m, 2H), 7.16-7.09
(m, 2H), 7.03-6.95 (m, 3H), 6.71-6.64 (m, 2H), 6.51 (d, /= 15.6 Hz, 1H), 6.12 (dt, J
=14.3,7.0 Hz, 1H), 3.24 (d, J= 7.0 Hz, 2H), 2.88-2.82 (m, 6H), 2.33 (s, 3H) ppm; 1*C
{'H} NMR (100 MHz, DMSO-ds) § 21.5, 38.6,40.9, 113.2, 125.6, 126.1, 127.2, 127.3,
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127.8,128.1,129.4,130.0, 131.7, 133.6,H 134.5, 138.0, 143.4, 149.6 ppm; HRMS (ESI)
m/z caled for C24Ha6N202SNa'[M + Na]* 429.1607, found 429.1607.

(E)-N-(2-(3-(4-(Diethylamino)phenyl)prop-1-en-1-yl)phenyl)-4-
methylbenzenesulfonamide (3e).
oo

The title compound was purified by column chromatography (223 mg, 84%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 152.5-154.5 °C; '"H NMR (400 MHz, DMSO-
ds) 0 9.65 (s, 1H), 7.55-7.50 (m, 2H), 7.49-7.45 (m, 1H), 7.34-7.28 (m, 2H), 7.16-7.09
(m, 2H), 7.02-6.98 (m, 1H), 6.97-6.92 (m, 2H), 6.64—6.56 (m, 2H), 6.50 (d, J=15.6
Hz, 1H), 6.11 (dt, J=15.2, 7.1 Hz, 1H), 3.29 (q, /=9.2, 7.3 Hz, 4H), 3.21 (d, /= 7.2
Hz, 2H), 2.33 (s, 3H), 1.06 (t,J= 7.1 Hz, 6H) ppm; *C {H} NMR (100 MHz, DMSO-
ds)012.9,21.5,38.6,44.2,112.4,125.5,126.1, 126.5,127.2,127.3,127.8,128.1, 129.7,

130.0, 131.9, 133.6, 134.5, 138.0, 143.4, 146.4 ppm; HRMS (ESI) m/z caled for
C26H30N202SNa'[M + Na]* 457.1920, found 457.1921.

(E)-N-(2-(3-(4-(Diisopropylamino)phenyl)prop-1-en-1-yl)phenyl)-4-

methylbenzenesulfonamide (3f).

o
T
The title compound was purified by column chromatography (214 mg, 76%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 124.0-126.0 °C; '"H NMR (400 MHz, DMSO-
ds) 0 9.66 (s, 1H), 7.54-7.50 (m, 2H), 7.50-7.47 (m, 1H), 7.34-7.28 (m, 2H), 7.15-7.10
(m, 2H), 7.01-6.98 (m, 1H), 6.98-6.93 (m, 2H), 6.83—6.76 (m, 2H), 6.51 (d, J=15.7
Hz, 1H), 6.14 (dt, J=15.1, 7.1 Hz, 1H), 3.77-3.62 (m, 2H), 3.24 (d, /= 7.1 Hz, 2H),
2.33 (s, 3H), 1.12 (d, J = 6.6 Hz, 12H). ppm; *C {'H} NMR (100 MHz, DMSO-dj) §
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21.5, 21.7, 38.7, 47.5, 120.1, 125.7, 126.1, 127.2, 127.3, 127.8, 128.2, 128.9, 129.9,
130.0, 131.5, 133.6, 134.4, 137.9, 143.4, 146.3 ppm; HRMS (ESI) m/z calcd for
C28H34N202SNa'[M + Na]" 485.2233, found 485.2232.

(E)-N-(2-(3-(4-(Diphenylamino)phenyl)prop-1-en-1-yl)phenyl)-4-

methylbenzenesulfonamide (3g).

y §
NH N
©

The title compound was purified by column chromatography (165 mg, 51%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 143.3-145.3 °C; 'H NMR (400 MHz, DMSO-
ds) 09.67 (s, 1H), 7.55-7.48 (m, 3H), 7.34-7.22 (m, 6H), 7.17-7.08 (m, 4H), 7.04—6.92
(m, 9H), 6.55 (d, /= 15.6 Hz, 1H), 6.20 (dt, J=15.1, 7.1 Hz, 1H), 3.33 (d, /= 7.5 Hz,
2H), 2.29 (s, 3H) ppm; 1*C {'H} NMR (100 MHz, DMSO-ds) 6 21.5,38.9, 123.1, 123.8,
124.9,126.2,126.4,127.2,127.3, 128.0, 128.2, 129.9, 130.0, 130.1, 130.7, 133.7, 134.3,
135.3,137.9, 143.4, 145.8, 147.9 ppm; HRMS (ESI) m/z calcd for C34H30N20>SNa'[M
+Na]" 553.1920, found 553.1921.

(E)-N-(2-(3-(4-(Dibenzylamino)phenyl)prop-1-en-1-yl)phenyl)-4-

methylbenzenesulfonamide (3h).

Ts @
l!lH N
g)
The title compound was purified by column chromatography (276 mg, 81%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 137.8-139.8 °C; '"H NMR (400 MHz, DMSO-

ds) 6 9.64 (s, 1H), 7.52-7.45 (m, 2H), 7.48-7.41 (m, 1H), 7.36-7.20 (m, 12H), 7.15—
7.07 (m, 2H), 7.04-6.96 (m, 1H), 6.91-6.85 (m, 2H), 6.65-6.58 (m, 2H), 6.45 (d, J =
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15.6 Hz, 1H), 6.09 (dt, J = 14.8, 7.1 Hz, 1H), 4.66 (s, 4H), 3.17 (d, J = 7.1 Hz, 2H),
2.25 (s, 3H) ppm; °C {'H} NMR (100 MHz, DMSO-ds) 5 21.4, 38.6, 54.9, 113.0, 125.6,
126.1,127.2,127.3,127.6,127.8,128.2,129.0, 129.5, 130.0, 131.5, 133.6, 134.4, 137.9,
139.7, 143.4, 147.1 ppm; HRMS (ESI) m/z calcd for C3sH3sN202SNa'[M + Na]"
581.2233, found 581.2234.

(E)-N-(2-(3-(4-(Ethyl(methyl)amino)phenyl)prop-1-en-1-yl)phenyl)-4-
methylbenzenesulfonamide (3i).

|
NH N~
=

The title compound was purified by column chromatography (198 mg, 77%, petroleum

Ts |

ether/EtOAc = 5:1 v/v). White solid, mp 140.5-142.5 °C;MPMP 'H NMR (400 MHz,
DMSO-ds) & 9.66 (s, 1H), 7.54-7.50 (m, 2H), 7.49-7.45 (m, 1H), 7.34-7.27 (m, 2H),
7.15-7.08 (m, 2H), 7.02-6.93 (m, 3H), 6.67-6.61 (m, 2H), 6.50 (d, J = 15.6 Hz, 1H),
6.12 (dt, J=15.5,7.1 Hz, 1H), 3.35 (q, /= 6.0 Hz, 2H), 3.22 (d, /= 7.1 Hz, 2H), 2.81
(s, 3H), 2.33 (s, 3H), 1.00 (t, J = 6.9 Hz, 3H) ppm; *C {'H} NMR (100 MHz, DMSO-
ds)o11.1,21.5,37.7,38.6,46.6, 113.0, 125.5, 126.1, 127.2, 127.3, 127.8, 128.1, 129.6,
130.0, 131.8, 133.6, 134.5, 138.0, 143.4, 147.8 ppm; HRMS (ESI) m/z calcd for
C2sH2sN202SNa[M + Na]* 443.1764, found 443.1763.

(E)-4-Methyl-N-(2-(3-(4-(methyl(phenyl)amino)phenyl)prop-1-en-1-

yl)phenyl)benzenesulfonamide (3j).

!
©
The title compound was purified by column chromatography (163 mg, 57%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 121.2-123.2 °C; '"H NMR (400 MHz, DMSO-
ds) 09.67 (s, 1H), 7.56-7.47 (m, 3H), 7.34-7.28 (m, 2H), 7.27-7.19 (m, 2H), 7.18-7.08
(m, 4H), 7.03-6.95 (m, 3H), 6.96—6.89 (m, 2H), 6.90—6.82 (m, 1H), 6.54 (d, J=15.7
Hz, 1H), 6.18 (dt, J=15.1, 7.1 Hz, 1H), 3.32 (d, /= 6.7 Hz, 2H), 3.23 (s, 3H), 2.31 (s,
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3H). ppm; 13C {'H} NMR (100 MHz, DMSO-ds) 5 21.5, 38.8,40.6, 119.1, 120.7, 122.1,
126.2,126.2,127.2,127.3,127.9, 128.2, 129.6, 129.9, 130.0, 131.0, 133.7, 133.9, 134.4,
137.9, 143.4, 147.3, 149.3 ppm; HRMS (ESI) m/z calcd for C2oH2sN20,SNa M + Na]*
491.1764, found 491.1764.

(E)-N-(2-(3-(4-(Benzyl(methyl)amino)phenyl)prop-1-en-1-yl)phenyl)-4-

I I
NH N

The title compound was purified by column chromatography (221 mg, 75%, petroleum

methylbenzenesulfonamide (3k).

ether/EtOAc = 5:1 v/v). White solid, mp 97.7-99.7 °C; '"H NMR (400 MHz, DMSO-
ds) 09.67 (s, 1H), 7.56-7.50 (m, 2H), 7.50-7.45 (m, 1H), 7.35-7.27 (m, 4H), 7.26-7.18
(m, 3H), 7.18-7.10 (m, 2H), 7.06—6.99 (m, 1H), 6.99-6.94 (m, 2H), 6.72—6.65 (m, 2H),
6.51 (d, J=15.6 Hz, 1H), 6.13 (dt, J=15.1, 7.1 Hz, 1H), 4.54 (s, 2H), 3.23 (d, /= 7.1
Hz, 2H), 2.99 (s, 3H), 2.32 (s, 3H). ppm; *C {'H} NMR (100 MHz, DMSO-ds) 6 21.5,
38.6,39.2, 56.0, 112.8, 125.6, 126.1, 127.1, 127.2, 127.3, 127.5, 127.8, 128.2, 128.9,
129.5, 130.0, 131.7, 133.6, 134.5, 137.9, 139.7, 143.4, 148.1 ppm; HRMS (ESI) m/z
calcd for C30H30N202SNa*[M + Na]* 505.1920, found 505.1921.

(E)-N-(2-(3-(4-(Benzyl(phenyl)amino)phenyl)prop-1-en-1-yl)phenyl)-4-

methylbenzenesulfonamide (31).

. Yo

NH N
The title compound was purified by column chromatography (223 mg, 67%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 140.3-142.3 °C; '"H NMR (400 MHz, DMSO-
ds) 0 9.66 (s, 1H), 7.53-7.48 (m, 3H), 7.34-7.28 (m, 6H), 7.23-7.17 (m, 3H), 7.15-7.11
(m, 2H), 7.10-7.04 (m, 4H), 7.01-6.95 (m, 3H), 6.88—6.80 (m, 1H), 6.52 (d, J=15.7
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Hz, 1H), 6.17 (dt, J = 15.6, 7.1 Hz, 1H), 4.99 (s, 2H), 3.29 (d, J= 7.1 Hz, 2H), 2.28 (s,
3H) ppm; 1*C {'H} NMR (100 MHz, DMSO-ds) § 21.5, 38.8, 55.8, 119.4, 120.8, 122.1,
126.1,126.2, 127.0, 127.2, 127.3, 127.9, 128.2, 129.0, 129.7, 129.9, 130.0, 130.9, 133.6,
133.8, 134.3, 137.9, 139.7, 143.4, 146.1, 148.3 ppm; HRMS (ESI) m/z caled for
C3sH3:N20,SNa*[M + Na]* 567.2077, found 567.2076.

(E)-4-Methyl-N-(2-(3-(4-(methyl(4-methylbenzyl)amino)phenyl)prop-1-en-1-

y)phenyl)benzenesulfonamide (3m).

LT

The title compound was purified by column chromatography (251 mg, 83%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 105.7-107.7 °C; '"H NMR (400 MHz, DMSO-
ds) 0 9.65 (s, 1H), 7.55-7.47 (m, 2H), 7.50-7.42 (m, 1H), 7.33-7.24 (m, 2H), 7.22-7.07
(m, 3H), 7.05-6.91 (m, 6H), 6.70-6.61 (m, 2H), 6.49 (d, /= 15.7 Hz, 1H), 6.11 (dt, J
=16.4, 8.9 Hz, 1H), 4.48 (s, 2H), 3.21 (d, J = 7.0 Hz, 2H), 2.96 (s, 3H), 2.30 (s, 3H),
2.25 (s, 3H). ppm; *C {'H} NMR (100 MHz, DMSO-ds) 6 21.5,21.6, 38.6, 39.2, 56.1,
112.8,124.3,125.6,126.1,127.2,127.3,127.4,127.8,127.9,128.2, 128.8, 129.5, 130.0,
131.7, 133.6, 134.5, 138.0, 139.7, 143.4, 148.2 ppm; HRMS (ESI) m/z calcd for
C31H32N20,SNa"[M + Na]* 519.2077, found 519.2076.

(E)-N-(2-(3-(4-((4-Methoxybenzyl)(methyl)amino)phenyl)prop-1-en-1-yl)phenyl)-

4-methylbenzenesulfonamide (3n).

Ts | o\
o AT
The title compound was purified by column chromatography (247 mg, 79%, petroleum

ether/EtOAc = 5:1 v/v). White solid, mp 115.6-117.6 °C; 'H NMR (400 MHz, DMSO-
ds) 0 9.65 (s, 1H), 7.53-7.49 (m, 2H), 7.49-7.45 (m, 1H), 7.33-7.26 (m, 2H), 7.17-7.07
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(m, 4H), 7.01-6.97 (m, 1H), 6.97-6.93 (m, 2H), 6.90-6.81 (m, 2H), 6.71-6.63 (m, 2H),
6.49 (d, J = 15.6 Hz, 1H), 6.11 (dt, J = 15.5, 7.1 Hz, 1H), 4.45 (s, 2H), 3.70 (s, 3H),
3.22 (d, J = 7.0 Hz, 2H), 2.93 (s, 3H), 2.31 (s, 3H) ppm: 1°C {'H} NMR (100 MHz,
DMSO-ds) 0 21.5, 38.6, 39.0, 55.5, 113.0, 114.3, 125.6, 126.1, 127.2, 127.3, 127.5,
127.8,128.2,128.6,129.5,130.0, 131.3,131.7, 133.6, 134.5, 137.9, 143.4, 148.2, 158.6
ppm; HRMS (ESI) m/z calcd for C31H3:N203SNa'[M + Na]" 535.2026, found 535.2027.

(E)-4-Methyl-N-(2-(3-(4-(methyl(4-(trifluoromethyl)benzyl)amino)phenyl)prop-

1-en-1-yl)phenyl)benzenesulfonamide (30).

NH N

The title compound was purified by column chromatography (178 mg, 53%, petroleum
ether/EtOAc = 5:1 v/v). Pale yellow solid, mp 132.9-134.9 °C; '"H NMR (400 MHz,
DMSO-ds) 0 9.65 (s, 1H), 7.70-7.63 (m, 2H), 7.54-7.49 (m, 2H), 7.48-7.45 (m, 1H),
7.43-7.38 (m, 2H), 7.32-7.26 (m, 2H), 7.17-7.07 (m, 2H), 7.03—-6.93 (m, 3H), 6.70—
6.61 (m, 2H), 6.49 (d, J = 15.6 Hz, 1H), 6.11 (dt, J=15.1, 7.1 Hz, 1H), 4.63 (s, 2H),
3.22 (d, J = 7.0 Hz, 2H), 3.01 (s, 3H), 2.29 (s, 3H) ppm; °C {'H} NMR (100 MHz,
DMSO-ds) 0 21.4, 38.6, 39.3, 55.7, 112.8, 125.6, 125.8, 125.8, 126.1, 127.2, 127.3,
127.8,127.8,128.0, 128.2, 129.6, 130.0, 131.6, 133.6, 134.5, 137.9, 143.4, 144.9, 147.8
ppm; HRMS (ESI) m/z calcd for C3iH2oF3N202SNa‘[M + Na]® 573.1794, found
573.1793.

(E)-4-Methyl-N-(2-(3-(4-(methyl(3-methylbenzyl)amino)phenyl)prop-1-en-1-

yD)phenyl)benzenesulfonamide (3p).

b I
NH N

The title compound was purified by column chromatography (200 mg, 66%, petroleum

S12



ether/EtOAc = 5:1 v/v). White solid, mp 93.6-95.6 °C; 'H NMR (400 MHz, DMSO-
ds) 09.65 (s, 1H), 7.53-7.48 (m, 2H), 7.48-7.43 (m, 1H), 7.32-7.26 (m, 2H), 7.15-7.05
(m, 6H), 7.01-6.97 (m, 1H), 6.97-6.92 (m, 2H), 6.68—6.62 (m, 2H), 6.48 (d, J=15.6
Hz, 1H), 6.10 (dt, J = 15.0, 7.1 Hz, 1H), 4.47 (s, 2H), 3.21 (d, 2H), 2.94 (s, 3H), 2.30
(s, 3H), 2.24 (s, 3H) ppm; *C {'H} NMR (100 MHz, DMSO-ds) 6 21.2, 21.5, 38.6,
39.1, 55.8, 112.9, 125.6, 126.1, 127.2, 127.3, 127.3, 127.4, 127.8, 128.2, 129.5, 129.5,
130.0, 131.7, 133.6, 134.5, 136.2, 136.5, 137.9, 143.4, 148.1 ppm; HRMS (ESI) m/z
calcd for C31H32N202SNa‘[M + Na]* 519.2077, found 519.2078.

(E)-4-Methyl-N-(2-(3-(4-(methyl(2-methylbenzyl)amino)phenyl)prop-1-en-1-

yD)phenyl)benzenesulfonamide (3q).

¢Q

The title compound was purified by column chromatography (176 mg, 58%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 142.8-144.8 °C; '"H NMR (400 MHz, DMSO-
ds) 09.65 (s, 1H), 7.53-7.49 (m, 2H), 7.48-7.44 (m, 1H), 7.32-7.25 (m, 2H), 7.20-7.15
(m, 1H), 7.13-7.06 (m, 4H), 7.01-6.97 (m, 1H), 6.97-6.90 (m, 3H), 6.65-6.57 (m, 2H),
6.49 (d, J=15.6 Hz, 1H), 6.12 (dt, J = 15.4, 7.2 Hz, 1H), 4.46 (s, 2H), 3.22 (d, J=7.1
Hz, 2H), 2.97 (s, 3H), 2.29 (s, 3H), 2.28 (s, 2H) ppm; *C {!H} NMR (100 MHz,
DMSO0-ds) 0 19.1, 21.5,38.6, 38.9,54.1, 112.4, 125.6, 126.1, 126.2, 126 .4, 126.9, 127.2,
127.3,127.3,127.8,128.2, 129.6, 130.0, 130.7, 131.7, 133.6, 134.5, 136.0, 137.0, 137.9,
143.4, 148.2 ppm; HRMS (ESI) m/z calcd for C31H3:N,0,SNa‘[M + Na]* 519.2077,
found 519.2078.

(E)-4-Methyl-N-(2-(3-(4-(methyl(naphthalen-1-ylmethyl)amino)phenyl)prop-1-

en-1-yl)phenyl)benzenesulfonamide (3r).
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The title compound was purified by column chromatography (240 mg, 74%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 141.1-143.1 °C; '"H NMR (400 MHz, DMSO-
ds) 0 9.65 (s, 1H), 8.11-8.05 (m, 1H), 7.99-7.93 (m, 1H), 7.84-7.79 (m, 1H), 7.60-7.53
(m, 2H), 7.52—7.48 (m, 2H), 7.48-7.45 (m, 1H), 7.43-7.38 (m, 1H), 7.30-7.26 (m, 2H),
7.19-7.16 (m, 1H), 7.15-7.10 (m, 2H), 7.01-6.98 (m, 1H), 6.98-6.95 (m, 2H), 6.70—
6.64 (m, 2H), 6.49 (d, J = 15.7 Hz, 1H), 6.12 (dt, J=15.1, 7.1 Hz, 1H), 4.99 (s, 2H),
3.22 (d, J = 7.1 Hz, 2H), 3.03 (s, 3H), 2.27 (s, 3H) ppm; *C{'H} NMR (100 MHz,
DMSO-ds) ¢ 21.4, 38.6, 39.0, 54.0, 112.5, 123.6, 124.1, 125.6, 126.0, 126.1, 126.3,
126.6,127.2,127.3,127.5,127.6, 127.8, 128.1, 129.1, 129.6, 130.0, 131.4, 131.7, 133.6,
134.0, 134.1, 134.5, 138.0, 143.4, 148.2 ppm; HRMS (ESI) m/z calcd for
C34H3:N202SNa’[M + Na]" 555.2077, found 555.2078.

(E)-4-Methyl-N-(2-(3-(4-(methyl(naphthalen-2-ylmethyl)amino)phenyl)prop-1-
en-1-yl)phenyl)benzenesulfonamide (3s).

.
N I

NH N
‘

The title compound was purified by column chromatography (266 mg, 82%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 135.0-137.0 °C; '"H NMR (400 MHz, DMSO-
ds) 0 9.65 (s, 1H), 7.89-7.83 (m, 2H), 7.83—7.79 (m, 1H), 7.72-7.67 (m, 1H), 7.53—7.49
(m, 2H), 7.49-7.43 (m, 3H), 7.41-7.35 (m, 1H), 7.31-7.24 (m, 2H), 7.15-7.09 (m, 2H),
7.02-6.98 (m, 1H), 6.98-6.93 (m, 2H), 6.75-6.69 (m, 2H), 6.49 (d, J= 15.6 Hz, 1H),
6.10 (dt,J=15.1, 7.1 Hz, 1H), 4.68 (s, 2H), 3.21 (d, J=7.1 Hz, 2H), 3.04 (s, 3H), 2.27
(s, 3H) ppm; 3C {'H} NMR (100 MHz, DMSO-ds) 6 21.4, 38.6, 39.3, 56.4, 112.9,
125.4,125.6,126.0, 126.0, 126.1, 126.6, 127.2, 127.3,127.6, 127.8, 128.0, 128.0, 128.2,

S14



128.6,129.6, 130.0, 131.7, 132.7, 133.5, 133.6, 134.5, 137.5, 138.0, 143.4, 148.2 ppm,;
HRMS (ESI) m/z caled for C34H33N20.S'[M + H]" 533.2257, found 533.2260.

(E)-N-(2-(3-(4-(Dimethylamino)-3-methylphenyl)prop-1-en-1-yl)phenyl)-4-
methylbenzenesulfonamide (3t).

.
|S I

NH N
PUVe
The title compound was purified by column chromatography (128 mg, 50%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 139.9-141.9 °C; '"H NMR (400 MHz, DMSO-
ds) 09.65 (s, 1H), 7.52 (d, J=8.2 Hz, 2H), 7.50-7.46 (m, 1H), 7.30 (d, J = 8.0 Hz, 2H),
7.17-7.08 (m, 2H), 7.02—6.89 (m, 4H), 6.53 (d, /= 15.8 Hz, 1H), 6.14 (dt, J=15.7, 7.1
Hz, 1H), 3.26 (d, J= 7.1 Hz, 2H), 2.59 (s, 6H), 2.32 (s, 3H), 2.24 (s, 3H) ppm; °C {!H}
NMR (100 MHz, DMSO-ds) 6 18.5,21.5, 38.9,44.5, 118.8, 126.0, 126.2, 126.9, 127.2,
127.3,127.9,128.1,130.0, 131.2, 131.5, 131.9, 133.6, 134.1, 134.5, 137.9, 143.4, 151.1
ppm; HRMS (ESI) m/z caled for C2sHasN202SNa[M + Na] " 443.1764, found 443.1763.

(E)-N-(2-(3-(3-Bromo-4-(pyrrolidin-1-yl)phenyl)prop-1-en-1-yl)phenyl)-4-

methylbenzenesulfonamide (3u).

o D

The title compound was purified by column chromatography (200 mg, 64%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 136.9-138.9 °C; 'H NMR (400 MHz, DMSO-
ds) 0 9.66 (s, 1H), 7.54-7.46 (m, 3H), 7.36—7.33 (m, 1H), 7.32-7.27 (m, 2H), 7.17-7.10
(m, 2H), 7.08-7.04 (m, 1H), 7.02-6.98 (m, 1H), 6.97-6.93 (m, 1H), 6.51 (d, J=15.7
Hz, 1H), 6.13 (dt, J = 15.6, 7.1 Hz, 1H), 3.27 (d, J = 7.0 Hz, 2H), 3.25-3.20 (m, 4H),
2.32 (s, 3H), 1.91-1.79 (m, 4H) ppm; *C {'H} NMR (100 MHz, DMSO-ds) 6 20.9,
24.5, 37.6, 50.8, 113.5, 118.4, 125.6, 125.8, 126.7, 126.8, 127.5, 127.6, 128.2, 129.5,
130.1, 133.1, 133.4, 133.7, 137.3, 142.9, 146.5 ppm; HRMS (ESI) m/z calcd for
C26H27BrN202SNa'[M + Na]" 533.0869, found 533.0867.
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(E)-N-(2-(3-(4-(Dimethylamino)-2-methylphenyl)prop-1-en-1-yl)phenyl)-4-
methylbenzenesulfonamide (3v).

T
N I

NH N
The title compound was purified by column chromatography (139 mg, 54%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 132.3-134.3 °C; 'H NMR (400 MHz, DMSO-
ds) 09.62 (s, 1H), 7.50 (d, /= 7.8 Hz, 2H), 7.48-7.43 (m, 1H), 7.30 (d, /= 7.8 Hz, 2H),
7.15-7.08 (m, 2H), 6.98—6.93 (m, 1H), 6.93-6.89 (m, 1H), 6.57-6.49 (m, 3H), 6.07 (dt,
J=15.0,6.9 Hz, 1H), 3.23 (d, /= 6.9 Hz, 2H), 2.84 (s, 6H), 2.34 (s, 3H), 2.21 (s, 3H)
ppm; C {"H} NMR (100 MHz, DMSO-ds) 6 20.2, 21.5,36.3,40.9, 111.0, 115.0, 125.6,
126.2,126.3,127.2,127.3,127.8, 128.1, 130.0, 131.3, 133.5, 134.8, 136.6, 138.0, 143 .4,
149.7 ppm; HRMS (ESI) m/z calcd for C2sHasN20,SNa'[M + Na]" 443.1764, found
443.1764.

(E)-N-(2-(3-(4-(Dimethylamino)-2-methoxyphenyl)prop-1-en-1-yl)phenyl)-4-

methylbenzenesulfonamide (3w).

The title compound was purified by column chromatography (173 mg, 65%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 112.8-114.8 °C; 'H NMR (400 MHz, DMSO-
ds) 0 9.61 (s, 1H), 7.51 (d, J = 8.0 Hz, 2H), 7.46-7.40 (m, 1H), 7.33-7.26 (m, 2H),
7.16-7.07 (m, 2H), 6.99-6.92 (m, 1H), 6.85 (d, /= 8.3 Hz, 1H), 6.52 (d, J = 15.6 Hz,
1H), 6.35-6.29 (m, 1H), 6.28-6.22 (m, 1H), 6.08 (dt, J = 15.7, 7.1 Hz, 1H), 3.79 (s,
3H), 3.20 (d,J= 6.9 Hz, 2H), 2.87 (s, 6H), 2.33 (s, 3H) ppm; '*C {'H} NMR (100 MHz,
DMSO-ds) 021.5,32.9,41.0,55.7,96.9,105.1, 116.1, 125.6, 126.1, 127.2,127.3, 127.7,
128.0, 130.0, 130.2, 131.4, 133.5, 134.8, 138.0, 143.4, 151.1, 157.9 ppm; HRMS (ESI)
m/z caled for C2sHasN>O3SNa'[M + Na]* 459.1713, found 459.1712.

(E)-N-(2-(3-(2-Bromo-4-(dimethylamino)phenyl)prop-1-en-1-yl)phenyl)-4-
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methylbenzenesulfonamide (3x).

ESH Br. IL\

The title compound was purified by column chromatography (225 mg, 76%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 134.4-136.4 °C; '"H NMR (400 MHz, DMSO-
ds) 0 9.64 (s, 1H), 7.50 (d, 2H), 7.47-7.43 (m, 1H), 7.30 (d, 2H), 7.17-7.11 (m, 2H),
7.08-7.03 (m, 1H), 7.01-6.98 (m, 1H), 6.89-6.86 (m, 1H), 6.74—6.68 (m, 1H), 6.55 (d,
J=15.7 Hz, 1H), 6.07 (dt, J=15.6, 7.0 Hz, 1H), 3.33 (d, /= 6.6 Hz, 2H), 2.87 (s, 6H),
2.33 (s, 3H) ppm; °C {'H} NMR (100 MHz, DMSO-ds) § 21.5, 38.5, 40.6, 112.7, 115.9,
124.9,126.1,126.2,126.6,127.2,127.3,128.0, 128.1, 129.9, 130.0, 131.2, 133.6, 134.5,
137.9, 143.4, 150.6 ppm; HRMS (ESI) m/z calcd for C24H2sBrN2O>SNa‘'[M + Na]*
507.0712, found 507.0715.

(E)-N-(2-(3-(4-(Diethylamino)-2-methylphenyl)prop-1-en-1-yl)phenyl)-4-

methylbenzenesulfonamide (3y).

b
1

The title compound was purified by column chromatography (213 mg, 78%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 143.5-145.5 °C; '"H NMR (400 MHz, DMSO-
ds) 0 9.62 (s, 1H), 7.51 (d, 2H), 7.48-7.44 (m, 1H), 7.30 (d, 2H), 7.15-7.08 (m, 2H),
7.00-6.92 (m, 1H), 6.90—6.85 (m, 1H), 6.55-6.49 (m, 1H), 6.49-6.42 (m, 2H), 6.07 (dt,
J=15.2,7.1 Hz, 1H), 3.28 (q, J = 7.2 Hz, 4H), 3.21 (d, J = 7.0 Hz, 2H), 2.33 (s, 3H),
2.19 (s, 3H), 1.06 (t, J = 7.1 Hz, 6H) ppm; *C {'H} NMR (100 MHz, DMSO-ds) 6
13.0, 20.3, 21.5, 36.3, 44.1, 110.2, 114.2, 125.1, 125.5, 126.2, 127.2, 127.3, 127.7,
128.1,130.0, 130.3, 131.4, 133.5, 134.8, 136.8, 138.0, 143.4, 146.5 ppm; HRMS (ESI)
m/z calcd for C27H32N202SNa’[M + Na]*™ 471.2077, found 471.2075.

(E)-N-(2-(3-(4-(Dimethylamino)naphthalen-1-yl)prop-1-en-1-yl)phenyl)-4-
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methylbenzenesulfonamide (3z).

The title compound was purified by column chromatography (148 mg, 53%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 151.5-153.5 °C; 'H NMR (400 MHz, DMSO-
ds) 09.67 (s, 1H), 8.25-8.17 (m, 1H), 8.10-8.03 (m, 1H), 7.58-7.47 (m, 4H), 7.46-7.42
(m, 1H), 7.29-7.23 (m, 3H), 7.15-7.06 (m, 3H), 7.02—6.95 (m, 1H), 6.71 (d, J=15.7
Hz, 1H), 6.24 (dt, J=15.1, 6.9 Hz, 1H), 3.74 (d, J = 6.9 Hz, 2H), 2.80 (s, 6H), 2.28 (s,
3H) ppm; *C {'"H} NMR (100 MHz, DMSO-ds) 6 21.5, 36.4, 45.5, 124.8, 124.9, 125 4,
126.2,126.4,126.6,126.7,127.2,127.3,127.9, 128.0, 129.0, 130.0, 130.9, 131.0, 133.1,
133.6, 134.4,137.9, 143.4, 149.9 ppm; HRMS (ESI) m/z calcd for C23H2sN>0>SNa'[M
+ Na]" 479.1764, found 479.1764.

(E)-4-Methyl-N-(2-methyl-6-(3-(4-(pyrrolidin-1-yl)phenyl)prop-1-en-1-

yD)phenyl)benzenesulfonamide (3ba).

ESH NO

The title compound was purified by column chromatography (223 mg, 82%, petroleum
ether/EtOAc = 5:1 v/v). Pale brown solid, mp 170.8-172.8°C; '"H NMR (400 MHz,
DMSO-ds) 6 9.52 (s, 1H), 7.54-7.47 (m, 2H), 7.31 (d, J = 7.9 Hz, 2H), 7.27 (s, 1H),
6.95 (d, J= 8.2 Hz, 2H), 6.92 (d, J = 8.0 Hz, 1H), 6.84 (d, /= 8.1 Hz, 1H), 6.51-6.40
(m, 3H), 6.09 (dt, J=15.1, 7.1 Hz, 1H), 3.24-3.14 (m, 6H), 2.34 (s, 3H), 2.21 (s, 3H),
1.99-1.88 (m, 4H) ppm; *C {!H} NMR (100 MHz, DMSO-ds) 6 21.1, 21.5,25.4, 38.7,
479,112.3,125.5,126.4, 126.7,127.2, 128.4, 128.5, 129.5, 130.0, 131.0, 131.6, 134.5,
136.6, 138.0, 143.3, 146.8 ppm; HRMS (ESI) m/z calcd for C27H30N202SNa'[M + Na]"
469.1920, found 469.1921.

(E)-N-(2-(3-(4-(Dimethylamino)phenyl)prop-1-en-1-yl)-6-methylphenyl)-4-
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methylbenzenesulfonamide (3be).

b

The title compound was purified by column chromatography (156 mg, 61%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 184.8-186.8 °C; 'H NMR (400 MHz, DMSO-
ds) 0 9.52 (s, 1H), 7.53-7.46 (m, 2H), 7.34-7.25 (m, 3H), 7.02—6.95 (m, 2H), 6.92 (d,
J=28.2Hz, 1H), 6.84 (d, /= 8.2 Hz, 1H), 6.71-6.63 (m, 2H), 6.45 (d, /= 15.6 Hz, 1H),
6.09 (dt,J=14.9, 7.1 Hz, 1H), 3.21 (d, /= 7.0 Hz, 2H), 2.85 (s, 6H), 2.34 (s, 3H), 2.21
(s, 3H) ppm; *C {H} NMR (100 MHz, DMSO-djs) 6 21.0, 21.5, 38.6, 40.9, 113.2,
125.6,126.4,127.2,127.9,128.4,128.5,129.4, 130.0, 131.0, 131.4, 134.5, 136.6, 138.0,
143.3, 149.6 ppm; HRMS (ESI) m/z calcd for C2sH23N202SNa'[M + Na]" 443.1764,
found 443.1765.

(E)-N-(2-(3-(4-(Diethylamino)phenyl)prop-1-en-1-yl)-6-methylphenyl)-4-

methylbenzenesulfonamide (3bf).

R

1
The title compound was purified by column chromatography (203 mg, 74%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 132.3-134.3 °C; '"H NMR (400 MHz, DMSO-
ds) 0 9.53 (s, 1H), 7.51 (d, J= 7.9 Hz, 2H), 7.30 (d, /= 8.2 Hz, 2H), 7.28 (s, 1H), 6.98—
6.89 (m, 3H), 6.89—6.82 (m, 1H), 6.63—6.56 (m, 2H), 6.45 (d, J = 15.6 Hz, 1H), 6.09
(dt,J=15.1, 7.1 Hz, 1H), 3.29 (q, J = 7.1 Hz, 4H), 3.19 (d, J= 7.1 Hz, 2H), 2.33 (s,
3H), 2.21 (s, 3H), 1.06 (t, J = 6.9 Hz, 6H) ppm; '*C {'H} NMR (100 MHz, DMSO-ds)
0129, 21.0, 21.5, 38.6, 44.2, 112.4, 125.5, 126.4, 126.6, 127.2, 128.4, 128.5, 129.7,
130.0, 131.0, 131.5, 134.5, 136.6, 138.0, 143.3, 146.4 ppm; HRMS (ESI) m/z calcd for
C27H3:N202SNa‘[M + Na]* 471.2077, found 471.2077.

(E)-N-(2-(3-(4-(Benzyl(methyl)amino)phenyl)prop-1-en-1-yl)-6-methylphenyl)-4-
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methylbenzenesulfonamide (3bk).
!
é

The title compound was purified by column chromatography (203 mg, 67%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 136.1-138.1 °C; '"H NMR (400 MHz, DMSO-
ds) 09.52 (s, 1H), 7.53-7.46 (m, 2H), 7.32-7.26 (m, 5H), 7.24-7.16 (m, 3H), 6.97-6.89
(m, 3H), 6.85 (d, J = 8.4 Hz, 1H), 6.70-6.63 (m, 2H), 6.43 (d, J = 15.7 Hz, 1H), 6.09
(dt,J=15.0, 7.1 Hz, 1H), 4.53 (s, 2H), 3.19 (d, /= 7.1 Hz, 2H), 2.97 (s, 3H), 2.30 (s,
3H), 2.20 (s, 3H) ppm; *C {!H} NMR (100 MHz, DMSO-ds) 6 21.0, 21.5, 38.6, 39.2,
56.0,112.8,125.6,126.4,127.1,127.2, 127.3, 127.5, 128.4, 128.5, 128.9, 129.5, 130.0,

131.0, 131.4, 134.4, 136.6, 138.0, 139.7, 143.3, 148.1 ppm; HRMS (ESI) m/z calcd for
C31H32N202SNa'[M + Na]* 519.2077, found 519.2080.

(E)-N-(2-(3-(4-(Dimethylamino)phenyl)prop-1-en-1-yl)-4-methoxyphenyl)-4-

methylbenzenesulfonamide (3ce).

L
\o

The title compound was purified by column chromatography (173 mg, 65%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 148.6-150.6 °C; '"H NMR (400 MHz, DMSO-
ds) 09.43 (s, 1H), 7.52-7.47 (m, 2H), 7.34-7.29 (m, 2H), 7.01-6.95 (m, 3H), 6.87-6.81
(m, 1H), 6.74-6.64 (m, 3H), 6.43 (d, /= 15.7 Hz, 1H), 6.17 (dt, J=15.1, 7.1 Hz, 1H),
3.70 (s, 3H), 3.21 (d, J = 7.0 Hz, 2H), 2.85 (s, 6H), 2.34 (s, 3H) ppm; *C {'H} NMR
(100 MHz, DMSO-ds) 6 21.5, 38.6,40.9, 55.7,109.9, 113.2, 114.1, 125.7,126.4, 127.3,
127.8,129.5,130.0, 130.4, 131.8, 136.5, 138.0, 143.3, 149.6, 158.5 ppm; HRMS (ESI)
m/z caled for C2sHasN>O3SNa'[M + Na]* 459.1713, found 459.1713.

(E)-N-(2-(3-(4-(Diethylamino)phenyl)prop-1-en-1-yl)-4-methoxyphenyl)-4-

methylbenzenesulfonamide (3cf).
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The title compound was purified by column chromatography (232 mg, 82%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 107.9-109.9 °C; '"H NMR (400 MHz, DMSO-
ds) 09.44 (s, 1H), 7.53-7.46 (m, 2H), 7.34-7.28 (m, 2H), 7.00-6.91 (m, 3H), 6.88—6.81
(m, 1H), 6.74-6.66 (m, 1H), 6.63—6.56 (m, 2H), 6.42 (d, /= 15.6 Hz, 1H), 6.17 (dt, J
=15.0, 7.0 Hz, 1H), 3.70 (s, 3H), 3.34-3.24 (m, 4H), 3.19 (d, /= 7.0 Hz, 2H), 2.33 (s,
3H), 1.10-1.01 (m, 6H) ppm; *C {'H} NMR (100 MHz, DMSO-ds) § 12.9, 21.5, 38.6,
44.2,55.7,109.9, 112.4, 114.1, 125.5, 126.4, 126.5, 127.3, 129.8, 130.0, 130.4, 131.9,
136.4,137.9, 143.3, 146.4, 158.5 ppm; HRMS (ESI) m/z calcd for C27H3:N>,03SNa'[M
+ Na]" 487.2026, found 487.2030.

(E)-N-(2-(3-(4-(Diethylamino)phenyl)prop-1-en-1-yl)-4-methoxyphenyl)-4-

methylbenzenesulfonamide (3ck).

Ts

| l

NH N
\o g)
The title compound was purified by column chromatography (231 mg, 72%, petroleum
ether/EtOAc = 5:1 v/v). White solid, mp 113.4-115.4 °C; 'H NMR (400 MHz, DMSO-
ds) 09.43 (s, 1H), 7.52-7.45 (m, 2H), 7.32—-7.27 (m, 4H), 7.25-7.16 (m, 3H), 7.00-6.91
(m, 3H), 6.88-6.81 (m, 1H), 6.74-6.62 (m, 3H), 6.41 (d, J=15.7 Hz, 1H), 6.17 (dt, J
=15.1, 7.1 Hz, 1H), 4.53 (s, 2H), 3.70 (s, 3H), 3.19 (d, J = 7.0 Hz, 2H), 2.97 (s, 3H),
2.30 (s, 3H) ppm; *C {'H} NMR (100 MHz, DMSO-ds) 6 21.5, 38.6, 39.2, 55.7, 56.0,
109.9, 112.8,114.1, 125.7,126.4, 127.1, 127.3, 127.3, 127.4, 128.9, 129.6, 130.0, 130.4,

131.7, 136.4, 138.0, 139.7, 143.2, 148.1, 158.5 ppm; HRMS (ESI) m/z caled for
C32H34N203SNa'[M + Na]" 549.2182, found 549.2183.
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4. X-Ray Structure for compounds

(1) ORTEP drawing of the X-ray crystallographic structure of compound 3a (40%
probability ellipsoids)

The single crystal of compound 3a was prepared from its solution in petrol ether/ ethyl
acetate (2:1) by slow evaporation of the solvent (Table 1). Crystal structure information

has been deposited at the Cambridge Crystallographic Data Centre, CCDC: 2503683.

Table 1. Crystal data and structure refinement for 3a
dentification code 3a

Empirical formula C26H2sN202S

S22



Formula weight 432.56
Temperature/K 170.00

Crystal system triclinic

Space group P-1

a/A 9.0572(2)

b/A 10.2952(2)

c/A 12.7767(2)

o/° 103.5580(10)

pB/° 103.1660(10)

v/° 91.4260(10)
Volume/A3 1123.87(4)

Z 2

Pealcg/cm’ 1.278

w/mm’! 0.986

F(000) 460.0

Crystal size/mm? 0.17 x 0.11 x 0.08
Radiation GaKa (A =1.34139)
20 range for data collection/° 8.714 to 109.97
Index ranges -11<h<11,-12<k<12,-15<1<15
Reflections collected 25793

Independent reflections 4219 [Rint = 0.0375, Rsigma = 0.0259]
Data/restraints/parameters 4219/0/281
Goodness-of-fit on F? 1.064

Final R indexes [[>=2c (I)] R1=10.0359, wR> = 0.0961

Final R indexes [all data] R1=10.0371, wR> = 0.0969

Largest diff. peak/hole / e A 0.45/-0.39

For detailed crystallographic data, please refer to the Cambridge Crystallographic Data

S23



Centre at http://ccdc.cam.ac.uk.

(2) ORTEP drawing of the X-ray crystallographic structure of compound 3cf (40%

probability ellipsoids)

The single crystal of compound 3¢f was prepared from its solution in petrol ether/ ethyl

acetate (2:1) by slow evaporation of the solvent (Table 2). Crystal structure information

has been deposited at the Cambridge Crystallographic Data Centre, CCDC: 2503680.

i D
oYL h

Table 2. Crystal data and structure refinement for 3cf

Identification code
Empirical formula
Formula weight
Temperature/K
Crystal system
Space group

a/A

b/A

c/A

(e]

o/

p/°
y/°
Volume/A3

V4

3cf
C27H32N2038
464.60
170.00
triclinic

P-1
12.2265(5)
15.2362(7)
21.6873(10)
99.087(2)
95.790(2)
107.587(2)
3755.2(3)

6
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Pealeg/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 F?
Final R indexes [[>=2c (1)]
Final R indexes [all data]

Largest diff. peak/hole / ¢ A

1.233
0.927

1488.0

0.15 x 0.12 x 0.05

GaKa (L = 1.34139)

5.402 to 110.264
14<h<14,-18<k<18,-25<1<26
63335

14257 [Rin = 0.0766, Ryigma = 0.0601]
14257/609/1050

1.032

R, =0.0704, wR; = 0.1903

R, =0.1140, wR, = 0.2238

0.61/-0.68

For detailed crystallographic data, please refer to the Cambridge Crystallographic Data

Centre at http://ccdc.cam.ac.uk.

5. Copies of NMR Reports of New Compounds
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NMR spectra of compound 3a


I6t'1
906" 1
0cs’l
(A3
6LS 1~—
€651
LO9'1
129°1
SE9'1

0€€C—

LSO'E
1L0°€

¥80°€~
veve-T
zm.m\

880°9
901°9
9T19~\

SY19-7
€919
184°9~_
0259~
9989
S@V
196'9
1,69
1869
6869
669
110°L
€0T'L
SIT'L
1L

Qlil'L

M NS.J
8€T'L

S QD.L
m.wmm.s
£81L]
SovL]
N2
0 98p'L-
© 105"
oSt
Q

20596—

NMR

F00C
N Fooyp

("H NMR, 400MHz, DMSO-ti,)

M E00¢

oot
00T

oot
001

00T
F00¢
F007C
H\.oo.m
00T
00'C

J Foot

0.
$28

T
1.0 0.5 0.0

1.5

2.0

2.5

3.0

3.5

4.0

4.5

5.0

55

f1 (ppm)


NMR spectra of compound 3b


66V 1C—
8TV YT~
€08'SC—

8L9°8E—

86106 —

TH9911
€8L°ST1
L11°9T1
Y8I°LTI
69T LT1
€98°LT1

O E€EI8Tl

™M Ty 6T1

© So.oﬁv

S mmm.oﬁ\

(@) .
geovielr
£8€9 mﬂ\
O 8st¥El
o SS6'LEI

ao
N
@
&
3

|

SIL0ST—

NMR spectr

("*C MMR, 100 MHz, DMS O- )

] 1MMIL l

T T T T T
140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)

T
150

S29


NMR spectra of compound 3b
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NMR spectra of compound 3c
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NMR spectra of compound 3c
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NMR spectra of compound 3d
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NMR spectra of compound 3e
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NMR spectra of compound 3e
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NMR spectra of compound 3f
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NMR spectra of compound 3f
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NMR spectra of compound 3g
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NMR spectra of compound 3g
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NMR spectra of compound 3h
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NMR spectra of compound 3h
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NMR spectra of compound 3i
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NMR spectra of compound 3i
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NMR spectra of compound 3j
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NMR spectra of compound 3j
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NMR spectra of compound 3k
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NMR spectra of compound 3k
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NMR spectra of compound 3r


ELTT—

LEO'E~
90T €~
veTe

owo.j
L9079+
$80°91
G019
1A%
[14%°5
99t°91
S0S°91
60L'91
V1L9
0€L791
8¥6'9
6969
086'9
686’9
$66'9
00°L
€1o0’L
€60°L
€01'L
ITrL
8IT°L
9CI'L
9€l'L

L9T'L
LSTL
89¢°L
€LEL
06€°L
P6EL
LTH'L
TErL
L
6hb'L
LSHL
N 99p'L
SILbL
S esvL;
Os6vL
m.m_mi
St69L
o mow.g
GLISL
© 978
B Lp8L

D 658°L
>19811
o €18°L]

= 0596
Z

("H NMR, 400 MHz, DM S0-tf,)

E00¢

00'¢
Fo007C

Fo0C

Foo1

00T
00°C

00'C
KOE
00'C
00'C
m\oﬁ:
00°€
00°C
001

00C

00T

60 55 50 45 40 35 30 25 20 15 1.0 05 00 -0
S63

6.5

7.0

9.5 9.0 8.5 8.0 7.5

10.0

f1 (ppm)


NMR spectra of compound 3s
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NMR spectra of compound 3t
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NMR spectra of compound 3u
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NMR spectra of compound 3ba


¢SO IC—
mom.ﬁm.\.
80¥'ST—

6€L°8E—

Vo' Ly —

09CCIT—

VLY STl
£6€°9C1
§s9°9¢l
LTT LTI

© 08¢°8CI

0 608°8CI

oM m_m.ow_wn

ToLe6tl
5 WS.E\
ooMfQ\

(13C NMR, 100 MHz, DMS O-tf)

T T T T T
140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)

T
150

S80


NMR spectra of compound 3ba


90T C—

SeET—

8V8C—

SOT €~
ccTe

U

(H NMR, 400 MHz, DMSO-cfs)

=00'¢
E00¢
009

oot

Fo01
00T
00T
H\oﬁ:
001
00T

00¢
00T

o001

9.5

0.5 00 -0
S81

1.0

1.5

4.0 3.5 3.0 2.5 2.0

5.0 4.5
f1 (ppm)

5.5

6.0

6.5

7.0

7.5

8.0

8.5

9.0


NMR spectra of compound 3be
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NMR spectra of compound 3be
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NMR spectra of compound 3bf
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NMR spectra of compound 3bk
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NMR spectra of compound 3cf
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NMR spectra of compound 3cf
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NMR spectra of compound 3ck
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