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1. Physical and Spectral Data of the Products 3.

N-Phenylcinnamamide (3a)':

Ve

White solid; Yield = 102 mg (91%); Purification by column
chromatography (ethyl acetate/hexane, v/v = 10:90); 'H NMR
(500 MHz, CDCl3): 6 8.64 (brs, 1H), 7.75 (d, J = 16.0 Hz, 2H),
7.70 (s, 1H), 7.38 (d, J="7.5 Hz, 2H), 7.30-7.23 (m, 5H), 7.09 (t,
J=17.5Hz, 1H), 6.74 (d, J= 16.0 Hz, 1H); *C{'H} NMR (126
MHz, CDCls): 6 164.9, 142.2, 138.3, 134.7, 129.9, 129.1, 128.8,
128.0, 124.5, 121.3, 120.5.

(E)-N-Phenyl-3-(p-tolyl)acrylamide (3b)':

JuRy.

White solid; Yield = 108 mg (91%); Purification by column
chromatography (ethyl acetate/hexane, v/v = 10:90); 'H NMR
(500 MHz, CDCl3): 6 7.78 (brs, 1H), 7.74 (d, J = 15.0 Hz, 1H),
7.65 (d, J=6.0 Hz, 2H), 7.38 (d, /= 8.0 Hz, 2H), 7.33 (t, /= 8.0
Hz, 2H), 7.15-7.10 (m, 3H), 6.58 (d, J = 15.0 Hz, 1H), 2.36 (s,
3H); BC{'H} NMR (126 MHz, CDCl3): § 164.5, 142.5, 140.4,
138.3, 132.0, 129.7, 129.2, 128.1, 124.5, 120.2, 120.0, 21.6.

(E)-3-(4-Methoxyphenyl)-N-phenylacrylamide (3¢)’:

White solid; Yield = 117 mg (92%); Purification by column
chromatography (ethyl acetate/hexane, v/v = 15:85); 'H NMR
(500 MHz, CDCI): 6 7.77 (brs, 1H), 7.70 (d, /= 16.0 Hz, 1H),
7.62 (brs, 2H), 7.41 (d, J= 8.5 Hz, 2H), 7.31 (t,J= 7.5 Hz, 2H),
7.10 (t, J = 7.0 Hz, 1H), 6.85 (d, J = 8.5 Hz, 2H), 6.47 (d, J =
15.5 Hz, 1H), 3.80 (s, 3H); *C{'H} NMR (126 MHz, CDCl5): 6
164.8, 161.2, 142.2, 138.3, 129.7, 129.2, 127.5, 124.5, 120.2,
118.5,114.4, 55.5.

(E)-3-([1,1'-Biphenyl]-4-yl)-N-phenylacrylamide (3d)':

Light yellow solid; Yield = 112 mg (75%); Purification by
column chromatography (ethyl acetate/hexane, v/v = 10:90); 'H
NMR (500 MHz, CDCl3): 0 7.82 (d, J=15.5 Hz, 1H), 7.64-7.60
(m, 8H), 7.46 (t, J=7.5 Hz, 2H), 7.42 (brs, 1H), 7.39 (q, J=7.5
Hz, 3H), 7.14 (t, J = 7.5 Hz, 1H), 6.61 (d, J = 16.0 Hz, 1H);
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BC{'H} NMR (126 MHz, CDCl3): 5 164.1, 142.9, 142.2, 140.3,
138.2, 133.7, 129.2, 129.0, 128.6, 128.0, 127.7, 127.2, 124.6,
120.8, 120.1.

(E)-3-(4-Fluorophenyl)-N-phenylacrylamide (3e)*:

PR ¥

White solid; Yield = 105 mg (87%); Purification by column
chromatography (ethyl acetate/hexane, v/v = 10:90); 'H NMR
(500 MHz, CDCl3): 6 7.71 (d, J=15.5 Hz, 2H), 7.63 (d, /= 8.0
Hz, 2H), 7.46-7.43 (m, 2H), 7.33 (t,J = 8.0 Hz, 2H), 7.13 (t,J =
7.5 Hz, 1H), 7.03 (t, J = 8.5 Hz, 2H), 6.52 (d, J = 15.0 Hz, 1H);
BC{'H} NMR (126 MHz, CDCl3): § 164.9, 164.2 (d, J = 165.3
Hz), 141.2, 138.3, 131.2 (d, /= 2.9 Hz), 129.9 (d, J = 8.3 Hz),
129.2,124.7,120.9, 120.5,116.2 (d, J=21.9 Hz); ’F NMR (471
MHz, CDCI3): 6 —110.2.

(E)-3-(4-Chlorophenyl)-N-phenylacrylamide (3f)*:

peN e

Light yellow solid; Yield = 114 mg (88%); Purification by
column chromatography (ethyl acetate/hexane, v/v = 10:90); 'H
NMR (500 MHz, CDCls): 6 7.82 (brs, 1H), 7.69 (d, J = 15.5 Hz,
1H), 7.64 (d, J= 6.0 Hz, 2H), 7.38-7.29 (m, 6H), 7.13 (t,J="7.0
Hz, 1H), 6.58 (d, J = 16.0 Hz, 1H); *C{'H} NMR (151 MHz,
CDCl3): 0 163.9,141.2,138.1, 136.0, 133.2, 130.2, 129.3, 129.2,
124.7, 121.6, 120.2.

(E)-3-(4-Bromophenyl)-N-phenylacrylamide (3g)':

(o]

o
Br

N
H

2

White solid; Yield = 129 mg (85%); Purification by column
chromatography (ethyl acetate/hexane, v/v = 10:90); 'H NMR
(500 MHz, CDCls): 0 7.68 (d, J=16.0 Hz, 1H), 7.61 (d, J="7.0
Hz, 2H), 7.55 (brs, 1H), 7.50 (d, J = 7.5 Hz, 2H), 7.35-7.34 (m,
4H), 7.13 (t,J= 7.0 Hz, 1H), 6.56 (d, J= 15.0 Hz, 1H); *C{'H}
NMR (151 MHz, CDCI3): ¢ 163.8, 141.3, 138.0, 133.7, 132.3,
129.5,129.3,124.7, 124.3, 121.6, 120.1.
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(E)-3-(3,4-Dichlorophenyl)-V-phenylacrylamide (3h):

Light brown solid; Yield = 126 mg (86%); Purification by
column chromatography (ethyl acetate/hexane, v/v = 10:90); 'H
NMR (500 MHz, CDCl3): 6 7.84 (brs, 1H), 7.63 (s, 1H), 7.62 (d,
J=16.0 Hz, 2H), 7.52 (s, 1H), 7.40 (d, J= 8.5 Hz, 1H), 7.33 (t,
J=28.0 Hz, 2H), 7.26 (d, J = 7.0 Hz, 1H), 7.13 (t, J = 7.0 Hz,
1H), 6.58 (d, J = 15.0 Hz, 1H); *C{'H} NMR (126 MHz,
CDCl3): 6 163.6, 139.9, 138.1, 135.1, 134.1, 133.5, 131.1, 129.6,
129.3, 127.2, 125.0, 123.1, 120.6. HRMS (ESI-TOF) m/z: [M +
H]" caled for CisHi2C1.NO™ 292.0290; found 292.0288.

(E)-3-(3-Methoxyphenyl)-NV-phenylacrylamide (3i):

L3
o

OMe

Colorless liquid; Yield = 107 mg (84%); Purification by column
chromatography (ethyl acetate/hexane, v/v = 15:85); 'H NMR
(500 MHz, CDCIl3): 6 7.86 (brs, 1H), 7.72 (d, J = 15.5 Hz, 1H),
7.65 (d, J= 6.5 Hz, 2H), 7.32 (t, J = 8.0 Hz, 2H), 7.25 (t, J = 8.0
Hz, 1H), 7.12 (t, J= 7.5 Hz, 1H), 7.08 (d, J = 7.5 Hz, 1H), 6.99
(s, 1H), 6.91 (dd, J=2.0 Hz, J’= 2.0 Hz, 1H), 6.61 (d, J=15.5
Hz, 1H), 3.78 (s, 3H); *C{'H} NMR (126 MHz, CDCls): ¢
164.3, 160.0, 142.4, 138.2, 136.1, 130.0, 129.2, 124.6, 121.4,
120.6, 120.2, 115.9, 113.2, 55.4. HRMS (ESI-TOF) m/z: [M +
HJ" calcd for C16H16NO>" 254.1176; found 254.1171.

(E)-N-Phenyl-3-(3-(trifluoromethyl)phenyl)acrylamide (3j):

o /©
@M“
H
CF3

Yellow solid; Yield = 115 mg (79%); Purification by column
chromatography (ethyl acetate/hexane, v/v = 10:90); 'H NMR
(500 MHz, CDCI3): 6 8.03 (brs, 1H), 7.76 (d, J = 15.5 Hz, 1H),
7.70 (s, 1H), 7.67 (d, J= 7.5 Hz, 2H), 7.58 (d, J = 7.5 Hz, 2H),
7.44 (t,J=8.0 Hz, 1H), 7.33 (t, /= 8.0 Hz, 2H), 7.13 (t, J="7.5
Hz, 1H), 6.71 (d, J = 15.5 Hz, 1H); 3C{'H} NMR (126 MHz,
CDCl): 0 163.8, 140.7, 138.0, 135.5, 131.6, 131.3, 129.5, 129.2,
126.4 (d, J=2.9 Hz), 125.0, 124.8, 124.3 (d, J= 3.0 Hz), 123.0,
122.8, 120.3; 'F NMR (471 MHz, CDCls): § —62.7. HRMS
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(ESI-TOF) m/z: [M + HJ" caled for CisHi3sFsNO™ 292.0944;
found 292.0944.

(E)-N-Phenyl-3-(o-tolyl)acrylamide (3k)':

o

A

H

Light yellow solid; Yield = 103 mg (87%); Purification by
column chromatography (ethyl acetate/hexane, v/v = 10:90); 'H
NMR (600 MHz, CDCIl3): 6 8.06 (d, J=12.5 Hz, 1H), 7.96 (brs,
1H), 7.68 (d, J=5.5 Hz, 2H), 7.50 (d, /= 6.5 Hz, 1H), 7.33 (t, J
=7.0 Hz, 2H), 7.24 (t, J= 6.0 Hz, 1H), 7.18 (d, /= 6.0 Hz, 1H),
7.15-7.10 (m, 2H), 6.54 (d, J = 13.0 Hz, 1H), 2.38 (s, 3H);
BC{'H} NMR (151 MHz, CDCls): § 164.5, 140.2, 138.3, 137.9,
133.7, 130.9, 129.8, 129.2, 126.3, 126.3, 124.5, 122.1, 120.2,
19.9.

(E)-3-(2-Methoxyphenyl)-N-phenylacrylamide (31)':

2
©\/\)‘\N
H
oM

e

White solid; Yield = 115 mg (91%); Purification by column
chromatography (ethyl acetate/hexane, v/v = 15:85); 'H NMR
(500 MHz, CDCl3): 6 8.28 (brs, 1H), 8.07 (d, /= 15.5 Hz, 1H),
7.71 (d, J = 7.0 Hz, 2H), 7.42 (d, J = 7.0 Hz, 1H), 7.31 (q, J =
8.0 Hz, 3H), 7.08 (t,J="7.5 Hz, 1H), 6.85-6.83 (m, 2H), 6.82 (d,
J = 15.5 Hz, 1H), 3.77 (s, 3H); *C{'H} NMR (126 MHz,
CDCl3): 6 165.2,158.7,138.7,137.7,131.0, 129.1, 129.0, 124.3,
124.2,122.1, 120.9, 120.5, 111.6, 55.6.

(E)-3-(2-Chlorophenyl)-N-phenylacrylamide (3m):

0]

N
H

2

Yellow solid; Yield = 104 mg (81%); Purification by column
chromatography (ethyl acetate/hexane, v/v = 12:88); 'H NMR
(500 MHz, CDCls): 0 8.14 (d, J=16.0 Hz, 1H), 7.65 (d, J="7.0
Hz, 3H), 7.58 (d, /= 7.5 Hz, 1H), 7.42 (d, J = 8.0 Hz, 1H), 7.34
(t, J=8.0 Hz, 2H), 7.29 (t, J=7.0 Hz, 1H), 7.24 (t, /= 7.5 Hz,
1H), 7.13 (t,J = 7.5 Hz, 1H), 6.60 (d, J = 15.0 Hz, 1H); *C{'H}
NMR (126 MHz, CDCIs): ¢ 163.7, 138.4, 138.0, 135.1, 133.1,
130.8, 130.4, 129.2, 127.8, 127.1, 124.7, 123.9, 120.1. HRMS
(ESI-TOF) m/z: [M + H]" caled for CisHi3CINO™ 258.0680;
found 258.0676.
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(E)-N-Phenyl-3-(2-(trifluoromethyl)phenyl)acrylamide (3n):

2
©f\)(N
H
CF3

Light yellow solid; Yield = 108 mg (74%); Purification by
column chromatography (ethyl acetate/hexane, v/v = 15:85); 'H
NMR (500 MHz, CDCl3): 6 8.13 (d, J=15.0 Hz, 1H), 7.75 (brs,
1H), 7.70 (d, J=17.5 Hz, 1H), 7.64 (d, J= 6.5 Hz, 3H), 7.51 (t,J
=7.5Hz, 1H), 7.45 (t, J= 7.5 Hz, 1H), 7.33 (t, /= 7.5 Hz, 2H),
7.12(t,J=7.0 Hz, 1H), 6.56 (d,J=15.5 Hz, 1H); 3C{'H} NMR
(126 MHz, CDCl3): 6 163.4, 138.0 (d,/=17.3 Hz), 133.9, 132.1,
129.4, 129.2, 128.0, 126.4 (q, J = 4.8 Hz), 125.6, 125.2, 124.8,
124.7 (q, J = 108.9 Hz), 120.7, 120.2; ’F NMR (471 MHz,
CDCl3): 6 —58.9. HRMS (ESI-TOF) m/z: [M + H]" calcd for
Ci6H13F3NO™ 292.0944; found 292.0939.

(E)-3-(Naphthalen-1-yl)-N-phenylacrylamide (30)*:

Light yellow solid; Yield =97 mg (71%); Purification by column
chromatography (ethyl acetate/hexane, v/v = 10:90); 'H NMR
(500 MHz, CDCls): 0 8.62 (d, J=15.0 Hz, 1H), 8.24 (d, /= 8.0
Hz, 1H), 7.90-7.87 (m, 2H), 7.74 (d, J = 6.5 Hz, 1H), 7.66 (s,
2H), 7.58-7.52 (m, 3H), 7.47 (t,J= 7.0 Hz, 2H), 7.37 (t, J= 8.0
Hz, 2H), 7.15 (t, J = 7.0 Hz, 1H), 6.65 (d, J = 14.5 Hz, 1H);
BC{'H} NMR (126 MHz, CDCls): 6 164.0, 139.9, 138.2, 133.8,
132.3, 131.7, 130.4, 129.3, 128.8, 127.0, 126.4, 125.5, 124.9,
124.7, 123.8, 120.1.

(E)-3-(Furan-2-yl)-N-phenylacrylamide (3p)':

Light brown solid; Yield = 88 mg (83%); Purification by column
chromatography (ethyl acetate/hexane, v/v = 12:88); 'H NMR
(500 MHz, CDCls): ¢ 8.17 (brs, 1H), 7.64 (d, J = 7.0 Hz, 2H),
7.52 (d,J=15.0 Hz, 1H), 7.37 (s, 1H), 7.28 (t, J = 8.0 Hz, 2H),
7.09 (t, J= 7.5 Hz, 1H), 6.59 (d, J = 15.0 Hz, 1H), 6.48 (d, J =
3.0 Hz, 1H), 6.42 (d, J=4.0 Hz, 1H); *C{'H} NMR (126 MHz,
CDCl): 0 164.6, 151.3,144.3,138.3, 129.0, 128.9, 124.4, 120.3,
119.0, 114.4, 112.3.
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(E)-N-Phenyl-3-(thiophen-2-yl)acrylamide (3q)':

White solid; Yield = 100 mg (87%); Purification by column
HN @ chromatography (ethyl acetate/hexane, v/v = 12:88); 'H NMR
| A // (500 MHz, CDCI3): 6 8.06 (brs, 1H), 7.87 (d, J = 15.5 Hz, 1H),
S 7.65 (d, J=7.0 Hz, 2H), 7.32-7.28 (m, 3H), 7.14 (d, J= 3.5 Hz,
1H), 7.10 (t,J=7.5 Hz, 1H), 7.01-6.99 (m, 1H), 6.47 (d, /= 16.0
Hz, 1H); ®C{'H} NMR (126 MHz, CDCls): 6 164.3, 139.9,

138.2, 135.0, 130.8, 129.1, 128.2, 127.8, 124.5, 120.3, 120.0.

(E)-N-Phenylbut-2-enamide (3r)*:

White solid; Yield = 64 mg (79%); Purification by column
/\iNQ chromatography (ethyl acetate/hexane, v/v = 10:90); 'H NMR
H (500 MHz, CDCls): ¢ 7.74 (brs, 1H), 7.58 (d, J = 7.5 Hz, 2H),
7.30 (t, J = 8.0 Hz, 2H), 7.09 (t, J = 7.5 Hz, 1H), 7.00-6.93 (m,
1H), 6.01-5.97 (m, 1H), 1.87-1.86 (m, 3H); *C{'H} NMR (126
MHz, CDCl): 6 164.4, 141.6, 138.2, 129.0, 125.6, 124.3, 120.2,

17.9.

(E)-N-Phenyloct-2-enamide (3s):
o) /@ Brown oil; Yield = 77 mg (71%); Purification by column

A/\/\)J\N

N chromatography (ethyl acetate/hexane, v/v = 15:85); 'H NMR

(500 MHz, CDClz): 6 7.58 (d, J = 7.0 Hz, 2H), 7.41 (brs, 1H),
731 (t, J = 8.0 Hz, 2H), 7.10 (t, J = 7.5 Hz, 1H), 7.01-6.95 (m,
1H), 5.95 (d, J = 14.5 Hz, 1H), 2.23 (q, J = 7.0 Hz, 2H), 1.49-
1.44 (m, 2H), 1.32-1.29 (m, 4H), 0.90 (t, J = 7.0 Hz, 3H);
3C{'H} NMR (126 MHz, CDCL3): 6 164.3, 146.8, 138.2, 129.1,
124.3, 124.0, 120.0, 32.2, 31.5, 28.0, 22.6, 14.1. HRMS (ESI-
TOF) m/z: [M + H]" caled for CisH2oNO™ 218.1539; found
218.1529.

N-(4-Ethylphenyl)cinnamamide (3t)*:
Yellow solid; Yield = 113 mg (90%); Purification by column
Et
o) /©/ chromatography (ethyl acetate/hexane, v/v = 10:90); 'H NMR

™
©/\)L N (500 MHz, CDCls): 6 8.27 (brs, 1H), 7.74 (d, J = 16.0 Hz, 1H),

7.60 (d, J= 8.0 Hz, 2H), 7.42 (d, J = 8.0 Hz, 2H), 7.33-7.27 (m,
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3H), 7.14 (d, J = 8.0 Hz, 2H), 6.69 (d, J = 15.5 Hz, 1H), 2.62 (q,
J=17.5 Hz, 2H), 1.22 (t, J = 8.0 Hz, 3H); *C{'H} NMR (126
MHz, CDCls): § 164.5, 142.0, 140.6, 135.9, 134.8, 129.9, 128.9,
128.4, 128.0, 121.3, 120.5, 28.4, 15.7.

N-(4-(Tert-butyl)phenyl)cinnamamide (3u):

Light yellow solid; Yield = 127 mg (91%); Purification by
o) /@/tB“ column chromatography (ethyl acetate/hexane, v/v = 10:90); 'H

NMR (500 MHz, CDCI3): 6 8.93 (brs, 1H), 7.75 (d, J=16.0 Hz,
1H), 7.69 (d, J = 8.5 Hz, 2H), 7.36 (d, J = 7.5 Hz, 2H), 7.32 (d,
J=8.0Hz,2H), 7.28 (d,J=7.5 Hz, 1H), 7.24-7.19 (m, 2H), 6.82
(d, J = 16.0 Hz, 1H), 1.28 (s, 9H); *C{'H} NMR (126 MHz,
CDCl3): 0 164.9, 147.4,141.9,135.8, 134.8, 129.8, 128.8, 128.0,
125.9,121.5,120.4,34.4,31.4. HRMS (ESI-TOF) m/z: [M + H]"
caled for C19H22NO™ 280.1696; found 280.1686.

N-(4-Methoxyphenyl)cinnamamide (3v)*:

OMe Light brown solid; Yield = 115 mg (91%); Purification by
©/\)O‘\N/©/ column chromatography (ethyl acetate/hexane, v/v = 15:85); 'H
H NMR (500 MHz, CDCl3): 6 7.81 (brs, 1H), 7.74 (d, J=15.5 Hz,
1H), 7.55 (d, J = 8.5 Hz, 2H), 7.47-7.46 (m, 2H), 7.34-7.32 (m,
3H), 6.86 (d, J= 8.5 Hz, 2H), 6.60 (d, J = 15.5 Hz, 1H), 3.77 (s,
3H); BC{'H} NMR (126 MHz, CDCl;): § 164.2, 156.6, 142.0,

134.8, 131.4, 130.0, 129.0, 128.0, 122.0, 121.2, 114.3, 55.6.

N-(4-Fluorophenyl)cinnamamide (3w)?*:

Light brown solid; Yield = 106 mg (88%); Purification by
o) /©/ F column chromatography (ethyl acetate/hexane, v/v = 10:90); 'H
©/\)LH NMR (500 MHz, CDCls): 6 7.88 (brs, 1H), 7.76 (d, J=16.0 Hz,
1H), 7.59 (brs, 2H), 7.47-7.46 (m, 2H), 7.35 (d, /= 7.0 Hz, 3H),
7.01 (t,J=9.0 Hz, 2H), 6.61 (d,J=16.0 Hz, 1H); 3C{'H} NMR
(126 MHz, CDCls): ¢ 164.3, 160.6 (d, J = 243.5 Hz), 142.6,
134.6, 134.2, 130.2, 129.0, 128.1, 122.0 (d, J = 6.8 Hz), 120.8,

115.9 (d, J=22.3 Hz); "F NMR (471 MHz, CDCl3): § —117.6.
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N-(3,5-Dimethylphenyl)cinnamamide (3x)°:

Yellow solid; Yield = 111 mg (88%); Purification by column
chromatography (ethyl acetate/hexane, v/v = 10:90); 'H NMR
(500 MHz, CDCI3): 6 8.02 (brs, 1H), 7.75 (d, J = 15.0 Hz, 1H),
7.46 (d, J = 8.5 Hz, 2H), 7.33-7.31 (m, 5H), 6.75 (s, 1H), 6.66
(d, J = 15.5 Hz, 1H), 2.26 (s, 6H); *C{'H} NMR (126 MHz,
CDCl3): 0 164.4,142.1,138.8, 138.1, 134.8, 129.9, 128.9, 128.0,
126.3, 121.3, 118.1, 21.4.

N-(3-Chlorophenyl)cinnamamide (3y)°:

Yellow solid; Yield = 108 mg (84%); Purification by column
chromatography (ethyl acetate/hexane, v/v = 10:90); 'H NMR
(500 MHz, CDCl3): ¢ 8.33 (brs, 1H), 7.77 (s, 1H), 7.75 (d, J =
15.0 Hz, 1H), 7.54 (d, J= 8.0 Hz, 1H), 7.42 (d, /= 7.5 Hz, 2H),
7.33-7.28 (m, 3H), 7.21 (t, /= 8.0 Hz, 1H), 7.08 (d, /= 8.0 Hz,
1H), 6.66 (d, J = 15.0 Hz, 1H); “C{'H} NMR (126 MHz,
CDCl): 0 164.8, 143.0, 139.4, 134.8, 134.5, 130.2, 130.1, 129.0,
128.1, 124.6, 120.6, 120.4, 118.4.

N-(3-(Trifluoromethyl)phenyl)cinnamamide (3z)°:

White solid; Yield = 118 mg (81%); Purification by column
chromatography (ethyl acetate/hexane, v/v = 10:90); 'H NMR
(500 MHz, CDCls): 6 8.54 (brs, 1H), 7.96 (s, 1H), 7.89 (d, J =
8.0 Hz, 1H), 7.78 (d, J=16.0 Hz, 1H), 7.42 (d, J= 7.0 Hz, 2H),
7.38 (d, J=8.0 Hz, 1H), 7.34-7.32 (m, 2H), 7.29 (t, J = 7.5 Hz,
2H), 6.70 (d, J = 15.0 Hz, 1H); PC{'H} NMR (126 MHz,
CDCL): 6 165.0, 143.3, 138.7, 134.4, 131.9 (q, J = 32.2 Hz),
130.3,129.7,129.0,128.1, 127.2 (q, J=272.9 Hz), 123.4, 122.9,
121.1, 120.5, 117.1; ’F NMR (471 MHz, CDCl3): 6 —62.6.

N-(o-Tolyl)cinnamamide (3aa)’:

White solid; Yield = 102 mg (86%); Purification by column
chromatography (ethyl acetate/hexane, v/v = 10:90); 'H NMR
(500 MHz, CDCl3): 6 7.94 (brs, 1H), 7.77 (d, J = 15.5 Hz, 1H),
7.52 (s,2H), 7.37 (s, 3H), 7.28 (brs, 1H), 7.25-7.20 (m, 2H), 7.10
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(brs, 1H), 6.62 (d, J=15.0 Hz, 1H), 2.31 (s, 3H); 3C{'H} NMR
(126 MHz, CDCl3): J 164.4, 142.3, 135.9, 134.8, 130.6, 130.0,
128.9, 128.1, 126.8, 125.5, 123.6, 121.0, 18.0.

N-Benzylcinnamamide (3ab):

O

SARRe

White solid; Yield = 101 mg (85%); Purification by column
chromatography (ethyl acetate/hexane, v/v = 12:88); 'H NMR
(500 MHz, CDCls): 6 7.68 (d, J = 16.0 Hz, 1H), 7.49-7.47 (m,
2H), 7.35-7.28 (m, 8H), 6.45 (d, J=16.0 Hz, 1H), 6.12 (brs, 1H),
4.56 (d, J = 5.5 Hz, 2H); C{'H} NMR (126 MHz, CDCl;3): ¢
166.1, 141.3, 138.3, 134.9, 129.8, 128.9, 128.8, 127.9, 127.9,
127.6, 120.7, 43.8. HRMS (ESI-TOF) m/z: [M + H]" caled for
CisHi1sNO™ 238.1226; found 238.1224.

N-Phenethylcinnamamide (3ac):

@A\A”N@

Light yellow solid; Yield =99 mg (79%); Purification by column
chromatography (ethyl acetate/hexane, v/v = 20:80); 'H NMR
(500 MHz, CDCl3): 6 7.64 (d,J=15.5 Hz, 1H), 7.48 (dd, J=3.5
Hz, J’ = 2.0 Hz, 2H), 7.36-7.34 (m, 3H), 7.32 (d, J = 7.5 Hz,
2H), 7.26-7.22 (m, 3H), 6.37 (d, J = 15.5 Hz, 1H), 5.86 (brs,
1H), 3.68 (q, J = 7.0 Hz, 2H), 2.90 (t, J = 7.0 Hz, 2H); *C{'H}
NMR (126 MHz, CDCI3): ¢ 166.0, 141.1, 139.0, 134.9, 129.8,
128.9, 128.8, 127.9, 126.7, 120.8, 41.0, 35.8. HRMS (ESI-TOF)
m/z: [M + H]" caled for Ci7H;sNO™ 252.1383; found 252.1382.

N-Cyclohexylcinnamamide (3ad):

White solid; Yield = 89 mg (78%); Purification by column
chromatography (ethyl acetate/hexane, v/v = 12:88); 'H NMR
(500 MHz, CDCls): 6 7.62 (d, J = 16.0 Hz, 1H), 7.48-7.47 (m,
2H), 7.35-7.32 (m, 3H), 6.42 (d, J = 15.0 Hz, 1H), 5.76 (d, J =
7.5 Hz, 1H), 3.95-3.87 (m, 1H), 2.00-1.97 (m, 2H), 1.74-1.70 (m,
2H), 1.64-1.60 (m, 1H), 1.43-1.34 (m, 2H), 1.23-1.15 (m, 3H);
BC{'H} NMR (126 MHz, CDCls): § 165.1, 140.7, 135.1, 129.6,
128.9, 127.8, 121.4, 48.5, 33.3, 25.7, 25.0. HRMS (ESI-TOF)
m/z: [M + H]" calcd for Ci1sH20NO" 230.1539; found 230.1537.
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3. Copies of 'H, BC{'H}, and "°F Spectra of the Products 3.

N-Phenylcinnamamide (3a):

'H NMR (500 MHz, CDCl)
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(E)-N-Phenyl-3-(p-tolyl)acrylamide (3b)

'"H NMR (500 MHz, CDCl5)
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(E)-3-(4-Methoxyphenyl)-/N-phenylacrylamide (3¢)

'"H NMR (500 MHz, CDCl5)
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(E)-3-(|1,1'-Biphenyl]-4-yl)-N-phenylacrylamide (3d)

'"H NMR (500 MHz, CDCl5)
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(E)-3-(4-Fluorophenyl)-N-phenylacrylamide (3e)

'"H NMR (500 MHz, CDCl5)
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1F NMR (471 MHz, CDCls)
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(E)-3-(4-Chlorophenyl)-N-phenylacrylamide (3f)

'"H NMR (500 MHz, CDCl5)
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(E)-3-(4-Bromophenyl)-N-phenylacrylamide (3g)

'"H NMR (500 MHz, CDCl5)
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(E)-3-(3,4-Dichlorophenyl)-V-phenylacrylamide (3h)

'"H NMR (500 MHz, CDCl5)
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i)

(E)-3-(3-Methoxyphenyl)-NV-phenylacrylamide (3

'"H NMR (500 MHz, CDCl5)
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)k

(E)-N-Phenyl-3-(3-(trifluoromethyl)phenyl)acrylamide (3

'"H NMR (500 MHz, CDCl5)
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1F NMR (471 MHz, CDCls)
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(E)-N-Phenyl-3-(o-tolyl)acrylamide (3k)

'"H NMR (600 MHz, CDCl5)
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(E)-3-(2-Methoxyphenyl)-V-phenylacrylamide (31)

'"H NMR (500 MHz, CDCl5)
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(E)-3-(2-Chlorophenyl)-NV-phenylacrylamide (3m)

'"H NMR (500 MHz, CDCl5)
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(E)-N-Phenyl-3-(2-(trifluoromethyl)phenyl)acrylamide (3n)

'"H NMR (500 MHz, CDCl5)
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1F NMR (471 MHz, CDCls)
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(E)-3-(Naphthalen-1-yl)-N-phenylacrylamide (30)

'"H NMR (500 MHz, CDCl5)
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(E)-3-(Furan-2-yl)-N-phenylacrylamide (3p)

'"H NMR (500 MHz, CDCl5)
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(E)-N-Phenyl-3-(thiophen-2-yl)acrylamide (3q)

'"H NMR (500 MHz, CDCl5)
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(E)-N-Phenylbut-2-enamide (3r)

'"H NMR (500 MHz, CDCl5)
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(E)-N-Phenyloct-2-enamide (3s)
'"H NMR (500 MHz, CDCl5)
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N-(4-Ethylphenyl)cinnamamide (3t)
'"H NMR (500 MHz, CDCl5)
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N-(4-(Tert-butyl)phenyl)cinnamamide (3u)

'"H NMR (500 MHz, CDCl5)
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innamamide (3v):

N-(4-Methoxyphenyl)c

'"H NMR (500 MHz, CDCl5)
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N-(4-Fluorophenyl)cinnamamide (3w)

'"H NMR (500 MHz, CDCl5)
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1F NMR (471 MHz, CDCls)
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innamamide (3x):

N-(3,5-Dimethylphenyl)c

'"H NMR (500 MHz, CDCl5)
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N-(3-Chlorophenyl)cinnamamide (3y)

'"H NMR (500 MHz, CDCl5)
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innamamide (3z):

N-(3-(Trifluoromethyl)phenyl)c

'"H NMR (500 MHz, CDCl5)
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1F NMR (471 MHz, CDCls)
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innamamide (3aa):

N-(o-Tolyl)c

'"H NMR (500 MHz, CDCl5)
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de (3ab):

mnnamaimi

N-Benzylc

'"H NMR (500 MHz, CDCl5)
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innamamide (3ac):

N-Phenethylc

'"H NMR (500 MHz, CDCl5)
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innamamide (3ad):

N-Cyclohexyle

'"H NMR (500 MHz, CDCl5)
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4. Copies of HRMS Spectra of the Unknown Products 3.

(E)-3-(3,4-Dichlorophenyl)-N-phenylacrylamide (3h):

IDA Survey from RA-34diCICA_Mr...cit 1, +IDA TOF MS (100 - 1000) TIC from RA-34diCICA_Mr. Adty...nt 1, +IDA TOF MS (100 - 1000) Spectrum from RA-34diCICA_Mr. ...MS (100 - 1000)from 0.071 min
BEEer % -he- |arxn FREEDS®
Spectrum from RA-34diCICA_Mr. Aditya Raiwiff2 (sample 1) - RA-34diCICA, Experiment 1, +IDA TOF MS (100 - 1000) from 0.071 min t
3.6e5 &
*292.0288 (1)
3.4eb (TTTTTTTTTTIT Tt
RO
3.2e5 '
e X H ;
3.0e5 :
2.8e5 ‘ cl 3h :
! HRMS (ESI-TOF) m/z: [M + H]+ |
2.6e5 i caled for CysH1,Cl,NO+ 292.0290; |
! found 292.0288 :
24e5{ | TTmttommoomooosoosoosoooooooooooo !
*294.0263 (1)
2.2e5
)
S 2.0e5
2
3 1.8e5
c
]
£ 1.6e5
1.4e5
1.2e5
1.0e5
8.0e4
6.004 293.0331 (1)
296.0244 (1
4.0e4 295.0299 (1) m
2.0edy
0.0e0 =
2905 291.0 2915 292.0 2925 293.0 2935 294.0 2945 295.0 2955 296.0 296.5
Mass/Charge, Da
(E)-3-(3-Methoxyphenyl)-N-phenylacrylamide (3i):
IDA Survey from RA-30MeCA_Mr. ..nt 1, +IDA TOF MS (100 - 1000)  TIC from RA-30MeCA_Mr. Adtya ..t 1, +IDA TOF MS (100- 1000) Spectrum from RA-30MeCA_Mr. Ad...MS (100 - 1000)from 0.313 min
ALt -%-bheo-|aam [njiSY=g=i=}. ]
Spectrum from RA-30MeCA_Mr. Aditya Rai.wiff2 (sample 1) - RA-30MeCA, Experiment 1, +IDA TOF MS (100 - 1000) from 0.313 min t
*- &
SELE 2541171 (1)
7.0e5 o N
| 0 |
6.5e5 i '
: AN :
6.0e5 ' H '
] '
] '
5.5e5 ! i !
i OMe 3i :
5.0e5 ! '
+ HRMS (ESI-TOF) m/z: [M + H]+ .
' '
5 4.5e5 + caled for C1gH1gNOo+ 254.1176;
& ! found 254.1171 ;
e 40e5y | mmemmmsmsmssmossmos-oo-ooo-oooo
@
8
£ 3.5e5
3.0e5
2.5e5
2.0e5
255.1212 (1)
1.5e5 !
1.0e5
=0ed *256.1241 (1)
|
0.0e0™ L
247 248 249 250 251 252 253 254 255 256 257 258 259 260 261 262 263 264 265 266 267 268 269 270
Mass/Charge, Da
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(E)-N-Phenyl-3-(3-(trifluoromethyl)phenyl)acrylamide (3j):

DA Survey from RA-3CF3CA_Mr. .t 1, +IDA TOF MS (100- 1000) _TIC from RA-3CF3CA_Mr. Adtya ..nt 1, +IDA TOF MS (100- 1000) Spectrumfrom RA-3CF3CA_Mr. Ad...MS (100 - 1000)from 0.274min
WEE+-%-Tho-«rm i BRE B Ay
Spectrum from RA-3CF3CA_Mr. Aditya Rai.wiff2 (sample 1) -3CF3CA, Experiment 1, +IDA TOF MS (100 - 1000) from 0.274 min t
&
*292.0944 (1)
9 5y | TTTTmmmmmmmmmmmmmmnn 0T )
Q !
'
8e5 X N i
H i
'
i '
7e5 ' ) '
! CFy 3 :
' '
6e5 . HRMS (ESI-TOF) m/z: [M + H]+ |
'
2 1 caled for C1gH13F3NO+ 292.0944; :
2 ' found 292.0944 !
> N o e e e e e e e —
G 5e5
c
]
E
4e5
3e5
2e5
293.0985 (1)
1eb
*292.1228 *294.1018 (1)
0e0™ L
291.0 2915 292.0 2925 293.0 2935 294.0 2945 295.0 2955 296.0 296.5
Mass/Charge, Da
(E)-3-(2-Chlorophenyl)-N-phenylacrylamide (3m):
IDA Survey from RA-20CA_Mr. A.. nTL:lDAToF MS (100-1000) TIC from RA-2CICA_Mr. Adtya R..nt 1, +IDA TOF MS (100 - 1000) Spectrum from RA-2CICA_Mr. Adi...MS (100 - 1000) from 0.071 min
@BEL s % e xm BRITCDS®
Spectrum from RA-2CICA_Mr. Aditya Rai wiff2 (sample 1) - RA-2CICA, Experiment 1, +IDA TOF MS (100 - 1000) from 0.071 min ]
*258 0676 (1) &
1.2e6
[ 5
1.1e6 ' 0 /@ !
' '
! A '
1.0¢6 i N i
! H :
' '
I Cl '
9.0e5 : 3m '
' '
e ' HRMS (ESI-TOF) m/z: [M + H]+ |
' calcd for C45H43CINO+ 258.0680; !
'
& 70es g found 258.0676 ;
= N .
£ 605
E
5.0e5
4.0e5 *260.0657 (1)
3.0e5
2.0e5 259.0721 (1)
1 -095’ 261.0694 (1)
0.0e0
254 255 256 257 258 259 260 261 262 263 264 265
Mass/Charge, Da
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(E)-N-Phenyl-3-(2-(trifluoromethyl)phenyl)acrylamide (3n):

IDA Survey from RA-2CF3CA_Mr. ..nt 1, +IDA TOF MS (100 - 1000) TIC from RA-2CF3CA_Mr. Aditya ..t 1, +IDA TOF MS (100 - 1000) Spectrum from RA-2CF3CA_Mr. Ad...MS (100 - 1000)from 0.078 min
BELE+-%-Ehe- i BREEE®
Spectrum from RA-2CF3CA_Mr. Aditya Rai.wiff2 (sample 1) - RA-2CF3CA, Experiment 1, +IDA TOF MS (100 - 1000) from 0.079 min

*292.0939 (1)
2.6e5

2.4e5

2.2¢5
2.0e5
1.8e5
1.6e5 HRMS (ESI-TOF) m/z: [M + H]+

1.4e5
found 292.0939

Intensity, cps

1.0e5
8.0e4
6.0e4 293.0973 (1)

4.0e4
291.1895 (1)

2.0e4
»

calcd for C1gH13F3NO+ 292.0944;

- | e YTETTTTSTT

by

ol+§

0.0e0 . 1
291.0 2915 292.0 2925 293.0 2935

Mass/Charge, Da

294.0

2945

295.0

(E)-N-Phenyloct-2-enamide (3s):

IDA Survey from RA-20ctCA_Mr. ..t 1, +IDA TOF MS (100 - 1000)  TIC from RA-20ctCA_Mr. Adtya ..t 1, +IDA TOF MS (100 - 1000) Spectrum from RA-20ctCA_Mr. Ad...MS (100 - 1000) from 0.295 min
@BEL+-% -k ol B[R
Spectrum from RA-20ctCA_Mr. Aditya Rai.wiff2 (sample 1) - RA-20ctCA, Experiment 1, +IDA TOF MS (100 - 1000) from 0.295 min

2466 *218.1529 (1)

2.3¢6
2.2e6
2.1e6
2.0e6

1.9¢6 ' 0
1.8¢6 H

1.7¢6 '
1.6e6 1
1.5e6 | 3s

1.4e6 " HRMS (ESI-TOF) m/z: [M + H]+

1.3¢6 caled for C44HoNO+ 218.1539;
1.2¢6 found 218.1529

L e R
1.0e6
9.0e5
8.0e5
7.0e5
6.0e5
5.0e5
4.0e5 219.1573 (1)
3.0e5
2.0e5

1.085 *220.1608 (1)
0.0e0™ L

Intensity, cps

©l+§

216 217 218 219 220 221
Mass/Charge, Da

222

223

224
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N-(4-(Tert-butyl)phenyl)cinnamamide (3u):

1.9¢6
1.8e6
1.7e6
1.6e6
1.5e6
1.4e6
1.3e6
1.2e6
1.1e6
1.0e6
9.0e5

Intensity, cps

8.0e5
7.0e5
6.0e5
5.0e5
4.0e5
3.0e5
2.0e5
1.0e5

“m

BREEE®

*280.1686 (1)

HRMS (ESI-TOF) m/z: [M + H]+
calcd for C1gH,,NO+ 280.1696;

IDA Survey from RA-4BuIT_Mr. ..nt 1, +IDA TOF MS (100 - 1000)  TIC from RA4tBulT_Mr. Aditya ..t 1, +IDA TOF MS (100- 1000) Spectrum from RA-4BulT_Mr. Ad...MS (100 - 1000) from 0.213 min
@EL - %
Spectrum from RA-4tBulT_Mr. Aditya Raiwiff2 (sample 1) - RA-4tBulT, Experiment 1, +IDA TOF MS (100 - 1000) from 0.213 min

3u

N e e e =

found 280.1686

281.1731 (1)

*282.1776 (1)
A

o+

>
0.0e0

279.0

279.5

280.0

280.5

281.0 2815 282.0 2825

Mass/Charge, Da

283.0

2835

284.0

2845

N-Benzylcinnamamide (3ab):

9.0e5
8.5e5
8.0e5
7.5e5
7.0e5
6.5e5
6.0e5
5.5e5
5.0e5
4.5e5

Intensity, cps

4.0e5
3.5e5
3.0e5
2.5e5
2.0e5
1.5e5
1.0e5
5.0e4

0.0e0™

b oo -

=

BREEEe

IDA Survey from RA-BzIT_Mr. Ad..cit 1, +IDA TOF MS (100 - 1000) TICfrom RA-BzIT_Mr. Adtya Ra..nt 1. +IDA TOF MS (100- 1000) ~Spectrum from RA-B2IT_Mr. Adt...MS (100 - 1000)from 0.335 min
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Spectrum from RA-BzIT_Mr. Aditya Raiwiff2 (sample 1) - RA-BzIT, Experiment 1, +IDA TOF MS (100 - 1000) from 0.335 min
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N-Phenethylcinnamamide (3ac):

IDA Survey from RA-2PhEIT_Mr...nt 1, +IDA TOF MS (100 - 1000) TIC from RA-2PhEHIT_Mr. Adtya...nt 1. +IDA TOF MS (100 - 1000) Spectrum from RA-2PhEIT_Mr. A... 1000) from 0.356 to 0.376 min
BELr % -Theo- - axr i BRIEESe
Spectrum from RA-2PhEHT_Mr. Aditya Rai.wiff2 (sample 1) - RA-2PhEtIT, Experiment 1, +IDA TOF MS (100 - 1000) from 0.356 to 0.376 min
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N-Cyclohexylcinnamamide (3ad):

IDA Survey from RA-CyxIT_Mr. A..nt 1, +IDA TOF MS (100 - 1000) TIC from RACyxIT_Mr. Adtya R..nt 1, +IDA TOF MS (100 - 1000) Spectrum from RACyxIT_Mr. Adi...MS (100 - 1000)from 0.314 min
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Spectrum from RA-CyxIT_Mr. Aditya Rai.wiff2 (sample 1) - RA-CyxIT, Experiment 1, +IDA TOF MS (100 - 1000) from 0.314 min
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5. HRMS Spectra of the Intermediate B.
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Spectrum from RA-11-Mr. Aditya Raiwiff2 (sample 1) - RA-11, Experiment 1, +IDA TOF MS (100 - 1000) from 1.058 min t
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6. HRMS Spectra of the Carbonyl Sulfide.
TIC from RA-41_Mr. Aditya Rai. 1)‘-;‘41 +TOF MS (25-700) Spectrum from RA-41_Mr. Adtya...- 700) from 0.339to 0.403 min
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Spectrum from RA-41_Mr. Aditya Rai wiff2 (sample 1) - RA-41, +TOF MS (25 - 700) from 0.399 to 0.403 min t
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7. Crystallographic Data of the Product 3f.

Crystal of the product 3f was grown by slow evaporation of a solution of the compound in

CDCl.

Specification: Single crystal X-ray data of the compound was collected on the XtaLAB
Synergy, Dualflex, HyPix3000 HPAD detector using Cu-Ka (A = 1.54184 A) radiation source.
The structure was solved using SHELXT-2018/2 and was refined by full-matrix least-squares
procedures using the SHELXL-2019/3 software package through the OLEX2 suite.

Crystallized from Chloroform
Empirical formula CisH12CINO
Formula weight [g mol™!] 257.71

Crystal color, habit

Light Yellow, Needle

Crystal dimensions/mm?®

0.16 x0.14 x 0.13

Temperature [K] 293(2)
Crystal system Orthorhombic
Space group Pbca
a/A 12.4472(2)
b/A 9.62130(10)
c/A 21.8930(2)
a/° 90°
p/e 90°
v/° 90°
V[AY] 2621.87(6)
Z 8
plg/cm?] 1.306
i [mm!] 2.463
F(000) 1072
Radiation Cu-Ka (A =1.54184 A)

O range for data collection/°

4.038 to 68.102°

Index ranges

-14<=h<=14, -11<=k<=8, -26<=1<=26

Reflections collected 23950
Independent reflections 2385 [R(int) = 0.0289]
Data/restraints/parameters 2385/0/167
Goodness-of-fit on F? 0.915

Final R indexes [[>=2c (I)]

R1=10.0345, wR> = 0.1063

Final R indexes [all data]

R1=10.0398, wR> =0.1128

Largest diff. peak/hole / e A

0.124/-0.253
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Figure S1: View of the molecular structure of the product 3f. Displacement ellipsoids are
drawn at the 50% probability level.
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8. Procedure for Gram Scale Preparation of the Product 3a.

2
_DBU (1.5 equiv) _ XN\
DMSO (14 mL) H

QOCBh 3a

1.037 g 1418 g 1.282 g (82%)
(7.0 mmol) (10.5 mmol)

A mixture of cinnamic acid 1a (1.037 g, 7.0 mmol), phenyl isothiocyanate 2a (1.418 g, 10.5
mmol), DBU (1.5 equiv), and DMSO (14 mL), contained in a 100-mL round-bottom flask, was
stirred at 90 °C in an oil bath for 8 h. After completion of the reaction (monitored through
TLC), a saturated aqueous NaHCOs3 solution (30 mL) was added to the reaction mixture, which
was then extracted with ethyl acetate (3x30 mL). The combined organic phase was dried over
anhydrous NaxSOs, filtered, and concentrated under reduced pressure. The resulting crude
product was finally purified by silica gel column chromatography using n-hexane and ethyl

acetate as eluent to afford the product 3a (1.282 g, 82%).
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