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1. General information and materials

All reactions were performed under Ar atmospheres in oven-dried glassware with magnetic
stirring. Unless otherwise stated, all reagents were purchased from commercial suppliers (Aldrich, TCI
or Alfa Aesar) and used without further purification. All solvents were purified and dried according to
standard methods prior to use. TLC monitored all reactions with silica gel-coated plates. Flash column
chromatography was performed using 200-300 mesh silica gel. *H- and *C-NMR spectrum was
recorded at ambient temperature on Bruker 400 instruments. All spectra were referenced to CDCls (*H
8 7.26 ppm and *C NMR & 77.00 ppm). HRMS were obtained on Waters Xevo Q-TOF MS with ESI
resource. Melting points were measured on a RY -1 apparatus and are reported uncorrected. Compound
1 was synthesized according to literature.!

1 L. Lin, Y. Yang, M. Wang, L. Lai, Y. Guo, R. Wang, Chem. Commun. 2015, 51, 8134-8137
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3 Characterization of all new compounds
(2)-5-(3-methylbenzylidene)-2-phenylthiazol-4(5H)-one (1h)
0 Yellow solid; Yield 19%; m.p. 83-85 C; IR (KBr): 3021, 2961, 1689,
- 1598, 1578, 1505, 1481, 1443, 920, 776, 685 cm™; 'H NMR (400 MHz,
©/LS CDCl3) 6 = 8.23 (d, J = 8.4 Hz, 2H), 8.05 (s, 1H), 7.70 (t, J = 7.4 Hz, 1H),
7.57 (t, J=7.6 Hz, 2H), 7.46 — 7.53 (m, 2H), 7.40 (t, J = 7.6 Hz, 1H), 7.29 (d,
J = 7.2 Hz, 1H), 2.45 (s, 3H) ppm; 3C NMR (100 MHz, CDCls) & = 187.18,
183.15, 139.03, 138.78, 135.01, 133.73, 131.96, 131.81, 131.27, 129.15, 129.10, 128.80, 127.81,
126.11, 21.38 ppm; ESI-HRMS calcd. for C17H13NOS+H 280.0791, found 280.0799.
(2)-5-(2-methylbenzylidene)-2-phenylthiazol-4(5H)-one (1j)

o Yellow solid; Yield 41%; m.p. 140-141 TC; IR (KBr): 3055, 3008, 1701,

I\,l 1591, 1521, 1482, 850, 769, 687 cm; *H NMR (400 MHz, CDCl3) & = 8.31 (s,

s 1H), 8.18 — 8.24 (m, 2H), 7.66 — 7.72 (m, 2H), 7.53 — 7.58 (m, 2H), 7.32 —
©/‘\ 7.37 (m, 2H), 7.27 — 7.31 (m, 1H), 2.51 (s, 3H) ppm; *C NMR (100 MHz,

CDCl3) & 187.86, 182.73, 139.78, 136.22, 135.04, 133.01, 131.77, 131.06,
130.89, 129.13, 128.71, 128.04, 127.77, 126.53, 20.01 ppm; ESI-HRMS calcd. for C17H13NOS+H
280.0791, found 280.0803.
(2)-5-(2-chlorobenzylidene)-2-phenylthiazol-4(5H)-one (1K)
O Yellow solid; Yield 46%; m.p. 167-168 T; IR (KBr): 3059, 3025, 1706,
NN 1606, 1527, 763, 679 cm™; H NMR (400 MHz, CDCls) 6 = 8.44 (s, 1H), 8.17
@S —8.24 (m, 2H), 7.75 — 7.80 (m, 1H), 7.68 — 7.74 (m, 1H), 7.54 — 7.59 (m, 2H),
7.48 — 7.53 (m, 1H), 7.37 — 7.44 (m, 2H) ppm; 3C NMR (100 MHz, CDCl3) &
= 187.45, 182.42, 136.60, 135.27, 134.18, 132.50, 131.70, 131.67, 130.50, 129.39, 129.34, 129.23,
128.88, 127.25 ppm; ESI-HRMS calcd. for C16H10NOSCI+H 300.0244, found 300.0255.
(2)-5-(2-bromobenzylidene)-2-phenylthiazol-4(5H)-one (1I)
0 Yellow solid; Yield 39%; m.p. 177-178 TC; IR (KBr): 3025, 1716, 1595,
"f 1529, 804, 758, 680, 553 cm*; 'H NMR (400 MHz, CDCl3) & = 8.38 (s, 1H),
©/ks h Br g17-823 (m, 2H), 7.75 (d, J = 8.0 Hz, 1H), 7.68 — 7.73 (m, 2H), 7.56 (t, J =
7.6 Hz, 2H), 7.46 (t, J = 7.4 Hz, 1H), 7.31 (td, J = 7.6 , 1.2 Hz, 1H) ; 3C NMR
(100 MHz, CDCls) & = 187.55, 182.30, 136.82, 135.28, 134.37, 133.82,
131.75, 131.73, 129.67, 129.50, 129.24, 128.88, 127.87, 126.92 ppm; ESI-HRMS calcd. for
C16H10NOSBr+H 343.9739, found 343.9748.
(2)-2-phenyl-5-(thiophen-2-yImethylene)thiazol-4(5H)-one (1m)

0 Yellow solid; Yield 59%; m.p. 159-160 C; IR (KBr): 3100, 3083, 3010,
- 1694, 1586, 1526, 1485, 765, 677 m™; *H NMR (400 MHz, CDCl3) & = 8.17 —
©/LS J~s 826 (m, 3H), 7.66 — 7.72 (m, 2H), 7.53 — 7.59 (m, 2H), 7.50 — 7.53 (m, 1H),

= 7.19 — 7.24 (m, 1H) ppm; C NMR (100 MHz, CDCl3) § = 185.88, 182.83,
139.09, 134.97, 134.56, 132.63, 131.68, 130.56, 129.15, 128.92, 128.78, 124.83 ppm; ESI-HRMS
calcd. for C14H9NOS,+H 272.0198, found 272.0207.

(2)-2-phenyl-5-(pyridin-2-ylmethylene)thiazol-4(5H)-one (1n)

Yellow solid; Yield 26%; m.p. 184-185 T; IR (KBr): 3047, 1698, 1610,
1579, 1525, 781, 738, 683 m; 'H NMR (400 MHz, CDCl3) 6 = 8.82 (d, J= 4.4
Hz, 1H), 8.23 — 8.35 (m, 2H), 7.96 (s, 1H), 7.80 (td, J = 7.7, 1.7 Hz, 1H), 7.69
(tt, J=7.4,1.3 Hz, 1H), 7.53 — 7.60 (m, 3H), 7.32 (ddd, J = 7.6, 4.6, 1.0 Hz, 1H)

3



ppm; 13C NMR (100 MHz, CDCls) & = 192.55, 183.39, 151.36, 149.65, 136.95, 134.97, 133.88, 132.15,
130.49, 129.03, 128.83, 127.78, 124.04 ppm; ESI-HRMS calcd. for C1sH10N.OS+H 267.0587, found
267.0598.



4 NMR spectra of all new compounds
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F10°¢

¥00'T
0’1

koot

7.0 6.5

-1.0

-0.5

0.0

1.0 0.5

1.5

2.0

3.0 25

50 45 40 35

5.5

6.0

80 7.5

9.0 85

f1 (ppm)

CLL'OV —

S8Y°CS —

69C'89 —

9ET'LIT
LTLETT
¥89°6T1
P11'8TI
79L'8T1
L08'8TT
€81°6C1
TLOOET w
P88 IET
1S0°€€l
evIEEl
991'6€1
S9TI¥1
8TH'091 ~.
wiTor
LEE99T 7

31, 13C NMR, CDCl3, 100 MHz

70 60 50 40 30 20 10 0o -10

80

180 170 160 150 140 130 120 110 100 90

190

1 (ppm)

22



T08°¢ )
v69°t

LOL'Y

Ly

IrLY
6L8° ]
S68°% 1
816'F 1
vE6'Y |
PLY'S ]
LS6'9 k

$96'9
0L6'9
9869 1
100°L 1
L00°L
P10°L |
1L ]
AUR —
161°L
€5€L
19€°L 1
99€°L 1
YLE L
€8€°L 1
88€°L —
o S
YOv'L
LTSLF
LES'L %
Pr8L
8Y8°L ]
mmw@

198°L
0L8'L

3m, 'H NMR, CDCl3, 400 MHz

J

M

Ho'€

00T
™MOo'1

00’1

Moz

o
ITd

/661

-1.0

-0.5

0.0

1.0 0.5

1.5

40 35 30 25 20

50 45

5.5

80 75 7.0 65 6.0

9.0 8.5

f1 (ppm)

LTV 6E —
8Y9°Cs —

9€9°69 —

98€TIT
S6ESTI~
609°S11 7
$69'STI A
$98'8T1
110°621
160°6C1
91Z0E1
966'ZE 1
9vTOE1
S9S9ET
691851
107'8E1
250°091
99291

¢SS 991

3m, 3C NMR, CDCl3, 100 MHz

70 60 50 40 30 20 10 0 -10

80

180 170 160 150 140 130 120 110 100 90

190

1 (ppm)

23



L6L°€E
S99
089°t
oLy
LILY
YIS
191°s
181°S
L61'S
099°S
€r1L
PrTL
SPI'L
StI'L
6vI'L
1SI°L
191°L
€91°L
LIEL
€e€L
StEL
8LEL
S8€°L
68€°L
16€°L
voE'L ]
10b°L 1
80b'L 1
6oL
€49°L |

tr8°L |
6vS'L |
158721
958°L ]
098°L 1
998°L |
698°L
sl

ps gl
9ts's
875°8
¥S$'8
955'8
855°8
095’8

3n, 'H NMR, CDCl3, 400 MHz

00°¢

0’1
=o'l

F00°1

860
/860
Yoo
201
o0z

=0T

0.0 -0.5 -1.C

1.0 0.5

1.5

2.0

3.0 25

40 35
f1 (ppm)

55 50 45

6.0

7.0 6.5

7.5

8.0

8.5

9.0

600°€y —

965°CS —

90S°S9 —

S10011
0LS1TT
020°zTT
£€89°5T1
68L°8T1 /
190°05 1 /
6LOEET \
08S°9€1 ~,
016'951 \
086'9¢€1
999°611 —

€6C°091 \
98L°091 M
LLTTI1 7

9917991

3n,'3C NMR, CDCls, 100 MHz

1

Nl

70 60 50 40 30 20 10 0o -10

80

180 170 160 150 140 130 120 110 100 90

190

1 (ppm)

24



908°€
SS9y
699'%
691
90Ly
68y
806't
0€6'¥ |
96t |
2SS ]
€ELI'L
881°L
vOT'L
01T'L
vTTL
8TTL
€€T'L
€PTL
9T L
6vTL
68T°L 1
P0EL |
80€°L 1T
TTEL
9zTEL
8YELT
pSELA
8SELA
SLEL
gm.L
86€°L

S9L'L %

TLL L]
9LLL]
88L°L ]
T6L'L

86LL’

[$)

30, 'H NMR, CDCl3, 400 MHz
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30, 13C NMR, CDCl3, 100 MHz
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3p, 'H NMR, CDCl3, 400 MHz
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