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1. The characterization data for the compounds Al to A61 are listed below.

(E)-1-(1H-benzo[d]imidazol-2-yl)-3-(3-chloropyridin-2-yl)prop-2-en-1-one (Al): Yellow solid
(Yield: 59%). m.p.: 257.8-259.6 °C; *H NMR (400 MHz, d,-DMSO) & 13.57 (s, 1H), 8.69
(d, J=3.8 Hz, 1H), 8.63 (d, J = 15.5 Hz, 1H), 8.21 (d, J = 15.5 Hz, 1H), 8.04 (d, J = 7.6 Hz,
1H), 7.74 (s, 2H), 7.54-7.51 (m, 1H), 7.39-7.36 (m, 2H); 3C NMR (101 MHz, d;.-DMSO)
6 181.39, 149.29, 149.12, 149.10, 138.71, 136.66, 132.95, 127.99, 127.10; HRMS
calcd for C45sH1;ON;5CIH [M + H]* 284.05852, found 284.05852.

(E)-1-(1H-benzo[d]imidazol-2-yl)-3-(4-chloropyridin-2-yl)prop-2-en-1-one (A2): Yellow solid
(Yield: 46%). m.p.: 218.3-219.7 °C; *H NMR (400 MHz, d,-DMSO) 6 8.70 (d, J = 5.2 Hz,
1H), 8.59 (d, J = 15.7 Hz, 1H), 8.04 (d, J = 1.6 Hz, 1H), 7.92 (d, J = 15.7 Hz, 1H), 7.75-
7.73 (m, 2H), 7.62 (d, J; = 5.2 Hz, J, = 1.8 Hz, 1H), 7.37-7.35 (m, 2H); 3C NMR (101
MHz, d--DMSO) 6 181.76, 154.77, 151.92, 144.32, 141.46, 127.07, 126.18, 125.27,
124.89; HRMS calcd for CysH;;ONsCl* [M + H]* 284.05852, found 284.05849.

(E)-1-(1H-benzo[dlimidazol-2-yl)-3-(5-chloropyridin-2-yl)prop-2-en-1-one (A3): Yellow solid
(Yield: 54%). m.p.: 238.6—240.3 °C; *H NMR (400 MHz, d,-DMSO) & 13.51 (s, 1H), 8.75
(s, 1H), 8.49 (dd, J; = 15.7 Hz, J, = 1.0 Hz, 1H), 8.03 (d, J = 1.9 Hz, 1H), 7.95-7.89 (m,
2H), 7.73 (s, 2H), 7.37 (d, J = 2.5 Hz, 2H); 3C NMR (101 MHz, d,-DMSO) & 181.53,
151.40, 149.33, 141.68, 137.43, 132.64, 127.35, 126.03; HRMS calcd for C;5H1;ON5CI*
[M + H]* 284.05852, found 284.05833.

(E)-1-(1H-benzo[d]imidazol-2-yl)-3-(6-chloropyridin-2-yl)prop-2-en-1-one  (A4): Yellow
solid (Yield: 51%). m.p.: 212.0-213.6 °C; *H NMR (400 MHz, d,--DMSO) 6 13.50 (s, 1H),
8.47 (d, J =15.7 Hz, 1H), 7.97 (d, J = 7.4 Hz, 1H), 7.92-7.84 (m, 2H), 7.75 (s, 2H), 7.59
(d, J = 7.6 Hz, 1H), 7.39 (s, 2H); 3C NMR (101 MHz, d,-DMSO) 6 181.44, 153.57,
151.18, 149.33, 141.48, 141.14, 126.52, 126.17, 125.71; HRMS calcd for Cy5sH;;0ON;CI*
[M + H]* 284.05852, found 284.05859.

(E)-1-(1H-benzo[d]imidazol-2-yl)-3-(3-methylpyridin-2-yl)prop-2-en-1-one (A5): Yellow solid
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(Yield: 50%). m.p.: 213.8-215.5 °C; H NMR (400 MHz, ds-DMSO) & 13.48 (s, 1H), 8.62
(d,J = 15.4 Hz, 1H), 8.57 (d, J = 4 Hz, 1H), 8.13 (d, J = 15.4 Hz, 1H), 7.75-7.71 (m, 3H),
7.39-7.36 (m, 3H), 2.51 (s, 3H); 13C NMR (101 MHz, d;-DMSO) & 181.85, 150.71,
149.78, 148.09, 139.37, 139.20, 134.79, 126.26, 125.53, 124.91, 18.47; HRMS calcd
for C16H140N3* [M + H]* 264.11314, found 264.11305.

(E)-1-(1H-benzo[d]imidazol-2-yl)-3-(6-methylpyridin-2-yl)prop-2-en-1-one (A6): Yellow solid
(Yield: 44%). m.p.: 245.1-246.9 °C; *H NMR (400 MHz, d,-DMSO) & 13.53 (s, 1H), 8.49
(d, J=15.7 Hz, 1H), 7.94-7.90 (m, 2H), 7.79 (t, J = 7.6 Hz, 1H), 7.64-7.59 (m, 2H), 7.42
(t,J=7.8 Hz, 1H), 7.34 (t, J = 7.7 Hz, 2H), 2.58 (s, 3H); 1*C NMR (101 MHz, d;.-DMSO) &
181.74, 159.15, 152.04, 149.43, 143.43, 137.96, 125.30, 124.95, 123.98, 121.75,
113.37; HRMS calcd for C16H14,0N3* [M + H]* 264.11314, found 264.11306.

(E)-1-(1H-benzo[d]imidazol-2-yl)-3-(5-bromopyridin-2-yl)prop-2-en-1-one (A7): Yellow
solid (Yield: 52%). m.p.: 239.4-241.3 °C; *H NMR (400 MHz, d;--DMSO) & 8.84 (s, 1H),
8.55 (d, J = 15.8 Hz, 1H), 8.17 (d, J = 7.9 Hz, 1H), 7.90 (d, J = 15.8 Hz, 1H), 7.83 (d, J =
8.2 Hz, 1H), 7.74-7.72 (m, 2H), 7.35-7.33 (m, 2H); 3C NMR (101 MHz, d,-DMSO) 6
181.93, 151.78, 151.46, 141.42, 140.35, 127.66, 126.48, 124.64, 122.01; HRMS calcd
for C;5sH1;0N3Br* [M + H]* 328.00800, found 328.00802.

(E)-1-(1H-benzo[d]imidazol-2-yl)-3-(6-bromopyridin-2-yl)prop-2-en-1-one (A8): Yellow
solid (Yield: 51%). m.p.: 223.5-225.2 °C; 'H NMR (400 MHz, d,-DMSO) & 13.58 (s, 1H),
8.45 (d, J = 15.7 Hz, 1H), 7.90 (d, J = 2.5 Hz, 1H), 7.88 (d, J = 2.4 Hz, 2H), 7.87 (d, J =
1.6 Hz, 1H), 7.72 (dd, J; = 6.4 Hz, J, = 2.4 Hz, 2H), 7.39 (d, J = 2.8 Hz, 2H); 3C NMR
(101 MHz, d,-DMSO) & 181.39, 154.14, 149.25, 142.40, 141.14, 141.13, 129.86,
126.47, 126.04; HRMS calcd for Cy5sH1;0ON3Br* [M + H]* 328.00800, found 328.00801.

(E)-1-(1H-benzo[d]imidazol-2-yl)-3-(3-fluoropyridin-2-yl)prop-2-en-1-one (A9): Yellow solid (Yield:
59%). m.p.: 226.7-228.6 °C; *H NMR (400 MHz, d,-DMSO) & 13.56 (s, 1H), 8.59 (d, J =
4.4 Hz, 1H), 8.56 (d, J = 15.8 Hz, 1H), 8.02 (d, J = 15.8 Hz, 1H), 7.86 (t, J = 9.2 Hz, 1H),
7.74 (s, 2H), 7.62-7.57 (m, 1H), 7.39-7.36 (m, 2H); *C NMR (101 MHz, d,-DMSO) 6

181.35, 160.19, 157.58, 149.28, 146.93, 140.86, 140.75, 134.35, 127.86, 126.87,
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125.14, 124.95; HRMS calcd for C45H1;ON3F* [M + H]* 268.08807, found 268.08798.

(E)-1-(1H-benzo[d]imidazol-2-yl)-3-(6-methoxypyridin-2-yl)prop-2-en-1-one  (A10): Yellow
solid (Yield: 78%). m.p.: 184.4-185.9 °C; *H NMR (400 MHz, d,--DMSO) 6 13.52 (s, 1H),
8.42 (d, J = 15.6 Hz, 1H), 7.92 (d, / = 15.6 Hz, 2H), 7.80 (t, J = 7.4 Hz, 1H), 7.60 (s, 1H),
7.43 (d, J = 7.1 Hz, 1H), 7.38 (s, 2H), 6.92 (d, J = 8.3 Hz, 1H), 3.99 (s, 3H); 3C NMR
(101 MHz, d,-DMSO) & 181.78, 163.77, 150.40, 149.37, 143.21, 140.46, 124.84,
120.86, 113.81, 53.51; HRMS calcd for CygH140,N3* [M + H]* 280.10805, found
280.10801.

(E)-2-(3-(1H-benzo[d]imidazol-2-yl)-3-oxoprop-1-en-1-yl)benzonitrile (A11): Yellow solid
(Yield: 41%). m.p.: 255.1-257.5 °C; *H NMR (400 MHz, d,-DMSO) 6 8.74 (d, J = 4.2 Hz,
1H), 8.53 (d, J = 15.8 Hz, 1H), 7.96 (d, J = 15.7 Hz, 1H), 7.92 (d, J; = 7.6 Hz, J, = 1.8 Hz,
1H), 7.87 (d, J; = 7.7 Hz, 1H), 7.75 (s, 2H), 7.50-7.46 (m, 1H), 7.41-7.36 (m, 2H); 13C
NMR (101 MHz, d,-DMSO) 6 181.66, 152.72, 150.61, 149.35, 143.09, 137.97, 126.40,
125.68, 125.51; HRMS calcd for C;7H1,0N3* [M + H]* 274.09749, found 274.09724.

(E)-3-(3-(1H-benzo[d]imidazol-2-yl)-3-oxoprop-1-en-1-yl)benzonitrile (A12): Yellow solid
(Yield: 50%). m.p.: 257.5-259.3 °C; *H NMR (400 MHz, d,-DMSO) & 13.54 (s, 1H), 8.37
(s, 1H), 8.21 (d, J = 15.0 Hz, 2H), 7.98-7.86 (m, 3H), 7.66 (s, 1H), 7.59 (d, J = 6.6 Hz,
1H), 7.41 (s, 1H), 7.34 (d, J = 6.0 Hz, 1H); 3C NMR (101 MHz, d,-DMSO) 6 181.34,
149.22, 143.52, 142.23, 136.03, 135.32, 134.42, 133.48, 133.06, 130.67, 126.39,
124.25, 123.73, 121.66, 118.78, 113.41, 112.78; HRMS calcd for C;7H1,0N3* [M + H]*
274.09749, found 274.09733.

(E)-4-(3-(1H-benzo[d]imidazol-2-yl)-3-oxoprop-1-en-1-yl)benzonitrile (A13): Yellow solid
(Yield: 43%). m.p.: 257.5-259.3 °C; *H NMR (400 MHz, d,-DMSO) & 8.22 (d, J = 16.2 Hz,
1H), 8.05 (d, J = 8.2 Hz, 2H), 7.98 (d, J = 16.2 Hz, 1H), 7.91 (d, J = 8.2 Hz, 2H), 7.74 (s,
2H), 7.39-7.37 (m, 2H); 3C NMR (101 MHz, d,-DMSO) & 181.22, 149.16, 142.38,
139.21, 133.32, 129.93, 125.15, 119.00, 113.14; HRMS calcd for C;7H1,0N3* [M + H]*
274.09749, found 274.09724.

(E)-1-(5-methyl-1H-benzo[d]imidazol-2-yl)-3-(pyridin-2-yl)prop-2-en-1-one  (A14): Yellow
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solid (Yield: 46%). m.p.: 243.1-244.5 °C; 'H NMR (400 MHz, ds-DMSO) & 13.40 (s, 1H),
8.73 (d, J = 4.2 Hz, 1H), 8.50 (d, J = 15.8 Hz, 1H), 7.95-7.89 (m, 2H), 7.84 (d, J = 7.6 Hz,
1H), 7.76-7.65 (m, 1H), 7.48-7.37 (m, 2H), 7.17 (s, 1H), 2.45 (s, 3H); 13C NMR (101
MHz, d-DMSO) & 181.55, 152.86, 150.71, 142.96, 137.79, 126.32, 125.57, 125.48,
121.35, 112.69, 22.01; HRMS calcd for CigH14ONs* [M + H]* 264.11314, found
264.11320.

(E)-2-(3-(5-methyl-1H-benzo[d]imidazol-2-yl)-3-oxoprop-1-en-1-yl)benzonitrile (A15): Yellow
solid (Yield: 42%). m.p.: 240.2-240.9 °C; *H NMR (400 MHz, d,-DMSO) & 8.58 (d, J = 2.1
Hz, 1H), 8.26 (d, J/ = 16.1 Hz, 1H), 7.99 (dd, J; = 9.0 Hz, J, = 2.3 Hz, 1H), 7.83 (d, J =
16.1 Hz, 1H), 7.72 (d, J = 9.0 Hz, 1H), 7.67 (s, 1H), 7.61 (d, J = 7.6 Hz, 1H), 7.37 (t, J =
7.6 Hz, 1H), 7.29 (d, J = 7.6 Hz, 1H), 2.39 (s, 3H); 3C NMR (101 MHz, d;-DMSO) 6
184.78, 143.09, 142.05, 138.83, 135.14, 131.85, 129.45, 129.26, 126.62, 123.79,
118.33, 116.86, 115.99, 21.32; HRMS calcd for C;gH14ON5* [M + H]* 288.11314, found
288.11313.

(E)-3-(3-(5-methyl-1H-benzo[d]imidazol-2-yl)-3-oxoprop-1-en-1-yl)benzonitrile (A16): Yellow
solid (Yield: 44%). m.p.: 261.3-271.1 °C; *H NMR (400 MHz, d,-DMSO) & 13.40 (s, 1H),
8.37 (s, 1H), 8.19 (t, J = 7.2 Hz, 2H), 7.96-7.91 (m, 2H), 7.69 (s, 1H), 7.66 (d, J = 7.8 Hz,
1H), 7.40-7.36 (m, 1H), 7.20 (s, 1H), 2.45 (s, 3H); *C NMR (101 MHz, d,-DMSO) &
181.19, 149.01, 141.98, 136.07, 134.39, 133.46, 133.04, 130.69, 124.30, 118.80,
112.77, 21.93; HRMS calcd for CigH14ON3* [M + H]* 288.11314, found 288.11337.

(E)-4-(3-(5-methyl-1H-benzo[d]imidazol-2-yl)-3-oxoprop-1-en-1-yl)benzonitrile (A17): Yellow
solid (Yield: 59%). m.p.: 238.4-239.4 °C; 'H NMR (400 MHz, ds-DMSO) & 13.41 (s, 1H),
8.20 (d, J = 16.1 Hz, 1H), 8.05 (d, J = 8.1 Hz, 2H), 7.96 (d, J = 16.2 Hz, 1H), 7.92 (d, J =
8.1 Hz, 2H), 7.72-7.60 (m, 1H), 7.38 (s, 1H), 7.20 (s, 1H), 2.45 (s, 3H); 3C NMR (101
MHz, d,-DMSO) 6 181.10, 148.99, 142.12, 139.27, 133.32, 129.90, 125.21, 119.02,
113.08, 21.93; HRMS calcd for CigH140N3* [M + H]* 288.11314, found 288.11310.

(E)-1-(5-chloro-1H-benzo[d]imidazol-2-yl)-3-(pyridin-2-yl)prop-2-en-1-one  (A18): Yellow
solid (Yield: 72%). m.p.: 252.3-254.5 °C; 'H NMR (400 MHz, d;-DMS0O) 6 8.73 (d, J = 4.1
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Hz, 1H), 8.49 (d, J = 15.8 Hz, 1H), 7.95-7.89 (m, 2H), 7.83 (d, J = 7.6 Hz, 1H), 7.76 (s,
2H), 7.73 (d, J = 8.8 Hz, 1H), 7.46 (t, J = 5.3 Hz, 1H), 7.35 (d, J = 8.5 Hz, 1H); 3C NMR
(101 MHz, d,-DMSO) & 181.83, 152.80, 151.18, 150.72, 143.23, 137.80, 128.99,
126.38, 125.61, 125.47, 125.09; HRMS calcd for C;sH1;ON3CI* [M + H]* 284.05852,
found 284.05843.

(E)-1-(5-chloro-1H-benzo[d]imidazol-2-yl)-3-(3-chloropyridin-2-yl)prop-2-en-1-one (A19):
Yellow solid (Yield: 52%). m.p.: 260.5-262.1 °C; 'H NMR (400 MHz, d;--DMSO) 6 8.59 (d, J
= 2.2 Hz, 1H), 8.21 (d, J = 16.2 Hz, 1H), 8.08-8.06 (m, 2H), 7.89 (s, 1H), 7.85(d, /= 5.6
Hz, 1H), 7.77 (d, J = 9.0 Hz, 1H), 7.66 (d, J = 7.8 Hz, 1H); 3C NMR (101 MHz, d;.-DMSO)
6 183.27, 142.13, 137.49, 133.73, 131.71, 131.61, 127.98, 124.64, 122.88, 118.17,
117.82, 115.80; HRMS calcd for Ci5H1gON3Cl,* [M + H]* 318.01954, found 318.01957.

(E)-1-(5-chloro-1H-benzo[d]imidazol-2-yl)-3-(4-chloropyridin-2-yl)prop-2-en-1-one (A20):
Yellow solid (Yield: 44%). m.p.: 208.9-209.7 °C; *H NMR (400 MHz, d,-DMSO) & 8.69 (d, J
= 4.4 Hz, 1H), 8.66 (d, J= 6.0 Hz, 1H), 7.80 (s, 1H), 7.80 (d, /= 15.8 Hz, 1H), 7.67-7.64
(m, 2H), 7.59 (d, J = 4.8 Hz, 1H), 7.16 (d, J= 8.7 Hz, 1H); 3C NMR (101 MHz, d,--DMSO)
6 183.72, 155.26, 151.83, 144.24, 139.91, 128.76, 126.94, 125.69, 124.91, 122.96,
119.96, 117.76; HRMS calcd for C;5H1oON3Cl,* [M + H]* 318.01954, found 318.01938.

(E)-1-(5-chloro-1H-benzo[d]imidazol-2-yl)-3-(5-chloropyridin-2-yl)prop-2-en-1-one (A21):
Yellow solid (Yield: 38%). m.p.: 239.2—-240.3 °C; 'H NMR (400 MHz, ds,-DMSO) 6 13.68 (s,
1H), 8.78 (s, 1H), 8.47 (d, J= 15.7 Hz, 1H), 8.07 (d, J= 8.3 Hz, 1H), 7.95 (d, /= 15.7 Hz,
1H), 7.90 (d, J = 8.3 Hz, 1H), 7.78-7.49 (m, 2H), 7.40 (d, J = 8.7 Hz, 1H); 3C NMR (101
MHz, d--DMSO) 6 181.43, 151.32, 149.42, 142.00, 137.52, 132.74, 127.53, 125.83;
HRMS calcd for C15H1gON;ClL* [M + H]* 318.01954, found 318.01933.

(E)-1-(5-chloro-1H-benzo[d]imidazol-2-yl)-3-(3-methylpyridin-2-yl)prop-2-en-1-one  (A23):
Yellow solid (Yield: 56%). m.p.: 253.8-254.6 °C; *H NMR (400 MHz, d,-DMSO) 6 13.66 (s,
1H), 8.55 (d, /= 15.5 Hz, 2H), 8.13 (d, /= 15.3 Hz, 1H), 7.72 (d, J= 7.6 Hz, 3H), 7.39 (d,
J=7.8 Hz, 2H), 2.51 (s, 3H); 3C NMR (101 MHz, d--DMSO) 6 181.57, 150.56, 150.53,
148.13, 139.65, 139.41, 134.94, 125.77, 125.65, 18.45; HRMS calcd for Cy6H130N;CI*
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[M + H]* 298.07417, found 298.07397.

(E)-3-(5-bromopyridin-2-yl)-1-(5-chloro-1H-benzo[d]imidazol-2-yl)prop-2-en-1-one (A24):
Yellow solid (Yield: 56%). m.p.: 277.4—278.8 °C; 'H NMR (400 MHz, d;--DMS0O) 6 8.82 (d, J
= 2.0 Hz, 1H), 8.76 (d, J= 15.9 Hz, 1H), 8.14 (dd, J; = 8.3 Hz, J,=2.1 Hz, 1H), 7.80 (d, /=
8.4 Hz, 1H), 7.69 (d, J = 15.9 Hz, 1H), 7.58-7.56 (m, 2H), 7.16 (dd, J; = 8.7 Hz, J,=1.2
Hz, 1H); 33C NMR (101 MHz, ds-DMSO) & 185.92, 161.22, 152.75, 151.23, 148.38,
146.38, 140.18, 138.41, 129.72, 126.68, 124.83, 121.14, 120.75, 120.73, 118.49;
HRMS calcd for C15H10ON3BrCl* [M + H]* 361.96903, found 361.96991.

(E)-1-(5-chloro-1H-benzo[d]imidazol-2-yl)-3-(3-fluoropyridin-2-yl)prop-2-en-1-one (A25):
Yellow solid (Yield: 58%). m.p.: 241.3—242.9 °C; 'H NMR (400 MHz, d;--DMSO) 6 8.84 (d, J
=15.9 Hz, 1H), 8.58 (d, /= 4.2 Hz, 1H), 7.87-7.81 (m, 2H), 7.58-7.54 (m, 3H), 7.47 (dd,
J; = 8.6 Hz, J, = 1.7 Hz, 1H); 3C NMR (101 MHz, d,--DMSO) 6 185.49, 160.99, 159.79,
157.20, 148.25, 146.72, 146.25, 141.94, 141.83, 130.73, 130.71, 126.87, 124.87,
124.70, 120.80, 120.70, 118.45; HRMS calcd for CysH;0ON3CIF* [M + H]* 302.04909,
found 302.04919.

(E)-1-(5-chloro-1H-benzo[d]imidazol-2-yl)-3-(6-methoxypyridin-2-yl)prop-2-en-1-one (A26):
Yellow solid (Yield: 48%). m.p.: 265.4—-266.2 °C; 'H NMR (400 MHz, d,-DMSO) 6 13.66 (s,
1H), 8.35 (d, /= 15.5 Hz, 1H), 7.91 (d, J= 15.5 Hz, 1H), 7.83-7.77 (m, 3H), 7.43 (d, J =
6.9 Hz, 1H), 7.38 (d, J= 8.4 Hz, 1H), 6.93 (d, J= 8.1 Hz, 1H), 3.99 (s, 3H); 3*C NMR (101
MHz, d--DMSO) 6 181.62, 163.76, 150.40, 150.29, 143.55, 140.49, 124.58, 120.99,
113.91, 53.51; HRMS calcd for C;gH130,N5CI* [M + H]* 314.06908, found 314.06870.

(E)-1-(5-chloro-1H-benzo[d]imidazol-2-yl)-3-(2-chlorophenyl)prop-2-en-1-one (A27): Yellow
solid (Yield: 56%). m.p.: 275.4-277.2 °C; *H NMR (400 MHz, d,-DMSO) 6 13.71 (s, 1H),
8.26 (d, /= 16.0 Hz, 1H), 8.13-8.19 (m, 2H), 7.88 (s, 1H), 7.61 (d, J = 7.7 Hz, 2H), 7.54-
7.46 (m, 2H), 7.40 (d, J = 6.4 Hz, 1H); 3C NMR (101 MHz, d;-DMSO) & 181.05, 139.57,
135.12, 133.00, 132.29, 130.70, 128.98, 128.49, 124.53; HRMS calcd for
C16H110N,ClL* [M + H]* 317.02429, found 317.02400.
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(E)-1-(5-chloro-1H-benzo[d]imidazol-2-yl)-3-(3-chlorophenyl)prop-2-en-1-one (A28): Yellow solid
(Yield: 65%). m.p.: 226.5-228.7 °C; *H NMR (400 MHz, d,-DMSO) & 8.09 (d, J = 16.2 Hz,
1H), 7.92 (m, 2H), 7.82 (d, J = 6.8 Hz, 1H), 7.73 (d, J = 9.1 Hz, 2H), 7.50 (d, J = 10.0 Hz,
2H), 7.35 (d, J = 8.4 Hz, 1H); 13C NMR (101 MHz, d,-DMSO) & 181.29, 150.71, 143.09,
136.94, 134.35, 131.32, 131.06, 128.99, 127.73, 125.20, 123.44; HRMS calcd for
C16H1:0N,Cl* [M + H]* 317.02429, found 317.02400.

(E)-3-(3-bromophenyl)-1-(5-chloro-1H-benzo[d]limidazol-2-yl)prop-2-en-1-one (A29): Yellow
solid (Yield: 70%). m.p.: 220.3-221.2 °C; *H NMR (400 MHz, d,-DMSO) & 13.65 (s, 1H),
8.08 (d, J = 15.6 Hz, 2H), 7.94-7.86 (m, 2H), 7.73 (d, J = 9.2 Hz, 2H), 7.67 (d, J = 7.8 Hz,
1H), 7.43 (t, J = 7.8 Hz, 1H), 7.38 (d, J = 8.6 Hz, 1H); *C NMR (101 MHz, d,-DMSO) &
181.14, 150.37, 143.19, 137.16, 134.01, 131.88, 131.60, 128.13, 123.30, 122.89;
HRMS calcd for C14H1;0N,Br* [M + H]* 360.97378, found 360.97382.

(E)-1-(5-chloro-1H-benzo[d]imidazol-2-yl)-3-(3-methoxyphenyl)prop-2-en-1-one (A30):
Yellow solid (Yield: 62%). m.p.: 216.7-217.5 °C; *H NMR (400 MHz, d,-DMSO) 6 13.61 (s,
1H), 8.06 (d, J = 16.1 Hz, 1H), 7.95 (d, J = 16.1 Hz, 1H), 7.75 (d, J = 10.4 Hz, 2H), 7.43-
7.37 (m, 4H), 7.07 (d, J = 7.2 Hz, 1H), 3.84 (s, 3H); 3C NMR (101 MHz, d,-DMSO) 6
181.36, 160.17, 150.64, 145.07, 136.11, 130.63, 122.13, 121.90, 117.84, 114.02,
55.76; HRMS calcd for C;7H140,N,CI* [M + H]* 313.07383, found 313.07373.

(E)-2-(3-(5-chloro-1H-benzo[d]imidazol-2-yl)-3-oxoprop-1-en-1-yl)benzonitrile (A31): Yellow
solid (Yield: 37%). m.p.: 308.6—309.9 °C; *H NMR (400 MHz, d;-DMSO) & 8.71 (d, J =
5.2 Hz, 1H), 8.59 (d, J = 15.8 Hz, 1H), 8.06 (d, J = 1.9 Hz, 1H), 7.94 (d, J = 15.7 Hz, 1H),
7.74 (s, 2H), 7.63 (d, J; = 5.2 Hz, J, = 2.0 Hz, 1H), 7.39-7.37 (m, 2H); 13C NMR (101
MHz, d--DMSO) 6 181.67, 154.74, 151.94, 149.58, 144.34, 141.59, 126.96, 126.24,
125.32; HRMS caled for C;7H;;0N5CI* [M + H]* 308.05852, found 308.05824.

(E)-3-(3-(5-chloro-1H-benzo[d]imidazol-2-yl)-3-oxoprop-1-en-1-yl)benzonitrile (A32): Yellow
solid (Yield: 40%). m.p.: 241.2-242.3 °C; *H NMR (400 MHz, d,--DMSO) 6 13.67 (s, 1H),
8.39 (s, 1H), 8.21 (d, J = 7.9 Hz, 1H), 8.17 (d, J = 16.2 Hz, 1H), 7.97 (d, J = 16.2 Hz, 1H),
7.93 (d, J = 7.6 Hz, 2H), 7.68 (t, 1H), 7.59 (s, J = 7.8 Hz, 1H), 7.38 (s, 1H); 13C NMR (101

MHz, d--DMSO) 6 181.19, 142.65, 135.94, 134.54, 133.54, 133.13, 130.72, 124.01,
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118.77, 112.79; HRMS calcd for C;7H;;ON3CI* [M + H]* 308.05852, found 308.05917.

(E)-4-(3-(5-chloro-1H-benzo[d]imidazol-2-yl)-3-oxoprop-1-en-1-yl)benzonitrile (A33): Yellow
solid (Yield: 46%). m.p.: 279.6—280.4 °C; *H NMR (400 MHz, d,-DMSO) 6 8.57 (s, 1H),
8.47 (d, J = 16.2 Hz, 1H), 8.01 (d, J = 7.9 Hz, 2H), 7.93-7.89 (m, 3H), 7.83 (d, J = 16.2
Hz, 1H), 7.68 (d, J = 8.9 Hz, 1H); 3C NMR (101 MHz, d,-DMSO) & 185.89, 164.51,
152.62, 146.19, 141.30, 140.03, 139.75, 133.31, 129.57, 128.10, 119.14, 119.11,
116.41, 115.72, 112.49; HRMS calcd for C;7H1;ON; CI* [M + H]* 308.05852, found
308.05812.

(E)-3-(3-(4-chloro-1H-benzo[d]imidazol-2-yl)-3-oxoprop-1-en-1-yl)benzonitrile (A34): Yellow
solid (Yield: 37%). m.p.: 252.4-253.5 °C; 'H NMR (400 MHz, d,-DMSO) & 13.85 (s, 1H),
8.40 (s, 1H), 8.22 (d, J = 7.8 Hz, 1H), 8.17 (d, J = 16.1 Hz, 1H), 7.99 (d, J = 16.1 Hz, 1H),
7.94 (d, J=7.7 Hz, 1H), 7.71-7.67 (m, 1H), 7.57 (t, / = 7.6 Hz, 1H), 7.43-7.39 (m, 2H);
13C NMR (101 MHz, ds-DMSO) & 181.16, 142.77, 135.91, 134.58, 133.59, 133.16,
131.33, 130.73, 123.98, 118.78, 112.79; HRMS calcd for C;;H1;ON3CI* [M + H]*
308.05852, found 308.05833.

(E)-1-(5,6-dichloro-1H-benzo[d]imidazol-2-yl)-3-(pyridin-2-yl)prop-2-en-1-one (A35): Yellow
solid (Yield: 37%). m.p.: 290.1-292.3 °C; *H NMR (400 MHz, d,-DMSO) 6 8.72 (d, /= 7.1
Hz, 1H), 8.70 (d, J = 4.1 Hz, 1H), 7.88 (t, J = 7.7 Hz, 1H), 7.80 (d, J = 9.9 Hz, 3H), 7.74 (d,
J =15.9 Hz, 1H), 7.44-7.41 (m, 1H); 3C NMR (101 MHz, d,-DMSO) & 186.05, 162.12,
153.75, 150.54, 146.91, 140.28, 137.66, 128.62, 125.30, 124.90, 122.32, 120.03;
HRMS calcd for C15H1gON;ClL* [M + H]* 318.01954, found 318.01932.

(E)-3-(3-(5,6-dichloro-1H-benzo[d]imidazol-2-yl)-3-oxoprop-1-en-1-yl)benzonitrile (A36):
Yellow solid (Yield: 47%). m.p.: 228.6—229.9 °C; *H NMR (400 MHz, d,-DMSO) & 8.34 (d, J
=16.3 Hz, 1H), 8.31 (s, 1H), 8.17 (d, J = 7.9 Hz, 1H), 7.90 (d, J = 7.6 Hz, 1H), 7.83-7.79
(m, 3H), 7.67 (t, J = 7.8 Hz, 1H); 3C NMR (101 MHz, d,--DMSO) & 184.39, 159.25,
144.86, 139.90, 136.61, 133.89, 133.06, 132.76, 130.66, 126.49, 123.61, 119.66,
118.88, 112.70; HRMS calcd for C;7H;oON3Cl,* [M + H]* 342.01954, found 342.01939.
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(E)-4-(3-(5,6-dichloro-1H-benzo[d]imidazol-2-yl)-3-oxoprop-1-en-1-yl)benzonitrile (A37):
Yellow solid (Yield: 55%). m.p.: 264.3—266.5 °C; 'H NMR (400 MHz, d;.-DMSO) 6 8.56 (d, J
= 2.2 Hz, 1H), 8.24 (d, J = 16.0 Hz, 1H), 8.13 (d, J = 16.0 Hz, 1H), 8.05 (dd, J; = 7.9 Hz,
J; = 1.5 Hz, 1H), 8.03 (dd, J; = 9.0 Hz, J, = 2.3 Hz, 1H), 7.78-7.73 (m, 2H), 7.52 (t, J =
7.2 Hz, 1H); 3C NMR (101 MHz, d,-DMSO) & 183.71, 140.66, 134.43, 133.88, 132.71,
128.97, 128.84, 126.48, 125.90, 115.96; HRMS calcd for C;7H100ON5Cly* [M + H]*
342.01954, found 342.01939.

(E)-1-(1H-benzo[dlimidazol-2-yl)-3-(pyridin-2-yl)prop-2-en-1-one (A38): Yellow solid (Yield:
71%). m.p.: 245.8-247.3 °C; *H NMR (400 MHz, d,-DMSO) & 13.43 (s, 1H), 8.74 (d, J =
4.4 Hz, 1H), 8.48 (d, J = 15.7 Hz, 1H), 7.98-7.84 (m, 3H), 7.85 (d, J = 7.6 Hz, 1H), 7.70
(d, J=8.6 Hz, 1H), 7.51-7.46 (m, 2H); 13C NMR (101 MHz, d,-DMSO) & 181.59, 152.71,
150.75, 150.30, 143.53, 137.84, 126.52, 125.71, 125.21; HRMS calcd for
C1sH1:0N3Br* [M + H]* 328.00800, found 328.00796.

(E)-1-(1H-benzo[d]imidazol-2-yl)-3-(3-chlorophenyl)prop-2-en-1-one (A39): Yellow solid
(Yield: 68%). m.p.: 224.6—225.9 °C; *H NMR (400 MHz, d;-DMSO) 6 13.66 (s, 1H), 8.10
(d, J=16.1 Hz, 1H), 7.97-7.93 (m, 2H), 7.91 (s, 1H), 7.85 (d, J = 7.2 Hz, 1H), 7.69 (d, J =
8.4 Hz, 1H), 7.56-7.49 (m, 3H); 3C NMR (101 MHz, d;-DMSO) & 181.23, 150.19,
143.33, 136.92, 134.36, 131.38, 131.15, 129.07, 127.79, 123.37; HRMS calcd for
C16H110N,BrCI* [M + H]* 360.97378, found 360.97351.

(E)-3-(3-(1H-benzo[d]imidazol-2-yl)-3-oxoprop-1-en-1-yl)benzonitrile (A40): Yellow solid
(Yield: 43%). m.p.: 263.4-265.4 °C; *H NMR (400 MHz, d,-DMSO) & 13.65 (s, 1H), 8.36
(s, 1H), 8.19-8.12 (m, 2H), 7.97-7.91 (m, 2H), 7.67 (d, J = 6.0 Hz, 2H), 7.51 (s, 2H); 13C
NMR (101 MHz, d,-DMSO) 6 181.16, 142.61, 135.91, 134.51, 133.51, 133.10, 130.69,
123.98, 118.76, 112.79; HRMS calcd for Cy7H;;ON3Br*  [M + H]* 352.00800, found
352.00754.

(E)-4-(3-(1H-benzo[d]imidazol-2-yl)-3-oxoprop-1-en-1-yl)benzonitrile (A41): Yellow solid
(Yield: 34%). m.p.: 271.3—273.0 °C; 'H NMR (400 MHz, d--DMSO) & 13.67 (s, 1H), 8.16
(d, J = 16.2 Hz, 1H), 8.08-8.04 (m, 3H), 7.99 (d, J = 16.2 Hz, 1H), 7.92 (d, J = 8.1 Hz,
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2H), 7.87-7.73 (m, 1H), 7.54 (s, 1H); 13C NMR (101 MHz, d,-DMSO) & 181.12, 142.79,
139.12, 133.34, 129.97, 124.91, 118.99, 11592, 113.24; HRMS calcd for
C17H110N3Br* [M + H]* 352.00800, found 352.00876.

(E)-1-(5-nitro-1H-benzo[d]imidazol-2-yl)-3-(pyridin-2-yl)prop-2-en-1-one (A42): Yellow solid
(Yield: 77%). m.p.: 265.7-267.8 °C; *H NMR (400 MHz, d,-DMSO) & 8.74 (d, J = 15.8 Hz,
1H), 8.72 (s, 1H), 8.57 (d, J = 2.3 Hz, 1H), 7.91-7.87 (m, 2H), 7.82 (d, J = 7.8 Hz, 1H),
7.78 (d, J = 15.8 Hz, 1H), 7.67 (d, J = 8.9 Hz, 1H), 7.45-7.42 (m, 1H); 13C NMR (101
MHz, d,-DMSO) 6 186.51, 16.79, 153.65, 152.72, 150.57, 146.24, 141.22, 140.76,
137.69, 128.46, 125.48, 125.01, 119.09, 116.43, 115.65; HRMS calcd for Ci5H1103N,*
[M + H]* 295.08257, found 295.08282.

(E)-1-(5-nitro-1H-benzo[d]imidazol-2-yl)-3-phenylprop-2-en-1-one (A43): Yellow solid (Yield:
47%). m.p.: 257.8-259.1 °C; *H NMR (400 MHz, d.-DMSO) 6 14.06 (s, 1H), 8.58 (s, 1H),
8.19 (dd, J; = 9.0 Hz, J, = 2.2 Hz, 1H), 8.00 (s, 2H), 7.86-7.81 (m, 3H), 7.51-7.48 (m,
3H); 3C NMR (101 MHz, d,-DMSO) & 181.12, 152.88, 145.79, 134.54, 131.85, 129.62,
129.52, 121.43; HRMS calcd for C16H1,03N3* [M + H]* 294.08732, found 294.08749.

(E)-3-(2-chlorophenyl)-1-(5-nitro-1H-benzo[d]imidazol-2-yl)prop-2-en-1-one (A44): Yellow
solid (Yield: 44%). m.p.: 238.1-239.5 °C; *H NMR (400 MHz, d,-DMSO) 6 8.59 (d, J = 2.2
Hz, 1H), 8.21 (s, 2H), 8.11-7.08 (m, 2H), 7.78 (d, J = 9.0 Hz, 1H), 7.62-7.59 (m, 1H),
7.54-7.46 (m, 2H); 3C NMR (101 MHz, d,--DMSO) & 182.78, 143.22, 138.69, 134.99,
132.74, 132.56, 130.66, 128.83, 128.46, 125.68, 118.52, 117.67, 115.76; HRMS calcd
for C16H1103N3CI* [M + H]* 328.04835, found 328.04804.

(E)-3-(3-chlorophenyl)-1-(5-nitro-1H-benzo[d]imidazol-2-yl)prop-2-en-1-one (A45): Yellow
solid (Yield: 90%). m.p.: 200.7-202.5 °C; *H NMR (400 MHz, d;-DMSO) & 8.58 (d, J = 2.1
Hz, 1H), 8.30 (d, J = 16.2 Hz, 1H), 7.98 (dd, J; = 9.0 Hz, J, = 2.3 Hz, 1H), 7.91 (s, 1H),
7.85-7.81 (m, 2H), 7.72 (d, J = 9.0 Hz, 1H), 7.52-7.51 (m, 2H); 3C NMR (101 MHz, ds-
DMSO) 6 184.73, 142.07, 141.19, 137.49, 134.30, 131.33, 130.58, 128.73, 127.45,
125.57, 118.46, 116.85, 116.08; HRMS calcd for CygH1;03N;CI* [M + H]* 328.04835,
found 328.04823.
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(E)-3-(4-chlorophenyl)-1-(5-nitro-1H-benzo[d]imidazol-2-yl)prop-2-en-1-one (A46): Yellow
solid (Yield: 59%). m.p.: 223.6—225.1 °C; *H NMR (400 MHz, d;-DMSO) & 8.55 (s, 1H),
8.37 (d, J = 16.1 Hz, 1H), 7.90-7.86 (m, 3H), 7.79 (d, J = 16.1 Hz, 1H), 7.66 (d, J = 8.8
Hz, 1H), 7.54 (d, J = 7.6 Hz, 2H); 3C NMR (101 MHz, d,-DMSO) & 186.03, 164.73,
152.68, 146.19, 141.16, 140.37, 135.20, 134.43, 130.64, 129.56, 125.68, 118.98,
116.30, 115.59; HRMS calcd for Ci6H1;03N5CI* [M + H]* 328.04835, found 328.04739.

(E)-3-(2-bromophenyl)-1-(5-nitro-1H-benzo[d]imidazol-2-yl)prop-2-en-1-one (A47): Yellow solid
(Yield: 55%). m.p.: 235.5-236.8 °C; *H NMR (400 MHz, d,-DMSO) 6 8.56 (d, J = 2.2 Hz,
1H), 8.24 (d, J = 16.0 Hz, 1H), 8.13 (d, J = 16.0 Hz, 1H), 8.05 (dd, J; = 7.9 Hz, J, = 1.5 Hz,
1H), 8.03 (dd, J; = 9.0 Hz, J, = 2.3 Hz, 1H), 7.78-7.73 (m, 2H), 7.52 (t, J = 7.2 Hz, 1H),
7.44-7.39 (m, 1H); 3C NMR (101 MHz, d,--DMSO) & 183.71, 142.56, 140.66, 134.43,
133.88, 132.71, 128.97, 128.84, 126.48, 125.90, 118.12, 117.58, 115.96; HRMS calcd
for C16H1103N3Br* [M + H]* 371.99783, found 371.99769.
(E)-3-(3-bromophenyl)-1-(5-nitro-1H-benzo[d]imidazol-2-yl)prop-2-en-1-one (A48): Yellow
solid (Yield: 79%). m.p.: 220.3—221.8 °C; *H NMR (400 MHz, d,-DMSO) & 8.59 (d, J = 2.2
Hz, 1H), 8.21 (d, J = 16.2 Hz, 1H), 8.08-8.06 (m, 2H), 7.89 (s, 1H), 7.85 (d, J = 5.6 Hz,
1H), 7.77 (d, J = 9.0 Hz, 1H), 7.66 (d, J = 7.8 Hz, 1H), 7.44 (t, J = 7.8 Hz, 1H); 3C NMR
(101 MHz, d,-DMSO) & 183.27, 142.96, 142.13, 137.49, 133.73, 131.71, 131.61,

127.98, 124.64, 122.88, 118.17, 117.82, 115.80; HRMS calcd for CigH1,05N3Br* [M +
H]* 371.99783, found 371.99751.

(E)-3-(4-bromophenyl)-1-(5-nitro-1H-benzo[d]imidazol-2-yl)prop-2-en-1-one (A49): Yellow
solid (Yield: 71%). m.p.: 232.1-234.2 °C; 'H NMR (400 MHz, d;-DMSO) & 8.55 (d, J = 2.2
Hz, 1H), 8.38 (d, J = 16.1 Hz, 1H), 7.89 (dd, J; = 9.0 Hz, J, = 2.3 Hz, 1H), 7.81-7.74 (m,
3H), 7.69 (s, 1H), 7.67-7.65 (m, 2H); 3C NMR (101 MHz, d,--DMSO) 6 186.01, 164.75,
152.70, 146.20, 141.14, 140.41, 134.76, 132.48, 130.85, 125.75, 124.02, 118.97,
116.29, 115.57; HRMS calcd for C16H1;03N3Br* [M + H]* 371.99783, found 371.99698.

(E)-1-(5-nitro-1H-benzo[d]imidazol-2-yl)-3-(m-tolyl)prop-2-en-1-one  (A50): Yellow solid
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(Yield: 68%). m.p.: 201.5-203.0 °C; 'H NMR (400 MHz, ds-DMSO) & 8.58 (d, J = 2.1 Hz,
1H), 8.26 (d, J = 16.1 Hz, 1H), 7.99 (dd, J; = 9.0 Hz, J, = 2.3 Hz, 1H), 7.83 (d, J = 16.1 Hz,
1H), 7.72 (d, J = 9.0 Hz, 1H), 7.67 (s, 1H), 7.61 (d, J = 7.6 Hz, 1H), 7.37 (t, / = 7.6 Hz,
1H), 7.29 (d, J = 7.6 Hz, 1H), 2.39 (s, 3H); 13C NMR (101 MHz, d,-DMSO) & 184.78,
143.09, 142.05, 138.83, 135.14, 131.85, 129.45, 129.26, 126.62, 123.79, 118.33,
116.86, 115.99, 21.32; HRMS calcd for Cy7H1405N3* [M + H]* 308.10297, found
308.10292.

(E)-3-(3-(5-nitro-1H-benzo[dlimidazol-2-yl)-3-oxoprop-1-en-1-yl)benzonitrile (A51): Yellow
solid (Yield: 42%). m.p.: 235.3-236.7 °C; *H NMR (400 MHz, d;--DMSO) 6 8.55 (d, J = 2.0
Hz, 1H), 8.45 (d, J = 16.2 Hz, 1H), 8.33 (s, 1H), 8.19 (d, J = 7.9 Hz, 1H), 7.89 (d, J = 8.7
Hz, 2H), 7.81 (d, J = 16.2 Hz, 1H), 7.68 (t, J = 8.3 Hz, 2H); 3C NMR (101 MHz, ds,-DMSO)
6 185.97, 164.59, 152.66, 146.20, 141.22, 139.48, 136.79, 133.79, 133.02, 132.71,
130.66, 127.20, 119.03, 118.91, 116.34, 115.65, 112.70; HRMS calcd for C;7H1;03N,*
[M + H]* 319.08257, found 319.08203.

(E)-3-(3-methoxyphenyl)-1-(5-nitro-1H-benzo[d]imidazol-2-yl)prop-2-en-1-one (A52): Yellow solid
(Yield: 50%). m.p.: 218.7-212.0 °C; *H NMR (400 MHz, d,-DMSO) 6 8.59 (d, J = 2.1 Hz,
1H), 8.26 (d, J = 16.1 Hz, 1H), 7.99 (dd, J; =9.0 Hz, J, = 2.3 Hz, 1H), 7.85 (d, / = 16.1 Hz,
1H), 7.72 (d, J = 9.0 Hz, 1H), 7.42-7.38 (m, 3H), 7.06—-7.04 (m, 1H), 3.85 (s, 3H); 13C
NMR (101 MHz, d,-DMSO) 6 184.84, 160.17, 143.08, 142.08, 136.63, 130.58, 124.14,
121.56, 118.36, 117.24, 116.88, 116.02, 113.78, 55.73; HRMS calcd for C;7H1404N3*
[M + H]*324.09788, found 324.09789.
(E)-1-(5-amino-1H-benzo[d]imidazol-2-yl)-3-(pyridin-2-yl)prop-2-en-1-one ~ (A53): Yellow
solid (Yield: 46%). m.p.: 199.4-200.9 °C; *H NMR (400 MHz, d,--DMSO) 6 12.84 (s, 1H),
8.71(d,J=4.1 Hz, 1H), 8.48 (d, J = 15.8 Hz, 1H), 7.94-7.88 (m, 2H), 7.82 (d, J = 7.6 Hz,
1H), 7.75 (s, 2H), 7.72 (d, J = 8.8 Hz, 1H), 7.45 (t, / = 5.3 Hz, 1H), 7.34 (d, J = 8.5 Hz,
1H); 13C NMR (101 MHz, d,--DMSO) 6 181.97, 152.94, 151.32, 150.86, 143.37, 137.94,

129.13, 126.53, 125.76, 125.62, 125.24; HRMS calcd for CisHi30Ng* [M + HJ*
266.11676, found 266.13788.

(E)-1-(5-amino-1H-benzo[d]imidazol-2-yl)-3-phenylprop-2-en-1-one  (A54): Yellow solid
S13



(Yield: 47%). m.p.: 219.4-220.9 °C; H NMR (400 MHz, ds-DMSO) & 12.83 (s, 1H), 8.09
(d, J = 16.1 Hz, 1H), 7.89-7.82 (m, 3H), 7.48-7.47 (m, 4H), 6.72 (d, J = 8.5 Hz, 1H),
6.63 (s, 1H), 5.51 (s, 2H); 13C NMR (101 MHz, d;-DMSO) & 179.97, 142.92, 135.04,
131.16, 129.56, 129.14, 122.42, 115.30; HRMS calcd for CigH14ONs* [M + HI*
264.11314, found 264.11328.

(E)-1-(5-amino-1H-benzo[d]imidazol-2-yl)-3-(2-chlorophenyl)prop-2-en-1-one (A55): Yellow
solid (Yield: 44%). m.p.: 218.7-219.8 °C; *H NMR (400 MHz, d,-DMSO) & 12.88 (s, 1H),
8.13 (s, 2H), 8.07 (d, J = 7.0 Hz, 1H), 7.58 (d, J = 7.3 Hz, 1H), 7.52-7.45 (m, 3H), 6.74 (d,
J = 8.6 Hz, 1H), 6.64 (s, 1H), 5.58 (s, 2H); 3C NMR (101 MHz, d,-DMSO) & 179.58,
147.34, 137.47, 134.81, 132.68, 132.47, 130.61, 128.75, 128.40, 125.22, 115.68;
HRMS calcd for C14H130N;CIF [M + H]*298.07417, found 298.07389.

(E)-1-(5-amino-1H-benzo[d]imidazol-2-yl)-3-(3-chlorophenyl)prop-2-en-1-one (A56): Yellow
solid (Yield: 59%). m.p.: 190.9-192.5 °C; *H NMR (400 MHz, d,--DMSO) 6 12.88 (s, 1H),
8.12 (d, J = 16.1 Hz, 1H), 7.90 (s, 1H), 7.85-7.80 (m, 2H), 7.53-7.48 (m, 3H), 6.75 (dd,
J;=8.8 Hz, J,= 1.9 Hz, 1H), 6.66 (s, 1H), 5.68 (s, 2H); 3C NMR (101 MHz, ds-DMSO) &
179.81, 147.49, 141.24, 137.30, 131.29, 130.65, 128.76, 127.48, 123.99, 115.69;
HRMS calcd for C16H130N3CI* [M + H]* 298.07417, found 298.07419.

(E)-1-(5-amino-1H-benzo[d]imidazol-2-yl)-3-(4-chlorophenyl)prop-2-en-1-one (A57): Yellow
solid (Yield: 54%). m.p.: 215.3-217.0 °C; *H NMR (400 MHz, ds-DMSO) & 12.84 (s,1H),
8.08 (d, /= 16.1 Hz, 1H), 7.87-7.82 (m, 3H), 7.52 (d, J = 8.4 Hz, 3H), 6.73 (d, / = 8.4 Hz,
1H),6.63 (s, 1H), 5.53 (s, 2H); 13C NMR (101 MHz, d,-DMSO) 6 179.82, 147.47, 141.43,
135.60, 134.00, 130.81, 129.57, 123.17, 115.39; HRMS calcd for C;¢H130N3CI* [M +
H]* 298.07417, found 298.07465.

(E)-1-(5-amino-1H-benzo[d]imidazol-2-yl)-3-(2-bromophenyl)prop-2-en-1-one (A58): Yellow
solid (Yield: 42%). m.p.: 235.4-237.2 °C; *H NMR (400 MHz, d,--DMSO) 6 12.89 (s, 1H),
8.10 (s, 2H), 8.05 (d, J = 7.9 Hz, 1H), 7.75 (dd, J; = 7.9 Hz, J,= 0.8 Hz, 1H), 7.53-7.48
(m, 2H), 7.42-7.38 (m, 1H), 6.75 (d, J = 7.9 Hz, 1H), 6.67 (s, 1H), 5.82 (s, 2H); 3C NMR
(101 MHz, d,-DMSO) & 179.56, 147.43, 140.21, 134.35, 133.87, 132.67, 128.95,
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128.86, 125.84, 125.32, 115.82; HRMS calcd for C4;gH130N3Br* [M + H]* 342.02365,
found 342.02354.

(E)-1-(5-amino-1H-benzo[d]imidazol-2-yl)-3-(2-bromophenyl)prop-2-en-1-one (A59): Yellow
solid (Yield: 58%). m.p.: 216.4-218.8 °C; *H NMR (400 MHz, d;--DMSO) 6 12.85 (s, 1H),
8.08 (t, / = 16.1 Hz, 2H), 7.83 (t, / = 16.8 Hz, 2H), 7.64 (d, / = 7.9 Hz, 1H), 7.51 (d, J =
8.4 Hz, 1H), 7.42 (t, J = 7.9 Hz, 1H), 6.72 (d, J = 8.6 Hz, 1H), 6.62 (s, 1H), 5.53 (s, 2H);
13C NMR (101 MHz, ds-DMSO) & 179.70, 147.37, 141.06, 137.58, 133.55, 131.60,
129.12, 127.85, 123.98, 122.87, 115.40; HRMS calcd for CigH;,ON3Br* [M + HJ*
342.02365, found 342.02362.

(E)-1-(5-amino-1H-benzo[d]imidazol-2-yl)-3-(4-bromophenyl)prop-2-en-1-one (A60): Yellow
solid (Yield: 88%). m.p.: 228.7-230.6 °C; *H NMR (400 MHz, d,--DMSO) 6 12.84 (s, 1H),
8.09 (d, /= 16.1 Hz, 1H), 7.81 (t, J = 16.1 Hz, 3H), 7.66 (d, J = 8.5 Hz, 2H), 7.51 (d, J =
8.6 Hz, 1H), 6.73 (d, J = 8.8 Hz, 1H), 6.63 (s, 1H), 5.54 (s, 2H); 3C NMR (101 MHz, ds-
DMSO) 6 179.82, 147.48, 141.53, 134.33, 132.51, 131.02, 124.48, 123.21, 115.44;
HRMS calcd for C16H130N3Br* [M + H]* 342.02365, found 342.02323.

(E)-1-(5-amino-1H-benzo[d]imidazol-2-yl)-3-(m-tolyl)prop-2-en-1-one (A61): Yellow solid
(Yield: 49%). m.p.: 212.0-213.9 °C; *H NMR (400 MHz, d,-DMSO) & 8.07 (d, J = 16.1 Hz,
1H), 7.83 (d, / = 16.1 Hz, 1H), 7.66 (s, 1H), 7.60 (d, J = 7.6 Hz, 1H), 7.52 (d, J = 8.8 Hz,
1H), 7.36 (t, J = 7.6 Hz, 1H), 7.28 (d, J = 7.5 Hz, 1H), 6.77 (dd, J; = 8.8 Hz, J, = 1.2 Hz,
1H), 6.72 (s, 1H), 2.37 (s, 3H); 3C NMR (101 MHz, d,-DMSO) 6 180.05, 147.76, 143.23,
138.85, 134.95, 131.97, 129.45, 129.25, 126.72, 122.18, 115.74, 21.30; HRMS calcd
for C;7H160ON3* [M + H]* 278.12879, found 278.12851.
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2. The 'H NMR, 3C NMR spectra and HRMS of compounds Al to A61 are listed below.
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High resolution mass spectrum of compound A12

S34

= [ B i B B B B = - B - T B o BT o - & B
(3] [ T T e O T L o LY o o N O 6 S OO O M= D W
N e em i e e R R e AT e Lr= e R A O e e
— [ AN RN T R LT L I N o L R I e T R R LR S
[e1] = S U= LR T T I L O T N R N T e B o B | Lo I T S O )
1 LI B B B I 1 LI B B e B B e B | Lo S U I e R B ]
|
| | I I | T E I I E 1
180 160 140 120 100 a0 60 40 20 ppm
13C NMR spectrum of compound A12
274.09733
C4i7H12 O N3 =274.09749
13.5 RDBE
100 -0.58123 ppm
907
80
g 103
E
2 7
= m
< 507
g
B 40
e 7
307
207
3 296.07925
104
G - 1 |I. [ ' L L L
“I""]""l'"'I"“'|""I“"|"“'I""|'"'I'“']""I""I'“'|""I""I""l'”'l""l"' |'”'l’"'f'"'l'"'I""[""I'"'I"”f""I'"'I""[“"|"“|""l“"l""l""l"" el } '"I""I
180 200 220 240 260 280 300 320 340 360 380
m/z



gans g —

EGIE"
65LE"
SERE"
TI6E"
TSEL”
BLOE”
BLEE"
25967
2500°
[Vl
ggeo0”’
896T"
TLEL”

Ny

o0 o0 OO O 0D e

JLJLH
)

|

A

ppm

2

2| e |5

=3

< Jun
|| e
—

L BT Bl Bl )
T
-]

10

13

H NMR spectrum of compound A13

L e N g TS = B

— 00

3£ 6L
AL°BE
LE"BE
BT 0F
6L 0k
0% Qr

Ly

— e

"GE

ETT— ]
BTT— — ]
EZT— _—

8T —

Ppm

T T T T
160 140 120 100

T
180

13C NMR spectrum of compound A13

S35



296.07919

400

350

300

m/z

O&¥F"
F305”

R

ppm

1

2

S36

274.09724
13.5 RDBE
-0.90337 ppm

(e
I
ib

250

Ci7H12 O N3 =274.09749

100

~ @ n =

80UBPUNQY SATIE|SY

—

200

High resolution mass spectrum of compound A13

]
r-
o
o
LI R o ol ol e e i a  p T B o

L

L

EHGETET—

10

11

12

13

H NMR spectrum of compound A14



L IS = Ty ]

::r: glrhiﬁr- I d e B ] 303 N O MO W e
5 T e o Wt o O [ LT Y
— Lo I T e B e e [ N S | L S T
ol o o ol o TR N B U S RN B | Lo T 1) o Oy 0
—t = o= e o o e [ = U U e s B A |
T I ] I I T I z T T ] T |
180 160 140 120 100 a0 G0 40 20 ppm
13C NMR spectrum of compound A14
264.11320
CigH14 ON3=264.11314
11.5 RDBE
100 0.21863 ppm
9
8
= 7
5 6
2
= |
25
s
‘%' 4
@
3
2 265.11656
1
0
250 255 260 265 270 275 280
m/z

High resolution mass spectrum of compound A14

S37



TEBE’
£z0%”
268E°
9BLE”
SLBET
TEZ09°
T4
FEEEN
PTITLY
AEEL”
gL0g’
te¥e”
CSLE”
Q186"
alee’
FEO0"
sL¥e’
qLEET
aLLs’
6Z8E"

-
N o

Lol el snlll ol el a2l ol

L

oo o ol o 0 e ore e e

i =]

A
[ [
o || | i
1 B B

= b

il | i |

1 T
10 8

e

12

7

9

11

13

H NMR spectrum of compound A15

gL"

0D o Oh O
Ll ot R

[
=T =
4l

i
TaTT
“8T1
TELT

Kol
e e e |

RS\ s

FET

PPmM

T T T T
160 140 120 100

T
180

13C NMR spectrum of compound A15

S38



100

Relative Abundance
&

288.11313

C13 H 14 (9] N3 =288.11314
13.5 RDBE

-0.04018 ppm

4
3 310.09504
2
1
GI'II|IIII|IIIIII|IIIl]I]II[[]llII[I'[III|IIII|!II'III|[['I'I|II[l
265 270 275 280 285 290 295 300 305 310
miz
High resolution mass spectrum of compound A15
; Lo T O B oo I i e B I o R T | L e | oo
L=1] Lo e O e = U L e B I T T o oo
(e [ i L T = e B L o P I s ) 0y
L LB R N B =R R R B LI et R e | o o=
7 e o e
bl )
=== = 1Y%
SR/ AN JLLJ“‘J"JL L
| J| L
: g :
e e L S SR el Sremaluio BT D R e O i SRR :
13 12 11 10 9 3 7 6 5 3 2 1 ppm

H NMR spectrum of compound A16

S39



High resolution mass spectrum of compound A16
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High resolution mass spectrum of compound 46
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Relative Abundance
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