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1. The spectral characteristics of the synthesized compounds (17-36)
The spectral data of the synthesized novel bisquinoline chalcones (17-36) are listed below

1.1 (E)-1-(6-chloro-2-methyl-4-phenylquinolin-3-yl)-3-(2-morpholinoquinolin-3-yl)prop-2-en-1-one  (17):
Yellow solid (Obtained yield: 467 mg, 90% yield); m.p:168°C ; 'TH NMR (400 MHz, CDCl3, 5(ppm)): 8.02 (d,
J=-8.92Hz, 1H), 7.73 (d, J =-8.68 Hz, 2H), 7.63 (d, J =-8.84 Hz, 1H), 7.55 (dd, J =-7.52, -14.02 Hz, 3H),
7.35 (s, 3H), 7.30 (d, J =-7.60 Hz, 1H), 7.23 (t, J = -6.96 Hz, 3H), 3.09 (d, J =-16.16 Hz, 1H), 3.60 (s, 4H),
3.09 (s, 4H), 2.65 (s, 3H); '*C NMR (100 MHz, CDCls, d (ppm)): 196.75 ,159.02, 155.05, 147.76, 143.39,
138.02, 134.68, 133.39, 132.70, 131.23, 130.96, 130.67, 128.95, 128.95, 128.64, 128.46, 127.86, 127.66,
125.98, 124.75, 121.60, 66.59, 50.84, 23.91; DEPT-135 (100 MHz, CDCl;, & (ppm))(+ve
peaks):145.89,137.98, 131.03,130.83, 130.35, 130.21, 129.55,128.98, 127.82, 127.48 126.49,123.69
,123.30,122.87, 24.42, (-ve peaks): 50.71,25.66; HRMS(ESI)m/z: [M+H] + Calculated for C3,H26CIN;O,;
520.1792; found: 520.1794.

1.2 (E)-1-(2-methyl-4-phenylquinolin-3-yl)-3-(2-morpholinoquinolin-3-yl)prop-2-en-1-one (18): Light yellow
solid (Obtained yield: 446 mg, 92% yield); m.p: 158° C ;'H NMR (400 MHz, CDCls, 8(ppm)): 8.15 (d, J = -
8.48 Hz, 1H), 7.80 (d, J =-7.88 Hz, 3H), 7.63 (dd, J =-3.72, -13.46 Hz, 3H), 7.48 (t, J =-7.40 Hz, 1H), 7.41
(d, J =-6.32 Hz, 2H), 7.34 (dd, J = -5.84, -13.62 Hz, 4H), 7.26 (s, 1H), 6.75 (d, J =-16.16 Hz, 1H), 3.66 (1,
J =-4.32 Hz, 4H), 3.16 (t, J = -4.52 Hz, 4H), 2.74 (s, 3H); 13C NMR (100 MHz, CDCl;, 5 (ppm)): 197.35,
159.04 ,154.65, 147.84, 147.70, 145.40 ,143.25 ,138.02 ,135.38 ,132.59 ,130.90, 130.30, 129.04, 128.82,
128.64 ,128.44 ,127.88, 127.64 ,126.70, 126.22 ,125.13, 124.89 ,124.77 ,121.72, 66.59 ,50.80, 24.02;
DEPT-135 (100 MHz, CDCls, d (ppm)) (+ve peaks): 143.26,138.03,130.90,130.36,130.29, 129.04, 128.83,
128.65, 128.44, 127.88, 127.64,126.71,126.22, 124.89, 24.03, (-ve peaks): 66.59, 50.80; HRMS(ESI)m/z:
[M+H] + Calculated for C3,H,7N3O,; 486.2182; found: 486.2187.

1.3 (E)-1-(6-chloro-4-(2-chlorophenyl)-2-methylquinolin-3-yl)-3-(2-morpholinoquinolin-3-yl)prop-2-en-1-one
(19): Yellow solid (Obtained yield: 498 mg, 90% vyield); m.p: 160° C; "H NMR (400 MHz, CDCl;, &(ppm)):
8.10 (d, J =-9.00 Hz, 1H), 7.92 (s, 1H), 7.81 (d, J =-8.36 Hz, 1H), 7.71 (dd, J =-2.28, -9.00 Hz, 1H), 7.67
(d, J =-7.52 Hz, 1H), 7.64 (dd, J =-4.88, -10.10 Hz, 1H), 7.50 (d, J =-16.28 Hz, 1H), 7.41 (ddd, J =-1.60,
-4.56, Hz, 2H), 7.37 (dd, J =-1.20, -7.16 Hz, 2H), 7.32 (d, J =-2.20 Hz, 1H), 7.26 (s, 1H), 6.90 (d, J = -
16.28 Hz, 1H), 3.66 (t, J =-4.40 Hz, 4H), 3.19 (t, J =-4.80 Hz, 4H), 2.74 (s, 3H); *C NMR (100 MHz, CDCl,,
O (ppm)): 196.34, 159.17, 155.14, 147.83, 145.87, 144.16 ,141.89, 138.28, 133.79, 133.48, 133.31, 132.94,
132.39 ,131.38, 131.08, 130.79 ,130.62 ,129.78, 127.98, 127.67, 127.22, 125.45, 124.96, 124.82, 124.68,



121.42, 66.60, 50.90, 23.90; DEPT-135 (100 MHz, CDCI3, 6 (ppm))(+ve peaks): 144.17, 138.29, 132.39,
131.38, 131.08, 130.79, 130.63, 129.78, 127.99, 127.67, 127.22, 124.97, 124.68, 23.91, (-ve peaks): 66.60,
50.90; HRMS(ESI)m/z: [M+H] + Calculated for C3,H,5CIoN305; 554.1402; found: 554.1408.

1.4 (E)-1-(6-chloro-4-(2-fluorophenyl)-2-methylquinolin-3-yl)-3-(2-morpholinoquinolin-3-yl)prop-2-en-1-one
(20): Yellow solid (Obtained yield: 483 mg, 90% vyield); m.p:162° C ; "H NMR (400 MHz, CDCls;, &(ppm)):
8.02 (d, J =-8.96 Hz, 1H), 7.84 (s, 1H), 7.74 (d, J =-8.36 Hz, 1H), 7.64 (dd, J =-2.16, -8.98 Hz, 1H), 7.58
(dd, J =-3.96, -7.46 Hz, 2H), 7.34 (dd, J =-2.04, -7.02 Hz, 2H), 7.29 (d, J =-5.24 Hz, 1H), 7.18 (dd, J = -
8.00, -13.84 Hz, 3H), 7.17 (d, J = -13.80 Hz, 1H), 7.03 (t, J =-9.04 Hz, 1H), 6.80 (d, J =-16.32 Hz, 1H),
3.56 (t, J = -4.52 Hz, 4H), 3.10 (dd, J = -3.76, -8.38 Hz, 4H), 2.65 (s, 3H); 1*C NMR (100 MHz, CDCl;,
(ppm)): 196.52, 159.14, 155.03, 147.84, 145.89, 144.28, 139.07, 138.25, 134.06, 132.99, 132.32, 131.44,
131.11, 130.75, 128.04, 127.97, 127.67, 125.88, 124.79, 124.68, 124.54, 122.17, 121.42, 115.94, 115.72;
DEPT-135 (100 MHz, CDCls;, 6 (ppm))(+ve peaks): 144.29,138.25, 032.30, 131.45, 131.11, 130.75, 128.04,
127.98, 127.67, 124.99, 124.54, 115.94, 115.72, 23.90; (-ve peaks):66.55, 50.86; HRMS(ESI)m/z: [M+H] +
Calculated for C3,H,5CIFN3;0,; 538.1697; found: 538.1696.

1.5  (E)-1-(2-methyl-6-nitro-4-phenylquinolin-3-yl)-3-(2-morpholinoquinolin-3-yl)prop-2-en-1-one  (21):
Yellowish orange solid (Obtained yield: 466 mg, 88% yield); m.p: 161° C; '"H NMR (400 MHz, CDCl;,
o(ppm)): 8.52 (d, J =-2.36 Hz, 1H), 8.46 (dd, J =-2.44, -9.22 Hz, 1H), 8.20 (d, J =-9.16 Hz, 1H), 7.73 (d, J
=-9.48 Hz, 2H), 7.57 (dd, J = -4.44, -7.44 Hz, 2H), 7.40 (t, J = -3.36 Hz, 3H), 7.29 (ddd, J = -2.04, -8.98,
Hz, 4H), 6.69 (d, J =-16.16 Hz, 1H), 3.61 (t, J = -4.44 Hz, 4H), 3.09 (t, J = -4.64 Hz, 4H), 2.71 (s, 3H); 3C
NMR (100 MHz, CDCl3, d (ppm)): 196.01, 159.06, 159.01, 149.83, 147.81, 147.03, 145.77, 143.72, 138.18,
134.31, 133.84, 131.12, 130.93, 130.15, 129.56, 128.97, 127.96, 127.90, 127.69, 125.03, 124.71, 124.48,
123.81, 123.25, 121.41, 66.61, 50.86, 24.40; DEPT-135 (100 MHz, CDClI3, & (ppm))(+ve peaks):143.43,
141.24,137.95, 136.51, 129.52, 129.27, 127.87, 127.73, 127.63, 123.60, 123.18, 29.70, (-ve peaks): 52.78,
31.71 ; HRMS(ESI)m/z: [M+H] + Calculated for C3,H26N4O4; 531.2032; found: 531.2042.

1.6 (E)-1-(6-chloro-2-methyl-4-phenylquinolin-3-yl)-3-(2-(piperidin-1-yl)quinolin-3-yl)prop-2-en-1-one (22):
orange solid (Obtained yield: 465 mg, 90% yield); m.p: 139°C; "H NMR (400 MHz, CDCl3, 5(ppm) 8.00 (d,
J =-8.96 Hz, 1H), 7.69 (t, J = -3.04 Hz, 2H), 7.61 (dd, J = -1.08, -8.94 Hz, 1H), 7.51 (dd, J =-7.08, -9.08
Hz, 3H), 7.33 (t, J =-3.68 Hz, 3H), 7.24 (t, J = -2.48 Hz, 2H), 7.20 (dd, J = -1.76, -9.48 Hz, 2H), 6.64 (d, J
=-16.24 Hz, 1H), 3.04 (s, 4H), 2.66 (s, 3H), 1.42 (s, 6H); '*C NMR (100 MHz, CDCls;, d (ppm)): 197.15
160.16 155.20 148.01 146.21 144.61 144.42 137.44 134.66 133.47 132.52 131.05 130.73 130.64 130.12
128.86 128.60 128.10 127.85 127.48 126.08 125.01 124.50 124.41 121.99 51.69 25.79 24.42 23.92; DEPT-
135 (100 MHz, CDCl;, 6 (ppm)) (+ve peaks): 144.42, 137.45, 131.05, 130.73, 130.64, 130.12, 128.86,



128.60, 128.10, 127.85, 127.49, 125.01, 124.41, 23.93, (-ve peaks): 51.69, 25.79, 24.42; HRMS(ESI)m/z:
[M+H] + Calculated for C33H23CIN3O; 518.1999; found: 518.1997.

1.7 (E)-1-(2-methyl-4-phenylquinolin-3-yl)-3-(2-(piperidin-1-yl)quinolin-3-yl)prop-2-en-1-one (23): orange
solid (Obtained yield: 445 mg, 92% yield); m.p:142°C ; "H NMR (400 MHz, CDCl3, 3(ppm)): 8.09 (d, J = -
9.00 Hz, 1H), 7.86 (s, 1H), 7.78 (d, J =-8.32 Hz, 1H), 7.71 (dd, J = -2.16, -8.96 Hz, 1H), 7.61 (dd, J =-7.96,
-11.56 Hz, 2H), 7.41 (t, J =-6.80 Hz, 2H), 7.33 (t, J =-8.68 Hz, 3H), 7.25 (dd, J =-5.52, -6.92 Hz, 3H), 7.09
(t, J =-9.04 Hz, 1H), 6.85 (d, J =-16.32 Hz, 1H), 3.14 (dd, J =-5.68, -11.52 Hz, 4H), 2.74 (s, 3H), 1.48 (d,

=-5.44 Hz, 6H); 3C NMR (100 MHz, CDCl3, d (ppm)): 196.81, 160.21, 155.23, 148.05, 145.85, 145.29,
139.13, 137.84, 134.20, 132.86, 132.15, 131.30, 130.88, 130.64, 127.94, 127.64, 127.44, 125.97, 124.59,
124.49, 124.44, 121.86, 115.95, 115.74, 51.68, 25.70, 24.41, 23.86; DEPT-135 (100 MHz, CDCl3;, d (ppm))
(+ve peaks): 145.29, 137.85, 132.15, 132.13, 131.30, 130.88, 130.64, 127.94, 127.64, 127.44, 124.59,
124.44, 115.95, 115.74, 23.86, (-ve peaks): 51.68, 25.70, 24.41; HRMS(ESI|)m/z: [M+H] + Calculated for
Ca3HygN30; 484.2388; found:484.2380.

1.8 (E)-1-(6-chloro-4-(2-chlorophenyl)-2-methylquinolin-3-yl)-3-(2-(piperidin-1-yl)quinolin-3-yl)prop-2-en-1-
one (24): orange solid (Obtained yield: 496 mg, 90% yield); m.p:154°C; "H NMR (400 MHz, CDCl; &(ppm)):
8.02 (d, J =-8.96 Hz, 2H), 7.80 (d, J =-8.40 Hz, 1H), 7.63 (d, J =-2.24 Hz, 1H), 7.61 (t, J =-2.28 Hz, 1H),
7.56 (dd, J =-4.76, -14.16 Hz, 1H), 7.34 (t, J =-7.60 Hz, 3H), 7.29 (s, 1H), 7.25 (d, J = -2.40 Hz, 2H), 7.19
(s, 1H), 6.39 (s, 1H), 2.98 (s, 4H), 2.67 (s, 3H), 1.48 (d, J = -3.16 Hz, 6H); '*C NMR (100 MHz, CDCl;, 5
(ppm)): 193.26, 157.87, 155.65, 150.60, 146.47, 145.85, 142.08, 140.40, 133.55, 133.13, 132.96, 132.84,
132.35, 131.24, 130.70, 130.49, 130.22, 129.68, 128.05, 127.67, 127.18, 125.98 ,125.92 ,125.38 ,124.79
,123.24 ,52.13, 24.93, 23.81, 23.74; DEPT-135 (100 MHz, CDCl3, & (ppm)) (+ve peaks): 130.70, 130.49,
130.22, 129.68, 128.05, 127.68, 127.19, 125.92, 124.79, 23.82, (-ve peaks): 52.13, 24.93,23.74;
HRMS(ESI)m/z: [M+H] + Calculated for C33H,7CI.N30; 552.1609; found:552.1603.

1.9 (E)-1-(6-chloro-4-(2-fluorophenyl)-2-methylquinolin-3-yl)-3-(2-(piperidin-1-yl)quinolin-3-yl)prop-2-en-1-
one (25): orange solid (Obtained yield: 482 mg, 90% yield); m.p:145°C; '"H NMR (400 MHz, CDCl;, &(ppm)):
8.06 (d, J =-8.36 Hz, 1H), 7.68 (dd, J = -6.86, -11.37 Hz, 3H), 7.56 (d, J = -8.52 Hz, 1H), 7.52 (dd, J = -
1.96, -12.06 Hz, 2H), 7.40 (dd, J =-0.72, -11.18 Hz, 1H), 7.32 (dd, J =-1.64, -5.16 Hz, 2H), 7.25 (dd, J = -
3.16, -7.00 Hz, 2H), 7.20 (d, J =-11.00 Hz, 1H), 6.65 (d, J =-16.20 Hz, 1H), 3.05 (s, 4H), 2.68 (s, 3H), 1.42
(s, 6H); 1*C NMR (100 MHz, CDCls, d (ppm)): 197.60, 160.18, 154.79, 147.94, 147.70, 145.58, 144.27,
137.46, 135.32, 132.71, 130.68, 130.33, 130.22, 128.83, 128.58, 128.52, 128.40, 128.24, 127.86, 127.42,
126.61, 126.27, 125.26, 124.50, 124.38, 122.14, 51.66, 25.76, 24.42, 23.86; DEPT-135 (100 MHz, CDCl,,
O (ppm)) (+ve peaks): 144.27, 137.46, 130.68, 130.23, 128.83, 128.59, 128.40, 127.86, 127.42, 126.61,



126.28, 124.38, 23.87, (-ve peaks): 51.67, 25.77, 24.42; HRMS(ESI)m/z: [M+H] + Calculated for
Cs3H27CIFN30; 536.1904; found: 536.1169.

1.10 (E)-1-(2-methyl-6-nitro-4-phenylquinolin-3-yl)-3-(2-(piperidin-1-yl)quinolin-3-yl)prop-2-en-1-one (26):
orange solid (Obtained yield: 465 mg, 88% yield); m.p: 150°C; '"H NMR (400 MHz, CDCls, d(ppm)): 8.59
(d, J =-2.16 Hz, 1H), 8.53 (dd, J =-2.36, -9.14 Hz, 1H), 8.27 (d, J =-9.20 Hz, 1H), 7.78 (d, J = -7.04 Hz,
2H), 7.61 (t, J =-7.84 Hz, 3H), 7.47 (t, J =-3.08 Hz, 3H), 7.33 (dd, J =-2.56, -11.44 Hz, 3H), 6.74 (d, J = -
16.24 Hz, 1H), 3.12 (s, 4H), 2.80 (s, 3H), 1.64 (s, 6H); '*C NMR (100 MHz, CDCls, & (ppm)): 196.38, 160.14,
159.20, 149.80, 148.06, 147.13, 145.71, 144.76, 137.60, 134.39, 133.78, 130.91, 130.83, 130.08, 129.49,
128.91, 127.89, 127.63, 127.49, 124.53, 124.46, 123.68, 123.30, 121.78, 51.73, 25.82, 24.39, 24.36;
DEPT-135 (100 MHz, CDCl3, & (ppm)) (+ve peaks): 144.76, 137.60, 130.91, 130.83, 130.08, 129.49,
128.92, 127.90, 127.63, 127.49, 124.53, 123.69, 123.30, 24.36, (-ve peaks): 51.73, 25.82, 24.39;
HRMS(ESI)m/z: [M+H] + Calculated for C33H2sN4O3; 529.2240; found: 529.2249.

1.11 (E)-1-(6-chloro-2-methyl-4-phenylquinolin-3-yl)-3-(2-(pyrrolidin-1-yl)quinolin-3-yl)prop-2-en-1-one
(27): Yellow solid (Obtained yield: 453 mg, 90% yield); m.p:178°C ; 'TH NMR (400 MHz, CDCl;, 5(ppm)):
7.98 (d, J =-8.96 Hz, 1H), 7.60 (dd, J =-2.32, -8.98 Hz, 2H), 7.51 (d, J =-2.24 Hz, 1H), 7.49 (s, 1H), 7.45
(dd, J =-1.28, -6.92 Hz, 1H), 7.41 (d, J =-9.64 Hz, 1H), 7.36 (dd, J =-2.16, -4.56 Hz, 4H), 7.24 (dd, J = -
4.04, -6.46 Hz, 2H), 7.11 (dd, J =-0.88, -11.06 Hz, 1H), 6.35 (d, J =-15.88 Hz, 1H), 3.31 (t, J = -6.52 Hz,
4H), 2.65 (s, 3H), 1.77 (t, J = -6.52 Hz, 4H); '*C NMR (100 MHz, CDClIz, & (ppm)): 196.62, 156.08, 155.25,
146.18, 145.69, 144.51, 137.83, 134.63, 133.50, 132.56, 131.11, 130.88, 130.62, 130.21, 128.93, 128.68,
127.98, 127.80, 126.49, 126.03, 125.04, 123.13, 122.77, 119.84, 50.66, 25.66, 24.00; DEPT-135 (100 MHz,
CDCl3, & (ppm)) (+ve peaks): 145.69, 137.83, 131.12, 130.89, 130.62, 130.21, 128.94, 128.68, 127.98,
127.81, 126.49, 125.04, 122.77, 24.00, (-ve peaks): 50.66 25.66; HRMS(ESI)m/z: [M+H] + Calculated for
C32H26CIN3O; 504.1842; found: 504.1841.

1.12 (E)-1-(2-methyl-4-phenylquinolin-3-yl)-3-(2-(pyrrolidin-1-yl)quinolin-3-yl)prop-2-en-1-one (28): Yellow
solid (Obtained yield: 432 mg, 92% yield); m.p: 182°C ; 'TH NMR (400 MHz, CDCls, &(ppm)): 7.99 (d, J = -
8.96 Hz, 1H), 7.62 (dd, J =-2.20, -8.90 Hz, 2H), 7.52 (d, J =-2.16 Hz, 1H), 7.51 (s, 1H), 7.46 (d, J =-7.64
Hz, 2H), 7.38 (dd, J =-13.32, -10.66 Hz, 4H), 7.24 (dd, J =-3.76, -16.36 Hz, 3H), 7.13 (t, J =-7.68 Hz, 1H),
6.37 (d, J =-15.88 Hz, 1H), 3.32 (t, J =-6.32 Hz, 4H), 2.66 (s, 3H), 1.78 (t, J =-6.40 Hz, 4H); 3C NMR (100
MHz, CDCl3, & (ppm)): 197.12, 156.09, 154.84, 147.79, 145.56, 145.39, 137.78, 135.33, 132.72, 130.81,
130.32, 130.25, 128.95, 128.62, 128.46, 128.37, 127.80, 126.61, 126.45, 126.30, 125.20 ,123.15, 122.73,
119.99, 50.64, 25.65, 24.04; DEPT-135 (100 MHz, CDClI3, d (ppm)) (+ve peaks): 145.56, 137.79, 130.82,



130.44, 130.32, 130.26, 128.95, 128.63, 128.46, 128.37, 127.80, 126.62, 126.45, 126.30, 24.04, (-ve
peaks): 50.65, 25.66; HRMS(ESI)m/z: [M+H] + Calculated for C3,H,7N30; 470.2232; found: 470.2233.

1.13 (E)-1-(6-chloro-4-(2-chlorophenyl)-2-methyiquinolin-3-yl)-3-(2-(pyrrolidin-1-yl)quinolin-3-yl)prop-2-en-
1-one (29): m.p:184 ° C ;Yellow solid (Obtained yield: 505 mg, 94% yield); "H NMR (400 MHz, CDCl,,
O(ppm)): 8.19 (s, 1H), 8.09 (d, J =-9.00 Hz, 1H), 7.76 (d, J =-8.36 Hz, 1H), 7.71 (dd, J = -2.28, -8.96 Hz,
1H), 7.63 (d, J =-7.76 Hz, 1H), 7.58 (ddd, J = -1.24, -6.94, Hz, 1H), 7.37 (dd, J = -4.20, -10.20 Hz, 3H),
7.32 (q, J =-2.48 Hz, 3H), 7.29 (s, 1H), 6.50 (s, 1H), 3.30 (t, J =-9.76 Hz, 4H), 2.74 (s, 3H), 1.83 (t, J = -
5.48 Hz, 4H); 13C NMR (100 MHz, CDCl;, & (ppm)): 142.96, 137.97, 137.16, 134.24, 131.31, 130.98,
130.68, 130.61, 127.75, 126.55, 125.86, 124.68, 124.59, 122.73, 120.85, 50.84, 25.83, 25.65; DEPT-135
(100 MHz, CDCl3, d (ppm)) (+ve peaks): 142.95, 137.97, 137.16, 131.30, 130.68, 130.61, 127.86, 127.75,
127.66, 126.55, 125.86, 124.59, 122.78, 122.72, 23.92, (-ve peaks): 50.63, 25.83; HRMS(ESI|)m/z: [M+H]
+ Calculated for C3,H,5CIoN3O; 538.1452; found:538.1453.

1.14 (E)-1-(6-chloro-4-(2-fluorophenyl)-2-methylquinolin-3-yl)-3-(2-(pyrrolidin-1-yl)quinolin-3-yl) prop-2-en-
1-one (30): Yellow solid (Obtained yield: 469 mg, 90% yield); m.p:184 ° C ;'"H NMR (400 MHz, CDCl,,
o(ppm)): 7.98 (d, J =-8.92 Hz, 1H), 7.60 (dd, J =-2.28, -8.98 Hz, 2H), 7.50 (t, J =-2.24 Hz, 2H), 7.43 (q, J
=-5.72 Hz, 2H), 7.36 (dd, J =-1.96, -4.62 Hz, 3H), 7.24 (dd, J =-4.00, -6.48 Hz, 2H), 7.10 (t, J =-7.28 Hz,
1H), 6.35 (d, J =-15.88 Hz, 1H), 3.30 (t, J =-6.48 Hz, 4H), 2.65 (s, 3H), 1.76 (t, J =-6.52 Hz, 4H); 13C NMR
(100 MHz, CDCl3, 6 (ppm)): 196.19, 160.57, 158.10, 155.24, 146.33, 145.87, 139.02, 138.04, 134.22,
132.90, 132.26, 132.24, 131.40, 131.32, 131.03, 130.68, 127.87, 127.69, 125.95, 124.60, 123.14, 122.81,
122.34, 122.18, 119.67, 115.99, 115.78, 50.68,25.66, 23.93; DEPT-135 (100 MHz, CDCl;, & (ppm)) (+ve
peaks): 146.35, 138.03, 132.24, 131.41, 131.32, 131.03, 130.68, 127.87, 127.69, 124.69, 124.65, 124.60,
122.81, 23.93, (-ve peaks): 50.67 25.66; HRMS(ESI)m/z: [M+H] + Calculated for C3,H,5CIFN3O; 522.1748;
found:522.1747.

1.15 (E)-1-(2-methyl-6-nitro-4-phenylquinolin-3-yl)-3-(2-(pyrrolidin-1-yl)quinolin-3-yl)prop-2-en-1-one (31):
Yellow solid (Obtained yield: 452 mg, 88% yield); m.p: 170° C; "H NMR (400 MHz, CDCl3, d(ppm)): 8.60
(d, J =-2.40 Hz, 1H), 8.52 (dd, J =-2.44, -9.22 Hz, 1H), 8.25 (d, J =-9.20 Hz, 1H), 7.66 (d, J = -8.36 Hz,
1H), 7.59 (s, 1H), 7.53 (d, J = -7.20 Hz, 2H), 7.49 (dd, J = -3.28, -6.36 Hz, 3H), 7.36 (dd, J = -2.88, -6.50
Hz, 2H), 7.26 (s, 1H), 7.20 (t, J =-7.16 Hz, 1H), 6.45 (d, J =-15.84 Hz, 1H), 3.39 (t, J = -6.40 Hz, 4H), 2.80
(s, 3H), 1.86 (t, J = -6.44 Hz, 4H); 3C NMR (100 MHz, CDCl3, 6 (ppm)): 195.79, 159.24, 156.08, 149.81,



148.45, 146.96, 145.94, 145.71, 137.96, 134.47, 133.80, 131.03, 130.85, 130.20, 129.55, 127.82, 127.46,
126.53, 124.55, 123.71, 123.32, 123.11, 122.86, 119.64, 50.70, 25.66, 24.43; DEPT-135 (100 MHz, CDCl,,
O (ppm)) (+ve peaks): 145.95, 137.96, 131.03, 130.85, 130.20, 129.55, 128.99, 127.83, 127.46, 126.53,
123.71, 123.32, 122.86, 24.44, (-ve peaks): 50.70, 25.67; HRMS(ESI)m/z: [M+H] + Calculated for
C32H26N4O3; 515.2083; found: 515.2083.

1.16 (E)-1-(6-chloro-2-methyl-4-phenylquinolin-3-yl)-3-(2-thiomorpholinoquinolin-3-yl)prop-2-en-1-one
(32): Yellow solid (Obtained yield: 492 mg, 92% yield); m.p:135°C ; 'TH NMR (400 MHz, CDCl;, &(ppm)):
8.58 (dd, J =-2.08, -8.80 Hz, 1H), 8.47 (dd, J =-1.96, -9.18 Hz, 1H), 8.26 (d, J =-7.96 Hz, 1H), 8.19 (d, J
=-9.16 Hz, 1H), 7.79 (d, J =-7.04 Hz, 2H), 7.59 (q, J =-2.32 Hz, 3H), 7.48 (t, J =-3.28 Hz, 2H), 7.37 (dd,
J=-2.16, -5.48 Hz, 3H), 6.71 (d, J =-16.08 Hz, 1H), 2.80 (s, 4H), 2.74 (s, 4H), 2.02 (s, 3H); '3*C NMR (100
MHz, CDCls, & (ppm)): 195.75, 159.23, 156.03, 149.79, 146.95, 145.89, 145.70, 137.98, 134.47, 133.80,
131.03, 130.83, 130.21, 129.54, 128.98, 127.82, 127.48, 126.49, 124.54, 123.69, 123.29, 123.09, 122.87,
119.65, 50.71, 25.66, 24.42; DEPT-135 (100 MHz, CDCl3;, & (ppm)) (+ve peaks): 145.89, 137.98, 131.03,
130.83, 130.21, 129.55, 128.98, 127.82, 127.48, 126.49, 123.69, 123.30, 122.87,24.42, (-ve peaks): 50.71,
25.66; HRMS(ESI)m/z: [M+H]+ Calculated for C3,H26CIN;OS; 536.1563; found: 536.1561.

1.17 (E)-1-(2-methyl-4-phenylquinolin-3-yl)-3-(2-thiomorpholinoquinolin-3-yl)prop-2-en-1-one (33): Yellow
solid (Obtained yield: 451 mg, 90% yield); m.p:139°C ; '"H NMR (400 MHz, CDCl3, (ppm)): 8.15 (d, J = -
8.44 Hz, 1H), 7.78 (q, J =-7.44 Hz, 3H), 7.63 (q, J =-7.40 Hz, 3H), 7.48 (t, J =-7.20 Hz, 1H), 7.41 (t, J = -
6.88 Hz, 3H), 7.35 (dd, J =-1.92, -7.62 Hz, 4H), 6.70 (d, J =-16.12 Hz, 1H), 3.47 (t, J =-4.88 Hz, 4H), 2.76
(s, 3H), 2.61 (t, J = -4.96 Hz, 4H); 13C NMR (100 MHz, CDCl3, d (ppm)): 197.13, 159.61, 154.71, 147.83,
147.66, 145.43, 142.92, 137.81, 135.40, 132.70, 130.85, 130.37, 130.30, 129.04, 128.65, 128.45, 127.84,
127.59, 126.70, 126.22, 125.16, 124.85, 124.66 ,121.98 ,52.72, 27.25, 24.06; DEPT-135 (100 MHz, CDCl,,
O (ppm)) (+ve peaks): 142.92, 137.81, 130.85, 130.37, 130.30, 129.04, 128.65, 128.62, 128.46, 127.84,
127.60, 126.71, 126.22, 124.85, 24.06, (-ve peaks): 52.72, 27.25; HRMS(ESI)m/z: [M+H] + Calculated for
C32H27N30S; 502.1953; found: 502.1958.

1.18 (E)-1-(6-chloro-4-(2-chlorophenyl)-2-methylquinolin-3-yl)-3-(2-thiomorpholinoquinolin-3-yl)prop-2-en-
1-one (34): Yellow solid (Obtained yield: 523 mg, 92% yield); m.p:130°C ; 'H NMR (400 MHz, CDCl,,
o(ppm)): 8.35 (s, 1H), 8.12 (d, J =-9.00 Hz, 1H), 7.86 (d, J = -8.56 Hz, 1H), 7.73 (dd, J = -2.28, -9.00 Hz,
1H), 7.70 (d, J = -8.08 Hz, 1H), 7.65 (ddd, J = -1.28, -6.98, Hz, 2H), 7.43 (d, J =-7.20 Hz, 1H), 7.39 (d, J
=-12.52 Hz, 4H), 7.32 (d, J =-2.20 Hz, 1H), 6.47 (s, 1H), 9 (q, J =-4.76 Hz, 4H), 2.73 (s, 3H), 2.51 (t, J =
-5.04 Hz, 4H); '*C NMR (100 MHz, CDCl3, d (ppm)):193.16, 158.36, 149.40, 146.52, 145.95, 140.59,



133.12, 132.96, 131.59, 130.82, 130.64, 130.64, 130.51, 129.75, 127.97, 127.90, 127.21, 125.78, 125.74,
125.74, 125.25, 124.74, 121.93; DEPT-135 (100 MHz, CDCl;, & (ppm))(+ve peaks): 140.59, 131.59,
130.81, 130.64, 130.52, 129.74, 127.97, 127.90, 127.21, 125.79, 124.75, 23.81 (-ve peaks): 53.10, 27.08;
HRMS(ESI)m/z: [M+H] + Calculated for C3,H25CI,N30S; 570.1174; found: 570.1174.

1.19 (E)-1-(6-chloro-4-(2-fluorophenyl)-2-methylquinolin-3-yl)-3-(2-thiomorpholinoquinolin-3-yl) prop-2-en-
1-one (35): Yellow solid (Obtained yield: 480 mg, 90% yield); m.p:139°C ; 'H NMR (400 MHz, CDCl,,
o(ppm)): 8.10 (d, J =-9.00 Hz, 1H), 7.90 (s, 1H), 7.80 (d, J =-8.40 Hz, 1H), 7.72 (dd, J = -2.20, -8.98 Hz,
1H), 7.64 (dd, J =-2.52, -11.80 Hz, 2H), 7.42 (t, J = -5.40 Hz, 2H), 7.37 (t, J = -7.64 Hz, 2H), 7.26 (s, 3H),
7.10 (t, J =-9.12 Hz, 1H), 6.83 (d, J =-16.28 Hz, 1H), 3.47 (q, J =-4.96 Hz, 4H), 2.74 (s, 3H), 2.56 (t, J = -
5.00 Hz, 4H); 3C NMR (100 MHz, CDCl;, d (ppm)): 196.35, 160.56, 159.73, 158.10, 155.09, 147.80,
145.89, 144.02, 139.08, 137.99, 134.14, 133.00, 132.29, 132.26, 131.44, 131.36, 131.06, 130.75, 127.94,
127.84,127.64, 124.95, 124.68, 124.53, 121.64, 115.93, 115.72, 52.81, 27.27, 23.93; DEPT-135 (100 MHz,
CDCl3, & (ppm)) (+ve peaks): 144.02, 138.00, 132.29, 132.26, 131.44, 131.06, 130.75, 127.94, 127.84,
127.63, 124.95, 124.53, 115.93, 115.72, 23.93, (-ve peaks): 52.81, 27.27; HRMS(ESI)m/z: [M+H] +
Calculated for C3,Ho5CIFN3OS; 554.1469; found: 554.14609.

1.20 (E)-1-(2-methyl-6-nitro-4-phenylquinolin-3-yl)-3-(2-thiomorpholinoquinolin-3-yl)prop-2-en-1-one (36):
Yellow solid (Obtained yield: 486 mg, 89% yield); m.p:137°C ; 'H NMR (400 MHz, CDCl;, 5(ppm)): 8.57
(t, J =-8.20 Hz, 2H), 8.27 (d, J =-9.28 Hz, 1H), 7.79 (d, J = -10.56 Hz, 2H), 7.61 (dd, J = -7.84, -15.36 Hz,
3H), 7.49 (d, J =-3.80 Hz, 3H), 7.37 (t, J =-6.68 Hz, 3H), 6.71 (d, J =-15.88 Hz, 1H), 3.47 (d, J =-4.40 Hz,
4H), 2.80 (s, 3H), 2.63 (t, J = -4.72 Hz, 4H); '*C NMR (100 MHz, CDClI3, & (ppm)): 146.95, 145.89, 145.70,
137.98, 134.47, 133.80, 131.03, 130.83, 130.21, 129.54, 128.98, 127.82, 127.48, 126.49, 124.54, 123.69,
123.29, 123.09, 122.87, 119.65, 50.71, 25.66, 24.42; DEPT-135 (100 MHz, CDCl;, & (ppm)) (+ve
peaks):145.89, 137.98, 131.03, 130.83, 130.21, 129.55, 128.98, 127.82, 127.48, 123.69, 123.30, 122.87,
24 .42, (-ve peaks): 50.71, 25.66; HRMS(ESI)m/z: [M+H] + Calculated for C3,H,5N,03S; 547.1803; found:
547.1804.
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Figure S1. The "H NMR Spectrum of the compound 17

Signature SIF VIT VELLORE
Al-IL

— 6659

— 50,84
AR |

| , .mm ‘ ‘ |

T T T T T T
200 180 160 140 120 100 80 60 40 20  ppm




Figure S2. The 3C NMR Spectrum of the compound 17
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Figure S3. The DEPT-135 Spectrum of the compound 17
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Figure S4. The "TH NMR Spectrum of the compound 18
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Figure S5. The 3C NMR Spectrum of the compound 18
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Figure S6. The DEPT-135 Spectrum of the compound 18



Signature SIF VIT VELLORE
Al-

MINC I ERYYACSORO2SSCIREEREES2UE
LERREIEEESE g AT I I IR R
D e e e e e e e e e e A N e e e L Y]
e \‘ L s el

. e

T T T T T T T T T T T T
9.5 9.0 8.5 8.0 75 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 Ppm

P P ALY, Y Kol L
ggﬁgr'sejgjﬁr.ﬁ]g of =l g
i) e i i P S e I - el rd

Figure S7. The 'H NMR Spectrum of the compound 19
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Figure S10. The 'H NMR Spectrum of the compound 20

Signature SIF VIT VELLORE
Al-14

196,52
pAL] )

_,,.,“
—SIL86

| L)l |,|,|_J_J_,J A l ] |

T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm

Figure S11. The 3C NMR Spectrum of the compound 20
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Figure S12. The DEPT-135 Spectrum of the compound 20
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Figure S13. The 'H NMR Spectrum of the compound 21
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Figure S14. The 3C NMR Spectrum of the compound 21
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Figure S15. The DEPT-135 Spectrum of the compound 21



Figure S16. The "H NMR Spectrum of the compound 22

1491
<< 1478
m

A

m

A

Agg,dll’uhhﬂ N | O SRS | PR

10 ] 8 7 6 5 4
[

EeEREEE

Signature SIF VIT VELLORE
"
.LORE

AL
ignature SIF VIT V
2

6.7
3126
X

L’AU L JILJ 3 J'l'u_“

11 10 9 8 7 6 5 a 3 2 ppm
LU )L i )\
wslslam [ EXE g
L B e P S = led ©

Figure S17. The 3C NMR Spectrum of the compound 22




Figure S18. The DEPT-135 Spectrum of the compound 22
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Figure S19. The 'H NMR Spectrum of the compound 23
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Figure S20. The 3C NMR Spectrum of the compound 23
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Figure S21. The DEPT-135 Spectrum of the compound 23
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Figure S23. The 3C NMR Spectrum of the compound 24
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Figure S24. The DEPT-135 Spectrum of the compound 24

Figure S25. The 'H NMR Spectrum of the compound 25
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Figure S26. The 3C NMR Spectrum of the compound 25
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Figure S27. The DEPT-135 Spectrum of the compound 25



Figure S28. The "H NMR Spectrum of the compound 26
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Figure S29. The 3C NMR Spectrum of the compound 26
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Figure S30. The DEPT-135 Spectrum of the compound 26
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Figure S31. The "H NMR Spectrum of the compound 27
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Figure S32. The '3C NMR Spectrum of the compound 27
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Figure S33. The DEPT-135 Spectrum of the compound 27
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Figure S36. The DEPT-135 Spectrum of the compound 28
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Figure S37. The "H NMR Spectrum of the compound 29
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Figure S40. The 'H NMR Spectrum of the compound 30
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Figure S41. The 3C NMR Spectrum of the compound 30
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Figure S42. The DEPT-135 Spectrum of the compound 30
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Figure S43. The 'H NMR Spectrum of the compound 31
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Figure S45. The DEPT-135 Spectrum of the compound 31
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Figure S46. The "H NMR Spectrum of the compound 32
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Figure S47. The 3C NMR Spectrum of the compound 32
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Figure S48. The DEPT-135 Spectrum of the compound 32
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Figure S49. The 'H NMR Spectrum of the compound 33
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Figure S50. The 3C NMR Spectrum of the compound 33
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Figure S51. The DEPT-135 Spectrum of the compound 33
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Figure S53. The '3C NMR Spectrum of the compound 34
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Figure S54. The DEPT-135 Spectrum of the compound 34
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Figure S55. The 'H NMR Spectrum of the compound 35
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Figure S56. The 3C NMR Spectrum of the compound 35
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Figure S57. The DEPT-135 Spectrum of the compound 35

Ngnature SMF Vil VELLOUKE

Wl Ujslb |
I T T T T T T T T T
] 8 T 6 5 4 2 1 ppm
I\ AU J\ ) VI
EENEEEIE O

Figure S58. The 'H NMR Spectrum of the compound 36



Signature SIF VIT VELLORE
-45

50.71
———15.66
—~—ua

1 Lo -||l“i-|.l]

T T T T T T
150 140 130 120 110 100

T T T T T T T T
90 80 70 60 50 40

Figure S59. The 3C NMR Spectrum of the compound 36
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Figure S60. The DEPT-135 Spectrum of the compound 36



4. HRMS SPECTRA OF COMPOUNDS (17-36)

16102023_Al_11 213 (3.739) AM2 (Ar,22000.0,556.27,0.00,LS 1), ABS; Cm (213:215)
520.1794
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Figure S61. The HRMS spectra of compound 17

16102023_Al_12 193 (3.400) AM2 (Ar,22000.0,556.28,0.00LS 1); ABS; Cm (193:194)
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Figure S62. The HRMS spectra of compound 18
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16102023 _Al_13 215 (3.772) AM2 (Ar,22000.0,556.27,0.00,LS 1); ABS; Cm (215:217) 1. TOF MS US+
554.1408 1.08e8
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16102023_AI_14 208 (3.654) AM2 (Ar,22000.0,556.27,0.00.LS 1); ABS; Cm (208:210)
538.1696

100+

Figure S63. The HRMS spectra of compound 19
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Figure S64. The HRMS spectra of compound 20



16102023_Al_15 197 (3.468) AM2 (Ar,22000.0,556 27,0.00LS 1), ABS; Cm (197:199)
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12102023_Al_21 236 (4.147) AM2 (Ar,22000.0,556.27,0.00,LS 1); ABS; Cm (236:238) 1: TOF MS US+
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Figure S66. The HRMS spectra of compound 22



12102023 _Al_24 172 (3.025) AM2 (Ar,22000.0,556.28,0.00,LS 1); ABS; Cm (170:211)
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Figure S68. The HRMS spectra of compound 24



12102023_Al_22 228 (3.992) AM2 (Ar,22000.0,556.20,0.00,LS 1), ABS; Cm (228:230-(178:190+248:258))
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Figure S69. The HRMS spectra of compound 25

12102023_Al_25 182 (3.194) AM2 (Ar,22000.0,556 27, 0.00,LS 1); ABS; Cm (182:185)
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Figure S70. The HRMS spectra of compound 26



28112023_Al_31 165 (2.907) AM2 (Ar,22000.0,556.26,0.00,LS 1); ABS; Cm (163:181) 1: TOF MS US+
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28112023_Al_32 152 (2.667) AM2 (Ar,22000.0,556.27,0.00,LS 1); ABS; Cm (151:152) 1: TOF MS US+
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Figure S72. The HRMS spectra of compound 28



19122023_Al_33 172 (3.025) AM2 (Ar,22000.0,556.26,0.00,LS 5); ABS; Cm (171:174) 1: TOF MS US+
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28112023 _Al_34 163 (2.673) AM2 (Ar,22000.0,556.26,0.00,LS 1); ABS; Cm (161:176) 1: TOF MS US+
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Figure S74. The HRMS spectra of compound 30



19122023_Al 35 161 (2.839) AM2 (Ar,22000.0,556.26,0.00,LS 5); ABS; Cm (161:169)
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28112023_AI_41 230 (4.046) AM2 (Ar,22000.0,566.27.0.00,LS 1); ABS; CM (228:241-(179:2224241:282)) 1: TOF MS US+
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Figure S76. The HRMS spectra of compound 32



28112023 _Al_42 202 (3.553) AM2 (Ar,22000.0,556.27,0.00,LS 1); ABS; Cm (200:216-(153:196+216:270))
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Figure S77. The HRMS spectra of compound 33

19122023 _Al_43 236 (4.147) AM2 (Ar,22000.0,556.26,0.00,LS 5); ABS; Cm (236:237)
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Figure S78. The HRMS spectra of compound 34



19122023_Al_44 227 (3.975) AM2 (Ar 22000 0,556.26,0 00.LS 5); ABS; Cm (227:228)
554 1469
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Figure S79. The HRMS spectra of compound 35
19122023 _Al 45 215 (3.772) AM2 (Ar,22000.0,556.27,0.00,LS 5); ABS; Cm (213:216) 1: TOF MS US+
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Figure S80. The HRMS spectra of compound 36



5.NMR spectra of compounds (3-6 & 12-16)
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Figure S81. The 'H NMR Spectrum of the compound 3
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Figure S82. The 3C NMR Spectrum of the compound 3
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Figure S83. The 'H NMR Spectrum of the compound 4
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Figure S84. The 3C NMR Spectrum of the compound 4
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Figure S85. The '"H NMR Spectrum of the compound 5
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Figure S86. The 3C NMR Spectrum of the compound 5
Figure S87. The '"H NMR Spectrum of the compound 6

Figure S88. The 3C NMR Spectrum of the compound 6
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Figure S89. The 'H NMR Spectrum of the compound 12
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Figure S90. The 3C NMR Spectrum of the compound 12
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Figure S91. The 'H NMR Spectrum of the compound 13

Figure S92. The 3C NMR Spectrum of the compound 13
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Figure S93. The '"H NMR Spectrum of the compound 14

Figure S94. The 3C NMR Spectrum of the compound 14
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Figure S95. The 'H NMR Spectrum of the compound 15
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Figure S96. The 3C NMR Spectrum of the compound 15
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Figure S97. The 'H NMR Spectrum of the compound 16

Figure S98. The 3C NMR Spectrum of the compound 16



5. SOLVATOCHROMISM OF THE COMPOUNDS 17-36
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6. THE OPTIMISED GEOMETRY OF THE COMPOUNDS 17-36

33 34 35 36



7. FRONTIER MOLECULAR ORBITALS OF THE COMPOUNDS 17-36

Lowest
Unoccupied
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Orbital
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Orbital
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