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6,6-dimethyl-9-phenyl-5,6,7,9-tetrahydro-[1,2,4|triazolo[5,1-b]quinazolin-8(4 H)-one (1a):

FT-IR (KBr, cm): 3445, 2962, 1650, 1594, 1374, 1252, 721 cm'. "H NMR (400 MHz, DMSO-dy) &: 0.95 (s,
3H, CH3), 1.03 (s, 3H, CH;), 2.05 (d, J=16 Hz, 1H, CH,), 2.19 (d, J = 16 Hz, 1H, CH,), 2.52-2.59 (m, 2H, CH,),
6.19 (s, 1H, CH), 7.17-7.29 (m, SH-Ar), 7.68 (s, 1H-Ar), 11.14 (s, 1H, NH); 3C NMR (100 MHz, DMSO-d):
26.77,28.45, 32.16, 49.74, 57.89, 105.55, 126.92, 127.69, 128.23, 141.55, 146.82, 150.24, 150.39, 192.96 ppm.

9-(4-chlorophenyl)-6,6-dimethyl-5,6,7,9-tetrahydro-[1,2,4]triazolo[5,1-b]quinazolin-8(4 H)-one (2a):

FT-IR (KBr, cnr'): 3436, 3094, 2961, 1649, 1578, 1367, 1254, 760 cm™'; "H NMR (400 MHz, DMSO-d) &:
0.71 (s, 3H, CHs), 0.79 (s, 3H, CH,), 1.81 (d, J= 16 Hz, 1H, CH,), 1.95 (d, J = 16 Hz, 1H, CH,), 2.25-2.34 (m,
2H, CH,), 5.97 (s, 1H, CH), 6.95 (d, J = 8 Hz, 2H-Ar), 7.09 (d, J = 8 Hz, 2H-Ar), 7.45 (s, IH-Ar), 10.95 (s, 1H,
NH); 3C NMR (100 MHz, DMSO-d¢): & 26.87, 28.36, 32.17, 49.71, 57.34, 105.16, 128.25, 128.86, 132.26,
140.49, 146.76, 150.17, 150.55, 192.98 ppm.

9-(2-Chlorophenyl)-6,6-dimethyl-5,6,7,9-tetrahydro-[1,2,4]triazolo[5,1-b]quinazolin-8(4H)-one (3a):

FT-IR (KBr, cnr'): 3224, 3085, 2923, 1643, 1573, 1365, 1257, 748 cm™'; '"H NMR (250 MHz, DMSO-d) &
0.97(s, 3H, CH;), 1.02 (s, 3H, CHs), 2.04-2.05 (m, 1H, CH,), 2.19 (d, 1H, J = 17.5 Hz, CH,), 2.51-2.60 (m, 2H,
CH.,), 6.55 (s, 1H, CH), 7.21-7.36 (m, 4H, ArH), 7.65 (s, 1H, =CH), 11.20 (s, 1H, NH); *C NMR (62.9 MHz,
DMSO-ds) 8: 25.66, 27.38, 30.95, 48.62, 55.23, 103.38, 116.89, 125.99, 128.26, 128.43, 137.05, 145.72, 148.91,
149.90, 191.71 ppm.

9-(2,4-Dichlorophenyl)-6,6-dimethyl-5,6,7,9-tetrahydro-[1,2,4] triazolo[5,1-b]quinazolin-8(4H)-one (4a):

FT-IR (KBr, cm): 3090, 2941, 1643, 1610, 1438, 1261,839 cm™'; '"H NMR (300 MHz, DMSO-d¢) 8: 0.99 (s,
3H, CH3), 1.09 (s, 3H, CHs), 2.08 (q, J = 14.17, 23.03 Hz, 2H, CH,), 2.49 (s, 2H, CH,), 6.48 (s, 1H, CH), 7.22—
7.31 (m, 2H, Ar-H), 7.45 (s, 1H, Ar-H), 7.59 (s, 1H, Ar-H), 10.92 (s, 1H, NH); *C NMR (75 MHz, CDCL;) &:
13.11, 15.71, 59.48, 60.52, 110.18, 123.35, 125.12, 129.47, 141.86, 161.39 ppm.

9-(4-bromophenyl)-6,6-dimethyl-5,6,7,9-tetrahydro-[1,2,4|triazolo[S,1-b]quinazolin-8(4H)-one (5a):
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FT-IR (KBr, cm™): 3436, 3090, 2965, 1650, 1584, 1367, 1255, 759 cm’'; '"H NMR (400 MHz, DMSO-dy) &:
0.95 (s, 3H, CH3), 1.03 (s, 3H, CH;), 2.05 (d, J = 16 Hz, 1H, CH,), 2.19 (d, J = 16 Hz, 1H, CH,), 2.54-2.58 (m,
2H, CH,), 6.19 (s, 1H, CH), 7.13 (d, J = 8 Hz, 2H-Ar), 7.47 (d, J = 8 Hz, 2H-Ar), 7.70 (s, IH-Ar), 11.19 (s, 1H,
NH); *C NMR (100 MHz, DMSO-dy): § 26.87, 28.36, 32.18, 49.71, 57.43, 105.12, 120.85, 129.22, 131.18,
140.91, 146.75, 150.18, 150.56, 192.99 ppm.

6,6-dimethyl-9-(4-nitrophenyl)-5,6,7,9-tetrahydro-[1,2,4]triazolo[5,1-b]quinazolin-8(4 H)-one (6a):

FT-IR (KBr, co!): 3412, 3090, 2964, 1646, 1579, 1351, 1253, 729 cm'; '"H NMR (400 MHz, DMSO-d) &:
0.95 (s, 3H, CH3), 1.03 (s, 3H, CHy), 2.05(d, J = 16Hz, 1H, CH,), 2.19 (d, J = 16Hz, 1H, CH,), 2.49 (d, J = 16Hz,
1H, CH,), 2.56 (d, J = 16Hz, 1H, CH,), 6.36 (s, 1H, CH), 7.47 (d, J = 8Hz, 2H-Ar), 7.73 (s, 1H-Ar), 8.14 (d, J =
8Hz, 2H-Ar), 11.31 (s, 1H, NH); *C NMR (100 MHz, DMSO-dy) &: 26.92, 28.26, 32.21, 49.63, 57.49, 104.72,
123.55, 128.46, 146.81, 146.89, 148.38, 150.40, 150.97, 193.01 ppm.

6,6-dimethyl-9-(3-nitrophenyl)-5,6,7,9-tetrahydro-[1,2,4] triazolo[5,1-b]quinazolin-8(4H)-one (7a):

FT-IR (KBr, cn'): 3436, 3082, 2960, 1645, 1580, 1367, 1256, 732 cmr'. '"H NMR (400 MHz, DMSO-d) &
0.756 (s, 3H, CHs), 0.829 (s, 3H, CH;), 1.86 (d, J = 16 Hz, 1H, CH,), 1.99 (d, J = 16 Hz, 1H, CH,), 2.28-2.40 (m,
2H, CH.), 6.20 (s, 1H, CH), 7.37-7.44 (m, 2H-Ar), 7.52 (s, 1H-Ar), 7.84- 7.90 (m, 2H-Ar), 11.09 (s,1H, NH); 3C
NMR (100 MHz, DMSO-dq): & 26.85, 28.31, 32.23, 49.65, 57.39, 104.59, 121.66, 122.81, 130.04, 133.71,
143.45, 146.77, 147.58, 150.42, 151.13, 193.09 ppm.

9-(4-methoxyphenyl)-6,6-dimethyl-5,6,7,9-tetrahydro-[1,2,4] triazolo[5,1-b]quinazolin-8(4 H)-one (8a):

FT-IR (KBr, cm): 3436, 2961, 1649, 1580, 1367, 1246, 745 cm™'. 1TH NMR (400 MHz, DMSO-dy) &: 0.75 (s,
3H, CH3), 0.82 (s, 3H, CHy), 1.83 (d, J = 16 Hz, 1H, CH,), 1.98 (d, J= 16 Hz, 1H, CH,), 2.28-2.37 (m, 2H, CH,),
3.47 (s, 3H, OCH3), 5.93 (s, 1H, CH), 6.60 (d, J = 8 Hz, 2H-Ar), 6.87 (d, J = 8 Hz, 2H-Ar), 7.45 (s, 1H-Ar),
10.87 (s,1H, NH); 3C NMR (100 MHz, DMSO-dy): § 26.79, 28.49, 32.15, 49.78, 54.99, 57.30, 105.71, 113.54,
128.09, 133.82, 146.72, 150.14, 158.66, 192.94 ppm.

9-(4-hydroxyphenyl)-6,6-dimethyl-5,6,7,9-tetrahydro-[1,2,4]triazolo[S,1-b]quinazolin- 8(4H)-one (9a):

FT-IR (KBr, cm): 3348, 3096, 2932, 1631, 1587, 1370, 1269, 731 cm’'; '"H NMR (400 MHz, DMSO-dy) &:
0.96 (s, 3H, CH3), 1.03 (s, 3H, CHy), 2.05 (d, J = 16 Hz, 1H, CH,), 2.18 (d, J = 16 Hz, 1H, CH, CH,), 2.57-2.68
(m, 2H, CH,), 6.08 (s, 1H, CH), 6.62 (d, J = 8 Hz, 2H-Ar), 6.96 (d, J = 8 Hz, 2H-Ar), 7.65 (s, 1H-Ar), 9.39 (s,
1H, OH or NH), 11.04 (s, IH, OH or NH); 3C NMR (100 MHz, DMSO-dq) 5: 26.79, 28.51, 32.14, 49.80, 52.99,
57.33, 105.86, 114.84, 132.21, 128.07, 146.69, 149.83, 150.03, 156.87, 192.94 ppm.

9-(4-hydroxy-3-methoxyphenyl)-6,6-dimethyl-5,6,7,9-tetrahydro-[1,2,4] triazolo[5,1-b]quinazolin-8(4H)-one
(10a):

FT-IR (KBr, cmr!): 3081, 2968, 1655, 1589, 1375, 1242, 764 cm™'; "TH-NMR (400 MHz, DMSO-dy) &: 1.01 (s,
3H,CH3), 1.08 (s, 3H, CHs), 2.11 (q, J = 13.62, 22.79 Hz, 2H, CH,), 2.43 (s, 2H, CH,) 3.70 (s, 3H, OCHs), 6.71
(s, 1H, CH), 7.11-7.20 (m, 2H, Ar-H), 7.37 (s, 1H, Ar-H), 7.49 (s, 1H, Ar-H), 11.21 (s, IH, NH); *C NMR (75



MHz, CDCL) §: 25.37, 27.56, 30.72, 48.10, 49.33, 101.17, 122.48, 126.51, 131.77, 133.12, 146.57, 149.44,
155.83, 157.46, 189.74 ppm.

6,6-dimethyl-9-(p-tolyl)-5,6,7,9-tetrahydro-[1,2,4]triazolo[5,1-b]quinazolin-8(4 H)-one (11a):

FT-IR (KBr, cm): 3380-3022, 2957, 2922, 1711, 1610, 1461 cm™' ;'H NMR (400 MHz, DMSO-ds) 5: 0.98 (s,
3H, CH;), 1.11 (s, 3H, CH3), 2.17 (d, J = 5.7 Hz, 1H, CH,), 2.24 (d, J = 5.7 Hz, 1H, CH,), 2.38 (s, 3H, CHj;),
2.62-2.70 (m, 2H, CH,), 6.09 (s, 1H, CH), 7.03 (s, 2H-Ar), 7.03 (s, 2H-Ar), 7.70 (s, 1H-Ar), 11.05 (s, 1H, NH);
13C NMR (100 MHz, DMSO-dg) o: 22.3, 24.8, 29.2, 48.5, 51.6, 57.2, 108.1, 126.0 ,128.6, 129.9, 143.6, 144.1,
149.0, 154.5, 192.9 ppm.

6,6-Dimethyl-9-(o-tolyl)-5,6,7,9-tetrahydro-[1,2,4|triazolo[5,1-b]quinazolin-8(4H)-one (12a):

FT-IR (KBr, cm): 3085, 2925, 1643, 1581, 1365, 1257, 748 cm™!; TH NMR (250 MHz, DMSO-dy) 8: 0.97(s,
3H, CHs3), 1.03 (s, 3H, CH;), 2.12 (q, 2H, J = 17.5 Hz, CH,), 2.48-2.60 (m, SH, CH; and CHy,), 6.42 (s, 1H, CH),
6.95-7.09 (m, 4H-Ar), 7.63 (s, 1H-Ar), 11.09 (s, 1H, NH); 3C NMR (62.9 MHz, DMSO-dg) 3: 18.89, 26.83,
28.48, 32.18, 49.73, 54.12, 106.14, 126.18, 126.64, 127.43, 129.96, 135.56, 140.32, 146.55, 149.87, 150.42,
193.00 ppm.

9-(phenyl)-5,6,7,9-tetrahydro-1,2,4-triazolo[5,1-b]quinazolin-8(4 H)-one (13a):

FT-IR (KBr, cm™): 3344, 2990, 1715, 1638, 1584, 1549, 1412, 1365 cm™'; 'H NMR (300 MHz, DMSO-dg) 6:
1.85-2.66 (m, 6H, 3CH,), 6.22 (s, 1H, CH), 6.91-7.30 (m, 5H-Ar), 7.69 (s, 1H, CH), 11.19 (br. s, 1H, NH); 3C
NMR (75 MHz, DMSO-d¢) 6: 21.12, 26.85, 36.77, 58.18, 107.05, 127.45, 150.82, 128.15, 128.72, 128.87,
141.97, 147.22, 150.51, 153.03, 193.76 ppm.

9-(4-chlorophenyl)-5,6,7,9-tetrahydro-[1,2,4]triazolo[5,1-b]quinazolin-8(4H)-one (14a):

'H NMR (400 MHz, DMSO-dy) &: 1.88-1.99 (m, 2H CH,), 2.20- 2.34 (m, 2H, CH,), 2.64-2.71 (m, 2H, CH,),
6.24 (s, 1H, CH), 7.24 (d, J = 8.4 Hz, 2H, Ar-H), 7.35 (d, J = 8.8 Hz, 2H, Ar-H), 7.71 (s, 1H, Ar-H), 11.20 (s,
NH, 1H); 3C NMR (100 MHz, DMSO-dy) &: 20.6, 26.3, 36.2, 57.17, 106.1, 2 x 128.2, 2 x 128.9, 132.2, 140.4,
146.6, 150.1, 152.7, 193.2 ppm.

9-(3,4,5-Trimethoxyphenyl)-5,6,7,9-tetrahydro-1,2,4-triazolo[5,1-b]quinazolin-8(4H)-one (15a):

FT-IR (KBr, cm!): 3433, 2956, 2924, 2834, 1645, 1595, 1507, 1460, 1416, 1328, 1239, 1128, 1009, 888, 832,
580 cm™'; "H NMR (400 MHz, DMSO-ds) 8: 1.90-2.03 (m, 2H, CH), 2.28-2.31 (m, 2H, CH), 2.60-2.57 (m, 2H,
CH), 3.61 (s, 3H, OCH3), 3.71 (s, 6H, OCH3), 6.81 (s, 1H, CH), 6.48 (s, 2H, ArH), 7.70 (s, IH, ArH), 11.13 (s,
1H, NH) ppm; 3C NMR (100 MHz, DMSO-ds) &: 20.7, 26.4, 36.3, 55.8, 57.6, 59.8, 104.3, 106.1, 136.9, 146.6,
149.9, 152.7, 193.4ppm.

9-(4-bromophenyl)-5,6,7,9-tetrahydro-[1,2,4]triazolo[S,1-b]quinazolin-8(4H)-one (16a):

FT-IR (KBr, cm™): 3429, 3129, 2883, 1648, 1578, 621 cm'; "H NMR (400 MHz, DMSO-dg) &: 1.89-2.01 (m,
2H, CH,), 2.22-2.34 (m, 2H, CH,), 2.61-2.71 (m, 2H, CH.), 6.23 (s, 1H, CH), 7.18 (d, J = 8.4 Hz, 2H-Ar), 7.49



(d, J= 8.4 Hz, 2H-Ar), 7.71 (s, 1H-Ar), 11.21 (s, IH, NH); *C NMR (100 MHz, DMSO-d¢) &: 21.1, 26.8, 36.7,
44.4,57.7,106.6, 121.3, 129.7, 131.6, 141.3, 147.1, 150.6, 153.2, 193.8 ppm.

9-(4-methyl-phenyl)-5,6,7,9-tetrahydro-1,2,4-triazolo[5,1-b]quinazolin-8(4H)-one (17a):

FT-IR (KBr, cm-'): 3425, 2922, 2990, 1643, 1575, 1550, 1412, 1361 cm'; '"H NMR (300 MHz, DMSO-d,) 3:
1.88-2.66 (m, 6H, 3CH,), 2.08 (s, 3H, CHy), 6.18 (s, 1H, CH), 7.07 (m, 4H-Ar), 7.67 (s, 1H, CH), 11.14 (br. s,
1H, NH); 3C NMR (75 MHz, DMSO-d) 8: 21.08, 21.14, 26.84, 36.78, 57.89, 107.17, 127.34, 129.24, 137.41,
139.16, 147.18, 150.42, 152.85, 193.73 ppm.

9-(3-nitro-phenyl)-5,6,7,9-tetrahydro-1,2,4-triazolo[S,1-b]quinazolin-8(4H)-one (18a):
FT-IR (KBr, cm™): 3410, 3220, 2930, 1620, 1557, 1521, 1465, 1405, 1347 cm™!'; '"H NMR (300 MHz, DMSO-d)
6:1.93- 2.02 (m, 2H, CH,), 2.20-2.33 (m, 2H, CH,), 2.66-2.75 (m, 2H, CH,), 6.42 (s, 1H, CH), 7.57-7.68 (m, 2H,

CH-Ar), 7.74 (s, 1H-Ar), 8.07-8.12 (m, 2H-Ar), 11.33 (br. s, IH, NH); 3C NMR (75 MHz, DMSO-d) &: 21.10,
26.92, 36.68, 57.77, 106.10, 122.25, 123.27, 130.49, 134.14, 143.88, 147.18, 148.09, 150.91, 153.73, 193.92

R=H or CHj;

3,3-Dimethyl-12-phenyl-3,4,5,12-tetrahydrobenzimidazo|2,1-b]quinazolin-1(2H)-one (1b):

FT-IR (KBr, cm™): 1569, 1647, 2956, 3367 cnr'. "H NMR (300 MHz, DMSO-d) &: 1.06 (s, 3H, CH;), 1.17 (s,
3H, CH,), 2.23-2.37 (dd, J = 16.43, 30.48 Hz, 2H, CH,), 2.67 (s, 2H, CH,), 6.49 (s, 1H, CH), 7.09-7.65 (m, 9H,
Ar-H), 10.87 (s, 1H, NH). 3C NMR (75 MHz, DMSO-dy) : 26.73, 26.43, 31.79, 35.92, 49.99, 58.15, 112.56,
119.77, 125.57, 125.67, 126.19, 127.44, 127.66, 128.13, 132.02, 132.87, 142.05, 158.48, 158.53, 162.57, 195.73

ppm.
3,3-Dimethyl-12-(4-chloro-phenyl)-3,4,5,12-tetrahydrobenzimidazo[2,1-b]quinazolin-1(2H)-one (2b):

FT-IR (KBr, cm): 3413, 3065, 2965, 1767, 1606, 1571, 1478, 1344, 1021 cm™'; 'H NMR (300 MHz, DMSO-
de) 8: 0.96 (s, 3H, CHy), 1.15 (s, 3H, CHy), 2.24 (s, 2H, CH,), 2.67 (s, 2H, CH,), 4.84 (s, 1H, C-H), 7.19-7.54 (m,
2H), 7.68 (d, J = 8.4 Hz, 3H), 8.01-8.26 (m, 3H) 11.31 (brs, N-H, 1H) ppm. *C NMR (75 MHz, DMSO-ds) &
18.76, 27.12, 28.13, 34.65, 51.55, 115.82, 120.60, 122.98, 125.01, 127.09, 129.87, 133.65, 145.12 (two peaks),
146.42, 147.56, 152.26, 167.01, 196.50 ppm.



3,3-Dimethyl-12-(4-bromo-phenyl)-3.4, 5,12-tetrahydrobenzimidazo[2,1-b]quinazolin-1(2 H)-one (3b):

FT-IR (KBr, cm™): 3232, 3048, 2932, 2863, 1648 cm'; '"H NMR (300 MHz, DMSO-dq) &: 0.94 (s, 3H, CH;),
1.05 (s, 3H, CHj), 2.00-2.30 (m, 2H, CH,), 2.60-2.70 (m, 2H, CH,), 6.45 (s, 1H, CH), 6.98 (t, J = 8.0 Hz, 1H, H-
Ar), 7.06 (t, J = 8.0 Hz, 1H, H-Ar), 7.25-7.30 (m, 4H, H-Ar), 7.35-7.45 (m, 2H, H-Ar), 11.15 (s, 1H, NH); *C
NMR (75 MHz, DMSO-d) 8: 27.9, 32.1, 43.1, 52.4, 58.5, 112.0, 114.4, 118.2, 123.6, 123.1, 130.3, 139.2, 143.2,
144.8, 1463.3, 148.8, 154.6, 199.8 ppm.

3,3-dimethyl-12-(4-hydroxyphenyl)-3,4,5,12-tetrahydrobenzimidazo|2,1-b]quinazolin-1(2H)-one (4b):

FT-IR (KBr, cm™'): 3448, 3255, 2890, 1641, 1612, 1589, 1566 cm™'; '"H NMR (300 MHz, DMSO-dq) 5: 0.95 (s,
3H, CH;), 1.06 (s, 3H, CHs), 2.04 (d, J = 8.94 Hz, 1H, CH,), 2.24 (d, J = 9.24 Hz, 1H, CH,), 2.50-2.73 (m, 2H,
CHL), 6.19 (s, 1H, CH), 6.50-7.50 (m, 8H, H-Ar), 9.32 (s, 1H, OH), 11.01 (brs, IH, NH). 3C NMR (75 MHz,
DMSO-dy): &: 23 26.2, 47.4, 53.9, 110.5, 115.6, 122.9, 130.6, 137.9, 141.5, 154.3, 156.3, 156.3, 197.6 ppm.

3,3-Dimethyl-12-(2,4-dichlorophenyl)-3,4,5,12-tetrahydrobenzimidazo[2,1-b]quinazolin-1(2H)-one (5b):

FT-IR (KBr, cm): 3238, 3061, 2963, 2931, 1650, 1615, 1595, 1573, 1563, 1459, 1374, 1270, 737; 'H NMR
(400 MHz, DMSO-dg): 6 = 0.95 (s, 3H, CHj3), 1.06 (s, 3H, CH;), 2.04 (d, /= 16.0 Hz, 1H, H-4), 2.24 (d, /= 16.0
Hz, 1H, H'-4), 2.29 (d, /= 12.0 Hz, 1H, H-2), 2.33 (d, /= 16.0 Hz, 1H, H'-2), 6.65 (S, 1H, H-12), 6.96 (t, /= 8.0
Hz, 1H, Ar-H), 7.03 (s, 1H, Ar-H), 7.08-7.12 (m, 1H, Ar-H), 7.38 (s, 1H, Ar-H), 7.40 (s, 1H, Ar-H), 7.48 (d, J
=8.0 Hz, 1H, Ar—H), 11.25 (s, 1H, NH) ppm.

3,3-Dimethyl-12-(3,4,5-trimethoxyphenyl)-3,4,5,12-tetrahydrobenzimidazo|2,1-b]quinazolin-1(2H)-one
(6b):

FT-IR (KBr, cm™): 3235, 3096, 2958, 2866, 1647 cm™;'H NMR (300 MHz, DMSO-ds) &: 1.00 (s, 3H, CHy),
1.08 (s, 3H, CHs), 2.11-2.28 (m, 2H, CH,), 2.60-2.70 (m, 2H, CH,), 3.66 (s, 9H, OCHs), 6.36 (s, 1H, CH),6.64 (s,
2H-Ar), 7.00 (dt, 1H-Ar), 7.06 (dt, 1H-Ar), 7.37 (d, 1H-Ar), 7.42 (d, 1H-Ar), 10.90 (s, 1H, NH); *C NMR (75
MHz, DMSO-d¢) &: 26.5, 28.8, , 32.1, 40.0, 50.1, 54.1, 105.1, 106.3, 110.2, 116.9, 120.4, 121.7, 132.0,
137.0137.2, 142.0, 145.4, 150.5, 152.7, 192.5 ppm.

3,3-dimethyl-12-(4-methyl-phenyl)-3,4,5,12-tetrahydrobenzimidazo|2,1-b]quinazolin-1(2 H)-one (7b):

FT-IR (KBr, cm™): 3245, 3040, 2952, 2895, 1648 cm'; '"H NMR (300 MHz, DMSO-dq) &: 0.94 (s, 3H, CH;),
1.05 (s, 3H, CHs), 2.10 (s, 3H, CH;), 2.00-2.30 (m, 2H, CH,), 2.50-2.65 (m, 2H, CH,), 6.35 (s, IH, CH), 6.95 (t, J
= 7.6 Hz, 1H, H-Ar), 7.02-7.06 (m, 3H, H-Ar), 7.20-7.28 (m, 3H, H-Ar), 7.38 (d, J = 8.6 Hz, 1H, H-Ar), 11.06 (s,
1H, NH); 3C NMR (75 MHz, DMSO-dq) 8: 16.9, 20.9, 26.8, 47.3, 53.5, 110.2, 115.4, 122.9, 129.1, 134.0, 134.1,
134.7, 138.1, 141.3, 152.8, 198.4 ppm.

3,3-Dimethyl-12-(2-methyl-phenyl)-3,4,5,12-tetrahydrobenzimidazo[2,1-b]quinazolin-1(2 H)-one (8b):

FT-IR (KBr, cm™): 3540, 3095, 1642, 1610, 1563 cm'; 'H NMR (300 MHz, DMSO-dg) 6: 0.92 (s, 3H, CHj3),
1.05 (s, 3H, CH3), 2.13 (q, J = 16.23 Hz, 2H, CH,), 2.56 (q, J = 16.35 Hz, 2H, CH,), 2.64 (s, 3H, CHj;), 6.51 (s,
1H, CH), 6.89-7.38 (m, 8H-Ar), 11.15 (s, 1H, NH) ppm.



3,3-Dimethyl-12-(3-nitrophenyl)-3.,4,5,12-tetrahydrobenzimidazo[2,1-b]quinazolin-1(2H)-one (9b):

FT-IR (KBr, cm!): 3394, 2970, 1660, 1648,1615, 1598 cm™'; "TH NMR (300 MHz, DMSO-d¢): d 0.92 (s, 3H,
CH3), 1.08 (s, 3H, CH3), 2.08 (d, 1H, J = 16.2 Hz, one proton of diastereotopic protons in CH,), 2.29 (d, 1H, J =
16.2 Hz, one proton of diastereotopic protons in CH,), 2.55- 2.72 (m, 2H, CH,), 6.67 (s, 1H, CH), 6.98 (td, 1H, J
= 7.8 Hz, 1.2, HAr), 7.08 (td, 1H, J= 7.1, 0.9 Hz, HAr), 7.31 (d, 1H, J= 7.5 Hz, HAr), 7.41 (d, 1H, J= 7.5 Hz,
HAr), 7.57 (t, 1H, J = 7.8 Hz, HAr), 7.74 (d, 1H, J = 7.8 Hz, HAr), 8.03-8.08 (m, 1H, HAr), 8.29 (t, IH, /= 1.8
Hz, HAr), 11.30 (br., 1H, NH) ppm.

12-phenyl-3,4,5,12-tetrahydrobenzo[4,5]imidazo[2,1-b]quinazolin-1(2H)-one (10b):

FT-IR (KBr, cm™): 1560, 1666, 2968, 3370 cm™'; '"H NMR (300 MHz, DMSO-dy) 8: 1.86-1.93 (m, 2H, CHy),
2.23-2.29 (m, 2H, CHs), 2.59-2.61 (d, J = 5.05 Hz, 2H, CH,), 6.49 (s, 1H, CH), 7.09-7.90 (m, 9H, Ar-H), 11.11
(s, IH, NH); 3C NMR (75 MHz, DMSO-dq) &: 18.55, 19.73, 26.39, 30.14, 35.97, 49.99, 58.15, 112.64, 119.67,
125.56, 125.67, 126.28, 127.34, 127.54, 128.22, 132.13, 132.89, 142.08, 159.05, 159.09, 162.74, 196.04 ppm.

12-(3,4,5-trimethoxyphenyl)-3,4,5,12-tetrahydrobenzo|[4,5]imidazo[2,1-b]quinazolin-1(2H)-one (13b):

FT-IR (KBr, cm): 3430, 2998, 2890, 1641, 1612, 1589, 1555 cm’!; 'TH NMR (400 MHz, DMSO-dg) 3: 1.89-
2.01 (m, 2H), 2.23-2.34 (m, 2H), 2.63-2.77 (m, 2H), 3.55 (s, 3H), 3.68 (s, 6H), 6.39 (s, 1H), 6.63 (s, 2H), 6.97-
7.01 (m, 2H), 7.37 (d, J= 7.6 Hz, 1H), 7.45 (d, /= 7.6 Hz, 1H), 11.08 (s, 1H) ); 3C NMR (100 MHz, DMSO-ds)
0: 20.7, 26.5, 36.4, 53.9, 55.8, 59.8, 104.5, 107.2, 110.2, 116.8, 120.4, 121.7, 132.0, 136.8, 137.1, 141.8, 145.1,
152.6, 192.9 ppm.

12-(4-nitrophenyl)-3.,4,5,12-tetrahydrobenzimidazo[2,1-b]quinazolin-1(2H)-one (15b):

FT-IR (KBr, cm’'): 3223, 3040, 2949, 1646, 1515, 898, 822 cm'; '"H NMR (400 MHz, DMSO-d;) 5: 1.80-1.97
(m, 2H, CH.,), 2.15-2.31 (m, 2H, CH,), 2.65-2.68 (m, 2H, CH.), 6.59 (s, 1H, CH), 6.92 (t, J = 8.0 Hz, 1H, ArH),
7.02 (t, J = 7.2 Hz, 1H, ArH), 7.17 (d, J = 7.6 Hz, 1H, ArH), 7.35 (d, J = 8.0 Hz, 1H, ArH), 7.56 (d, J = 8.8 Hz,
2H, ArH), 8.06 (d, J = 8.8 Hz, 2H, ArH), 11.25 (s, 1H, NH) ppm.

12-(4-fluorophenyl)-3,4,5,12-tetrahydrobenzimidazo|2,1-b]quinazolin-1(2H)-one (16b):

FT-IR (KBr, cn!): 3227, 3043, 2956, 1644, 1510, 890, 759 cm-'; 'H NMR (400 MHz, DMSO-dy) 5: 1.83-1.97
(m, 2H, CH.,), 2.15-2.31 (m, 2H, CH,), 2.63-2.65 (m, 2H, CH.), 6.41 (s, 1H, CH), 6.92 (t, 1H, J = 7.2 Hz, ArH),
6.99-7.04 (m, 3H, ArH), 7.20 (d, 1H, J = 7.6 Hz, ArH), 7.31-7.34 (m, 3H, ArH), 11.10 (s, 1H, NH) ppm.



Transmittance (%)

20a

ey
|
i
0.2 - a AJ :
0.0 §$

! ] ' 1 ' I ' I ' | ' 1 ' I
4000 3500 3000 2500 2000 1500 1000 500

Wavenumber (cm™)



0o
16'T4
£€6'Tq
6T
96'T+
86'T1
00°¢
0°¢
Teey
€0
UTar A
LT
8T
0€°Z1
OSWa .B.NJ
0OSIQa 2582
OSIWa 2572
OSWa €572
OSIWQ €572
85°C
1972~

99°C

9%

69°C

| ¥are

e

OCH 6£°€

—w

9’9
WL
€0°L
¥0°L
90°L
L0°L
60°L
o1's
e
(494
ETL
¥IL
ST°L
9L
S9°L

PETI—

68'T
167
€61
b6’
91
86'1T
00T
70T~

€C'C
mm_m%
LTTx:

gz~
o/
0SWa 167
0SWA 75
0SWa 2577
0SKa mm,&
0SWa £5°7
857
197
997
97
697
TLe
2T

T

0T

ETH

3.1 3.0 29 2.8 2.7 26 2.5 24 23 22 21 2.0 1.9 1.8 1.7 1.6
f1 (ppm)

5.5

6.0

6.5

7.5
f1 (ppm)

8.0

veoe
06T

S6'C
me.ﬁ

Hfuo.ﬂ

Feev

m,oo._”

Frot

i~

10

11

13

15

f1 (ppm)

mm.wm
cw.wm./
OSWQa ST°6€
OSWA £+'6€
OSWQ 04°6€
OSIQa 86°6€

OSWa +S"0F
0OSika ¢80t

bLPS—

OSWa am.ovN

2L L0T—

18'92T~_
€T
mm.nﬁ\
LDET

B.mm@
¥8°0p1

£6'9T—
00T~
90°e5T/

S8'€6T—

-10

40

50

T
200

T
210

f1 (ppm)



Transmittance (%)

&

™

0.9- f |

o8] I
06 - a

051 [

0.4—- b

031 |

02- g

a 1 : I 2 1 E ] p I % 1 : I
4000 3500 3000 2500 2000 1500 1000 500

Wavenuumer (cm™)



68'T
¥6'T
S1'T Sl
:.NW N
817 e
17T =
we
€97
$9°T =
[
|
| @@
=
68'T~ “fe0g 2
b6'T— N o
o~
ST'T -
D.N% I oree
8T'c— i g
et o
mm”o\ T g ®
L [«
€1 o
PIL L
PTL - & =
ST T4 - [
9z 97" =] P0'q
i o~
Tral o
15°¢ Yors
st
1977
LS
w
“ wn
55'9— o
0ZT—|,0., . —
ST o5
pI'L [ =
bT'L 4 =
6L
ST,
9z'L ~ |y
&L ] "
152
L
19'L o
0

Feoz
Feoz

Froz

Woo,ﬂ

Fecz
Tf

Woo.ﬁ

e

f1 (ppm)

vL°027
8%'9¢
9€'9g
OSWA £0°6€
€1°6E
0SWA 0Z'6€
0£'66
0SWa L£'6¢
OSWA Lb'6E
OSWA £5°6€
OSWA £9°6EL
et

OSWQ 08'6€
OSa £8°6E
OSIa 96°6€
OSIQa £0°0F
€0'85—

66'S0T—

S6°LCT~
S9°6CT"
8L'TET

95 9T~
0T'05T—
STESE=

61°€61—

T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 20 80 70
f1 (ppm)

T
210




Transmittance (%)

SCH,4

22a

0.4

0.2 4

0.0

2912

1134
1094

1480 ——00

1260

1186

1414
1363

1645

1555

1587

4000

|
3500

I
3000

! E 1
2500 2000

Wavenumber (cm™)

1 : I E 1
1500 1000 500



£8'TH
#6°T4
6T°21
1224
[Aara
€224
b2
rardy
9z'z/
ov'7]
OSWQ 95°24
09°Z-
79'Z-
£9°2-

61T
172
e
€T
$TT
57T
977
o

OSWA 9577~
09T~
797
€97

wﬁ

f
:
ﬁ

ﬁ

e
OtH 0€'€”

S5T:9—

or's
e
1
PT°L
59'L

ST9—

0T’ 11—

(1]94
e
ETL
14 %4
S9iL—

|0
e
1
L2
o~
5
6T~ S
PBE S
y L2
2 m. ~
B — adx4
e y16T
=487
e,
LS M 96°'T
Foo't
Feoe
i Fog0
uw
et
w
o
-— [
L0~
b
g ~———= FI160
Lo
~
B
~
58,
@
Lo
==l

Fwo

F~

11

1 (ppm)



L=
FO
19'%T
OSWa £0°6€
£T°6E -2
0SWa 07'6€ -
0£'6€ | o
OSWQ ££'6€ =
OSWQ Lb'6€
OSIWJ £5'6€+ L9
OSWA +9°6€
OSWA 0£'6€ .
“OSWQ U8 6t <
0SWa E.mm\
oSWa mm.mm\ = o
OSWa +0°0F o
7€L6— - = o
el
-R
-8
F&
=
' 88
05°'90T— = -
(=1
=
[AALTACN _
09°£2T- - =
P9 LET— e Lo
zL9pT— - =
= Fa
S
= L2
8
o
3
(=1
'R
=1
&




Transmittance (%)

Q95-:
090-:
Q85-:
QSO-:
Q75-:
070-:
&65;

0.60 -

1459

1368

1567

4000

1
3500

|
3000

1 ! I
2500 2000

Wavenumber (cm™)

|
1500

1
1000

|
500



5
[<h
6T
€6'T
¥6'T
¥e'T
o1’z
61'C
0z
e
€T
bZ'T
sTT
9T

0SKa 242

0SWQ £+'Z

0Sa 87

0OSWQ 8+'C

0SWQ 8F'Z
4572
92y
59'Z~
997~
927
wo.wk\_

T

OZH ZE

9—
989~
489~
£8'9-]
88'9-
88'9
689
16'9]
66'9]
6691
004
00'¢
104
102
w0
€0
€04

s0L
0L
mwe
(4
€L

SE'L
sot"

|44
{Xars
wwvmw
se'e
mwvw\.
9b'Z
OSWa £t w/o
0SWa 262
0SWa 87
0SIWa 862
0SIWA 87
i
T
59
9T
9T
89T

197
989
894
89
8'9
89'91
689

66'9
004
00°Z
T0°Z
TOLy
0
£0°L
0L
POLA|

am.u._(

507L~
9072

TEL
EE°L
PeL
SEL

Fost
107
Feoz
98'T

00°T
w\.mn.ﬁ
Moh.m
#8°0
LT

%vc.a

fL (ppm)

€6'8T—
9s/0z
€9'97—
+5'9€
OSWQ £0'6£7)
Ao

0SWA 07657

62°6€-
OSWQ 9£'6€
OSWa 9b"65]
0SWa £5'6£4
OSWA £96¢ 4
OSWQ 0/ 65
OSWQ 6/ 65
OSWa £8'6¢
0SWQ 96'6¢
0SWa £0°0%-

6E°60T—

66'9TT~.
8 0TT~
8121
pE9zT-F
om‘hﬁ%
mm.oﬂ\
11261

0£'SET

mm.:l\
4871

L0281

0T'e6T—

-10

200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
1 (ppm)

210







Transmittance (%)

1.1

1.0 -

0.9 1

0.8 1

0.7 1

0.6

0.5 1

0.4 -

0.3

2769

1654

1445

1368

1616

1570

1194

1267

543

764

4000

1
3500

1
3000

I ' 1 ' 1
2500 2000 1500

Wavenumber (cm™)

1
1000

1
500







Transmittance (%)

/

15b

1.0 -
08 = e~
0.6 1 g “ 2
0.4 - ‘x §§ ¢ g
09 o
0.0 - g
T I T - T - T T |
4000 3500 3000 2500 2000 1500 1000 500

Wavenumber (cm™)




oo b

9T

86'T

66'T

LET

8Tt

0€'C

CET

EEC

SEC
OSWQa 15°C
OSWa zs'e
OSWa gs'¢
OSWQ €5°C
OSWQa +S5'¢
o_n.mg

a2

LT

O¢H £E°Ef
0S99k

169

66'9

0L

—r

oL
L0
L0'L
60°L
et
(4%
STL
L2
ez
it |
rasiy
Nmuh,/m
WL
o
S¥'8
9%'8
P8
L¥'8

8¢ 1T —

88'TH
96'T4
86'TH
66'T
[AN4 |
£TT
NN.N#
8C'CH
0€'TH
CE'T
m,m_N)W
§ee~=
OSWQa 15'C
0OSWa es'e
0SWa ¢5'C
OSWAd €5°¢C
OSWQa +5'¢
ON.N\
TLT

PL'T

96°

f1 (ppm)

3.0

Aokt

6.0 5.5

6.5

8.0 7.0
f1 (ppm)

8.5

9.0

L

Fozz
Fogz
96'T

66'0
mg.ﬁ
%s.ﬁ
701
umof
160

Fere

Feso

ey

11

f1 (ppm)

ST'1C

mc.mm/

mﬁ.om/
OSWa #1°6€
OSWQ ¢t'6E

OSWAa 69°6E
OSWA £6°6€

OSWa 75°0%
OSWQ 08°0%

65°€5—

0OSWa ST CVN

€9°90T~,
CE0TT~
09°/11
6T'ICT
mv.NNﬁW
hm.NN._”

CTCET—

LETHTA,
95'SbT~
£0°0ST

87051
65651~

b E6T—

-10

T T
200 190

T
210

fL (ppm)



