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1. Spectra data of title compounds I7–I10.


3-(4-((5-((4-Chlorophenoxy)methyl)-1,3,4-oxadiazol-2-yl)thio)butyl)quinazolin-4(3H)-one (I7): white solid, m.p. 114–116 °C, yield 59%; 1H NMR (400 MHz, CDCl3) δ 8.32 (dd, J = 8.0, 0.9 Hz, 1H), 8.08 (d, J = 5.5 Hz, 1H), 7.77 (ddd, J = 17.4, 12.1, 4.4 Hz, 2H), 7.56 – 7.51 (m, 1H), 7.31 – 7.26 (m, 2H), 6.98 – 6.93 (m, 2H), 5.21 (s, 2H), 4.07 (t, J = 6.8 Hz, 2H), 3.33 (t, J = 6.8 Hz, 2H), 2.05 – 1.90 (m, 4H); 13C NMR (100 MHz, CDCl3) δ 166.07, 163.05, 161.05, 156.06, 147.99, 146.34, 134.34, 129.65, 127.46, 127.42, 127.30, 126.71, 122.06, 116.24, 60.00, 46.28, 31.79, 28.23, 26.43; HRMS (ESI) m/z [M+H]+ calcd for C21H20ClN4O3S: 443.0939, found: 443.0943.


3-(4-((5-((4-Chlorophenoxy)methyl)-1,3,4-oxadiazol-2-yl)thio)butyl)-6-methylquinazolin-4(3H)-one (I8): white solid, m.p. 126–128 °C, yield 73%; 1H NMR (400 MHz, CDCl3) δ 8.11 (s, 1H), 8.01 (s, 1H), 7.60 (dt, J = 8.4, 5.0 Hz, 2H), 7.31 – 7.25 (m, 2H), 6.98 – 6.93 (m, 2H), 5.21 (s, 2H), 4.06 (t, J = 6.7 Hz, 2H), 3.33 (t, J = 6.7 Hz, 2H), 2.51 (s, 3H), 1.95 (dd, J = 9.9, 7.1 Hz, 4H); 13C NMR (100 MHz, CDCl3) δ 166.08, 163.03, 161.09, 156.06, 146.05, 145.54, 137.69, 135.76, 129.64, 127.29, 126.10, 121.78, 116.24, 60.00, 46.19, 31.81, 28.26, 26.42, 21.37; HRMS (ESI) m/z [M+H]+ calcd for C22H22ClN4O3S: 457.1096, found: 457.1101.


6-Chloro-3-(4-((5-((4-chlorophenoxy)methyl)-1,3,4-oxadiazol-2-yl)thio)butyl)quinazolin-4(3H)-one (I9): white solid, m.p. 105–107 °C, yield 68%; 1H NMR (400 MHz, CDCl3) δ 8.28 (d, J = 2.1 Hz, 1H), 8.06 (s, 1H), 7.73 – 7.66 (m, 2H), 7.31 – 7.26 (m, 2H), 6.98 – 6.93 (m, 2H), 5.21 (s, 2H), 4.06 (t, J = 6.6 Hz, 2H), 3.33 (t, J = 6.6 Hz, 2H), 1.97 (d, J = 2.7 Hz, 4H); 13C NMR (100 MHz, CDCl3) δ 166.06, 163.08, 160.04, 156.05, 146.50, 134.77, 133.30, 129.65, 129.14, 127.32, 126.10, 123.10, 116.23, 60.00, 46.43, 31.74, 28.14, 26.42; HRMS (ESI) m/z [M+H]+ calcd for C21H19Cl2N4O3S: 477.0549, found: 477.0548.


3-(4-((5-((4-Chlorophenoxy)methyl)-1,3,4-oxadiazol-2-yl)thio)butyl)-6,7-dimethoxyquinazolin-4(3H)-one (I10): white solid, m.p. 113–115 °C, yield 59%; 1H NMR (400 MHz, CDCl3) δ 7.99 (s, 1H), 7.63 (s, 1H), 7.29 (d, J = 2.3 Hz, 1H), 7.27 (s, 1H), 7.12 (s, 1H), 6.96 (d, J = 8.9 Hz, 2H), 5.21 (s, 2H), 4.06 (t, J = 6.6 Hz, 2H), 4.02 (s, 6H), 3.33 (t, J = 6.6 Hz, 2H), 1.96 (d, J = 2.9 Hz, 4H); 13C NMR (100 MHz, CDCl3) δ 166.10, 163.04, 160.45, 156.06, 154.93, 149.48, 145.12, 144.30, 129.65, 127.30, 116.24, 115.46, 107.78, 105.52, 60.00, 56.34, 46.26, 31.82, 28.33, 26.41; HRMS (ESI) m/z [M+H]+ calcd for C23H24ClN4O5S: 503.1151, found: 503.1167.


[bookmark: _Toc150549102]2. Spectra data of title compounds I11 and I12.


3-(4-((5-((4-Chlorophenoxy)methyl)-1,3,4-thiadiazol-2-yl)thio)butyl)-8-methylquinazolin-4(3H)-one (I11): white solid, m.p. 131–133 °C, yield 75%; 1H NMR (400 MHz, CDCl3) δ 8.18 (d, J = 7.9 Hz, 1H), 8.13 (s, 1H), 7.63 (d, J = 7.1 Hz, 1H), 7.42 (t, J = 7.7 Hz, 1H), 7.29 (d, J = 3.4 Hz, 1H), 7.28 – 7.26 (m, 1H), 6.96 – 6.94 (m, 1H), 6.94 – 6.91 (m, 1H), 5.41 (s, 2H), 4.08 (t, J = 6.8 Hz, 2H), 3.42 (t, J = 6.8 Hz, 2H), 2.64 (s, 3H), 2.05 – 1.90 (m, 4H); 13C NMR (100 MHz, CDCl3) δ 167.31, 166.22, 161.35, 155.94, 146.51, 145.27, 135.80, 135.00, 129.66, 127.15, 127.02, 124.43, 122.01, 116.20, 64.97, 46.34, 33.22, 28.31, 26.39, 17.49; HRMS (ESI) m/z [M +H]+ calcd for C22H22ClN4O2S2: 473.0867, found: 473.0822.


3-(4-((4-Amino-5-((4-chlorophenoxy)methyl)-4H-1,2,4-triazol-3-yl)thio)butyl)-8-methylquinazolin-4(3H)-one (I12): white solid, mp 104–106 °C, yield 49%; 1H NMR (400 MHz, CDCl3) δ 8.20 (s, 1H), 8.16 (d, J = 7.9 Hz, 1H), 7.64 (d, J = 7.2 Hz, 1H), 7.43 (t, J = 7.7 Hz, 1H), 7.27 (s, 1H), 7.25 (s, 1H), 7.00 (s, 1H), 6.98 (s, 1H), 5.27 (s, 2H), 4.95 (d, J = 32.8 Hz, 2H), 4.07 (t, J = 7.0 Hz, 2H), 3.33 (t, J = 6.9 Hz, 2H), 2.65 (s, 3H), 2.03 – 1.94 (m, 2H), 1.94 – 1.85 (m, 2H); 13C NMR (100 MHz, CDCl3) δ 161.44, 156.36, 153.34, 151.76, 146.48, 145.34, 135.83, 135.05, 129.56, 127.03, 126.87, 124.33, 121.92, 116.21, 60.04, 46.34, 31.56, 28.07, 26.58, 17.50; HRMS (ESI) m/z [M+H]+ calcd for C22H24ClN6O5S: 471.1365, found: 471.1324.
.


[bookmark: _Toc150549103]3. Spectra data of title compounds I13–I16.


3-(4-((5-(4-Chlorophenyl)-1,3,4-oxadiazol-2-yl)thio)butyl)-8-methylquinazolin-4(3H)-one (I13): white solid, m.p. 125–127 °C, yield 69%; 1H NMR (400 MHz, CDCl3) δ 8.17 (d, J = 8.0 Hz, 1H), 8.08 (s, 1H), 7.98 – 7.93 (m, 2H), 7.62 (d, J = 7.2 Hz, 1H), 7.53 – 7.46 (m, 2H), 7.41 (t, J = 7.6 Hz, 1H), 4.09 (t, J = 6.7 Hz, 2H), 3.38 (t, J = 6.6 Hz, 2H), 2.63 (s, 3H), 2.06 – 1.96 (m, 4H); 13C NMR (100 MHz, CDCl3) δ 164.98, 164.44, 161.41, 146.70, 145.16, 137.89, 135.89, 134.93, 129.43, 127.90, 126.94, 124.36, 122.03, 122.01, 46.24, 31.89, 28.22, 26.48, 17.44; HRMS (ESI) m/z [M+H]+ calcd for C21H20ClN4O2S: 427.0990, found: 427.0991.


3-(4-((5-(4-Chlorobenzyl)-1,3,4-oxadiazol-2-yl)thio)butyl)-8-methylquinazolin-4(3H)-one (I14): white solid, m.p. 119–121 °C, yield 46%; 1H NMR (400 MHz, CDCl3) δ 8.17 (d, J = 7.9 Hz, 1H), 8.07 (d, J = 7.4 Hz, 1H), 7.63 (d, J = 7.3 Hz, 1H), 7.42 (t, J = 7.6 Hz, 1H), 7.34 (d, J = 8.4 Hz, 2H), 7.26 (d, J = 8.4 Hz, 2H), 4.15 (s, 2H), 4.05 (t, J = 6.8 Hz, 2H), 3.28 (t, J = 6.8 Hz, 2H), 2.63 (s, 3H), 2.02 – 1.87 (m, 4H); 13C NMR (100 MHz, CDCl3) δ 165.90, 164.78, 161.39, 146.72, 145.14, 135.90, 134.93, 133.63, 132.04, 130.23, 129.10, 126.95, 124.37, 122.03, 46.20, 31.73, 31.22, 28.21, 26.44, 17.45; HRMS (ESI) m/z [M+H]+ calcd for C22H22ClN4O2S: 441.1147, found: 441.1151.


3-(4-((5-(((4-Chlorophenyl)thio)methyl)-1,3,4-oxadiazol-2-yl)thio)butyl)-8-methylquinazolin-4(3H)-one (I15): white solid, m.p. 116–118 °C, yield 68%; 1H NMR (400 MHz, CDCl3) δ 8.18 (d, J = 8.0 Hz, 1H), 8.06 (s, 1H), 7.63 (d, J = 7.2 Hz, 1H), 7.42 (t, J = 7.6 Hz, 1H), 7.39 – 7.34 (m, 2H), 7.30 (d, J = 8.6 Hz, 2H), 4.18 (s, 2H), 4.06 (t, J = 6.8 Hz, 2H), 3.28 (t, J = 6.9 Hz, 2H), 2.63 (s, 3H), 2.03 – 1.87 (m, 4H); 13C NMR (100 MHz, CDCl3) δ 165.16, 164.55, 161.39, 146.72, 145.12, 135.91, 134.94, 134.13, 132.59, 131.85, 129.46, 126.96, 124.37, 122.03, 46.18, 31.75, 28.75, 28.22, 26.46, 17.46; HRMS (ESI) m/z [M+H]+ calcd for C22H22ClN4O2S2: 473.0867, found: 473.0867.


3-(4-((5-(((4-Chlorophenyl)sulfonyl)methyl)-1,3,4-oxadiazol-2-yl)thio)butyl)-8-methylquinazolin-4(3H)-one (I16): white solid, m.p. 144–146 °C, yield 73%; 1H NMR (400 MHz, CDCl3) δ 8.17 (d, J = 8.0 Hz, 1H), 8.08 (s, 1H), 7.78 (d, J = 8.6 Hz, 2H), 7.63 (d, J = 7.2 Hz, 1H), 7.58 (d, J = 8.6 Hz, 2H), 7.42 (t, J = 7.6 Hz, 1H), 4.65 (s, 2H), 4.07 (t, J = 6.8 Hz, 2H), 3.31 (t, J = 6.9 Hz, 2H), 2.63 (s, 3H), 2.04 – 1.89 (m, 4H); 13C NMR (100 MHz, CDCl3) δ 166.80, 161.40, 157.55, 146.71, 145.16, 141.78, 135.91, 135.74, 134.96, 130.04, 129.93, 126.97, 124.36, 122.01, 52.84, 46.13, 31.83, 28.21, 26.45, 17.46; HRMS (ESI) m/z [M+H]+ calcd for C22H22ClN4O4S2: 505.0766, found: 505.0772.


[bookmark: _Toc8706][bookmark: _Toc19653][bookmark: _Toc30729][bookmark: _Toc150549104]4. Spectra data of title compounds I17–I31.


8-Methyl-3-(4-((5-(phenoxymethyl)-1,3,4-oxadiazol-2-yl)thio)butyl)quinazolin-4(3H)-one (I17): white solid, m.p. 85–87 °C, yield 57%; 1H NMR (400 MHz, CDCl3) δ 8.18 (d, J = 8.0 Hz, 1H), 8.07 (s, 1H), 7.63 (d, J = 7.3 Hz, 1H), 7.42 (t, J = 7.6 Hz, 1H), 7.37 – 7.31 (m, 2H), 7.04 (dd, J = 11.5, 7.9 Hz, 3H), 5.24 (s, 2H), 4.06 (t, J = 6.8 Hz, 2H), 3.33 (t, J = 6.7 Hz, 2H), 2.64 (s, 3H), 2.04 – 1.90 (m, 4H); 13C NMR (100 MHz, CDCl3) δ 165.91, 163.41, 161.40, 157.48, 146.73, 145.14, 135.91, 134.93, 129.74, 126.94, 124.37, 122.22, 122.04, 114.82, 59.70, 46.19, 31.80, 28.21, 26.43, 17.45; HRMS (ESI) m/z [M+H]+ calcd for C22H23N4O3S: 423.1485, found: 423.1493.


3-(4-((5-((2-Chlorophenoxy)methyl)-1,3,4-oxadiazol-2-yl)thio)butyl)-8-methylquinazolin-4(3H)-one (I18): white solid, m.p. 80–82 °C, yield 61%; 1H NMR (400 MHz, CDCl3) δ 8.18 (d, J = 8.0 Hz, 1H), 8.07 (s, 1H), 7.63 (d, J = 7.3 Hz, 1H), 7.42 (t, J = 7.7 Hz, 2H), 7.25 (dd, J = 11.3, 4.5 Hz, 1H), 7.15 – 7.10 (m, 1H), 7.01 (td, J = 7.7, 1.3 Hz, 1H), 5.31 (s, 2H), 4.07 (t, J = 6.7 Hz, 2H), 3.33 (t, J = 6.7 Hz, 2H), 2.64 (s, 3H), 2.05 – 1.90 (m, 4H); 13C NMR (100 MHz, CDCl3) δ 166.16, 162.93, 161.39, 153.14, 146.72, 145.13, 135.91, 134.92, 130.74, 127.95, 126.94, 124.37, 123.70, 123.35, 122.03, 114.92, 60.94, 46.19, 31.81, 28.22, 26.46, 17.45; HRMS (ESI) m/z [M+H]+ calcd for C22H22ClN4O3S: 457.1096, found: 457.1099.


3-(4-((5-((3-Chlorophenoxy)methyl)-1,3,4-oxadiazol-2-yl)thio)butyl)-8-methylquinazolin-4(3H)-one (I19): white solid, m.p. 86–88 °C, yield 68%; 1H NMR (400 MHz, CDCl3) δ 8.18 (d, J = 8.0 Hz, 1H), 8.07 (s, 1H), 7.63 (d, J = 7.3 Hz, 1H), 7.42 (t, J = 7.6 Hz, 1H), 7.28 – 7.23 (m, 1H), 7.06 – 7.01 (m, 2H), 6.92 (dd, J = 8.4, 2.3 Hz, 1H), 5.22 (s, 2H), 4.07 (t, J = 6.7 Hz, 2H), 3.34 (t, J = 6.7 Hz, 2H), 2.64 (s, 3H), 1.97 (dd, J = 10.0, 7.1 Hz, 4H); 13C NMR (100 MHz, CDCl3) δ 166.10, 162.88, 161.40, 158.10, 146.72, 145.12, 135.92, 135.13, 134.94, 130.53, 126.95, 124.37, 122.48, 122.03, 115.56, 113.05, 59.83, 46.18, 31.83, 28.23, 26.43, 17.45; HRMS (ESI) m/z [M+H]+ calcd for C22H22ClN4O3S: 457.1096, found: 457.1099.


3-(4-((5-((4-Fluorophenoxy)methyl)-1,3,4-oxadiazol-2-yl)thio)butyl)-8-methylquinazolin-4(3H)-one (I20): white solid, m.p. 93–95 °C, yield 53%; 1H NMR (400 MHz, CDCl3) δ 8.18 (d, J = 7.8 Hz, 1H), 8.07 (s, 1H), 7.63 (d, J = 7.1 Hz, 1H), 7.42 (t, J = 7.6 Hz, 1H), 7.06 – 6.94 (m, 4H), 5.20 (s, 2H), 4.07 (t, J = 6.7 Hz, 2H), 3.33 (t, J = 6.7 Hz, 2H), 2.64 (s, 3H), 2.05 – 1.90 (m, 4H); 13C NMR (100 MHz, CDCl3) δ 166.00, 163.21, 161.39, 159.24, 156.85, 153.59, 153.57, 146.72, 145.12, 135.91, 134.93, 126.95, 124.36, 122.02, 116.29, 116.26, 116.18, 116.06, 60.45, 46.18, 31.81, 28.22, 26.42, 17.44; HRMS (ESI) m/z [M+H]+ calcd for C22H22FN4O3S: 441.1391, found: 441.1401.


8-Methyl-3-(4-((5-((o-tolyloxy)methyl)-1,3,4-oxadiazol-2-yl)thio)butyl)quinazolin-4(3H)-one (I21): white solid, m.p. 104–106 °C, yield 53%; 1H NMR (400 MHz, CDCl3) δ 8.18 (d, J = 8.0 Hz, 1H), 8.07 (s, 1H), 7.63 (d, J = 7.2 Hz, 1H), 7.42 (t, J = 7.6 Hz, 1H), 7.19 (t, J = 7.2 Hz, 2H), 6.97 (dd, J = 12.7, 5.3 Hz, 2H), 5.25 (s, 2H), 4.06 (t, J = 6.5 Hz, 2H), 3.33 (t, J = 6.5 Hz, 2H), 2.64 (s, 3H), 2.26 (s, 3H), 1.98 (s, 4H); 13C NMR (100 MHz, CDCl3) δ 165.85, 163.65, 161.40, 155.74, 146.74, 145.14, 135.92, 134.93, 131.15, 127.40, 126.96, 126.95, 124.38, 122.04, 121.99, 111.65, 59.98, 46.20, 31.81, 28.23, 26.45, 17.46, 16.18; HRMS (ESI) m/z [M+H]+ calcd for C23H25N4O3S: 437.1642, found: 437.1643.


8-Methyl-3-(4-((5-((p-tolyloxy)methyl)-1,3,4-oxadiazol-2-yl)thio)butyl)quinazolin-4(3H)-one (I22): white solid, m.p. 88–90 °C, yield 58%; 1H NMR (400 MHz, CDCl3) δ 8.18 (d, J = 8.0 Hz, 1H), 8.07 (s, 1H), 7.63 (d, J = 7.3 Hz, 1H), 7.42 (t, J = 7.7 Hz, 1H), 7.13 (d, J = 8.5 Hz, 2H), 6.92 (d, J = 8.6 Hz, 2H), 5.21 (s, 2H), 4.06 (t, J = 6.8 Hz, 2H), 3.32 (t, J = 6.7 Hz, 2H), 2.64 (s, 3H), 2.31 (s, 3H), 1.96 (ddt, J = 14.3, 9.5, 4.7 Hz, 4H); 13C NMR (100 MHz, CDCl3) δ 165.84, 163.56, 161.39, 155.42, 146.73, 145.14, 135.91, 134.92, 131.60, 130.15, 126.94, 124.37, 122.04, 114.74, 59.94, 46.20, 31.80, 28.21, 26.43, 20.52, 17.45; HRMS (ESI) m/z [M+H]+ calcd for C23H25N4O3S: 437.1642, found: 437.1646.


3-(4-((5-((3-Methoxyphenoxy)methyl)-1,3,4-oxadiazol-2-yl)thio)butyl)-8-methylquinazolin-4(3H)-one (I23): white solid, m.p. 94–96 °C, yield 61%; 1H NMR (400 MHz, CDCl3) δ 8.18 (d, J = 7.9 Hz, 1H), 8.07 (s, 1H), 7.63 (d, J = 6.9 Hz, 1H), 7.42 (t, J = 7.6 Hz, 1H), 7.23 (t, J = 8.2 Hz, 1H), 6.65 – 6.56 (m, 3H), 5.22 (s, 2H), 4.06 (t, J = 6.7 Hz, 2H), 3.81 (s, 3H), 3.33 (t, J = 6.6 Hz, 2H), 2.64 (s, 3H), 2.05 – 1.89 (m, 4H); 13C NMR (100 MHz, CDCl3) δ 165.89, 163.34, 161.38, 160.92, 158.68, 146.72, 145.15, 135.90, 134.91, 130.17, 126.92, 124.35, 122.03, 107.91, 106.55, 101.42, 59.73, 55.35, 46.18, 31.80, 28.21, 26.43, 17.45; HRMS (ESI) m/z [M+H]+ calcd for C23H25N4O4S: 453.1591, found: 453.1597.


3-(4-((5-((4-Methoxyphenoxy)methyl)-1,3,4-oxadiazol-2-yl)thio)butyl)-8-methylquinazolin-4(3H)-one (I24): white solid, m.p. 84–86 °C, yield 57%; 1H NMR (400 MHz, CDCl3) δ 8.18 (d, J = 8.0 Hz, 1H), 8.07 (s, 1H), 7.63 (d, J = 7.2 Hz, 1H), 7.42 (t, J = 7.6 Hz, 1H), 6.99 – 6.94 (m, 2H), 6.89 – 6.83 (m, 2H), 5.18 (s, 2H), 4.06 (t, J = 6.7 Hz, 2H), 3.79 (s, 3H), 3.32 (t, J = 6.7 Hz, 2H), 2.64 (s, 3H), 2.04 – 1.89 (m, 4H); 13C NMR (100 MHz, CDCl3) δ 165.82, 163.59, 161.38, 154.87, 151.59, 146.72, 145.15, 135.90, 134.91, 126.92, 124.35, 122.03, 116.17, 114.77, 60.67, 55.67, 46.18, 31.79, 28.21, 26.43, 17.45; HRMS (ESI) m/z [M+H]+ calcd for C23H25N4O4S: 453.1591, found: 453.1598.


3-(4-((5-((2,4-Dichlorophenoxy)methyl)-1,3,4-oxadiazol-2-yl)thio)butyl)-8-methylquinazolin-4(3H)-one (I25): white solid, m.p. 89–91 °C, yield 61%; 1H NMR (400 MHz, CDCl3) δ 8.17 (d, J = 7.9 Hz, 1H), 8.08 (d, J = 5.4 Hz, 1H), 7.63 (d, J = 7.3 Hz, 1H), 7.45 – 7.38 (m, 2H), 7.23 (dd, J = 8.8, 2.5 Hz, 1H), 7.07 (d, J = 8.8 Hz, 1H), 5.29 (s, 2H), 4.07 (t, J = 6.7 Hz, 2H), 3.33 (t, J = 6.7 Hz, 2H), 2.63 (s, 3H), 2.04 – 1.91 (m, 4H); 13C NMR (100 MHz, CDCl3) δ 166.34, 162.59, 161.40, 151.95, 146.72, 145.11, 135.92, 134.95, 130.46, 127.92, 127.85, 126.96, 124.65, 124.37, 122.03, 115.76, 61.14, 46.18, 31.82, 28.23, 26.44, 17.45; HRMS (ESI) m/z [M+H]+ calcd for C22H21Cl2N4O3S: 491.0706, found: 491.0711.


3-(4-((5-((2,6-Dichlorophenoxy)methyl)-1,3,4-oxadiazol-2-yl)thio)butyl)-8-methylquinazolin-4(3H)-one (I26): white solid, m.p. 95–97 °C, yield 57%; 1H NMR (400 MHz, CDCl3) δ 8.18 (d, J = 8.0 Hz, 1H), 8.08 (s, 1H), 7.63 (d, J = 7.3 Hz, 1H), 7.42 (t, J = 7.7 Hz, 1H), 7.33 (d, J = 8.1 Hz, 2H), 7.11 – 7.05 (m, 1H), 5.24 (s, 2H), 4.08 (t, J = 6.8 Hz, 2H), 3.35 (t, J = 6.7 Hz, 2H), 2.64 (s, 3H), 2.06 – 1.91 (m, 4H); 13C NMR (100 MHz, CDCl3) δ 166.17, 162.82, 161.39, 149.89, 146.73, 145.14, 135.90, 134.91, 129.53, 129.16, 126.92, 126.30, 124.37, 122.04, 63.52, 46.22, 31.80, 28.20, 26.52, 17.45; HRMS (ESI) m/z [M+H]+ calcd for C22H21Cl2N4O3S: 491.0706, found: 491.0710.


3-(4-((5-((3,5-Dichlorophenoxy)methyl)-1,3,4-oxadiazol-2-yl)thio)butyl)-8-methylquinazolin-4(3H)-one (I27): white solid, m.p. 85–87 °C, yield 49%; 1H NMR (400 MHz, CDCl3) δ 8.18 (d, J = 7.9 Hz, 1H), 8.07 (s, 1H), 7.63 (d, J = 7.2 Hz, 1H), 7.42 (t, J = 7.6 Hz, 1H), 7.06 (t, J = 1.5 Hz, 1H), 6.94 (d, J = 1.6 Hz, 2H), 5.21 (s, 2H), 4.07 (t, J = 6.7 Hz, 2H), 3.34 (t, J = 6.7 Hz, 2H), 2.64 (s, 3H), 2.06 – 1.91 (m, 4H); 13C NMR (100 MHz, CDCl3) δ 166.29, 162.38, 161.39, 158.32, 146.71, 145.11, 135.92, 135.69, 134.94, 126.96, 124.36, 122.63, 122.02, 113.98, 59.96, 46.17, 31.84, 28.23, 26.41, 17.45; HRMS (ESI) m/z [M+H]+ calcd for C22H21Cl2N4O3S: 491.0706, found: 491.0710.


3-(4-((5-((3,5-Dimethylphenoxy)methyl)-1,3,4-oxadiazol-2-yl)thio)butyl)-8-methylquinazolin-4(3H)-one (I28): white solid, m.p. 106–108 °C, yield 67%; 1H NMR (400 MHz, CDCl3) δ 8.18 (d, J = 8.0 Hz, 1H), 8.07 (s, 1H), 7.63 (d, J = 7.2 Hz, 1H), 7.42 (t, J = 7.6 Hz, 1H), 6.69 (s, 1H), 6.65 (s, 2H), 5.20 (s, 2H), 4.06 (t, J = 6.7 Hz, 2H), 3.33 (t, J = 6.7 Hz, 2H), 2.64 (s, 3H), 2.31 (s, 6H), 2.05 – 1.90 (m, 4H); 13C NMR (100 MHz, CDCl3) δ 165.82, 163.56, 161.39, 157.55, 146.74, 145.15, 139.57, 135.91, 134.92, 126.93, 124.37, 123.95, 122.04, 112.51, 59.63, 46.20, 31.80, 28.22, 26.44, 21.45, 17.45; HRMS (ESI) m/z [M+H]+ calcd for C24H27N4O3S: 451.1798, found: 451.1804.


3-(4-((5-((4-Chloro-2-methylphenoxy)methyl)-1,3,4-oxadiazol-2-yl)thio)butyl)-8-methylquinazolin-4(3H)-one (I29): white solid, m.p. 112–114 °C, yield 63%; 1H NMR (400 MHz, CDCl3) δ 8.18 (d, J = 7.8 Hz, 1H), 8.08 (d, J = 5.7 Hz, 1H), 7.63 (d, J = 7.3 Hz, 1H), 7.42 (t, J = 7.6 Hz, 1H), 7.18 – 7.11 (m, 2H), 6.90 (d, J = 8.3 Hz, 1H), 5.22 (s, 2H), 4.07 (t, J = 6.7 Hz, 2H), 3.33 (t, J = 6.7 Hz, 2H), 2.64 (s, 3H), 2.23 (s, 3H), 2.05 – 1.90 (m, 4H); 13C NMR (100 MHz, CDCl3) δ 166.02, 163.25, 161.41, 154.31, 146.72, 145.11, 135.92, 134.95, 130.92, 129.36, 126.97, 126.79, 126.55, 124.37, 122.03, 112.83, 60.19, 46.19, 31.82, 28.24, 26.43, 17.45, 16.10; HRMS (ESI) m/z [M+H]+ calcd for C23H24ClN4O3S: 471.1252, found: 471.1257.


8-Methyl-3-(4-((5-((2,4,5-trichlorophenoxy)methyl)-1,3,4-oxadiazol-2-yl)thio)butyl)quinazolin-4(3H)-one (I30): white solid, m.p. 110–112 °C, yield 51%; 1H NMR (400 MHz, CDCl3) δ 8.17 (d, J = 7.9 Hz, 1H), 8.07 (s, 1H), 7.63 (d, J = 7.2 Hz, 1H), 7.50 (s, 1H), 7.42 (t, J = 7.6 Hz, 1H), 7.24 (s, 1H), 5.28 (s, 2H), 4.07 (t, J = 6.7 Hz, 2H), 3.34 (t, J = 6.7 Hz, 2H), 2.63 (s, 3H), 2.05 – 1.92 (m, 4H); 13C NMR (100 MHz, CDCl3) δ 166.50, 162.11, 161.41, 152.12, 146.72, 145.10, 135.92, 134.95, 131.46, 131.38, 126.97, 126.38, 124.38, 122.91, 122.02, 116.34, 61.22, 46.18, 31.85, 28.25, 26.44, 17.45; HRMS (ESI) m/z [M+H]+ calcd for C22H20Cl3N4O3S: 525.0316, found: 525.0320.


8-Methyl-3-(4-((5-((2,4,6-trichlorophenoxy)methyl)-1,3,4-oxadiazol-2-yl)thio)butyl)quinazolin-4(3H)-one (I31): white solid, m.p. 95–97 °C, yield 57%; 1H NMR (400 MHz, CDCl3) δ 8.18 (d, J = 8.0 Hz, 1H), 8.08 (s, 1H), 7.63 (d, J = 7.3 Hz, 1H), 7.42 (t, J = 7.6 Hz, 1H), 7.34 (s, 2H), 5.21 (s, 2H), 4.08 (t, J = 6.7 Hz, 2H), 3.35 (t, J = 6.7 Hz, 2H), 2.64 (s, 3H), 2.06 – 1.92 (m, 4H); 13C NMR (100 MHz, CDCl3) δ 166.32, 162.53, 161.39, 148.78, 146.72, 145.13, 135.91, 134.93, 130.95, 130.12, 129.03, 126.94, 124.38, 122.04, 63.61, 46.21, 31.80, 28.21, 26.52, 17.45; HRMS (ESI) m/z [M+H]+ calcd for C22H20Cl3N4O3S: 525.0316, found: 525.0316.
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5. 1H NMR, 13C NMR and HRMS spectra of title compounds I7–I10.
[image: 20210915_H_1]
Fig. S1 1H NMR sprectrum of a title compound I7
[image: 20210915_C_18]
Fig. S2 13C NMR sprectrum of a title compound I7
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Fig. S3 HRMS sprectrum of a title compound I7
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Fig. S4 1H NMR sprectrum of a title compound I8
[image: 20210915_C_19]
Fig. S5 13C NMR sprectrum of a title compound I8
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Fig. S6 HRMS sprectrum of a title compound I8
[image: 20210915_H_3]
Fig. S7 1H NMR sprectrum of a title compound I9
[image: 202109015_C_20]
Fig. S8 13C NMR sprectrum of a title compound I9
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Fig. S9 HRMS sprectrum of a title compound I9
[image: 20210915_H_4]
Fig. S10 1H NMR sprectrum of a title compound I10
[image: 20210915_C_21]
Fig. S11 13C NMR sprectrum of a title compound I10
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Fig. S12 HRMS sprectrum of a title compound I10
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[bookmark: _Toc150549106]6. 1H NMR, 13C NMR and HRMS spectra of title compounds I11 and I12.
[image: 20191008_H_3]
Fig. S13 1H NMR sprectrum of a title compound I11
[image: 20191008_C_2]
Fig. S14 13C NMR sprectrum of a title compound I11
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Fig. S15 HRMS sprectrum of a title compound I11
[image: 20191008_H_4]
Fig. S16 1H NMR sprectrum of a title compound I12
[image: 20191008_C_4]
Fig. S17 13C NMR sprectrum of a title compound I12
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Fig. S18 HRMS sprectrum of a title compound I12


[bookmark: _Toc150549107]7. 1H NMR, 13C NMR and HRMS spectra of title compounds I13–I16.
[image: 20230323_H_1]
Fig. S19 1H NMR sprectrum of a title compound I13
[image: 20230416_A2_C]
Fig. S20 13C NMR sprectrum of a title compound I13
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Fig. S21 HRMS sprectrum of a title compound I13
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Fig. S22 1H NMR sprectrum of a title compound I14
[image: 20230416_A3_C]
Fig. S23 13C NMR sprectrum of a title compound I14
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Fig. S24 HRMS sprectrum of a title compound I14
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Fig. S25 1H NMR sprectrum of a title compound I15
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Fig. S26 13C NMR sprectrum of a title compound I15
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Fig. S27 HRMS sprectrum of a title compound I15
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Fig. S28 1H NMR sprectrum of a title compound I16
[image: 20230416_A5_C]
Fig. S29 13C NMR sprectrum of a title compound I16
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Fig. S30 HRMS sprectrum of a title compound I16



[bookmark: _Toc150549108]8. 1H NMR, 13C NMR and HRMS spectra of title compounds I17–I31.
[image: 20230415_A8_H]
Fig. S31 1H NMR sprectrum of a title compound I17
[image: 20230416_A8_C]
Fig. S32 13C NMR sprectrum of a title compound I17
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Fig. S33 HRMS sprectrum of a title compound I17
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Fig. S34 1H NMR sprectrum of a title compound I18
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Fig. S35 13C NMR sprectrum of a title compound I18
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Fig. S36 HRMS sprectrum of a title compound I18
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Fig. S37 1H NMR sprectrum of a title compound I19
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Fig. S38 13C NMR sprectrum of a title compound I19
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Fig. S39 HRMS sprectrum of a title compound I19
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Fig. S40 1H NMR sprectrum of a title compound I20
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Fig. S41 13C NMR sprectrum of a title compound I20
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Fig. S42 HRMS sprectrum of a title compound I20
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Fig. S43 1H NMR sprectrum of a title compound I21
[image: 20230416_A10_C]
Fig. S44 13C NMR sprectrum of a title compound I21
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Fig. S45 HRMS sprectrum of a title compound I21
[image: 20230416_A17_H]
Fig. S46 1H NMR sprectrum of a title compound I22
[image: 20230416_A17_C]
Fig. S47 13C NMR sprectrum of a title compound I22
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Fig. S48 HRMS sprectrum of a title compound I22
[image: 20230416_A19_H]
Fig. S49 1H NMR sprectrum of a title compound I23
[image: 20230416_A19_C]
Fig. S50 13C NMR sprectrum of a title compound I23
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Fig. S51 HRMS sprectrum of a title compound I23
[image: 20230416_A12_H]
Fig. S52 1H NMR sprectrum of a title compound I24
[image: 20230416_A12_C]
Fig. S53 13C NMR sprectrum of a title compound I24
[image: ]Fig. S54 HRMS sprectrum of a title compound I24
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Fig. S55 1H NMR sprectrum of a title compound I25
[image: 20230416_A6_C]
Fig. S56 13C NMR sprectrum of a title compound I25
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Fig. S57 HRMS sprectrum of a title compound I25
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Fig. S58 1H NMR sprectrum of a title compound I26
[image: 20230416_A9_C]
Fig. S59 13C NMR sprectrum of a title compound I26
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Fig. S60 HRMS sprectrum of a title compound I26
[image: 20230416_A20_H]
Fig. S61 1H NMR sprectrum of a title compound I27
[image: 20230416_A20_C]
Fig. S62 13C NMR sprectrum of a title compound I27
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Fig. S63 HRMS sprectrum of a title compound I27
[image: 20230416_A14_H]
Fig. S64 1H NMR sprectrum of a title compound I28
[image: 20230416_A14_C]
Fig. S65 13C NMR sprectrum of a title compound I28
[image: ]
Fig. S66 HRMS sprectrum of a title compound I28
[image: 20230416_A13_H]
Fig. S67 1H NMR sprectrum of a title compound I29
[image: 20230416_A13_C]
Fig. S68 13C NMR sprectrum of a title compound I29
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Fig. S69 HRMS sprectrum of a title compound I29
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Fig. S70 1H NMR sprectrum of a title compound I30
[image: 20230416_A7_C]
Fig. S71 13C NMR sprectrum of a title compound I30
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Fig. S72 HRMS sprectrum of a title compound I30
[image: 20230416_A11_H]
Fig. S73 1H NMR sprectrum of a title compound I31
[image: 20230416_A11_C]
Fig. S74 13C NMR sprectrum of a title compound I31
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Fig. S75 HRMS sprectrum of a title compound I31
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Spectrum from 02.wiff (sample 1) - Sample002, Experiment 1, +TOF MS (80 - 1000) from 0.444 to 0.489 min

C22H21FN4O3S +H
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Spectrum from 03.wiff (sample 1) - Sample003, Experiment 1, +TOF MS (80 - 1000) from 0.485 to 0.529 min

C23H24N4O3S +H
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Spectrum from 05.wiff (sample 1) - Sample005, Experiment 1, +TOF MS (80 - 1000) from 0.581 to 0.625 min

C23H24N4O3S +H
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Spectrum from 05.wiff (sample 1) - Sample005, Experiment 1, +TOF MS (80 - 1000) from 0.514 to 0.558 min

C23H24N4O4S +H
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Spectrum from 03.wiff (sample 1) - Sample003, Experiment 1, +TOF MS (80 - 1000) from 0.463 to 0.507 min

C23H24N4O4S +H
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Spectrum from 04.wiff (sample 1) - Sample004, Experiment 1, +TOF MS (80 - 1000) from 0.501 to 0.545 min

C22H20Cl2N4O3S +H
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Spectrum from 03.wiff (sample 1) - Sample003, Experiment 1, +TOF MS (80 - 1000) from 0.507 to 0.551 min

C22H20Cl2N4O3S +H
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Spectrum from 05.wiff (sample 1) - Sample005, Experiment 1, +TOF MS (80 - 1000) from 0.536 to 0.581 min

C22H20Cl2N4O3S +H
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Spectrum from 02.wiff (sample 1) - Sample002, Experiment 1, +TOF MS (80 - 1000) from 0.467 to 0.511 min

C24H26N4O3S +H
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Spectrum from 02.wiff (sample 1) - Sample002, Experiment 1, +TOF MS (80 - 1000) from 0.489 to 0.533 min

C23H23ClN4O3S +H
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Spectrum from 04.wiff (sample 1) - Sample004, Experiment 1, +TOF MS (80 - 1000) from 0.501 to 0.545 min

C22H19Cl3N4O3S +H
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Spectrum from 03.wiff (sample 1) - Sample003, Experiment 1, +TOF MS (80 - 1000) from 0.507 to 0.551 min

C22H19Cl3N4O3S +H
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Spectrum from 01.wiff (sample 1) - Sample001, Experiment 1, +TOF MS (80 - 1000) from 1.172 to 1.217 min

C21H19ClN4O3S +H
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Spectrum from 01.wiff (sample 1) - Sample001, Experiment 1, +TOF MS (80 - 1000) from 1.172 to 1.217 min

C22H21ClN4O3S +H
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Spectrum from 01.wiff (sample 1) - Sample001, Experiment 1, +TOF MS (80 - 1000) from 1.194 to 1.240 min

C21H18Cl2N4O3S +H
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Spectrum from 01.wiff (sample 1) - Sample001, Experiment 1, +TOF MS (80 - 1000) from 1.038 to 1.083 min

C23H23ClN4O5S +H
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Spectrum from 13.wiff (sample 1) - Sample013, Experiment 1, +TOF MS (80 - 800) from 0.080 to 0.089 min
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Spectrum from 09.wiff (sample 1) - Sample009, Experiment 1, +TOF MS (80 - 800) from 0.067 to 0.076 min
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Spectrum from 07.wiff (sample 1) - Sample007, Experiment 1, +TOF MS (80 - 1000) from 0.500 to 0.545 min

C21H19ClN4O2S +H
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Spectrum from 08.wiff (sample 1) - Sample008, Experiment 1, +TOF MS (80 - 1000) from 0.434 to 0.480 min

C22H21ClN4O2S +H
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Spectrum from 09.wiff (sample 1) - Sample009, Experiment 1, +TOF MS (80 - 1000) from 0.468 to 0.513 min

C22H21ClN4O2S2 +H
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Spectrum from 04.wiff (sample 1) - Sample004, Experiment 1, +TOF MS (80 - 1000) from 0.457 to 0.501 min

C22H21ClN4O4S2 +H
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Spectrum from 04.wiff (sample 1) - Sample004, Experiment 1, +TOF MS (80 - 1000) from 0.457 to 0.501 min

C22H22N4O3S +H
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Spectrum from 05.wiff (sample 1) - Sample005, Experiment 1, +TOF MS (80 - 1000) from 0.470 to 0.514 min

C22H21ClN4O3S +H
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Spectrum from 02.wiff (sample 1) - Sample002, Experiment 1, +TOF MS (80 - 1000) from 0.489 to 0.533 min

C22H21ClN4O3S +H
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