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Structures of the synthesised products 
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Spectral data of the synthesized products 

1. 5-Ethoxycarbonyl-6-methyl-4-phenyl-3,4-dihydropyrimidin-2(1H)-one (B1) 
 

  White solid, m. p. 203 ℃ (202–204 ℃)
1
, GC-MS (M

+
): 260; 

1
H 

NMR (CDCl3, 400 MHz) δ: 8.16 (s, 1H), 7.66(d, 5H), 7.29 (s, 

1H), 5.38 (d, 1H), 4.06 (q, J = 7.1 Hz, 2H), 2.33 (s, 3H), 1.14 (t, J 

= 7.1 Hz, 3H);  
13 

C NMR (CDCl3, 100 MHz)  δ: 165.7, 153.4, 

146.3, 128.7, 128.0, 126.6, 101.4, 60.1, 55.8, 18.7, 14.2.  

2. 5-(Ethoxycarbonyl)-4-(4-chlorophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one 

(B2) 

White solid, m. p. 213 ℃ (212–214 ℃)
1
, GC-MS (M

+
): 294; 

1
H 

NMR (CDCl3, 400 MHz) δ: 7.95 (s, 1H), 7.24-7.25(m, 4H), 5.36 

(s, 1H), 4.05 (q, J = 7.1 Hz, 2H), 2.32 (s, 3H), 1.14 (t, J = 7.1 

Hz, 3H);
 13

C NMR (CDCl3, 100 MHz) δ: 165.5, 153.1, 146.4, 

142.2, 133.8, 128.9, 128.1, 101.2, 60.2, 55.2, 18.8, 14.2.  

3. 5-(Ethoxycarbonyl)-4-(4-bromophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one 

(B3) 

White solid, m. p. 152 ℃ (150–151 ℃)
2
, GC-MS (M

+
): 338; 

1
H 

NMR (DMSO-d6, 400 MHz) δ: 9.28 (s, 1H), 7.82 (s, 1H), 7.56 (d, 

J = 8.2 Hz, 2H), 7.21 (d, J = 8.2 Hz, 2H), 5.15 (s, 1H), 3.98 (q, J = 

7.0 Hz, 2H), 2.26 (s, 3H), 1.09 (t, J =7.0 Hz, 3H); 
13

C NMR 

(DMSO-d6, 100 MHz) δ: 166.6, 153.1, 149.9, 145.3, 132.7, 129.7, 

121.5, 99.9, 60.5, 54.6, 18.9, 15.2. 

 

4. 5-(Ethoxycarbonyl)-6-methyl-4-(4-methoxylphenyl)-3,4-dihydropyrimidin-

2(1H)-one (B4) 

White solid, m. p. 204 °C (202-204 °C),
1
 GC-MS (M

+
): 290; 

1
H 

NMR (DMSO-d6, 400 MHz) δ: 9.14 (s, 1H), 7.66 (s, 1H), 7.18 

(d, J = 8.1 Hz, 2H), 6.86 (d, J = 8.1 Hz, 2H), 5.07 (s, 1H), 3.96 

(q, J = 7.1 Hz, 2H), 3.70 (s, 3H), 2.23 (s, 3H), 1.12 (t, J = 7.1 Hz, 

3H); 
13

C NMR (DMSO-d6, 100 MHz) δ: 166.2, 159.2, 152.9, 

148.8, 137.8, 128.1, 114.5, 100.3, 59.9, 55.8, 54.1, 18.5, 14.9. 
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5. 5-(Ethoxycarbonyl)-6-methyl-4-(2-methoxylphenyl)-3,4-dihydropyrimidin-

2(1H)-one (B5) 

White solid, m. p. 145 °C (145- 146 °C)
2
, GC-MS (M

+
): 

290; 
 1

H NMR (DMSO-d6, 400 MHz) δ: 7.52 (d, J = 3.29, 

1H), 7.25- 7.21 (m, J = 8.42, 1H), 7.04 (dd, J = 1.65, J = 

7.51, 1H), 6.96 (d, J = 8.06, 1H), 6.86 (t, J = 7.32, 1H), 

5.46 (d, J= 3.29, 1H), 3.99-3.94 (m, 2H), 3.77 (s, 3H), 

3.10 (s, 3H,, 2.49 (s, 3H), 1.05 (t, J = 7.14, 3H); 
13

C NMR 

(DMSO-d6, 100 MHz) δ 165.6, 156.6, 153.1, 150.4, 

130.8, 128.7, 126.9, 120.1, 111.1, 101.1, 59.3, 55.4, 47.9, 29.6, 15.9, 13.9. 

6. 5-(Ethoxycarbonyl)-6-methyl-4-(3,4-dimethoxylphenyl)-3,4-dihydropyrimidin-

2(1H)-one (B6) 

White solid, m. p. 176 °C (176- 177 °C)
3
, GC-MS (M

+
): 320; 

 

1
H NMR (DMSO-d6, 400 MHz) δ: 8.95 (s,1H), 7.25 (s, 1H), 

6.85 (m, 1H), 6.80 (m, 2H), 5.25 (s, 1H), 4.05 (q, 2H, J = 7.0 

Hz), 3.80 (s, 6H), 2.30 (s, 3H), 1.15 (t, 3H, J = 7.0 Hz);
 13

C 

NMR (DMSO-d6, 100 MHz) δ: 165.6, 153.8, 148.9, 148.6, 

146.1, 136.4, 118.5, 111.1, 109.9, 101.3, 59.9, 55.8, 55.1, 18.4, 

8 14.1. 

7. 5-(Ethoxycarbonyl)-6-methyl-4-(2-thienyl)-3,4-dihydropyrimidin-2(1H)-one (B7) 

Brown solid, m. p. 216 °C (215-217 °C)
1 

, GC-MS (M
+
): 266; 

1
H NMR (CDCl3, 400 MHz) δ: 7.68 (s, 1H), 7.16 (d, 1H), 7.14 – 

6.71 (m, 2H), 5.68 (s, 1H), 4.15 (q, 2H), 2.32 (s, 3H), 1.23 (t, 

3H); 
13

C NMR (CDCl3, 100 MHz) δ:165.3, 153.1, 147.2, 146.4, 

126.7, 124.9, 124.0, 101.8, 60.2, 50.8, 18.7, 14.2. 

8. 5-(Ethoxycarbonyl)-6-methyl-4-phenyl-3,4-dihydropyrimidin-2(1H)-thione (B8) 

White solid, m. p. 209 °C (208-210 °C)
1 

, GC-MS (M
+
): 276; 

1
H 

NMR (CDCl3, 400 MHz) δ:  8.15 (s, 1H), 7.18-7.24 (m, 5H), 

5.31 (s, 1H), 3.99 (q, J = 7.1 Hz, 2H), 2.28 (s, 3H), 1.06 (t, J = 
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7.1 Hz, 3H); 
13

C NMR (CDCl3, 100 MHz) δ: 174.5, 165.2, 142.7, 142.3, 128.8, 128.3, 126.8, 

102.9, 60.4, 56.2, 18.3, 14.0. 

9. 5-(Ethoxycarbonyl)-4-(4-chlorophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-

thione (B9) 

White solid, m. p. 193 °C (192-194 °C)
1 

, GC-MS (M
+
): 310; 

1
H 

NMR (CDCl3, 400 MHz) δ: 8.34 (s, 1H), 7.89 (s, 1H), 7.13-7.22 

(m, 5H), 5.29 (s, 1H), 4.02 (q, J = 7.0, 2.6 Hz, 2H), 2.28 (s, 3H), 

1.11 (t, J = 7.1 Hz, 3H);
 13

C NMR (CDCl3, 100 MHz) δ: 174.3, 

165.1, 143.1, 140.9, 129.0, 128.2, 102.6, 60.5, 55.4, 18.2, 14.1. 

10. 5-(Ethoxycarbonyl)-4-(4-bromophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-

thione (B10) 

White solid, m. p. 183 °C (182 - 183 °C)
2
, GC-MS (M

+
): 336; 

1
HNMR (DMSO-d6, 400 MHz) δ 10.38 (s, 1H), 9.66 (s, 1H), 7.56 

(d, J = 8.42, 2H), 7.17 (d, J = 8.42, 2H), 5.15 (d, J = 3.66, 1H), 

4.00 (q, J = 6.96, J = 13.51, 2H), 2.29 (s, 3H), 1.09 (t, J = 7.14, 

3H); 
13

C NMR (DMSO-d6, 100 MHz) δ: 174.2, 164.9, 145.3, 

142.7, 131.4, 128.6, 120.7, 100.2, 59.6, 53.5, 17.1. 

11. 5-(Ethoxycarbonyl)-6-methyl-4-(4-methoxylphenyl)-3,4-dihydropyrimidin-2(1H)-

thione (B11) 

White solid, m. p. 151 °C (150-152 °C)
1
, GC-MS (M

+
): 306; 

1
H 

NMR (DMSO-d6, 400 MHz) δ: 10.29 (s, 1H), 9.59 (s, 1H), 7.14-

6.87 (m, 4H), 5.10 (s, 1H), 3.99 (q, J = 7.0 Hz, 2H), 3.71 (s, 3H), 

2.27 (s, 3H), 1.09 (t, J = 7.1 Hz, 3H); 
13

C NMR (DMSO-d6, 100 

MHz) δ: 174.0, 165.2, 158.8, 144.7, 135.8, 127.7,113.9, 101.1, 

59.6, 55.1, 53.5, 17.2, 14.1. 

12. 5-(Ethoxycarbonyl)-6-methyl-4-(3,4-dimethoxylphenyl)-3,4-dihydropyrimidin-

2(1H)-thione (B12) 

White solid, m. p. 177 °C (178 °C)
4
, GC-MS (M

+
): 336; 

1
H NMR 

(DMSO-d6, 400 MHz) δ: 10.29 (s, 1H), 9.59 (s, 1H), 6.91(d, J 

=8.2, 1H), 6.84 (s, 1H), 6.70 (d, J =8.2, 1H), 5.13 (s, 1H), 4.03 (q,  

J=7.1, 2H), 3.73 (s, 6H), 2.30 (s, 3H), 1.13 (t, J=7.1, 3H);
 13

C 

NMR (DMSO-d6, 100 MHz) δ: 173.9, 164.9, 148.3, 148.1, 144.5, 

135.7, 117.9, 111.6, , 110.2, 100.6, 59.3, , 55.2, 53.3, 16.9, 13.8. 
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Gas chromatogram and mass spectrum of B1 (MW: 260) 
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Gas chromatogram and mass spectrum of B2 (MW: 294) 
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Gas chromatogram and mass spectrum of B3 (MW: 339) 
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Gas chromatogram and mass spectrum of B4 (MW: 290) 
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Gas chromatogram and mass spectrum of B5 (MW: 290) 
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Gas chromatogram and mass spectrum of B6 (MW: 320) 
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Gas chromatogram and mass spectrum of B7 (MW: 266) 
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Gas chromatogram and mass spectrum of B8 (MW: 276) 
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Gas chromatogram and mass spectrum of B9 (MW: 310) 
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Gas chromatogram and mass spectrum of B10 (MW: 354) 
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Gas chromatogram and mass spectrum of B6 (MW: 306) 
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Gas chromatogram and mass spectrum of B6 (MW: 336) 
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