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Figure S1. 'H NMR spectrum of poly(vinylbenzyl chloride) (1) (CDCI;).
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Figure S2. 3C NMR spectrum of poly(vinylbenzyl chloride) (1) (CDCl3).
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Figure S3. 'H NMR spectrum of poly-1-(4-vinylbenyl)-1H-benzimidazole (2) (CDCl5).
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Figure S4. 13C NMR spectrum of poly-1-(4-vinylbenyl)-1H-benzimidazole (2) (CDCly).
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Figure S5. 'H NMR spectrum of poly-(4-(1-(4-vinylbenzyl)-1H-benzimidazol-3-ium-

3-yl)-butane-1-sulfonate (3) (DMSO-dg).
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Figure S6. 13C NMR spectrum of poly-(4-(1-(4-vinylbenzyl)-1H-benzimidazol-3-ium-

3-yl)-butane-1-sulfonate (3) (DMSO-dj).
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Figure S7. 'H NMR spectrum of PSBIL (4) (DMSO-d).




Figure S8. Photograph showing formation of Biginelli product on the wall of RBF.



Physical data, NMR, FT-IR and GC-MS data of the entire DHPM derivatives (4a-

4x) and Monastrol.

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

"H NMR (400 MHz, DMSO-dy): 8 9.18 (s, 1H), 7.73 (s, 1H), 7.33-7.22 (m, 5H), 5.14 (d, J=3.2
Hz, 1H), 4.00-3.95 (q, J = 6.8 Hz, 2H), 2.24 (s, 3H), 1.10-1.07 (t, J = 6.8 Hz, 3H). 3C NMR
(100 MHz, DMSO-dg): 6 165.36, 152.15, 148.37, 144.88, 128.41, 127.28, 126.26, 99.29, 59.21,
53.98, 17.79, 14.09. (KBr, v/em): 3230, 3107, 3091, 2978, 2958, 2933, 1697, 1643.GC-MS;
Calcd. Mass 260, found: 260. White solid; yield: 91%; mp 202-203 °C.

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

'H NMR (400 MHz, DMSO-dg): 4 9.15 (s, 1H), 7.66 (s, 1H), 7.15-7.13 (d, J = 8.8 Hz, 2H), 6.88-
6.85 (d, 2H, J = 8.8 Hz), 5.09 (d, /= 3.2 Hz, 1H) 4.00-3.94 (q, 2H, J = 6.8 Hz), 3.71 (s, 3H), 2.23
(s, 3H), 1.11-1.08 (t, J = 6.8 Hz, 3H). 3C NMR (100 MHz, DMSO-d¢): & 165.38, 158.44,
152.16, 148.01, 137.05, 127.39, 113.70, 99.58, 59.15, 55.05, 53.33, 17.75, 14.10.(KBr, v/cm):
3230, 3101, 2980, 2956, 2929, 2910, 2818, 1720, 1701, 1645. GC-MS; Calcd. Mass 290, found:
290. Yellow solid; yield: 92%; mp 201-203 °C.

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

10



'H NMR (400 MHz, DMSO-dg): 6 9.11 (s, 1H), 7.26 (s, 1H), 7.24-7.21 (t, J = 15.2 Hz, 1H),
7.05-7.03 (d, J = 7.6 Hz, 1H), 6.99-6.96 (d, J = 8.4Hz, 1H), 6.88-6.85 (t, /= 14.8 Hz, 1H) 5.71
(d, J=2.8 Hz, 1H), 4.19 (q,J =7.1 Hz, 2H), 4.01 (s, 3H), 2.49 (s, 3H), 1.26-1.22 (t,J =7.2 Hz,
3H). BC NMR (100 MHz, DMSO-dy): 6 165.32, 156.52, 152.16, 148.76, 131.62, 128.62, 127.05,
120.12, 111.13,97.61, 58.93, 55.33, 48.90, 17.67, 13.98. (KBr, v/cm™"): 3224, 3105, 2956, 2939,
2818, 1697, 1635. GC-MS; Calcd. Mass 290, found: 290. Light yellow solid; yield: 90%; mp
253-255 °C.

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

'H NMR (400 MHz, DMSO-dy): 4 9.15 (s, 1H), 7.67 (s, 1H), 6.89-6.87 (d, 1H, J = 8 Hz), 6.84
(d, J=1.6 Hz, 1H,), 6.73-6.71(dd, 1H, J=2 Hz), 5.10-5.09 (d, 2H, J = 3.2 Hz), 4.02-3.96 (q, 2H,
J=17.14 Hz), 3.71 (s, 6H), 2.24 (s, 3H), 1.13-1.09 (t, 3H, 7.08 Hz). *C NMR (100 MHz, DMSO-
dg): 0 165.47, 159.63, 152.29, 148.51, 148.08, 137.37, 117.94, 111.79, 110.50, 99.43, 59.22,
55.57, 53.50, 17.77, 14.18. (KBr, v/cm!): 3244, 3103. 2954, 2931, 1707, 1653. GC-MS; Calcd.
Mass 320, found: 320. White solid; yield: 86%; mp 138-142 °C.

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

'"H NMR (400 MHz, DMSO-d¢): 6 9.16 (s, 1H), 7.68 (s, 1H), 7.12-7.10 (d, 4H, J = 4.8 Hz), 5.10
(s, 1H), 3.99-3.94 (q, J = 6.4 Hz, 2H), 2.24 (s, 6H), 1.11-1.08 (t, J = 5.6 Hz, 3H). *C NMR (100
MHz, DMSO-dy): 6 165.37, 152.21, 148.14, 141.96, 136.37, 128.89, 126.16, 99.45, 59.16, 53.65,
20.64, 17.76, 14.09. (KBr, v/cm™): 3232, 3113, 2980, 2922, 2816, 1699, 1645. GC-MS; Calcd.
Mass 274, found: 274.White solid; yield: 89%; mp 204-206 °C.

5-Ethoxycarbonyl-4-(4-hydroxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4f).
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'"H NMR (400 MHz, DMSO-dg): 6 9.29 (s, 1H), 9.06 (s, 1H), 7.57 (s, 1H), 7.03-7.01 (d, J = 7.6
Hz, 2H), 6.69-6.67 (d, ] = 7.6 Hz, 2H), 5.04 (s, 1H), 4.00-3.95 (q, J = 6.4 Hz, 2H), 2.22 (s, 3H),
1.11-1.07 (t, J = 6.8 Hz, 3H). *C NMR (100 MHz, DMSO-dg): 6 165.38, 156.49, 152.11,
147.68, 135.40, 127.34, 114.93, 99.73, 59.04, 53.40, 17.68, 14.05. (KBr, v/cm™"): 3504, 3271,
3115, 2981, 1680, 1637. GC-MS; Calcd. Mass 276, found: 276. Rosy red solid; mp yield: 88%;
231-252 °C.

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

'H NMR (400 MHz, DMSO-dg): 6 9.23 (s, 1H), 7.75 (s, 1H), 7.53-7.51 (d, J= 8.4 Hz, 2H), 7.19-
7.17 (d, J = 8.4 Hz, 2H), 5.12 (d, J= 3.2 Hz, 1H), 4.00-3.95 (q, J = 7.2 Hz, 2H), 2.24 (s, 3H),
1.11-1.07 (t, J = 7.2 Hz, 3H). *C NMR (100 MHz, DMSO-dg): 6 165.18, 151.89, 148.70,
144.18, 131.29, 128.53, 120.28, 98.76, 59.24, 53.47, 17.78, 14.05. (KBr, v/cm™"): 3228, 3221,
3101, 2972, 2922, 2818, 1697, 1643. GC-MS; Calcd. Mass 338, found: 338.Yellow solid; yield:
81%; mp193-195 °C.

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

'"H NMR (400 MHz, DMSO-dy): 8 9.26 (s, 1H), 7.66 (s, 1H) 7.57-7.55 (d, J = 8 Hz, 1H), 7.37-
7.34 (t,J =14.8 Hz, 2H), 7.31-7.30 (d, J = 6.8 Hz, 1H), 7.20-7.16 (t, J = 14.8 Hz, 1H), 5.61 (d,J
=2 Hz, 1H), 3.91-3.86 (q, J = 7.2 Hz, 2H), 2.30 (s, 3H), 1.00-0.97 (t, J = 7.2 Hz, 3H). *C NMR
(100 MHz, DMSO-d¢): & 164.93, 151.23, 149.23, 143.35, 132.57, 129.35, 128.74, 128.41,
122.25, 98.24, 59.03, 54.00, 17.62, 13.95. (KBr, v/cm™): 3340, 3217, 3107, 2976, 1687, 1635.
GC-MS; Calced. Mass 338, found: 338. White solid; yield: 80%; mp 290-291 °C.
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5-Ethoxycarbonyl-4-(4-chlorophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4i).

'"H NMR (400 MHz, DMSO-dy): 6 9.21 (s, 1H), 7.74 (s, 1H), 7.40-7.38 (d, J = 8 Hz, 2H), 7.25-
7.23 (d, J=8 Hz, 2H), 5.14 (d, ] = 2.8 Hz, 1H), 4.01-3.95 (q, J = 6.8 Hz, 2H), 2.24 (s, 3H), 1.11-
1.07 (t, J = 7.2 Hz, 3H). 3C NMR (100 MHz, DMSO-d¢): & 165.19, 151.89, 148.68, 143.78,
131.75, 128.36, 90.83, 59.22, 53.40, 17.77, 14.05.(KBr, v/cm™): 3228, 3105, 3091, 2931, 2908,
1699, 1645. GC-MS; Calcd. Mass 294, found: 294. White solid; yield: 88%; mp 193-194 °C.

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

'"H NMR (400 MHz, DMSO-dg): 4 9.19 (s, 1H), 7.72 (s, 1H) 7.28-7.25 (t, J = 6.8 Hz, 2H), 7.16-
7.12 (t, J =8 Hz, 2H), 5.15 (s, 1H), 4-3.95 (q, ] = 6.8 Hz, 2H), 2.25 (s, 3H), 1.10-1.07 (t, ] = 6.8
Hz, 3H). 3C NMR (100 MHz, DMSO-d¢): 8 165.21, 162.48, 160.07, 151.93, 148.44, 141.10,
128.23, 115.15, 99.13, 59.15, 53.32, 17.73, 14.00. (KBr, v/cm™"):3232, 3115, 2978, 1697, 1643.
GC-MS; Calced. Mass 278, found: 278.White solid; 80%; mp 185-186 °C.

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

'H NMR (400 MHz, DMSO-d¢): 4 9.35 (s, 1H), 8.22-8.20 (d, /= 8.8 Hz,2H,), 7.88 (s, 1H), 7.51-
7.49 (d, J= 8.8 Hz, 2H), 5.27 (d, J = 3.2 Hz,1H), 4.01-3.95 (q, J = 7.08 Hz, 2H,), 2.26 (s, 3H),
1.11-1.07 (t, J = 7.08 Hz, 3H,). 3C NMR (100 MHz, DMSO-dy): & 165.04, 151.98, 151.72,
149.36, 146.71, 127.64, 123.80, 98.18, 59.37, 53.67, 17.84, 14.02. (KBr, v/cm™"): 3224, 3109,
2918, 2848, 1697, 1641. GC-MS; Calcd. Mass 305, found: 305.Yellow solid; yield: 78%; mp
216-217 °C.
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5-Ethoxycarbonyl-4-(3-nitrophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (41).

'H NMR (400 MHz, DMSO-dy): 6 9.33 (s, 1H), 8.08 (s, 1H), 8.16 (s, 1H), 8.14-8.12(d, J = 7.72
Hz, 1H), 7.70-7.69 (d, J = 7.28 Hz, 1H), 7.67-7.63 (t, ] = 15.4 Hz, 1H), 5.30 (s, 1H), 4.01-3.94
(@ J = 64 Hz, 2H), 227 (s, 3H), 1.11-1.08 (, J = 7.2 Hz, 3H).
13C NMR (100 MHz, DMSO-dy): 6 166.03, 151.73, 149.73, 147.73, 146.96, 132.94, 130.19,
122.30, 120.96, 98.32, 59.34, 53.53, 17.81, 13.97. (KBr, v/icm''): 3323, 3215, 3089, 2960, 2819,
1707, 1685. GC-MS; Calcd. Mass 305, found: 305. Light yellow solid; yield: 68%; mp 233-235
°C.

S-Ethoxycarbonyl-4-(naphthalene-2-yl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4m).

'"H NMR (400 MHz, DMSO-dg): 8 9.24 (s, 1H), 8.31-8.29 (d, J = 8.4 Hz, 1H,), 7.94-7.74 (m,
3H), 7.59-7.39 (m, 4H), 6.05-6.04 (d, J = 4 Hz, 1H), 3.82-3.77 (q, J = 6.8 Hz, 2H), 2.35 (s, 3H),
0.82-0.79 (t, ] = 6.8 Hz, 3H). 13C NMR (100 MHz, DMSO-d¢): 8 165.27, 157.29, 151.62,
148.69, 140.41, 133.45, 130.05, 128.42, 127.87, 126.00, 125.69, 125.61, 124.19, 123.63, 99.12,
58.99, 49.77, 17.75, 13.80. (KBr, v/cm™): 3240, 3105, 2922, 1695, 1645. GC-MS; Calcd. Mass
310, found: 310.Yellow solid; yield: 88%; mp 245-247 °C.

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

'H NMR (400 MHz, DMSO-dg): § 9.23 (s, 1H), 7.75 (s, 1H) 7.54 (s, 1H, J = 2.42 Hz), 6.34 (s,
1H), 6.09-6.08 (d, J = 3.2 Hz, 1H), 5.20 (d, J = 3.2 Hz, 1H), 4.03-4.01 (q, J = 2 Hz, 2H), 2.22 (s,
3H), 1.15-1.11 (t, J = 7.2 Hz, 3H). 3C NMR (100 MHz, DMSO-dq): 5 165.01, 155.94, 152.41,
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149.34, 142.13, 110.34, 105.27, 96.76, 59.23, 47.72, 17.72, 14.14. (KBr, v/cm™"): 3234, 3099,
2972, 2939, 1701, 1647. GC-MS; Calcd. Mass 250, found: 250.Grey solid; yield: 84%; mp 205-
208 °C.

5-Ethoxycarbonyl-4-(2-thiophene)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (40).

'H NMR (400 MHz, DMSO-dg): 6 9.31 (s, 1H), 7.90 (s, 1H) 7.35-7.34 (d, J = 5.2 Hz, 1H), 6.93-
6.88 (dd, J = 17.24, 3.2 Hz, 2H), 5.41 (d, ] = 3.6 Hz, 1H), 4.08-4.03 (q, J = 7 Hz, 2H), 2.21 (s,
3H), 1.18-1.14 (t, J = 7.2 Hz, 3H). *C NMR (100 MHz, DMSO-dy): 8 165.02, 152.23, 148.79,
148.65, 126.66, 124.63, 123.50, 99.78, 59.35, 49.35, 17.68, 14.15.(KBr, v/cm'): 3329, 2336,
3109, 2978, 2909, 1695, 1647. GC-MS; Calcd. Mass 266, found: 266. Light Yellow solid; yield:
82%; mp 207-209 °C.

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

e NH

"H NMR (400 MHz, DMSO-dg): 6 8.92 (s, 1H), 7.32 (s, 1H), 4.10 (t, J= 3.64 Hz, 1H), 4.07-4.03
(m, 2H), 2.15 (s, 3H), 1.38-1.31 (m, 6H), 1.22 (t, 3H, J = 3.56 Hz), 1.20 (t, J = 7.16 Hz, 3H). 3C
NMR (100 MHz, DMSO-dg): & 165.46, 152.81, 148.26, 99.44, 59.04, 49.80, 18.18, 17.69, 17.00,
14.33, 14.21, 13.75. (KBr, v/cm'): 3348, 3242, 3113, 2931, 2872, 1718, 1699. GC-MS; Calcd.
Mass 240, found: 252. White solid; yield: 56%; mp 156-158 °C.

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

'H NMR (400 MHz, DMSO-dg): 8 9.22 (s, 1H), 7.85 (s, 1H) 7.39-7.37 (d, J = 8.4 Hz, 2H,), 7.26-
7.23 (d, 2H, J = 8.8 Hz), 5.25-5.24 (d, J = 3.6 Hz, 1H), 2.28 (s, 3H), 2.12 (s, 3H). 3C NMR (100
MHz, DMSO-de): § 194.09, 152.01, 148.42, 143.18, 131.81, 128.44, 128.29, 109.50, 53.06,
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30.39, 18.94. (KBr, v/icm™'): 3284, 3118, 2918, 1699, 1678. GC-MS; Calcd. Mass 264, found:
264.Yellow solid; yield: 88%; mp 215-218 °C.

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

'H NMR (400 MHz, DMSO-dy): 6 9.18 (s, 1H), 7.83 (s, 1H) 7.34-7.22 (m, 5H), 5.26-5.25 (d, J =
3.6 Hz, 1H), 2.29 (s, 3H), 2.10(s, 3H). '3C NMR (100 MHz, DMSO-dg): & 194.28, 152.16,
148.13, 144.25, 128.53, 127.35, 126.44, 109.60, 53.83, 30.32, 18.92. (KBr, v/cm™): 3327, 3255,
3118, 1747, 1701, 1674. GC-MS; Calcd. Mass 230, found: 230. Orange solid; yield: 89%; mp
227-229 °C.

5-Acetyl-6-methyl-4-phenyl-3,4-dihydropyrimidin-2(1H)-thione (4s).

'H NMR (400 MHz, DMSO-dg): 6 10.27 (s, 1H), 9.75 (s, 1H), 7.45-7.21 (m, 5H), 5.29-5.28
(d, J =4 Hz, 1H), 2.33 (s, 3H), 2.15(s, 3H). *C NMR (100 MHz, DMSO-d¢): & 194.78, 174.09,
144.56, 142.91, 128.64, 127.70, 126.56, 110.47, 53.77, 30.42, 18.25. (KBr, v/cm'!): 3275, 3174,
2970, 1737, 1610. GC-MS; Calcd. Mass 246, found: 246. Yellowish orange solid; yield: 85; mp
225-228 °C.

5-Aceto-6-methyl-4-(4-chlorophenyl)-3,4-dihydropyrimidin-2(1H)-thione (4t).

'H NMR (400 MHz, DMSO-dg): § 10.33 (s, 1H), 9.77 (s, 1H), 7.42-7.40 (d, J = 8.4 Hz, 2H),
724722 (d, J= 8.8 Hz, 2H), 5.29-528 (d, 4 Hz, 1H), 2.33 (s, 3H), 2.17 (s, 3H).
13C NMR (100 MHz, DMSO-dg): 8 194.65, 174.22, 144.89, 141.81, 132.24, 131.17, 128.61,
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110.34, 53.03, 30.50, 18.29. (KBr, v/em!): 3271, 3172, 3099, 2981, 2918, 1618, 1566.
GC-MS; Calcd. Mass 280, found: 280. Deep yellow solid; yield: 84%; mp 193-194 °C.

5-Acetyl-6-methyl-4-(4-methoxyphenyl-3,4-dihydropyrimidin-2(1H)-thione (4u).

'"H NMR (400 MHz, DMSO-d¢): 6 10.23 (s, 1H), 9.69 (s, 1H) 7.15-7.13 (d, J = 8.4 Hz, 2H),
6.91-6.88 (d, J = 8.8 Hz, 2H), 5.23-5.22 (d, J = 3.6 Hz, 1H), 3.72 (s, 3H), 2.31(s, 3H), 2.11 (s,
3H). 3C NMR (100 MHz, DMSO-dg): 6 194.86, 173.79, 158.75, 144.21, 135.05, 127.83, 113.96,
110.43, 55.09, 55.30, 30.23, 18.15. (KBr, v/em™): 3305, 3228, 3001, 2835, 1564, 1508.
GC-MS; Calcd. Mass 276, found: 276. Grey sol0id; yield: 88%; mp 156-158 °C.

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

-0 NH

'H NMR (400 MHz, DMSO-dg): 6 10.32 (s, 1H), 9.65 (s, 1H), 7.36-7.20 (m, 5H), 5.17 (d, J =2
Hz, 1H), 4.03-3.98 (q, J = 6.4 Hz, 2H), 2.29 (s, 3H), 1.11-1.08 (t, ] = 6.8 Hz, 3H). *C NMR (100
MHz, DMSO-dg): & 174.21, 165.12, 145.01, 143.48, 128.56, 127.68, 126.38, 100.72, 59.59,
54.03, 17.15, 14.00. (KBr, v/em!): 3321, 3172, 3103, 2976, 1739, 1664. GC-MS; Calcd. Mass
276, found: 276. Yellow solid; yield: 85%; mp 203-205 °C.

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

'H NMR (400 MHz, DMSO-dg): & 10.37 (s, 1H), 9.66 (s, 1H), 7.42-7.40 (d, J = 8.4 Hz, 2H),
7.24-7.22 (d, ] = 8.4 Hz, 2H), 5.17-5.16 (d, ] = 3.2 Hz, 1H), 4.03-3.98 (q, ] = 6 Hz, 2H), 2.29 (s,
3H), 1.11-1.07 (t, J = 7.2 Hz, 3H). 3C NMR (100 MHz, DMSO-dq): 5 174.26, 164.98, 145.35,
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142.37, 132.26, 131.12, 128.30, 100.30, 59.64, 53.45, 17.17, 13.98. (KBr, v/cm™): 3323, 3172,
3099, 2981, 2920, 1688, 1570. GC-MS; Calcd. Mass 310, found: 310.Yellow solid; yield: 84%;
mp 192-195 °C.

5-Ethoxycarbonyl-4-(4-methoxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-thione (4x).

OMe

'"H NMR (400 MHz, DMSO-ds): & 10.28 (s, 1H), 9.59 (s, 1H), 7.13-7.11 (d, J = 8.8 Hz, 1H),
6.90-6.88 (d, J = 8.4 Hz, 1H), 5.11-5.10 (d, J = 3.6 Hz, 1H), 4.02-3.97 (q, J = 6.8 Hz, 2H), 3.72
(s, 3H), 2.28 (s, 3H), 1.12-1.08 (t, J = 6.8 Hz, 3H). 3C NMR (100 MHz, DMSO-d¢): 6 174.02,
165.16, 158.73, 144.73, 135.69, 127.60, 113.87, 100.96, 59.54, 55.09, 53.43, 17.12, 14.03. (KBr,
viem): 3309, 3167, 3103, 2981, 2900, 1662, 1571. GC-MS; Calcd. Mass 306, found:
306.Yellow solid; yield: 87%; mp 154-158 °C.

Physical data, NMR, FT-IR and GC-MS data of Monastrol.

5-Ethoxycarbonyl-4-(3-hydroxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-thione
(Monastrol).

'H NMR (400 MHz, DMSO-dy): 8 10.29 (s, 1H), 9.60 (s, 1H), 9.44 (s, 1H), 7.24-6.94 (m, 1H),
6.90-6.63 (m, 3H), 5.08 (s, 1H), 4.04-3.99 (q, J = 6.8 Hz, 2H), 2.27 (s, 3H), 1.13-1.09 (t, ] = 6.8
Hz, 3H). 3C NMR (100 MHz, DMSO-dy): & 174.20, 165.22, 157.63, 157.47, 144.86, 129.52,
117.03, 114.64, 113.27, 100.82, 59.63, 53.97, 17.18, 14.06. (KBr, v/cm™): 3280, 3199, 2980,
1689, 1566. GC-MS; Calcd. Mass 292 found: 290; Yellow solid; yield: 20%; mp 186-189 °C.
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Copies of 'H and 3C NMR, FT-IR and GC-MS spectra of as-synthesized

3,4-dihydropyrimidine-2(1H)-ones/thiones.

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

Signature SIF VIT VELLORE

B-1
~ <00 O N OO O n oo N~ [@i\e)
[ee] MmO MN < ™M O [~ N w0 o <
— MMM AN NN — oo o M n N
o [ e e e e [TolTe) TN MM N N
0
o B
N~=0
H

1.107
1.090
1.072

pd
~

=) -| (@ - 0 o
< el 2 N e
- ~| o - o )

Current Data Parameters

NAME 18-12-15
EXPNO 20
PROCNO 1

F2 - Acquisition Parameters
Date 20151218

Time 12.02
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9845889 sec
RG 98.85

DW 60.800 usec
DE 6.50 usec
TE 297.9 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUCL 1H

Pl 14.25 usec|
PLWL 14.00000000 W
SFO1 400.2604718 MHz
F2 - Processing parameters
SI 65536

SF 400.2580056 MHz
WDW EM

SSB 0

1B 0.30 Hz
GB 0

PC 1.00
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1) 5-Ethoxycarbonyl-4-phenyl-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4a).

Signature SIF VIT VELLORE
B-1
© 0~ @ —
™ —m o < o HOOMITONAOO OO
e . ~ N HASIM AR ~O
n o~ @ . P e
© SRS ~ o oMo
— e — o LOwITOOOMNM®O oo
T T T T T T
180 160 140 100 80 60

Current Data Parameters

NAME 18-12-15
EXPNO 21
PROCNO 1

F2 - Acquisition Parameters
Date 20151218
Time 12.36
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30

D 65536
SOLVENT DMSO

NS 512

DS 4

SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 156.91

DW 20.800 usec|
DE 6.50 usec
TE 299.0 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

CHANNEL f1 =
13C
9.80 usec
58.00000000 W
100.6550182 MHz

CHANNEL f2 =
CPDPRG[2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PLW2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.28428999 W
SFO2 400.2596010 MHz
F2 - Processing parameters
SI 32768
SF 100.6450000 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

20




—0Z'SSY
.\@:8
I 99059 0€'969
T 0106
\W%&R
9.'¥56
\ €9'Z10L
\ 90'82014
.\ 26'801
vy 08LL \
mm 80°Licl
062} \
eleL=—
9gl
89 /1YL
~ESVShL
66865k ——+
- Se'EVoL

\9¢° 2691

—08'Gece

8.'961¢
.\. €L°€€6C

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

agk-30-(15is-0737) 3707 (21.341)

100+

Ly

42 0305

18.0181

18

38 58

87.0290

T7. 1194

78.0766

78

102.1648_

98

110.1483

118

183.1808

155.1620

137.1801

172.1809

|||.||‘||. I |I|
. |

. I
138 158 17

78

17-Apr-2015 + 02:30:45

Scan El+
3.02e8
Cal.Mass = 260.12
Obt. Mass = 260.20
187 2135 2213006
214.1889
188 1667 260.2063
232 2165
2451000 261.2321
miz

198

238 258
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2) S-Ethoxycarbonyl-4-(4-methoxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one
(4b).

Signature SIF VIT VELLORE

B-2
o WM O M OMUOMN O WO 1N @ O
n O 1N ™M o N O 0 O WO LN o ™M — O) 00
— © — H 0 © cooooorm SN — OO
(&)} ~o>~~ 00 nmsrmnmmnonm NN — =
Current Data Parameters
NAME 18-12-15
EXPNO 19
PROCNO 1
F2 - Acquisition Parameters
Date_ 20151218
Time 11.59
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9845889 sec
RG 88.69
DW 60.800 usec
DE 6.50 usec
TE 297.8 K
D1 1.00000000 sec
TDO 1
CHANNEL f1
1H
14.25 usec

14.00000000 W
400.2604718 MHz

F2 - Processing parameters

ST 65536
SF 400.2580057 MHz
WDW EM
| | L w0
LB 0.30 Hz
GB 0
PC 1.00
I I I I I I I I I I I I I
1 10 9 8 7 6 5 4 3 2 1 0 -1 ppm
[=3 N %ﬁh N (=104 [ [¥]
S S| o= S = o ©
- - NN - N N )
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2) S-Ethoxycarbonyl-4-(4-methoxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one

(4b).

Signature SIF VIT VELLORE
B-2

© W 0o n o o
M o« HO o o ~ © LOOMONHON® 10O
. L . . . sy HOMHONIOMO® ™~
0 © N ® ~ 9~ o) . D
T T m o« — o AWMNONNNNO®© [~
g - o — o LOVWINOOOOM®N oo
o
T T T T T T T T
180 160 140 120 100 80 60 40 20 ppm

Current Data Parameters

NAME
EXPNO
PROCNO

18-12-15
22
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
D
SOLVENT

CPDPRG[2
NUC2
PCPD2
PLW2
PLW12
PLW13
SFO2

ST
SF
WDW
SSB
LB
GB
PC

20151218
13.25
spect

5 mm PABBO BB/
zgpg30
65536
DMSO
512
4
24038.461 Hz
0.366798 Hz
1.3631488 sec
156.91
20.800 usec
6.50 usec
299.0 K
2.00000000 sec
0.03000000 sec
1

CHANNEL f1l ===
13C
9.80 usec
58.00000000 W
100.6550182 MHz

CHANNEL f2 ===
waltzl6

14.00000000 W
0.35097000 W
0.28428999 W

400.2596010 MHz

F2 - Processing parameters
32768

100.6450016 MHz

EM
0
1.00 Hz
0
1.40
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2) 5-Ethoxycarbonyl-4-(4-methoxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one

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

(4b).

b-2-(15is-1103) 4406 (24.537)

> 10-Sep-2015 + 22:59:28

Scan El+

6.78e7
100 261.1521
Cal.Mass =290.13
o~
Obt. Mass = 290.15
217 2088
(0)
183.2037
) o
N/go
H
42.1178 155 1665
%
137.2066
110.1741
108.2220
T7.0972
162.1948 215.1228
rp— e 218.1822 262.1951 290.1503
671037 243 2129
202.1894
51 0828 130.2424
275.1985
219.1556 2214935
| T ‘I ‘ | | o o A geecmsza
o! e T .“ Lty l o ; Lo L bl ; - — m/z
26 46 66 86 106 126 146 166 186 206 226 246 266 286 306
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3) 5-Ethoxycarbonyl-4-(2-methoxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4c).

Signature SIF VIT VELLORE
B-5

—9.112
7.267

L
T I I I I I I RN RN R R R
1 10 9 8 7 6 5 4 3 2 1 0 -1 ppm
| EEEE N 0§ & P
- QN|e|w=|w N © < “
- ===l - o ) )

Current Data Parameters

NAME 31-7-15
EXPNO 45
PROCNO 1

F2 - Acquisition Parameters
Date_ 20150731

Time 12.51
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9845889 sec
RG 98.85

DW 60.800 usec|
DE 6.50 usec|
TE 297.9 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========|
NUC1 1H

Pl 14.25 usec
PLW1 14.00000000 W
SFO1 400.2604718 MHz
F2 - Processing parameters
SI 65536

SF 400.2580057 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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3) 5-Ethoxycarbonyl-4-(2-methoxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4c).

Signature SIF VIT VELLORE
B-5
N N OO NN ™
™ 0~ Cwod o — MNOoOMMHAN—HO o
e e Coe e e 0 MO MH OO
D O N © —Ho~O o . .. . .. .
[CENTORTORY ONNN A ~ VODANAADO [~ M
— A o o DO OMONNO®O A
‘ \ \ / \\/ / ‘ ‘ \\ \\% \ / Current Data Parameters
NAME 23-9-15
EXPNO 51
PROCNO 1
F2 - Acquisition Parametg
Date 20150923
Time™ 18.30
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 512
DS 4
SWH 24038.461 H
FIDRES 0.366798 H
AQ 1.3631488 ¢
RG 199.6
DW 20.800 v
DE 6.50
TE 305.5 K
D1 2.00000000 ¢
D11 0.03000000 ¢
TDO 1
======== CHANNEL fl ====q
NUC1 13C
Pl 9.80
PLW1 58.00000000 ¥
SFO1 100.6550182 1
======== CHANNEL f2 ====g
" " J CPDPRG([2 waltzl6
; NUC2 1H
PCPD2 90.00
PLW2 14.00000000 ¥
‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ PLW12 0.35097000 ¥
PLW13 0.28428999 ¥
200 180 160 140 120 100 80 60 40 20 0 ppm ~-~n Ann AEAcan s
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3) 5-Ethoxycarbonyl-4-(2-methoxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4c).
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3) 5-Ethoxycarbonyl-4-(2-methoxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4c).

, 11-Sep-2015 + 00:14:20
b-5-(15is-1105) 4116 (23.087) Scan El+
— 183.2037 2.86e7

Cal.Mass = 290.13

Obt. Mass = 290.15

2172088 261.1521
RS 155.2361
137.2066
77.1671
%
110.1741 244.1863
2432129
185.1812
91.2017 202.1894
40795 131.1479
_51.0828
290.1503
162.1948 218.1822 2621961
229.0084
275.1290
292.1672
& “ |H | ‘ | i |I‘||..|| ||“|. | |‘|| Il “MM\ I f N = e
a7 67 87 107 127 147 167 187 207 227 247 267 287
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4) 5-Ethoxycarbonyl-4-(3,4-dimethoxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one

(44).

1.131
1.113
1.096

Signature SIF VIT
B-11
o NOWOWTONOTO
n oSS TN A A
— O 0 00T~~~
o 661666660
I I I I
1 9 7 5
g g2y 3
-] ) |00 |0 L]
=) olele o

Current Data Parameters

NAME
EXPNO
PROCNO

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG

TD
SOLVENT

F2 - Processing parameters

SI
SF
WDW
SSB
LB
GB
PC

23-10-15
55
1

20151023

13.07

spect

5 mm PABBO BB/
zg30

65536

DMSO

16

2
8223.685

0.125483
3.9845889

299.4 K
1.00000000
1
CHANNEL f1
14.25

14.00000000
400.2604718

65536

400.2580045 MHz

EM

0.30 Hz

1.00
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4) 5-Ethoxycarbonyl-4-(3,4-dimethoxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one

(4d).

Signature SIF VIT VELLORE
B-11

——165.47
—159.63
__-152.29
——148.51

"\ 148.08

—137.37

OCH,
OCH,

—117.94
_—-111.79
T~110.50

—99.43

__59.22

_—-55.57
-53.50

—17.77
—14.18

T T T T
200 180 160 140

T
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T
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Current Data Parameters

NAME
EXPNO
PROCNO

25-10-15
65
1

F2 - Acquisition Parametg

Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

CPDPRG[2
NUC2
PCPD2
PLW2
PLW12
PLW13
SFO2

= CHANNEL f2 =

20151024
22.25
spect

5 mm PABBO BB/

2gpg30

65536

DMSO

512

4
24038.461 t
0.366798 F
1.3631488 ¢

175.97
20.800 4
6.50
300.4 F
2.00000000 ¢
0.03000000 ¢

CHANNEL f1

9.80
58.00000000 ¥
100.6550182 N

waltzlé6

1H
90.00 v
14.00000000 ¥
0.35097000 ¥
0.28428999 1|
400.2596010 N
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4) 5-Ethoxycarbonyl-4-(3,4-dimethoxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one

(44).
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4) 5-Ethoxycarbonyl-4-(3,4-dimethoxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one
(4d).

s 24-Sep-2015 + 05:41:10
b-11-(15is-1350) 4563 (25.322) Scan El+
2.32e7
100 183.2027
Cal.Mass =320
Obt. Mass = 320
291.1239
42.0477 137.2066 155.1665
247 1761
%
110.1741
420095 207 1265
320.1976
T77.0972
94.1326 231.1843
67.1037 S— 273.1124
2481495 292.1672
305.1732 321.2410
H \ H\H ) \\M MH L 0L Il |
o ‘ il L O I TR N1 T T P O N | M e e
39 59 79 99 119 139 159 179 199 219 239 259 279 299 319 339 359
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5) 5-Ethoxycarbonyl-4(4-methylphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4e¢).

Signature SIF VIT VELLORE
B-16

9.163

CH,

—7.689

__7.120
“~~7.108

—5.107

£
N

3.990
3.974
3.957
3.940

T—3.355

—2.500
—2.245

1.118
1.104
1.088

pd
~N

Current Data Parameters

NAME
EXPNO
PROCNO

23-10-15
58
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

Ds

SWH

20151023
13.18
spect

5 mm PABBO BB/
zg30

65536

DMSO

16

2

8223.685
0.125483
3.9845889
63.11
60.800
6.50

299.6
1.00000000
1

14.25
14.00000000
400.2604718

Hz
Hz
sec

usec|
usec|
K
sec

usec
W
MHz

F2 - Processing parameters

SI
SF
WDW
SSB

~ ]

3.96

0.92

6.00

T ‘LB
1 0 ppm gg

3.02

65536
400.2580034
EM

0.30

o

1.00

MHz

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

Signature SIF VIT VELLORE

B-16
~ AT O~ 0w
[} N+ O ™M 0 LOHOOLITMNNHOO IO
S . < HOWVHOANINMHRO™O
n N WO oo e e e e e e e s s s s e e e
o n< T M NN o OMOOOO OO WO~
— L I I B R o NOLIOONOMNOMNAA
‘ . ' ‘ ‘ \/ ‘ \ ‘\\% /// Current Data Parameters
NAME 23-10-15
EXPNO 64
PROCNO 1
F2 - Acquisition Paramete
Date_ 20151024
Time 13.03
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 512
DS 4
SWH 24038.461 H
FIDRES 0.366798 ¥
AQ 1.3631488
RG 112.69
DW 20.800
DE 6.50
TE 301.1 K
D1 2.00000000 ¢
D11 0.03000000 ¢
TDO 1
== CHANNEL fl ====q
3C
9.80

58.00000000 ¥
100.6550182 1

= = CHANNEL f2 = =
CPDPRG[2 waltzl6
NUC2 1H
J PCPD2 90.00 4
PLW2 14.00000000 ¥
PLW12 0.35097000 ¥
T T T T T T T T T T T PLW13 0.28428999 1
200 180 160 140 120 100 80 60 40 20 0 ppm SFO2 400.2596010 N
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5) 5-Ethoxycarbonyl-4(4-methylphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4e¢).

= mll v 9LV
=~827'L0G !

80765
) —¢/'€09
91°€L9
~-0€°969

TG Ob/—

./.wm.mmN

~66°€801

6L°0LL1
F\wo.tﬁ

.\.Gm.vwm_\

~8¢'G19l
—~62'6691

1000

1500

2000

3000

4000

1/cm

B 16
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5) 5-Ethoxycarbonyl-4(4-methylphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4e¢).

100+

Yo

b-16-(15is-1103) 4014 (22.576)

» 01-Sep-2015 + 20:20:19
Scan El+

182.2037 6.39e7
Cal.Mass =274.13
Obt. Mass = 274.15
201.2159
155.1665
245.2292
42.0477
137.2066
91.2017
115.1929
65.1460
110.1741
118.1897
67.1037 202.1894
44 0795 80 1776 274.1554
Y 92.1787 156.2104 227.2211 _246.2027
g 158.2285 ]
213.1759
| I \\| ‘ ‘I |\H N ‘ | i ‘ R
1 il LN L il | sl ] L In e L] =l I il I, - | ) -
41 61 81 101 121 141 161 181 201 221 241 261 281
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6) 5S-Ethoxycarbonyl-4-(4-hydroxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4f).

Signature SIF VIT VELLORE
B-17
oo O oM N HWO>~OW; oo ™Mo
o © o~ H O~ v oo o — o~
N o noowvw o ocoooom 0N —H oo
oo ~ o~ ~ 0o N TOHmnmm NN —
Current Data Parameters
NAME 26-9-15
EXPNO 61
PROCNO 1
OH
F2 - Acquisition Parameters
Date_ 20150926
Time 17.13
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
(0] ™ 65536
SOLVENT DMSO
NS 16
e NH DS 2
| SHH 8223.685 Hz
/g FIDRES 0.125483 He
0 AQ 3.9845889 sec
N RG 127.79
H DI 60.800 usec
DE 6.50 usec|
TE 306.4 K
Dl 1.00000000 sec
TDO 1
1H
Pl 14.25 usec
PLW1 14.00000000 W
SFO1 400.2604718 MHz
F2 - Processing parameters
ST 65536
SF 400.2580063 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
T T T T T T T T T T T T 1
1 10 9 8 7 6 5 4 3 2 1 0 ppm
FMTOW ol |© QW o < =3 o
~e el IS < - < N
Sl = laillei - o “ ©
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6) 5S-Ethoxycarbonyl-4-(4-hydroxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4f).

Signature SIF VIT VELLORE
B-17
[ee] O — © o ™
™ < O < ™ [} ™ FOMMAN OO W LW
. e . . . ~ o 0~ MOw Vo
0 VN~ 0o~ .
© n w0 < ™M — o AMONOO OO [~
— o — — — o nuou<LOHOOMOOOO®O A
OH
o
~o By
PJ//l::()
H
T T T T T T T T
180 160 140 120 100 80 60 40 20 ppm

Current Data Parameters

NAME
EXPNO
PROCNO

26-9-15
65
1

F2 - Acquisition Paramete

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

20150927
1.14

spect

5 mm PABBO BB/
2gpg30
65536

DMSO

512

4
24038.461
0.366798
1.3631488
199.6
20.800
6.50

306.1
2.00000000
0.03000000

9.80
58.00000000
100.6550182

90.00
14.00000000
0.35097000
0.28428999

ANN HROENTN

===
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6) 5S-Ethoxycarbonyl-4-(4-hydroxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4f).

TV IGT
~L222S
—62°88S9

~¥6'1G9
—ve'¢sl
—~€6°Ge8

rLeeeol

= 7egeol

—G6°'186¢

—v0'GLLE
—/lC'LLce

—99'v¥0G€

S8°2801 NM
—08'vezl
-8
9G'/€9) I
~-00'0891

100

1/cm

B17
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6) 5S-Ethoxycarbonyl-4-(4-hydroxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4f).

» 24-Sep-2015 + 03:10:23
b-17-(15is-1351) 5079 (27.904) Scan ElI+

1.67e7
100 207.0569

OH

Cal.Mass = 276.11
Obt. Mass = 276.17

%

247.1066
155 0969
183.1342
73.1147
44 0795
42 0477 96.0863
137.1370
208.1000
77.0274
110.1741
65.0760 209.0734
120.1408 [
63:0481 276.1721
177.0828 229.0984 S
1 249.0534
R A A Lo =]
S8 IS O T L O O L P 1 c 1.l VPR O A
33 53 73 o3 113 133 153 173 193 213 233 253 273
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7) 5-Ethoxycarbonyl-4-(4-bromophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4g).

Signature SIF VIT VELLORE
B-14
o O 0 <~ O o O WO N o umn O N
o™ n oM o~ N N (@)l T leN| o < — O ™~
~N A A — oo ooMmM N — O O
o NN T VA VAN -
J\ Jt LL L M
A T I I I I I I I I I R R
1 10 9 8 7 6 5 4 3 2 1 0  ppm
8 gl=|s 8 8 & <
o - ||| - N N ™

Current Data Parameters

MHz

Hz

NAME 21-9-15
EXPNO 44
PROCNO 1
F2 - Acquisition Parameters
Date 20150921
Time 12.23
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
D 65536
SOLVENT DMSO
NS 16
DS 2
SWH 8223.685
FIDRES 0.125483
AQ 3.9845889
RG 127.79
DW 60.800
DE 6.50
TE 302.8
D1 1.00000000
TDO 1
======== CHANNEL fl ====
NUC1 1H
Pl 14.25
PLW1 14.00000000
SFO1 400.2604718
F2 - Processing parameters
ST 65536
SF 400.2580048
WDW EM
SSB 0

LB 0.30
GB 0

PC 1.00
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7) 5-Ethoxycarbonyl-4-(4-bromophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4g).

Signature SIF VIT VELLORE
B-14
[oe) o O o ™M
- o~ H N0 N ©0 <~ @ 0
. SN e ~ N ~ O
N Hos H® O . . B
W ST ON N @ o ™ o~
— — o~ o n n —
‘ \ ’ / \ / ‘ ‘ ‘ ‘ \ / Current Data Parameters
NAME 21-9-15
EXPNO 46
PROCNO 1
F2 - Acquisition Paramete
Date_ 20150921
Br Time 14.31
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
D 65536
SOLVENT DMSO
o NS 512
DS 4
N SWH 24038.461 H
(0) NH FIDRES 0.366798 H
| AQ 1.3631488 s
() RG 58.47
N D 20.800 ul
H DE 6.50 u|
TE 303.5 K
D1 2.00000000 s
D11 0.03000000 sy
TDO 1
======== CHANNEL fl =====
NUC1 13C
Pl 9.80 u
PLW1 58.00000000 W
SFO1 100.6550182 M.
======== CHANNEL f2 =====:
CPDPRG[2 waltzl6
NUC2 1H
PCPD2 90.00 u
PLW2 14.00000000 W
PLW12 0.35097000 W
T T T T T T T T T T T PLW13 0.28428999 W
200 180 160 140 120 100 80 60 40 20 0 ppm SFO2 400.2596010 M

44



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

—0c'e8y
¢.L'€09
7 /08659
~60'G29
[AWAVA
“-09'69.

—//°800}
66°€801

6L°0LLL
A\’\/ /80°2121

————sco6el”
vz 12kl
_09'G9€}
_Ov'SThl
~11°09%}
615811
~16'€/G)

1000

1500

2000

3000

4000

1/cm

B14
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7) 5-Ethoxycarbonyl-4-(4-bromophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4g).

» 01-Sep-2015 + 22:50:10
b-14-(15is-1101) 4390 (24.457) Scan El+

5.82e7
100 183.2733

Cal.Mass = 338.03
Obt. Mass = 338.14

155.2361
%
421178
137.2066
110 2438
309.0682
44.079575.1411 VRN 265.0460
F7.1671
101.1787 156.1408
s - 185 2207
157.1151 | _207.1265
‘ ‘ ‘ ‘ ‘ ‘ 259.2051 593.0713 ||312.0592 338 1453
o 1 ALl il \,‘ st Ll Iy [learazez
31 51 71 91 111 131 151 171 191 211 231 251 271 291 311 331 351
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8) 5-Ethoxycarbonyl-4-(2-bromophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4h).

Signature SIF VIT VELLORE
B-12
O OVOANANOONO MO o o IO~ o o o
OO~V OO0 A — O WM oo o o~
NOOOOHOMMHNOMN A OO o) O)Y 0 0 ™M nm o oo
[ I e e R e el i To R To} Mnmnmmmnm [S\NeN — OO
Current Data Parameters
NAME 5-10-15
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20151005
Time 14.53
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2930
TD 65536
SOLVENT DMSO
NS 16
DS 2
SWH 8223.685
FIDRES 0.125483
AQ 3.9845889
RG 77.73
DW 60.800
DE 6.50
TE 303.5
D1 1.00000000
TDO 1
== CHANNEL f1l =
1H
Pl 14.25
PLW1 14.00000000
SFO1 400.2604718
F2 - Processing parameters
SI 65536
SF 400.2580059
WDW EM
M Jk ssB 0
L LB 0.30
GB 0
PC 1.00
I I I I I N N B R
11 10 9 8 7 6 5 4 3 2 1 0 -1 ppm
[=2] O’ﬁ\}(ﬂjﬁ Oj N [se] o
=] Q|o|Qe (=] (=} o -
=) —le=laile - o [x) [x)

Hz
Hz
sec

usec
usec

sec

usec
W
MHz

MHz

Hz
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8) 5-Ethoxycarbonyl-4-(2-bromophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4h).

Signature SIF VIT VELLORE
B-12
[ e W BTo W To NIt}
oy NN TN < MO OO0 O I~ ON LW
. P . o~ OO 1O WTNOOWWO
< — O M N O N . D )
e} < <M NNNN (o) AT OO~ M
— E i B B B B B B | o LT OOMMOMM A
O Br
o o
=0
H
"
T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

Current Data Parameters

NAME
EXPNO
PROCNO

F2 - Acquisition Parametd

Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT

NUC2
PCPD2
PLW2
PLW12
PLW13
SFO2

CPDPRG[2

5-10-15
5
1

20151005

22.06

spect

5 mm PABBO BB/
zgpg30

65536

DMSO

512

4
24038.461
0.366798
1.3631488
199.6
20.800
6.50

301.9
2.00000000 {
0.03000000
1

CHANNEL f1l ====4
13C
9.80
58.00000000
100.6550182

CHANNEL f2 ====9
waltzlé

1H

90.00

14.00000000

0.35097000

0.28428999

400.2596010
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8) 5-Ethoxycarbonyl-4-(2-bromophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4h).

.\.mw.omm
.\.NN.NNOF
.\.ww.mmo l
80'¢9| | ———
ﬁ .\.ow.vNNv

Amo.wmw_\

~g8e'/LEl

91691
W \os'gerl
/2 V9G1

Mp9'GE9)

1(IX)0

0+
4000

"\ 2801
—91'9.67 B
—2€'201€
—lT 1128
—12°0vEE
_ T _T_ T _ T T T T _ T T T T _
O
m L R o] &«

1/cm

B-12
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8) 5-Ethoxycarbonyl-4-(2-bromophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4h).

100+

Yo

b-12-(15is-1412) 4245 (23.732)

» 01-Oct-2015 + 02:04:01
Scan El+

183.1921 7.78e8
Cal.Mass = 338.03
Obt. Mass = 338.11
259.2325
155.2013
137.0857
42.0694
265.0748
102.1420 184.3058
185.2106
75.1072 o 21§i9-1 e48 311.0494
N P sy 182.0088 ’
‘ ‘ : ~|[186.1851 231.1323 293.0345
| | ‘ z ‘ 338.1100
U Ly ." ‘.‘ ul ettt sl L1 . ‘|.' Ll sl I L | | it J miz
31 51 71 91 111 131 151 171 191 211 231 251 271 291 311 331 351
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9) 5-Ethoxycarbonyl-4-(4-chlorophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4i).

Signature SIF VIT VELLORE
B-8
e} <O O W0 m O oM r-wn N  ~ — M 0
— <O N M < ™M — O~ oo — O ™~
N ~ < NN — oo om N < N — O O
o NN T R S NN N
Cl
(0]
AP S-
N O
H
B I I I I N I A R I A R
1 10 9 8 7 6 5 4 3 2 1 0 ppm
8 8r887 b 3 3 j{‘ﬂf
- oSlailai - o ™ ©

Hz
Hz
sec

usec|
usec|
K
sec

Current Data Parameters
NAME Desktop
EXPNO 48
PROCNO 1
F2 - Acquisition Parameters
Date_ 20150923
Time 15.04
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2930
TD 65536
SOLVENT DMSO
NS 16
DS 2
SWH 8223.685
FIDRES 0.125483
AQ 3.9845889
RG 175.97
DW 60.800
DE 6.50
TE 304.7
D1 1.00000000
TDO 1

=== CHANNEL fl ==

1H
14.25

usec|
w
MHz

MHz

Hz

14.00000000
400.2604718
Processing parameters

65536
400.2580056
EM

0
0.30

0
1.00
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9) 5-Ethoxycarbonyl-4-(4-chlorophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4i).

Signature SIF VIT VELLORE
B-8
o N 00
— oo~ ©~m ™ NO~WVITON >N
. oo @ AT A O AN O
0N Hwm o .
© NI ON @ DMO OO O <
— A o DO OMNOM®M A
Current Data Parameters
NAME 23-9-15
EXPNO 52
PROCNO 1
Cl F2 - Acquisition Parametg
Date_ 20150923
Time 19.02
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
(0] D 65536
SOLVENT DMSO
/\ NS 512
O NH DS 4
| /g SWH 24038.461 F
(o) FIDRES 0.366798 H
N AQ 1.3631488 <
H RG 199.6
DW 20.800 v
DE 6.50
TE 305.5
D1 2.00000000 ¢
D11 0.03000000 ¢
TDO 1
PLW1 58.00000000 ¥
SFO1 100.6550182 1
==== CHANNEL f2 ====q
CPDPRG[2 waltzl6é
NUC2 1H
PCPD2 90.00
PLW2 14.00000000 ¥
PLW12 0.35097000 ¥
T T T T T T T T T T T PLW13 0.28428999 ¥
200 180 160 140 120 100 80 60 40 20 0 ppm
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9) 5-Ethoxycarbonyl-4-(4-chlorophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4i).

—08'Gece

G9'806¢
.\.Iow. L€6¢C

68'160€
.A..mm.mo 35
\-¥8°8zee
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9) 5-Ethoxycarbonyl-4-(4-chlorophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4i).

, 11-Sep-2015 + 00:51:49

b-8-(15is-1106) 4236 (23.687) Scan El+
100+ 183.2037 1.23e8

Cal.Mass = 294.08
Obt. Mass = 294.18
%-| 421178
155.1665
137.2066
265.1156
221.1025
110 1741
75.0712
267.1321
111.1501 2231189
67.1736 1 1841774
e 115.1929 -
_44.0795 SEMEEl 219.0861
< 166.1608 ~ 249.1230
1281621 206.0834 248.1495_ 294 1541
‘ ‘ | ‘ ‘ ‘ mJ 224.0923 279.0928 296.1314
Bl s Ml ‘H| ‘.||| gl 00 LN dll T T T | ‘ | Lol Ly [ 2e7.1747
29 49 69 so 109 129 149 169 189 209 229 249 269 289 309
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10) 5-Ethoxycarbonyl-4-(4-fluorophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4j).

Signature SIF VIT VELLORE
B-10

< O NN < O N @~ own 0 ©
o N 00NN 0 N ouwn O © ™~
— ~ANNNA A A — cooom 0 —~ oo
o)) I n RNl o

/
X

Current Data Parameters

NAME 26-9-15
EXPNO 64
PROCNO 1

F2 - Acquisition Parameters
Date_ 20150926
Time 17.10
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2930

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9845889 sec

/g RG 98.85
DW 60.800 usec
O

N DE 6.50 usec
I{ TE 306.4 K
D1 1.00000000 sec
TDO 1
= CHANNEL fl == =|
NUCL 1H
Pl 14.25 usec
PLW1 14.00000000 W
SFO1 400.2604718 MHz
F2 - Processing parameters
SI 65536
SF 400.2580060 MHz
WDW EM
SSB 0
LB 0.30 Hz
L GB 0
PC 1.00

T

11 10 9 8 7
G s -
=] | NN -~ N [ [
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10) 5-Ethoxycarbonyl-4-(4-fluorophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4j).

Signature SIF VIT VELLORE
B-10
HOM~MSTOr- M 0
NTONNTFAHO N O ™ HMANMNMNAOONW0MO
. . D — HMNHOSIDMO®MS O
NDNO AW - 0w < .
VOO T NN oA ()] MO OO O OO W~ <
A A A A A A A A o DT ONMOOMN A
Current Data Parameters
NAME 26-9-15
EXPNO 67
PROCNO 1
F2 - Acquisition Paramete
Date 20150927
Time 2.17
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 512
DS 4
SWH 24038.461
FIDRES 0.366798 t
AQ 1.3631488 ¢
RG 199.6
DW 20.800 1
DE 6.50 1
TE 306.1 H
D1 2.00000000 ¢
D11 0.03000000 ¢
TDO 1
======== CHANNEL fl ====:=
NUC1 3C
Pl 9.80 1
PLW1 58.00000000 ¥
SFO1 100.6550182 1
======== CHANNEL f2 ====:
CPDPRG[2 waltzl6
H NUC2 1H
PCPD2 90.00 v
PLW2 14.00000000 ¥
PLW12 0.35097000 1
T B
200 180 160 140 120 100 80 60 40 20 0 ppm SEO )
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10) 5-Ethoxycarbonyl-4-(4-fluorophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4j).

.\.mm.mwo_\

zT65L L=
ﬂ\mvm&

_8€°06C1
Neeelel
L6°€9v1
~GG¢0S1
—¢6°0091

GEEVOL
\9€'/691

1(IX)0

%T
75—
50
25

0+
4000

1/cm

B-10
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1

10-(15is-1349) 3863 (21.821)
00

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

b-

s 24-Sep-2015 + 02:32:36

Scan El+
183.2037 2.53e8
Cal.Mass = 278.11
Obt.Mass = 278.11
249.1230
155.1665
421178 205.1795
137.1370
%
95 1095 110.1741
122.1615
203.1629
a7.10a7 51411 206.1530 250.1659
66.0549 162.1948 |184.1774| [ 278.1192
263.1686
H‘I b AL ==
ol | | Wl Jullll,, Rl I N oo 1 e 111 e ul L lllz17 0807 il _280.1359
T .
42 62 82 102 122 142 162 182 202 222 242 262 282
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11) 5-Ethoxycarbonyl-4-(4-nitrophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4Kk).

Signature SIF VIT VELLORE
B-13

e

5.278
5.270

— NeSd
n N O
™ N N
o 0

—7.889
—7.516

N\-7.494

2.504
2.500
2.496
2.265

Current Data Parameters

NAME
EXPNO
PROCNO

23-10-15
56
1

F2 - Acquisition Paramete

Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

TE

D1

TDO

NUC1
Pl

PLW1
SFO1

== CHANNEL f1

20151023

13.11

spect

5 mm PABBO BB/
zg30

65536

DMSO

16

2
8223.685
0.125483

3.9845889 ¢

127.79
60.800
6.50

299.4
1.00000000
1

14.25
14.00000000
400.2604718

F2 - Processing parametel

ST

F
WDW

T $SB
L

B
0 ppmgy
PC

65536
400.2580045
EM

0
0.30

0
1.00

N

t

59




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

Signature SIF VIT VELLORE

B-13
< 00 N WO A < O
o O~ M~ O o [ee] ST OMOMONAHOO N

. e e P — MO A~ M- WOwOo
0 — o ~ oM . Coe e e e oo
O 1 Wn N N [ee] MO OYO O~ <
I B B N | — (&)} MO <TOOMOMHOMOOMO®M A
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

Current Data Parameters

NAME
EXPNO
PROCNO

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD

PULPROG
TD
SOLVENT

CPDPRG([2
NUC2
PCPD2
PLW2
PLW12
PLW13
SFO2

F2 - Processing parameters

SI
SF
WDW
SSB
LB
GB

PC

23-10-15
62
1

20151024

12.00

spect

5 mm PABBO BB/
zgpg30

65536

DMSO

512

4
24038.461
0.366798
1.3631488
175.97
20.800
6.50

302.1
2.00000000
0.03000000
1

CHANNEL f1 =
13C

9.80
58.00000000
100.6550182

CHANNEL £2 =
waltz1l6

1H

90.00
14.00000000
0.35097000
0.28428999
400.2596010

32768
100.6450039
EM

0
1.00

0
1.40

Hz
Hz
sec

usec
usec

sec
sec

usec
W
MHz

usec

===

MHz

MHz

Hz
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11) 5-Ethoxycarbonyl-4-(4-nitrophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4Kk).

~-66'€801
~1L€°60Cl

8€°06¢!
—LE9velL

\9e° /691

10'00

15,m

4000

1/cm

B-13

61



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

100+

Yo

b-13-(15is-1413) 4867 (26.843)

£y

01-Oc¢ct-2015 + 00:10:57
Scan El+

183.1921 1.99e7
NO,
Cal.Mass = 305.10
Obt. Mass = 305.20
0
-0 NH
| /g 155.0620 207.0618
N~ =0
H
276.1333
137.1554
42.0694
232.2453
73.0795 960680 281.1410
208.3141
44.0315
s 76.0160 110.0982
67,0549 115.1913
T77.0646 250 1622690.1 366 205.2066
41.0882 24(3-.22627 282.1843
306.2499
I ‘HL.MJ Il ‘\“I I H \‘ (IR ‘\, i |H,|.|.| L Ll |‘\ il | l e ol il 2oz
32 52 7= o2 112 132 162 172 192 212 232 252 272 292 312

62




12) 5-Ethoxycarbonyl-4-(3-nitrophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (41).

Signature SIF VIT VELLORE
B-9

0O O OO I < < N O © o < N~ o
ONTNDONSOM o —H oW O o~ — Oy @
M= —OM Lo ™ oo m < N —H oo
OV 00 0 0~~~ >~ T} TN mNnm NN — o

I I I I I I I I I I

1 10 9 8 7 6 4 3 1 <1 ppm
0 r{;ﬁdﬁﬁﬂET o jo © <
] = (@R]¢MN S S o <
=) ~lolol-le - o o )

Current Data Parameters

NAME
EXPNO
PROCNO

26-9-15
63
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

TE

D1

TDO

20150926
17.06
spect

5 mm PABBO BB/
zg30
65536
DMSO
16
2
8223.685 Hz
0.125483 Hz
3.9845889 sec
143.73
60.800 usec
6.50 usec
306.4 K
1.00000000 sec
1

CHANNEL f1l ========|
14.25 usec

14.00000000 w
400.2604718 MHz

F2 - Processing parameters

SI
SF
WDW
SSB
LB
GB
PC

65536
400.2580063 MHz
EM
0.30 Hz

1.00

63




12) 5-Ethoxycarbonyl-4-(3-nitrophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (41).

Signature SIF VIT VELLORE
B-9
M O-MO 000
o m~MOE0 OHMO o~ LONITONAOO A >
. R L ™ MO AN M o
n 40~ 0 NONO
O T ONONN @ AMOOAAOOOO WS M
— R e e B B B B o LWL OMMOMMM A A
N AN NN
NAME 26-9-15
EXPNO 66
PROCNO 1
F2 - Acquisition Parametg
Date 20150927
N02 Time 1.46
INSTRUM spect
PROBHD 5 mm PABBO BB/
O PULPROG zgpg30
™D 65536
o~ SOLVENT DMSO
NS 512
(@) NH s p
| /g Sw 24038.461 H
FIDRES 0.366798 1
N 0 20 1.3631488
H RG 199.6
DW 20.800 Y
DE 6.50 1
TE 306.2 ¥
D1 2.00000000
D11 0.03000000 ¢
TDO 1
== CHANNEL f1l ====4
3¢
9.80
58.00000000 ¥
100.6550182 )
== == CHANNEL f2 ====
CPDPRG[2 waltzl6
NUC2 1H
PCPD2 90.00 4
PLW2 14.00000000 ¥
PLW12 0.35097000 |
PLW13 0.28428999 ¥
I ! ! ! ! T ! ! f ! I SFO2 400.2596010 N
200 180 160 140 120 100 80 60 40 20 0 ppm
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VY ViY

W\J@wa%
99'989

cgoes]

= w\wo.m_w
7£8'86
[revoor
Z6'G801
S a—
.ﬂ reozes
19'60€ |

— r8EPYEL
TN
~£E PGPl

—66'G29l
1 ~6/'G891
0072041

~81est

—€.°096¢

1(IX)0

4000

1/cm

B9

12) 5-Ethoxycarbonyl-4-(3-nitrophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (41).

65



12) 5-Ethoxycarbonyl-4-(3-nitrophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (41).

b-9-(15is-1348) 4600 (25.508)

£y

24-Sep-2015 + 03:48:08
Scan El+

— 182.2037 2.57e7
Cal.Mass = 305.10
Obt. Mass = 305.10
%
155.1665
137.2066
42 1178
288.1335
207.1265
44.0095
96.0863
186.1944
2
73.1147 232.1577
1151232
STAT3B 230.1413 ZreZ1025 I—
156.2104 Znssoon 260.1786 =
‘ ‘ | ”L | 2323.1311 305.1036
oL, | | ‘\\..I‘ | \MH.H Ly “ L . Il .||“|”‘-“ RERRMAIAI ‘\ vl My o “.' : _—

30 50 70 20 110 130 150 170 190 210 230 250 270 290 310

66




13) 5-Ethoxycarbonyl-4-(naphthalene-2-yl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one
(4m).

Signature SIF VIT VELLORE

B-28
O HOCOANANMNIEONMNONO ANONOONONNOO ~ oo
THOLSANDLNFOTVINM AOODWO AN FNO®SMO N N = O
NMONOADNOOEOONWOOWOIDOWFFFNOOWNSS MM @ © ™~
Lol e e N e S S S RN N N KK se Nea) coo

Ny A Y

Current Data Parameters

NAME 13-10-15
EXPNO 30
PROCNO 1
F2 - Acquisition Parameters
Date 20151013
Time 10.19
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
D 65536
SOLVENT DMSO
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9845889 sec
RG 143.73
DW 60.800 usec
DE 6.50 usec
TE 299.8 K
D1 1.00000000 sec
TDO 1
CHANNEL f1 =

NUC1 1H
Pl 14.25 usec
PLW1 14.00000000 W
SFO1 400.2604718 MHz
F2 - Processing parameters
SI 65536
SF 400.2580054 MHz
WDW EM
SSB 0

L LB 0.30 Hz
GB 0
PC 1.00

11 10 9 8 7 6 5 4 3 2 -1 ppm

1 0
o <||of|® < < N <
© x| @ © jQr jﬁr KW‘W)
S Sllel s o - N N
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13) 5-Ethoxycarbonyl-4-(naphthalene-2-yl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one
(4m).

Signature SIF VIT VELLORE
B-28
oNONVOUN>ETdO HO <
NOEIFOTOOOONOM DO LN OO
P O~ HOSIM O~ ©
NHEOOMOWM™SWOWITM - R N R
COTITOONNNNNNN O WO OO OO O W~ M
A A A A A A A A A A A A O L ITFTOOONONOOMO A A
\ K\iQ;:\§:§:§§§ ééégi;ﬁ/) / \\\\i:ihé\éééﬁﬁ/) / / Current Data Parameters
NAME 13-10-15
EXPNO 33
PROCNO 1
F2 - Acquisition Parametg
Date 20151013
Time 11.29
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 512
DS 4
SWH 24038.461 K
FIDRES 0.366798 H
AQ 1.3631488 ¢
RG 143.73
DW 20.800
DE 6.50
TE 301.2 §
D1 2.00000000 ¢
D11 0.03000000 ¢
TDO 1
= CHANNEL f1 =
NUC1 13C
Pl 9.80
PLW1 58.00000000 ¥
SFO1 100.6550182 N
= CHANNEL f2 = =]
CPDPRG[2 waltzl6
NUC2 11
PCPD2 90.00
PLW2 14.00000000 ¥
PLW12 0.35097000 ¥
‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ PLW13 0.28428999 ¥
‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ T sFo2 400.2596010 N
200 180 160 140 120 100 80 60 40 20 0 ppm
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13) 5-Ethoxycarbonyl-4-(naphthalene-2-yl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one

(4m).

/S€'506
/647109
€189

STio—— .\.mm. VL.

8
16'056
WQ.@SF
/26'5801

98 LyLLI=
ﬁ\s.mé

8C'GY9l
\e1'G691

1@

15,m

100

%T
75
50

0+
4000

1/cm

B-28

69



13) 5-Ethoxycarbonyl-4-(naphthalene-2-yl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one
(4m).

s 21-Oct-2015 + 00:22:18
b-28-(15is-1551) 4669 (25.853) Scan El+

3.34e7
100+ 183.2961

Cal.Mass = 310.35
Obt. Mass = 310.29

Yo

128.2755
155.2400 281.2303
237.2797
127.2996
310.2999
42 1260
207 .2317
264.2624
110.2833
184.3400
1 235 2628
44.0878 SESEEE " |238.2534 282.2039
67.117477-1854 AT 311.2737
44.9986 309.2567
A PO T X L.l L
ol 1T LB RV ETRRSETONR 1 et L L I \ o pdllly ; i I AU M i
37 57 77 o7 117 137 157 177 197 217 237 257 277 297 317
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14) 5-Ethoxycarbonyl-4-(2-furyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4n).

Signature SIF VIT VELLORE

B-22
(e} o™ O ML OO O =0 O O — M 1"
™ 0 < OO OO0 MOMOdAd OO0 N WM
N o~ 0 MO O NN OO OOMm W1 AN —
(@)} o~ o~ WY wo nwn LT NANANN —

i

|

" 10 9 8 7 6 5 4 3 2 1 0 - ppm
s EE R g & g e
-~ -0 -~ | -~ N Lt} (2]

Current Data Parameters

NAME 10-10-15
EXPNO 25
PROCNO 1

F2 - Acquisition Parameters
Date 20151010

Time 15.47
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9845889 sec
RG 98.85

DW 60.800 usec
DE 6.50 usec
TE 300.0 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

Pl 14.25 usec
PLW1 14.00000000 W
SFO1 400.2604718 MHz
F2 - Processing parameters
ST 65536

SF 400.2580046 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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14) 5-Ethoxycarbonyl-4-(2-furyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4n).

Signature SIF VIT VELLORE

B-22
— T A M <~
S ann oY e ERPEEERE
© wh3 S =23 e AECRAR AR D ™
— o — (9] OO NOMNMOM oA
A . VSN
J
T T T T T T T T T
180 160 140 120 100 80 60 40 20 ppm

Current Data Parameters

NAME 10-10-15
EXPNO 26
PROCNO 1
F2 - Acquisition Parameters
Date_ 20151010
Time 22.52
INSTRUM spec
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
™D 65536
SOLVENT DMSO
NS 512
DS 4
SHH 24038.461 Hz
FIDRES 0.366798 Hz
2Q 1.3631488 sec
RG 143.73
DW 20.800 usec|
DE 6.50 usec|
TE 300.8 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
~ CHANNEL f1 =
13C
9.80 usec

58.00000000 W
100.6550182 MHz

= = CHANNEL f2 =
CPDPRG[2 waltz16
NUC2 1H
PCPD2 90.00 usec|
PLW2 14.00000000 W
PLW12 0.35097000 W
PLW13 0.28428999 W
SFO2 400.2596010 MHz
F2 - Processing parameters
ST 32768

SF 100.6450015 MHz
WDW EM
SSB 0

LB 1.00 Hz
GB 0

PC 1.40

72




14) 5-Ethoxycarbonyl-4-(2-furyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4n).

e I P )
= 18'9€L
8€'5LL
\ L9V6L
V9618 ——T7]
706626
oS vl
052601
—215h1L /
155021
———— 602zl

10'00

15,m

—LZ'¥9l
AN
_CS'6€6¢C
~leeLee =
—19'660€
—29'vece
_ T _T_ T _ T T T T _ T T T T _ T
LO
8 & K 2 R

1/cm

B2
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14) 5-Ethoxycarbonyl-4-(2-furyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4n).

s 20-Oct-201S5 + 23:44:50
b-22-(15is-1550) 3500 (20.005) Scan El+

1.56e8
100, 177.2105 o
Cal.Mass = 250.10
Obt. Mass = 250.28
221.2124
42.1260
%
176 2665
124.3017
250.2845
122.2100
233 2459
04,2307 137.2666 S EIS
- 110.2833
e —_— 162.2733 193.2473
52.1422 68.1664
79.1423
‘ ‘ ‘ 251.2581
252.3013
o |‘ L i il H”I‘l | ||H|‘I .“ ‘| ul ||“‘ J\\‘J‘ ; - | [ -~
47 67 87 107 127 147 167 187 207 227 247
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15) 5-Ethoxycarbonyl-4-(2-thiophene)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (40).

Signature SIF VIT VELLORE

B-19
N OO OO MWD ~ oo ~ O N <O < O O ™M ) O
— omn<T Mmoo — O WO nmMmmMm loNeRT] w O <
™ oMM OO 0 0 < [eNeoNeNeNl [ToNTolNeN] —
o FENOOW0E 1wy LT m NN oo
XS
0
-0 | NH
Tq,//l:::()
H
T T T T T T T T T
M1 10 9 8 7 4 3 2 1 4 ppm
o 3l [5 |e f%j g 35 3
=] o =] - =] N N ]

Current Data Parameters
NAME

EXPNO
PROCNO

7-10-15
11
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT

SI
SF
WDW
SSB
LB
GB
PC

20151007

14.52

spect

5 mm PABBO BB/
zg30

65536

DMSO

16

2
8223.685 Hz
0.125483 Hz

3.9845889 sec

60.800 usec|
6.50 usec|
300.2 K
1.00000000 sec
1
CHANNEL fl == =
1H
14.25 usec]

14.00000000 W
400.2604718 MHz

F2 - Processing parameters
65536

400.2580054 MHz

EM
0
0.30 Hz
0
1.00

75




15) 5-Ethoxycarbonyl-4-(2-thiophene)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (40).

Signature SIF VIT VELLORE
B-19
N o n ©wmo
o o~ v © VN @© n 0 © 0
. .. e ~ m o 0
N N o O ™M . .
0T N NN o o o o~
oo — o n o< —
‘ \ »/ \\\// ‘ ‘ ‘ \ / Current Data Parameters
NAME 7-10-15
EXPNO 13
PROCNO 1
F2 - Acquisition Paramete
Date 20151007
Time 23.59
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 512
DS 4
SWH 24038.461 H
FIDRES 0.366798 H
AQ 1.3631488 ¢
RG 199.6
DW 20.800 v
DE 6.50
TE 300.7 H
D1 2.00000000 ¢
D11 0.03000000 ¢
TDO 1
======== CHANNEL fl ====+
NUC1 13C
Pl 9.80 4
PLW1 58.00000000 W
SFO1 100.6550182 N
======== CHANNEL f2 ====4
‘ ) | L Lo CPDPRG[2 waltzl6
y y " ¥ ¥ NUC2 1H
PCPD2 90.00 v
PLW2 14.00000000 ¥
PLW12 0.35097000 ¥
PLW13 0.28428999 V|
T T T T T T T T T T T SFO2 400.2596010 N
200 180 160 140 120 100 80 60 40 20 0 ppm
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15) 5-Ethoxycarbonyl-4-(2-thiophene)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (40).

€1 /Gy
\mm.B@
€1°1G9
7 8820
==/ 'VS/_
\¢ogas
\NN.NNS
¥9°€601
zesh— o [
F JeLrozel

kA xAd)
\199ppL
G0'687 L

—1Z' /9l
EP'S691L

—/8°206¢
~60'8.6¢

—G2'601€

—Gg'9ece
—V1'6C€E

10'00

15,m

100

%T
75
50

04—
4000

1/cm

B-19
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15) 5-Ethoxycarbonyl-4-(2-thiophene)-6-methyl-3,4-dihydropyrimidin-2(1H)-one (40).

s 30-Oct-2015 + 16:35:50

b-19-dem-[15is-1626] 3829 (21 .651) Scan El+
— 193.2473 1.73e7

237.2101
Cal.Mass = 266.07
Obt. Mass = 266.14
H 1102136
42.1260 192 2731
%
137.1969 150.1556 =266.2095
220.2397
219.1267
"
155.2400
B deTRaE 183.2961
109.2368 194.2214
44.087867.0474 178.2154
65.0890 96.1857 LiAe0s 238.1838
176.2665 e
134 2002
3 195.1955 265.1664
121.1640 — -
[41.1449 ~ 207.1621
sl L1 e |
& L] ) |\|| 0ol ‘m ||.| ‘ ‘.| | 1/[T |‘| o 1 o P 1 . |‘ _—
30 50 70 90 110 130 150 170 190 210 230 250 270

78




16) 4-n-Butyl-5-Ethoxycarbonyl-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4p).

Signature SIF VIT VELLORE

B-32
~ N ANOLFTNDOONDOOOOAITAN N A IO N OM
N N OOV TNANNANANDOONOIFNNLHNNNH OO
[} M 000000000 OMT HMMMOMMMmMMOMOMANNNNN -
© DI ISIIIIISIONNAAAAAAAAAAAAAAO
Current Data Parameters
NAME 25-10-15
EXPNO 66
PROCNO 1
F2 - Acquisition Parameters
Date_ 20151024
Time 16.07
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9845889 sec
RG 98.85
DW 60.800 usec
DE 6.50 usec|
TE 299.2 K
D1 1.00000000 sec
TDO 1
== CHANNEL fl ========
1H
14.25 usec
14.00000000 W
400.2604718 MHz
F2 - Processing parameters
SI 65536
SF 400.2599066 MHz
WDW EM
J( | SSB 0
LB 0.30 Hz
GB 0
PC 1.00
T T T T T T T T T T T T T
1 10 9 8 7 6 5 4 3 2 1 0 -1 ppm

1.00 =
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16) 4-n-Butyl-5-Ethoxycarbonyl-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4p).

Signature SIF VIT VELLORE

B-32
o) — ©
< © N < < o WO MmN
. < o —0 O MmN~
0 o~ © v e e e e e e
o [IolS) o [S )] >~ S ™M
— — o n o< L R R B |

Current Data Paramete
NAME 25-10-
EXPNO
PROCNO
F2 - Acquisition Parg
Date 201510
Time 23.
INSTRUM spe
PROBHD 5 mm PABBO F
PULPROG Zgpa;
TD 659
SOLVENT CD(j
NS 5
DS
SWH 24038.4
FIDRES 0.3667,
AQ 1.36314
RG 156.
DW 20.8
DE 6.
TE 300
D1 2.000000
D11 0.030000
TDO
======== CHANNEL f1l =
NUC1 1
J ‘ ’ Pl 9.
‘ w . \ PLW1 58.000000
SFO1 100.65501]

T T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm

== CHANNEL f2 =
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16) 4-n-Butyl-5-Ethoxycarbonyl-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4p).

1000

1500

04—
4000

1/cm

B-32
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16) 4-n-Butyl-5-Ethoxycarbonyl-6-methyl-3,4-dihydropyrimidin-2(1H)-one (4p).

b-21-dem-[15is-1628] 3315 (19.080)

s 30-Oct-2015 + 17:50:39
Scan El+

7.70e7
100+ 252.3013_
Cal.Mass = 240.15
Obt. Mass = 252.30
Yo
196.2392
224.2043
253.2748
150.2252 250.2845
179.2594 218.2225 1
42.0559 106.2365 151.2700
44.0878 77.1155 105.2596 206.2577 225.1780
- 67.1174 =y 134.2002 152.1755
o ” 1 O \|. ——ullll “ | ], I L, I L] ‘.I‘ LI Ll L, |. -
45 65 85 105 125 145 165 185 205 225 245
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17) 5-Aceto-6-methyl-4-(4-chlorophenyl)-3,4-dihydropyrimidin-2(1H)-one (4q).

Signature SIF VIT VELLORE

B-24
e} < O 0+ O ~ © O NO VW
N norr-wowm n < T OO0 0N
N W MM AN N NN M 0N W< N A
v Wy
Cl
(0]
NH

N (0]
H

T T T T T T

1 10 9 8 7 5 3 2
LR 5 g
- —| ol - ®ie

Current Data Parameters

NAME Desktop
EXPNO 76
PROCNO 1
F2 - Acquisition Parametg
Date_ 20151027
Time 13.02
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
D 65536
SOLVENT DMSO
NS 16
DS 2
SWH 8223.685 H
FIDRES 0.125483 H
AQ 3.9845889 ¢
RG 156.91
DW 60.800
DE 6.50
TE 299.7 ¥
Dl 1.00000000 ¢
TDO 1
= == CHANNEL fl ====4
NUC1 1H
Pl 14.25
PLW1 14.00000000 ¥
SFO1 400.2604718 1
F2 - Processing parameteq
ST 65536
SF 400.2580050 N
WDW EM
SSB 0

1B 0.30 H
GB 0

PC 1.00
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17) 5-Aceto-6-methyl-4-(4-chlorophenyl)-3,4-dihydropyrimidin-2(1H)-one (4q).

Signature SIF VIT VELLORE
B-24
o H N O o
o o< <N 0 OIFTNONHO OO
. . o S HMmo
< N WM WO o . . . .
o N ONN o MO OO OO ®
— o o — N MmMMmMmMMNOA
/go
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

Current Data Parameters

NAME 27-10-15
EXPNO 77
PROCNO 1
F2 - Acquisition Paramete
Date_ 20151027
Time 23.13
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 512
DS 4
SWH 24038.461 H
FIDRES 0.366798
AQ 1.3631488 ¢
RG 199.6
DW 20.800 1
DE 6.50 v
TE 301.9
D1 2.00000000 ¢
D11 0.03000000 ¢
TDO 1
======== CHANNEL fl =
NUC1

Pl 9.80
PLW1 58.00000000
SFO1 100.6550182 N
======== CHANNEL f2 ====-
CPDPRG[2 waltzl6
NUC2 1H
PCPD2 90.00 4
PLW2 14.00000000 ¥
PLW12 0.35097000 ¥
PLW13 0.28428999
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17) 5-Aceto-6-methyl-4-(4-chlorophenyl)-3,4-dihydropyrimidin-2(1H)-one (4q).

_—  \&¥'locl

\oL'gzel
~0t'GZhL
50’6871

yvveet

10'00

15,m

4000

1/cm

B-24
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b-24-(15is-1753) 4208 (23.547)

17) 5-Aceto-6-methyl-4-(4-chlorophenyl)-3,4-dihydropyrimidin-2(1H)-one (4q).

100+

» 30-Nov-2015 + 04:05:16

Scan El+
153.1990 4.78e7
Cal.Mass = 264.07
Obt. Mass = 264.16
Cl
(0]
| NH
N/go
H
Yo
43.1054
263.1934
249.2162
264.1669
221.1893
68.1573 .265'2100
75.1475
£ 110.2662
1111730
51.0176 forzt=od 115.2183 154.3132 223.2063 266.1835
77.1042 137.1071_ —_— i
207.2080
L ol T Il Ll
T 1 ||| [ R | M‘ N il “. (Uil || ‘ ul [ .
o T U T T i ¥ f T T T f T r m/z
42 62 82 102 122 142 162 182 202 222 242 262 282
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18) 5-Aceto-6-methyl-4-phenyl-3,4-dihydropyrimidin-2(1H)-one (4r).

Signature SIF VIT VELLORE

B-25
[eo] MmN MmON > ©~ © o O 0VWOoMm
[eo] MITN—HO T NN O 0 (9} O O oo Oo
— WMMMMNANNN N N < 0w TN A
o [ e e e L i n n ™ NN ANNN

y
/
3
S

Current Data Parameters

NAME Desktop
EXPNO 12
PROCNO 1

F2 - Acquisition Parameters
Date_ 20151007
Time 14.56
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2930

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
RO 3.9845889 sec
RG 71.13

oW 60.800 usec
DE 6.50 usec
TE 300.1 K
D1 1.00000000 sec
TDO 1

== CHANNEL f1 =
NUCL 1H
Pl 14.25 usec
PLW1 14.00000000 W
SFO1 400.2604718 MHz
F2 - Processing parameters
SI 65536
SF 400.2580053 MHz
WDW EM
JL L SSB 0
\J LB 0.30 Hz
GB 0
PC 1.00
T T T T T T T T T T T T 1
11 10 9 8 7 6 5 4 3 2 1 0 ppm
o o ] o o N
- - v - s
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18) 5-Aceto-6-methyl-4-phenyl-3,4-dihydropyrimidin-2(1H)-one (4r).

Signature SIF VIT VELLORE
B-25
@ N o N O RToR o
o~ N 0o © OOLTONNAO NN
. . WA= M AN
< NS ©o~© O
o N NN o MO OO ®©O®
— A A — T OHOMmMMmMmOnom A
\ . / \‘/ ‘ \N%// Current Data Parameters
NAME 7-10-15
EXPNO 14
PROCNO 1
F2 - Acquisition Paramete
Date 20151008
Time 0.31
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 512
DS 4
NH SWH 24038.461 H
FIDRES 0.366798 H
AQ 1.3631488 ¢
O RG 199.6
DW 20.800
DE 6.50
TE 300.7 K
D1 2.00000000 ¢
D11 0.03000000 ¢
TDO 1
CHANNEL f1l ====s
13C
9.80 y
58.00000000 Vi
100.6550182 N
= CHANNEL f2 ====¢
waltzl6
NUC2 1H
PCPD2 90.00 y
PLW2 14.00000000 ¥
PLW12 0.35097000 ¥
" I " I " I " I " I " I ) T ) T ) T ) T ) T ) PLW13 0.28428999
200 180 160 140 120 100 80 60 40 20 0 ppm SFO? 400 284ANTN N
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18) 5-Aceto-6-methyl-4-phenyl-3,4-dihydropyrimidin-2(1H)-one (4r).

~GEV.0l

\y1'/0L1

~lgeect

—€0°L¢El

/66'865 1
FEAZL)
~zZ'L0LL

~1¢'/cEe

10'00

15,m

4000

1/cm

B-25

89



18) 5-Aceto-6-methyl-4-phenyl-3,4-dihydropyrimidin-2(1H)-one (4r).

, 30-Nov-2015 + 03:27:42
b-25-(15is-1754) 3817 (21.591) Scan El+
— 153.2686 1.39e7
Cal.Mass=230.11
Obt. Mass = 230.23
229.2572
Yo
43 0353
215.2771 230.2308
<
187 .2399
T7. 1042
44 0159
110.1267
51.0877 BaasEs
115.2183
5/1.9976 103.2198 144.2136 154 2436
i - 211.2426
66.0596 102.172? 131.2533 <
91.2139 185.0827 192 2499 231.2740
O [l | L
oL ] 111 T L | i 0| 1188 51 L1 | LT 11l . il % iz
41 &1 81 101 121 141 161 181 201 221 241
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19) 5-Acetyl-6-methyl-4-phenyl-3,4-dihydropyrimidin-2(1H)-thione (4s).

B-26

o
~
~N
o
—

—9.758

%

Signature SIF VIT VELLORE

7.457
7.363
7.346
7.327
7.287
7.269
7.263
7.251
7.247
7.239
7.236
7.218

__-5.297

~5.287

—3.338

2.504
2.499
2.495
2.331
2.156

£
N

Current Data Parameters

NAME 8-10-15
EXPNO 18
PROCNO 1
F2 - Acquisition Parameters
Date 20151009
Time 6.24
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2930
TD 65536
SOLVENT DMSO
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9845889 sec
RG 143.73
DW 60.800 usec
DE 6.50 usec
TE 299.5 K
D1 1.00000000 sec
TDO 1
CHANNEL £f1
1H
14.25 usec
14.00000000 W
400.2604718 MHz

F2 - Processing parameters

E .
T T T T T T T T
1" 10 9 8 7 6 4 3 2 1 0 ppm
3 [s 8 : g
o =] <t =] el

SI

SF

WDW EM
SSB 0

LB 0.30 Hz
GB 0

PC 1.00

65536
400.2580056 MHz
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19) 5-Acetyl-6-methyl-4-phenyl-3,4-dihydropyrimidin-2(1H)-thione (4s).

Signature SIF VIT VELLORE
B-26
o] o O+ <O 0 ~
o~ o n o Or-un A TN OO NN
. . . e . SO~ MO N
< < <N~ O o R
(9] ~ T O NANN — MO OO OO wO
— — L B B | — nmLL MO MOMMNM A
‘ ‘ \/ \\‘// ‘ \\i:£§§§¥é;;$:i/)// Current Data Parameters
NAME Desktop
EXPNO 19
PROCNO 1
F2 - Acquisition Parametg
Date 20151009
Time 6.54
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 512
DS 4
SWH 24038.461 §
FIDRES 0.366798 §
AQ 1.3631488 ¢
RG 143.73
DW 20.800 v
DE 6.50
TE 300.5 H
D1 2.00000000 ¢
D11 0.03000000 ¢
TDO 1
CHANNEL f1l =====
13C
9.80
58.00000000
100.6550182 1
= CHANNEL f2 ====
CPDPRG[2 waltzl6
NUC2 1H
PCPD2 90.00
PLW2 14.00000000 v
PLW12 0.35097000 ¥
" I " I " I " I I " I I I I T T PLW13 0.28428999 ¥
200 180 160 140 120 100 80 60 40 20 ppm SFO2 400.2596010 N
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19) 5-Acetyl-6-methyl-4-phenyl-3,4-dihydropyrimidin-2(1H)-thione (4s).

0811

~99°'66¢1
—88°0¢€|

10'00

15,m

4000

1/cm

B-26
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19) 5-Acetyl-6-methyl-4-phenyl-3,4-dihydropyrimidin-2(1H)-thione (4s).

» 30-Nov-2015 + 02:50:09
b-26-(15is-1755) 4163 (23.322) Scan El+
100 246.2259  3.44e6
0 169.2135
Cal.Mass = 246.33
Obt. Mass = 246.22
76.8946
245 2524
%
44.0859
51.0176
144 2136
©8.0874 203.2427
115.1486 =aL20es
110.1964.
128.2562 186.1961
247 2690
<
67.1085 213.2599
52.1376
7 153.1293
o L| |‘|I J'I‘ “. ‘Iulhh it I\‘I‘ I“‘ll“.‘ ‘ I ‘H\‘I\‘ .‘ |\| I ‘ T
60 120 160 180 200 240

%4




20) 5-Aceto-6-methyl-4-(4-chlorophenyl)-3,4-dihydropyrimidin-2(1H)-thione (4t).

Signature SIF VIT VELLORE

B-15
<
[40) n 0o — O TN M
™ ~ N O ¥ N o) 00 M O oM~
. ©~ < NN NN M oo A
o . e e - e e e
— (o) [l el e n 0 ™M NN NNN

1 10 9 8 7 6 5 4 3 2 1 0 ppm
sld B9 =
=] =] Lellse] =] ®iM

Current Data Parameters

NAME
EXPNO
PROCNO

23-10-15
57
1

F2 - Acquisition Parameters

Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT

20151023

13.14

spect

5 mm PABBO BB/
zg30

65536

DMSO

16

2
8223.685 Hz
0.125483 Hz

3.9845889
143.73
60.800

6.50

299.5
1.00000000

1

CHANNEL fl ==

1H
14.25

usec
14.00000000 W

400.2604718 MHz

F2 - Processing parameters

SI
SF
WDW
SSB
LB
GB
PC

65536
400.2580048 MHz

EM
0
0.30 Hz
0
1.00
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20) 5-Aceto-6-methyl-4-(4-chlorophenyl)-3,4-dihydropyrimidin-2(1H)-thione (4t).

Signature SIF VIT VELLORE

B-15
0 o~ O S~ A <
© o~ @ @0 N © ™ OO ITNHNAO DO O
. AR . OHOMNIMH WO N
< < <+ N O o A . N
o ~ B RO RN — MO NN O ®
— — R e — DS OMNOMMMM A

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

Current Data Parameters

NAME 23-10-15
EXPNO 63
PROCNO 1
F2 - Acquisition Parametg
Date_ 20151024
Time 12.31
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
D 65536
SOLVENT DMSO
NS 512
DS 4
SWH 24038.461
FIDRES 0.366798
AQ 1.3631488 ¢
RG 175.97
DW 20.800
DE 6.50
TE 301.4 ¥
Dl 2.00000000 ¢
D11 0.03000000 ¢
TDO 1
======== CHANNEL fl ====4
NUC1 13C
Pl 9.80 1
PLW1 58.00000000
SFO1 100.6550182 N
======== CHANNEL f2 ====7
CPDPRG[2 waltzlé
NUC2 1H
PCPD2 90.00
PLW2 14.00000000
PLW12 0.35097000 ¥
PLW13 0.28428999 ¥
SFO2 400.2596010 N
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20) 5-Aceto-6-methyl-4-(4-chlorophenyl)-3,4-dihydropyrimidin-2(1H)-thione (4t).

—09'¢e8

—€9¢lol

—S9v.LLL

1(IX)0

4000

1/cm

B-15
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20) 5-Aceto-6-methyl-4-(4-chlorophenyl)-3,4-dihydropyrimidin-2(1H)-thione (4t).

., 01-Sep-2015 + 20:57:49
b-15-(15is-1102) 4531 (25.162) Scan El+
1.44e7
100, 42.0987 <
al Cal.Mass = 280.04
Obt. Mass = 280.13
42.1178
NH
H
169.2220
%
280.1359
SesIs2S 110.2438
75.0712
44.0795 - 207.1960
67.1037
281.1095
115.2626 237.1638 279.0928
282.0831
102.1552 1781957
77.0972 143.1944
41.0666 89.1078 165.1867 239.1106
\ 220.1291 :
205.1795
H \ b Ll |
284 1694
ol \H| I || ‘Jm‘ Ll \H“ UL HI P e 19 .\.|\‘JI|.. il | e
22 42 122 142 162 182 202 242 262 282 302
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21) 5-Acetyl-6-methyl-4-(4-methoxyphenyl-3,4-dihydropyrimidin-2(1H)-thione (4u).

Signature SIF VIT VELLORE

B-18

wn
o™ @ N — O © N ™M m O O 0o
N o n M — oM N N N OO0+ -
. e} — — O NN [ o N ToNTo N eI o]
N cree AN " M NN NN
. . J A

T T T T T T T T T T

1 10 9 8 7 6 5 4 3 2 0 ppm
TR B
(=] o NN =] < el el

Current Data Parameters

NAME
EXPNO
PROCNO

Desktop
31
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
D
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

Dw

CHANNEL f1 ==:

20151013
10.22
spect

5 mm PABBO BB/
zg30
65536
DMSO

16

2
8223.685
0.125483
3.9845889
175.97
60.800
6.50

299.
1.00000000
1

1H

.25
14.00000000
400.2604718

400.2580053
EM

0
0.30

0
1.00

usec|
usec

8 K

sec

usec
W
MHz

F2 - Processing parameters
65536

MHz

Hz
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21) 5-Acetyl-6-methyl-4-(4-methoxyphenyl-3,4-dihydropyrimidin-2(1H)-thione (4u).

Signature SIF VIT VELLORE T
B-18
© o 0 4 oo oo
® 2 = N S o  aw CoONNHON® ™ MmN
i . e . CMHANDBIS®NH
o - P - v~ ®o
e c o S oo oA BLOMoRAR RN DS
A = a S8 a g R
Current Data Parameters
NAME 13-10-15
EXPNO 34
PROCNO 1
OCH F2 - Acquisition Paramete
3 Date 20151013
Time 22.35
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
™ 65536
O SOLVENT DMSO
NS 512
DS 4
NH SWH 24038.461 ¢
FIDRES 0.366798
| /g 20 1.3631488 ¢
RG 143.73
N S oW 20.800 1
H DE 6.50 1
TE 300.3 H
D1 2.00000000 ¢
D11 0.03000000 ¢
D0 1
CHANNEL f1 =====
13
9.80 1
58.00000000 ¥,
100.6550182 N
======== CHANNEL f2 ====:
CPDPRG[2 waltz16
NUC2 1H
PCPD2 90.00 1
PLW2 14.00000000 ¥
; ; ; ; ; ; ; ; ; ; ; PLW12 0.35097000 ¥
200 180 160 140 120 100 80 60 40 20 0  ppm PLWI3 0.28428999 ¥
SF0?2 400.2596010 M

100




21) 5-Acetyl-6-methyl-4-(4-methoxyphenyl-3,4-dihydropyrimidin-2(1H)-thione (4u).

A
—oL'szel
SLTYYL
~1109%)
££'8051

_—

—9€'GEYC

—¥Z'100€

—¥8'8¢¢CE
~66'G0EE

\/Z¥9S51

100

%T

000 2500 1500

1000

2000

1/cm

B 18
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21) 5-Acetyl-6-methyl-4-(4-methoxyphenyl-3,4-dihydropyrimidin-2(1H)-thione (4u).

s 30-Oct-2015 + 15:58:26
b-18-dcm-[15is-1625] 4627 (25.643) Scan El+
6.61e6
100 276.2224
Cal.Mass=276.35 .. ...,
Obt. Mass = 276.22
233.1764
43.0369
275.2498
%o
44 0878
261.2026
169.2357
42.0559
110.1438 208.2056
77.1854 243 1911
73.1310. 133.2245
96.1857
1/35. 1062 174.3175
68.1664 158.3042
63.1302__ 199.3702
137.2666
41.1449 ‘
o ‘ ‘ \||‘, H | ‘,|| H‘ H‘I‘ Ll \\M l‘ ‘HI ‘ “lyl H Il ‘ Al ‘ e L ‘ e
30 50 70 90 110 130 150 170 190 210 230 250 270
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22) 5-Ethoxycarbonyl-4-phenyl-6-methyl-3,4-dihydropyrimidin-2(1H)-thione (4v).

Signature SIF VIT VELLORE
B-30
o
N N W)W —HO WO O~ NOHWwWMN I OO ~OoO«N
™ 0 O T NW®OSMNO N MO HdH®OM OO0 HO®
s ° oo TOoeeean vusa A4l
— ) [l e e N 0N FTTTFTON NNNN —
Current Data Parameters
NAME 18-10-15
EXPNO 43
PROCNO 1
F2 - Acquisition Parameters
Date 20151018
Time 15.09
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2930
O TD 65536
SOLVENT DMSO
NS 16
/\ DS 2
@) NH SwH 8223.685 Hz
| FIDRES 0.125483 Hz
AQ 3.9845889 sec
N S RG 127.79
H DW 60.800 usec|
DE 6.50 usec|
TE 300.3 K
D1 1.00000000 sec
TDO 1
CHANNEL f1 ==
NUC1 1H
Pl 14.25 usec
PLW1 14.00000000 W
SFO1 400.2604718 MHz
F2 - Processing parameters
l SI 65536
—t SF 400.2580053 MHz
WDW EM
\ \ \ \ \ \ \ \ \ \ \ \ \ i;B 0 0.30 H
1" 10 9 8 7 6 5 4 3 2 1 0 ppm g3 0 ’
w PC 1.00
<+ < o 0 - © ©
~ ~ < d e o s
S =) [t} 5} o o )
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22) 5-Ethoxycarbonyl-4-phenyl-6-methyl-3,4-dihydropyrimidin-2(1H)-thione (4v).

Signature SIF VIT VELLORE

B-30

— —® ©w®o IS

N o 1mom ~ NI NLHO D 0O
. e . . NOHANIMA® O

) nMm o~ © o e

~ © S RN ENEN o ATOND OO © I~

- o — DS OOOM®O®M oA

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

Current Data Parameters

NAME 18-10-15
EXPNO 47
PROCNO 1
F2 - Acquisition Parametg
Date 20151019
Time 2.44
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 512
DS 4
SWH 24038.461
FIDRES 0.366798 H
AQ 1.3631488 ¢
RG 156.91
DW 20.800
DE 6.50
TE 300.5 ¥
D1 2.00000000 ¢
D11 0.03000000 {
TDO 1
== CHANNEL fl ====1
13C
9.80

58.00000000 ¥
100.6550182 N

CHANNEL f2 =
waltzlé
1H
90.00
14.00000000
0.35097000 7
0.28428999 1|
400.2596010 N
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22) 5-Ethoxycarbonyl-4-phenyl-6-methyl-3,4-dihydropyrimidin-2(1H)-thione (4v).

.\.NN.NN:

—=16'€61L L

\91'69¢ L
\/6€9vlL =
~66'L.5)

~/5%991

000 2500 2000 1500 1000

3500

4000

1/cm

B-30
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22) 5-Ethoxycarbonyl-4-phenyl-6-methyl-3,4-dihydropyrimidin-2(1H)-thione (4v).

,» 21-Oct-2015 + 01:37:17
b-30-(15is-1553) 4186 (23.437) Scan El+
2.56e8
— 199.2310
Cal.Mass = 276.35
Obt. Mass = 276.22
247.1551
276.2234
%
171.2546 203.2662
42.0559
77.1155
153.2202
115.2361 128.2058
67.1174 102.1880 188.2371
N 277 .2665
231.2290 2482676
229.2121
91.2281
205.2838 2492419 278.2401
oLl bl Ll T Y 270 tast
o Loty L) il ‘ulll‘\mn TS | 10071 S A1 T T l‘|‘| bl L L . 11| Fert T
40 60 80 100 120 140 160 180 200 220 240 260 280
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23) 5-Ethoxycarbonyl-4(4-chlorophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-thione

(4w).

Signature SIF VIT VELLORE

B-31
[}
~ ™ o0~ O ~ O — O 0 [To) M w0~
™ O N O <N o~ o ™M — O © o) — O I~
. e} < T NN — o oo o ~N — O O
— o o~~~ [folTe}l < M ~N —

L

1 10 9 8 7 6 5 4 3 2 1 0 ppm

o o olo o o < ~
i b @ © < v bt
=) =) ~lai S - o )

Current Data Parameters

NAME 20-10-15
EXPNO 49
PROCNO 1

F2 - Acquisition Parameters
Date_ 20151021
Time 3.42
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9845889 sec
RG 77.73

DW 60.800 usec
DE 6.50 usec
TE 300.8 K
D1 1.00000000 sec
TDO 1

=== CHANNEL fl ===
NUC1 1H
Pl 14.25 usec
PLW1 14.00000000 W
SFO1 400.2604718 MHz
F2 - Processing parameters
ST 65536
SF 400.2580052 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
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23) 5-Ethoxycarbonyl-4(4-chlorophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-thione

(4w).

Signature SIF VIT VELLORE
B-31

0 @ 0~ O N O o
S8 AnsEa 9 eERPREERE B
T3 28888 g Gooacadaer
— — L B B B B — OO MNOOMMO A A
VAN | NN
T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

Current Data Parameters

NAME 20-10-15
EXPNO 50
PROCNO 1
F2 - Acquisition Paramete
Date_ 20151021
Time 4.13
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 512
DS 4
SWH 24038.461 H
FIDRES 0.366798
AQ 1.3631488 ¢
RG 156.91
DW 20.800
DE 6.50
TE 301.7 H
D1 2.00000000 ¢
D11 0.03000000 ¢
TDO 1
======== CHANNEL fl ====4
NUC1 13C
Pl 9.80
PLW1 58.00000000 ¥
SFO1 100.6550182 N
======== CHANNEL f2 ====4
CPDPRG[2 waltzl6
NUC2 11
PCPD2 90.00 v
PLW2 14.00000000 7
PLW12 0.35097000 7
PLW13 0.28428999 1|
SFO2 400.2596010 b
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23) 5-Ethoxycarbonyl-4(4-chlorophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-thione

(4w).

SOv/LLL

————76'¢6l1

~-88°0¢€l
\or'69¢cl

—€.°08¢1

\s6€opL
~90'0.S}

~€¥'8991

1@

15,m

4000

1/cm

B-31
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23) 5-Ethoxycarbonyl-4(4-chlorophenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-thione

(4w).

s 30-Oct-2015 + 17:13:14

b-20-dem-[15is-1627] 4577 (25.393) Scan El+

— 199.2310 2.14e7
Cl

Cal.Mass = 310.05
Obt. Mass = 310.09
(0]
N S 281.1608
H
%
42.1260
310.0912
237.2101
171 2546
207.2317
283.1079
1563.2202
67.1174 2/39,|575
44.0878 75.1584 1261?;;2177 312.1778
222 1872 249.1718
77.1854
‘ 284.1511
AT il sl 1
o i ||I| || ‘ poss il wll Ll |H ul ||||\ ‘“\‘HMH | | |‘|| || ‘J. | el -
38 11 138 158 178 198 218 238 258 278 298 318
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24) 5-Ethoxycarbonyl-4-(4-methoxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-thione

(4x).

B-29

Signature SIF

—10.283

VIT

VELLCEE

OMe

7.136
7.114

£

6.907
6.086

e

me o= o
o N AT~ N
—A— cCoFir-m
[E Nt I I e M Maa Wael

<
<
>

Ll 2l
1.104
1.086

s

2.08

202

o)
BRUKER
£.5 Y

Current Data Parameters

HEME 18-10-15
EXPNC 44
PROCHNC p &

F2 - Acgquisition Parameters
Date 20151018
Time 15.12
INSTRUOM spect
PROBHD 5 mm PAEBC EB/
PULPROG zg30

TD 653536
SOLVENT DMSC

N5 le

DS 2

SWH B223.685 Hz
FIDRES 0.125483 Hz
FXe] 3.9845889 sec
RG 9E.E85

oW 60.800 usec
DE 6.50 usec
TE 200.2 F
Dl 1.00000000 =ec
TDO 1
————— CHANNEL fl1 —
NUC1l 1H

Pl 14.25 usec
PLW1 14.00000000 W
SFol 400.2604718 MH=
F2 - Processing parameters
ST 65536

5F 400.2580055 MH=
WIW EM

55B (1]

LB 0.30 Hz
GE 4]

BC 1.00

111




24) 5-Ethoxycarbonyl-4-(4-methoxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-thione

(4x).
Signature SIF VIT VELLORE
B-29
N o ™M ™ o o r~ e}
o — ~ ) 0 @ (o)) TTOMNTOAN—AOODDNM
. . . . . . NoOLL AN MO O
< " < wn ~ (s2] o D R R R
[ O n < o™ ~N — o AN MOAATANO OO W~
— — — — — — — nOULTLTONOMONOOMOOMOAA
OMe
™ L n " e . L
T T T T T T T T T T T
220 200 180 160 140 120 100 80 60 40 20 ppm

Current Data Parameters

NAME 18-10-15
EXPNO 48
PROCNO 1
F2 - Acquisition Parametg
Date 20151019
Time 3.16
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
D 65536
SOLVENT DMSO
NS 512
DS 4
SWH 24038.461 H
FIDRES 0.366798 K
AQ 1.3631488 ¢
RG 127.79
DW 20.800 1
DE 6.50 v
TE 300.5 ¢
D1 2.00000000 ¢
D11 0.03000000 ¢
TDO 1
======== CHANNEL fl =====
NUC1 13C
Pl 9.80 1
PLW1 58.00000000 Vv
SFO1 100.6550182 M
======== CHANNEL f2 ====¢
CPDPRG[2 waltzlé
NUC2 1H
PCPD2 90.00 v
PLW2 14.00000000 ¥
PLW12 0.35097000 v
PLW13 0.28428999 1
SFO02 400.2596010 1
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24) 5-Ethoxycarbonyl-4-(4-methoxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-thione

(4x).

200 150 1000
1/cm
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24) 5-Ethoxycarbonyl-4-(4-methoxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-thione

(4x).

. 21-Oct-2015 + 00:59:47
b-29-(15is-1552) 4673 (25.873) Scan El+
4.64e7
1004 233.2459
277.1969
OMe Cal.Mass = 306.38
Obt. Mass = 306.26
199.2310
306.2662
%
42.0559
171.2546
218.2225
67.1174 126.2538 159.2791
278.1705
77.1155 89.2028 234.2892 .
158'304? 174.3175 =
115.2361 :
4 OETE 261.2721 307.2398
- 103.1660 246.1815 |
_279.2136

‘ ‘ 308.2135

309.2567
& | ,|.H ‘ Al \‘\ H| |H\|‘L,IJH‘H\|“ . ,lu].l“ ol Ll il Ll ‘/ oy

35 55 75 95 115 135 155 175 195 215 235 255 275 295 315
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5-Ethoxycarbonyl-4-(3-hydroxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-thione

(Monastrol).
Signature SIF VIT VELLORE
B33
™
[} N 0 O ™M O O
N o o ™~ ™M — O
. e} < N — — O
2 o NEN I
/\O
I I I I I I I I I
11 10 9 8 7 6 5 4 3 1
26 5B B R & &
| Il o =) - o < <

Current Data Parameters

NAME PDK41215
EXPNO 29
PROCNO 1

F2 - Acquisition Parameters
Date_ 20151222

Time 15.17
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

Ds 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9845889 sec
RG 112.69

DW 60.800 usec
DE 6.50 usec
TE 297.9 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

Pl 14.25 usec
PLW1 14.00000000 W
SFO1 400.2604718 MHz
F2 - Processing parameters
ST 65536

SF 400.2580061 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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5-Ethoxycarbonyl-4-(3-hydroxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-thione

(Monastrol).
Signature SIF VIT VELLORE
B-33
o N ™M~ X} N oM <~ N
~N N O @ n [@Nee] @ M- AHO o0 w O
. .o . . e . W oOHO>M O — O
< n - < o ~ <M o L .
~ O 0w < N — o MO oo OO 0 o~
— — — — o — mmsTMnMmomomom —
Wl [ A I llu J l{ nm l h‘ J J -l ’l
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20

Current Data Parameters

NAME PDK41215
EXPNO 30
PROCNO 1
F2 - Acquisition Parametg
Date 20151224
Time 11.28
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
D 65536
SOLVENT DMSO
NS 512
DS 4
SWH 24038.461 H
FIDRES 0.366798
AQ 1.3631488 ¢
RG 143.73
DW 20.800 v
DE 6.50
TE 298.8 ¥
D1 2.00000000 ¢
D11 0.03000000 ¢
TDO 1
======== CHANNEL fl ====4
NUC1 13C
Pl 9.80
PLW1 58.00000000 T
SFO1 100.6550182 N
CHANNEL f2
CPDPRG[2 waltzl6
NUC2 1H
PCPD2 90.00
PLW2 14.00000000 ¥
PLW12 0.35097000 ¥
PLW13 0.28428999 71
SFO2 400.2596010 N

116




5-Ethoxycarbonyl-4-(3-hydroxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-thione

(Monastrol).

[ roozvs
.\| 0€°969
099,
L1718
.\. 1'L8

%) | hog—
——ods

1/°GE0L
.\.nm.mmo_\
.\.vv.ow:

AGyGlLEL

L06LCl—————

— \9v69cl
\ov'zshL

~0Z'9951

—$9'6891

—16661€
—6'08¢€

1@

15,m

100

%T
75
50
25

4000

1/cm

B-33
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5-Ethoxycarbonyl-4-(3-hydroxyphenyl)-6-methyl-3,4-dihydropyrimidin-2(1H)-thione
(Monastrol).

s 29-Dec-2015 + 22:03:34
b-33-(15is-1933) 3988 (22.446) Scan El+
3.14e6
100+ 200.1042
Cal.Mass =292.09
Obt. Mass = 290.10
/\O 289.2002
%
261.1072
44.0159
217.1551
145.1192
201.2252
650506 245 1133
42.0547 77.1042 120.1694
63.1224
~ 186.1961
121.1455
115.2183 -
158.1433 SEEES
89.1191 _160.1626 =
91.0742
103.1408 170.1185 Zan-2092
131.1836 229.1876
273.1372
7 ‘ ‘ ‘ ‘ ‘
5 | |H il \MI, HI. \J L [T |\l| “Iu .\‘,h. i “I L e
39 59 79 o9 119 139 159 179 199 219 239 259 279
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