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Abstract
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(School of Chemical & Environmental Engineering, Wuhan Polytechnic University, Wu-

The synthesize route of 2-methyl-4-oxo0-3-phenyl-3,4-dihydroquinazoline-8-carboxylic acid derivatives undergoed acetylation, oxi-

dation, cyclization and substitution reactions from the starting material of 2-amino-3-methylbenzoic acid. All of the target compounds were con-
firmed by 'HNMR, MS and melting point. According to the result of X-ray diffraction analysis, this series compounds existed strong hydrogen

bond that was very difficult for further reaction of esterification or amidation.
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Fig.1 Synthetic route of quinazoline ketone derivatives
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Fig.2 The chemical structure of target compounds 4a —4h
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Table 1 Physical properties and yield of target compounds 4a —4h

gNﬁ:% R, Melting point State Y(i;ld

(4
4a m - Cl 282 ~284  FfAHE 59
4b o-CH, 264 ~266 KR 68
de m - CH, 258 ~259 MK 75
4d o - OCH, 271 ~272  JREEEAK 66
de m - OCH, 243 ~245  JRABEKYAKR 70
af p - OCH, 237~239  FLA@FEE 62
4g 2,4 -2CH, 256 ~258  MyTfoya 59
4h 2,6 -2CH, 212~213 pHakk 61
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Fig.3 The chemical structure of target compounds 4i —4j
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Table 2 Physical properties and yield of target compounds 4i —4j
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4 CH,CH, 222 ~224 KR 57

4 CH,CH,CH, 181 ~182 ¥ (akk 61
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4a:3 — (3 - chlorophenyl ) =2 — methyl —4 - oxo —3,4 -
dihydroquinazoline — 8 — carboxylic acid. "H NMR(600 MHz, DM-
SO -d,)d8.51(d,J=7.2 Hz,1H) ,8.37(d,J =7.8 Hez,1H),7.
74(s,1H),7.70(t,J =7.8 Hz,1H) ,7.66(s,2H) ,7.55(d,/J =4.8
Hz,1H) ,2.29(s,3H). EIl -MS(m/z) :314.32(M) ",

4b:2 — methyl -4 —oxo -3 — o —tolyl — 3,4 — dihydroquin-
azoline — 8 — carboxylic acid. '"H NMR (600 MHz, DMSO - d, ) d
15.32(s,1H),8.52(d,J=7.2 Hz,1H),8.39(d,J =7.8 Hz,
1H),7.71(t,J=7.8 Hz,1H) ,7.54 - 7.45(m,3H),7.43(d,
J=6.6 Hz,1H) ,2.24(s,3H),2.09(s,3H). EI - MS(m/z) :
294.20(M) ¥,

4c:2 — methyl -4 — oxo =3 —m - tolyl — 3,4 - dihydroquin-
azoline —8 — carboxylic acid. 'H NMR (600 MHz, DMSO - d, ) &
15.50(s,1H),8.52(d,J=7.8 Hz,1H),8.37(d,J =7.8 Hz,
1H),7.70(t,J =7.8 Hz,1H),7.49(t,J =7.8 Hz,1H),7.38
(d,/=7.8 Hz,1H),7.35 -7.26(m,2H),2.39(s,3H),2.28
(s,3H). EI -MS(m/z) :294.14(M) * ,

4d:3 - (2 — methoxyphenyl) —2 — methyl -4 —oxo —3,4 -
dihydroquinazoline — 8 — carboxylic acid. '"H NMR (600 MHz,
DMSO -d, )8 15.25(s,1H) ,8.5(d,J=7.8 Hz,1H),8.36(d,
J=8.4 Hz,1H),7.71(t,/=7.8 Hz,1H) ,7.57(t,J =7.8 Hz,
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1H),7.49(d,J=7.8 Hz,1H),7.31(d,J =8.4 Hz,1H) ,7. 17
(t,/=7.8 Hz,1H),3.79(s,3H),2.26(s,3H). EI - MS(m/
z):310.60(M) ",

4e:3 — (3 — methoxyphenyl ) —2 — methyl =4 —oxo -3 ,4 —
dihydroquinazoline — 8 — carboxylic acid. 'H NMR (600 MHz,
DMSO -d, )8 15.49(s,1H),8.51(d,J=7.8 Hz,1H),8. 37
(d,J=7.8 Hz,1H),7.69(t,J =7.8 Hz,1H) ,7.51(t,J =8.4
Hz,1H),7.18(s,1H),7.13(d,J =8.4 Hz,1H),7.09(d,J =
7.8 Hz,1H) ,3.80(s,3H),2.31(s,3H). EI - MS(m/z) :310.
39(M) ",

4f:3 - (4 - methoxyphenyl) -2 — methyl -4 — oxo -3 ,4 -
dihydroquinazoline — 8 — carboxylic acid.'H NMR (600 MHz,
DMSO -d,)8 15.56(s,1H),8.51(d,J=7.8 Hz,1H),8. 36
(d,J=7.8 Hz,1H) ,7.69(t,J=7.8 Hz,1H) ,7.43(d,J =8.4
Hz,2H),7.14(d,J =8.4 Hz,2H) ,3.84(s,3H) ,2.28(s,3H).
EI -MS(m/z) :310.25(M)

4¢.3 — (2,4 - dimethylphenyl ) -2 — methyl —4 — ox0 -3,
4 — dihydroquinazoline — 8 — carboxylic acid.'"H NMR ( 600
MHz,DMSO -d ) 15.37(s,1H) ,8.51(d,J =6.0 Hz,1H) ,8.
38(d,J=6.6 Hz,1H) ,7.71(d,J=7.2 Hz,1H),7.33(d,J =
7.8 Hz,1H) ,7.29(s,1H),7.22(d,J =6.0 Hz,1H),2. 38(s,
3H),2.24(s,3H),2.04(s,3H). EI - MS(m/z) :308. 43
(M) ° .

4h.3 - (2,6 — dimethylphenyl ) —2 — methyl —4 — oxo -3,
4 - dihydroquinazoline — 8 — carboxylic acid.'H NMR ( 600
MHz,DMSO - d, )8 8.52(d,J =6.6 Hz,1H),8.41(d,J =
7.8 Hz,1H) ,7.73(t,J =7.8 Hz,1H) ,7.45 -7.36(m,1H) ,7.
33(d,J=7.2 Hz,2H),2.24(s,3H),2.05(s,6H). EI - MS
(m/z) :308.40(M) ¥,

4i:3 — ethyl -2 — methyl -4 - oxo - 3,4 - dihydroquinazo-
line - 8 — carboxylic acid. '"H NMR (600 MHz, DMSO - d,) &
15.57(s,1H) ,8.47(d,J =7.2 Hz,1H) ,8.36(d,J =8.4 Hz,
1H),7.66(t,J=7.8 Hz,1H) ,4.13(q,J =7.2 Hz,2H) ,2.76
(s,3H),1.29 (t,/=7.2 Hz,3H). EI - MS(m/z) :232.42
(M) ",

4j:2 — methyl —4 — oxo - 3 — propyl - 3,4 - dihydroquin-
azoline — 8 — carboxylic acid. '"H NMR (600 MHz, DMSO - d, )8
15.52(s,1H) ,8.45(d,J=7.2 Hz,1H) ,8.34(d,J =6.6 Hz,
1H),7.64(t,/=7.8 Hz,1H) ,4.13 - 3.84(m,2H),2.76(s,
3H),1.71(dd,J =15.0,7.2 Hz,2H),0.96(t,J =7.2 Hz,
3H). EI - MS(m/z) :246.47(M) *
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Fig.4 Molecular structure and crystal structure of compound 4b
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Fig.5 Structure accumulation pattern of compound 4b
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Fig.2 The observation on the mycelial morphological character-

istics of actinomyces
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