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Synthesis of Novel Phenoxy Acetic Acid Derivatives
Containing Pyrimidine
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(College of Pharmacology, Inner Mongolia Medical University, Hohhot 010110, China)

Abstract: Six novel phenoxy acetic acid derivatives containing a pyrimidine heterocycle group were
synthesized by aldol condensation, ring closure and esterification, etc, using p-hydroxybenzaldehyde

and chloroacetic as the starting materials. The structures were characterized by 'H NMR, “C NMR,

IR and HR-ESI-MS.
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DI B 25 R, (1) PRk = 7 251K 30
SIS0 W R B T IROE 255 (2) Ik
B 35 Shy 5 e, 7 R AT IR, 24 PR FH AR o7 3 5
(3) 1A L TRES M B JER 15 A ZR 3R 0] LUSR 5
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LA B3 AR AT, DA 42 i — 35 1% 24 B3 [R) 1
Fo BPRIXFR 828 H A — S8 S R W 2 1R D R
PR RS A B IR RN il 45 2R S L R A AR
Yy (4a f14d) ; 4a fli4d 7y 5 HEE(5a) , R EE
(5b) S RE (5¢) [ b & BRfb VA L T 6 4>
A W RE ZL ) B UK S LR R R AT A ) (6a ~
6f, Scheme 1), Hi45#%'H NMR, “C NMR, IR
1 HR-ESI-MS 1,
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Bruker 500 M AVANCE III # 4% % 3t 4% 41X ( DMSO-
dg VR, TMS S AR ) 3 IR440 7 27 4h S 3% X
(KBr J£F) ;Q Exactive I i .
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1.2 A
(1) 6a, 6b, 6d Fil 6e 14 (LL 6a Hyfi])
TE R W AR i A 4a 101, 7 mg (0. 3
mmol) , =% 0.45 mL K HEL 10 mL, fiidE T 2%
P& A HATU 171. 0 mg (4.5 mmol) [¥) DMF (2

mL) I, T O 36 h (TLC A& ) o i)
SREAE R AT LR V@ W ke) VI

fE) =1 :1]4i4b75 6a,

FHZEA T 6 B 6d (5 Ab B - 3 5 52 s
WA 10 mL ZEERK B AR ARk et
UE KBRS TR

PASRNEE (10 mL) i 5], FIZE07 6
6b 7l 6e ( ZZE 1K H BT iR AR ik 2lifh) o

6a: DM E A U2 73.42% , m.p. 127 C ~
130 C; '"H NMR §: 8. 274 ~8.202 (m, 2H,
ArH), 8.184 ~8.160(m, 2H, ArH), 7. 666 (s,
1H, a-H), 7. 368 ~ 7. 333 (m, 2H, ArH),
7.078 ~7. 046 (m, 2H, ArH), 6. 702 (s, 2H
NH,), 4. 898 (s, 2H, CH,), 3. 723 (s, 3H
OCH,); "C NMR §: 169. 54, 165. 03, 164. 84,
164.33, 163.93, 163.06, 159.99, 134.38, 134.36,
130.78, 129.78, 129.71, 129.03, 128.86, 116.01,
115.84, 115.05, 114.97, 101.41, 65.07, 52.34;

HR-ESI-MS m/z: Caled for C,o H,N;O,F {[ M +
H]*|354. 124 8, found 354.126 6,
6b: T (5 [ {4, 1% 89. 83% , m. p. 79 C ~
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82 °C; '"HNMR §: 8.302 ~8.274(m, 2H, ArH),
8.198(d, J=9.0 Hz, 2H, ArH), 7.682(s, 1H,
a-H), 7.447 ~7.421(m, 2H, ArH), 7.050(d,
J=8.7 Hz, 1H, ArH), 6. 626 (s, 2H, NH,),
5.025 ~4.974(m, 1H, OCH), 4.850(s, 2H,
CH,), 1.235 ~1.163(m, 6H, CH,); "C NMR
5: 168.51, 160. 15, 129. 85, 129. 78, 129. 07,
116. 03, 115. 86, 115. 02, 101. 50, 68. 91,
65.37; HR-ESI-MS m/z; Caled for C, H,, N;O,F
[[M+H]"1382.156 1, found 382.156 1,

6d. + i A IKZE75.19% , m.p. 158 C ~
161 °C; 'H NMR §: 8. 200 ~ 8. 143 (m, 4H,
ArH), 7.598 (s, 1H, a-H), 7.067 ~7.021 (m,
4H, ArH), 6.600(s, 2H, NH,), 4.892(s, 2H,
CH,), 3.853(s, 3H, CO,CH;), 3.738(s, 3H,
OCH,); "C NMR §: 169. 55, 164. 63, 164. 44,
164.29, 161.62, 159.87, 130.98, 130.20, 128.96,
128.94, 114.93, 114.36, 100. 84, 65.07, 55.77,
52. 34; HR-ESI-MS m/z; Caled for C,, H,y N;O,
[[M+H]"}366.144 8, found 366.145 5,

6e. 1o A k2 82.05% , m.p. 112 C ~
114 °C; 'H NMR §: 8. 205 ~ 8. 146 (m, 4H,
ArH), 7.602(s, 1H, a-H), 7.067 ~7.034 (m,
4H, ArH), 6.599(s, 2H, NH,), 5.040 ~4.990
(m, 1H, OCH), 4.877(s, 2H, CH,), 3.839(s,
3H, OCH,), 1.236 ~ 1. 175 (m, 6H, CH,);
“C NMR §: 168.55, 164.62, 164.42, 164.29,
161. 62, 159. 92, 130.91, 130. 20, 128. 97,
128.91, 114. 92, 114. 36, 100. 81, 68. 90,
65.31, 55.77; HR-ESI-MS m/z: Caled for C,,H,,
N,O,{[M+H]"}394.176 1, found 394.176 0,

(2) 6c¢ 1 6f (5 L( LA 6¢ i)

TE I N TR A A 4a 101, 7 mg (0. 3
mmol ) ,5¢49.7 mg(0.36 mmol) , HATU 171. 1 mg
(0.45 mmol) , = %% 0. 45 mL } DMF 10 mL,
PidkE N TRV AT o InAZEIR AT H R [
IR IR G308 K BT 1845 6c,

DTG B 6f

6c. T A Y2 89. 11% , m. p. 155 C ~
158 °C; '"H NMR §: 8. 384 ~ 8.356 (m, 2H,
ArH) , 8.323 ~8.279(m, 2H, ArH), 7.843 (s,
1H, a-H), 7.465 ~7.430(m, 2H, ArH), 7.255
(d, J=9.0 Hz, 2H, ArH), 7.951(d, J=8.5

Hz, 1H, ArH), 6. 882(d, J =2.0 Hz, 1H,
AtH) , 6.663 ~6.642(m, 1H, ArH), 6.073 (s,
2H, OCH,0), 5.226(s, 2H, NH,), 4.932 (s,
2H, CH,); "C NMR §: 168. 07, 165. 87,
163.89, 161. 13, 148. 14, 145. 68, 144. 57,
130.81, 130.74, 130.12, 116.51, 116.34, 115.49,
114.49, 108.51, 104.16, 102.34, 102.29, 65.23;
HR-ESI-MS m/z; Caled for Cys Hg N;OsF { [ M +
H]*1460.130 3, found 460.132 6,

6f L EAR, Z 73.21% , m. p. 189 C ~
192 °C; '"H NMR §; 9.013(s, 2H, NH,), 8.259
(d, J=8.7 Hz, 2H, ArH), 7.834(s, 1H, a-H) ,
7.448(d, J=9.0 Hz, 2H, ArH), 7.398(s, 2H,
CH,), 7.268(d, J=8.7 Hz, 2H, ArH), 7. 149
(d, J=8.4 Hz, 2H, ArH), 6.946(d, J =8.4
Hz, 1H, ArH), 6.872(s, 1H, ArH), 6.641(d,
1H, ArH), 6.070 (s, 2H, OCH,0), 5. 194 (s,
3H, OCH,); "C NMR §&: 167. 44, 162. 65,
160.70, 152. 22, 147. 59, 145. 13, 144. 03,
138.91, 131. 41, 129. 66, 120. 10, 115. 01,
114.38, 113. 90, 113. 25, 107. 93, 103. 55,
101.73, 101. 43, 64. 72, 55. 53; HR-ESI-MS
m/z: Caled for C,H, N,O, {[M+H] " {472.150 3,
found 472.153 2,

2 HR5ITE

2.1 ke

"H NMR 2 %1, 6a ~ 6¢ H 55 55 74 i
FIZRIR T B S T2 S0 R, B RS 1 ) XU
AR EE, 6¢ F6f b X A I I ) A IR
WA T8 6.070 ~6.073 , AT 18 6 BT Wz ey
[ E SIES TN

PC NMR 5B (6f M)  BEAEFER R 2
PR 45 A BB SR 7, TR ER T Se 4 T O 4R AE
g, 5 5¢ iy"”C NMR M, YR TRIRL B 1A i 37
3, Hoh CRig kg 5 101.2 % 5 101. 4, W& {3
SR 8l X0 T2 B A CRESFI 52
Horp C gk T 8 144.0, 5 5S¢ 1Y 8 150. 4 44
FERS A R, FRUE AT WR A R 5 Sc i TR i i
L, B T 2 R 2R 4E L R TR o

HR-ESI-MS 73 #4553 5 246 & WA X 43+
A AHAT , [R5 28 4340 X W — 3, &5 Scheme 1 i
LUERT U/FE
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