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Fig. 1 The structure of DABOs
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3.4 342 5- RARE-6- XFHE- 2- (T £FE
34.1 5-CTH-6- RPHE-2- (FT AP A #HE)- 3H- - 4- B (3b)
&) - 3H- "EZ- 4- EA( 3a) , 130 ~ 131 C;
, 130 ~ 131 C; 72% . lHNMR( CDCIz, 500 MHz) 6: 0.87~ 0.92
68% . 'HNMR( CDCl3, 500 MHz) & 0.86~ 0.88 (m, 2H, cyclohexyl), 1.09~ 1. 17 (m, 3H, cyclo-
(m, 2H, cyclohexyl), 1.08~ 1.09 (t, 3H, CH3), hexyl), 1.28~ 1.302 (d, 6H, 2CH3), 1.48 (m
.11~ 1. 14 (m, 1H, cyclohexyl), 1.46~ 1.68 1H, cyclohexyl), 1.60~ 1.69 (m, 5H, cyclo-

(m, 6H, cyclohexyl), 1.68~ 1.76 (m, 6H, cycle-
hexyl), 2.57~ 2.62 (g, 2H, CH2), 2.88~ 3.06
(d, 2H, S- CH2), 3.88 (s, 2H, CH2CeHs), 7.18
~7.29 (m, 5H, Ar- H), 11.2 (s, brs, 1H,
NH);"* CNMR ( 500 MHz, CDCl3) & 13.34
(1CH3), 18.39 (CH2), 26.09 (2CH2, cycle-
hexyl), 26.3 (1CH2, cyclohexyl), 26.49 (2CHg,
cyclohexyl), 37.22 ( CH, cyclohexyl), 37.98
(CH, —C¢Hs), 42.23 (S—CH»), 122.19(C-5),
126. 4~ 134.2 (6C, CeHs), 156.27 (C- 6),
162.77 (C- 2), 164.95 (C- 4); FT- IR (KBr,
3425, 2924, 1679.

em” 1):

hexyl), 2.98 (d, 2H, S—CH3), 3.09~ 3. 13 (m,
1H CH3CHCH3), 3.92 (s, 2H, CH,CsHs), 7.18
~ 7.28 (m, 5H, Ar—H), 11.6 (s, brs, 1H,
NH); ® CNMR (500 MHz, CDCl3), & 19.98
(2CH3), 24.2 (CH3; CHCH3), 26.09 (2CH2, cy
clohexyl), 26.3 ( 1CHo, 33.37
(2CH2, cyclohexyl), 34.37 ( CH, cyclohexyl),
38.03 (CH2—CeHs), 42.23 (S—CH2), 125.04
(C=5), 126.4~ 134.2(6C, CeHs), 156.00 (C-
6), 162.22 (C— 2), 163.88 (C- 4); FT - IR
(KBr,em™ '): 3425, 2953, 1642.

3.4.3 5-C H-6- (1- BAP &) - 2-

cy clohexyl) ,

(T &
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¥R s - 3H- "B - 4- EA(3¢)

, 184~ 185 T
63% ; ' HNMR( CDCl3, 500 MHz) & 0.56~ 0.59
(m, 2H, cyclohexyl), 0.99 (s, 4H, cyclohexyl),
1. 13~ 1. 14 (t, 3H, CH3), 1.16 (m, 1H, cycle-
hexyl), 1.53~ 1.54 (m, 3H, cyclohexyl), 1.66
(m, 1H, cyclohexyl), 2.64~ 2. 67 (q, 2H, CHa),
2268 (d, 2H, S—CH:), 4.35 (s, 2H,
CHanaphthyl), 7.24~ 8. 02 (m, 7H, naphthyl),
11. 8 (s, brs, 1H, NH); " ?*CNMR(500 MHz, CD-
Cls) & 13.34 (1CHs3), 18.39 (CH2), 26.09
(2CH2, cyclohexyl), 26.3 (1CH2, cyclohexyl),
26.49 ( 2CH3, cyclohexyl), 37.22 ( CH,
hexyl), 37.98 (CH,—Ph), 42.23 (S—CH>),
122.19 (C- 5), 126.4~ 134.2 (10C, naphthyl),
156.27 (C- 6), 162.77 (C-2), 164.95 (C- 4);
FT- IR (KBr,em™ '): 3425, 2924, 1679.
3.4.4 5- FAEEA-6- (1- RPH)- 2- (2
AW AR - 3H- B2- 4- BA(3d)

, 206~ 208 C;

69% ; 'HNMR( CDCl3, 500 MHz) & 0.62~ 0.64
(m, 2H, cyclohexyl), 0.93~ 1. 02 (m, 3H, cycle-
hexyl), 1.00~ 1.27 (m, 2H, cyclohexyl), 1.34~
1. 35 (d, 6H, 2CH3), 1.48~ 1.50 (m, 3H, cyclo-
hexyl), 1.50~ 1.63 (m, 1H, cyclohexyl), 2. 67~
2.70 (d, 2H, S—CH2), 3.10~ 3.15(m, 1H,
CH3CHCH3), 4.38 (s, 2H, CH2 naphthyl), 7.19
~ 804 (m, 7H, naphthyl), 12. 17 (s, brs, 1H,
NH); " CNMR (500 MHz, CDCk), & 19.98
(2CH3), 24.2 (CH3; CHCH3), 26.09 (2CH2, cy
clohexyl), 26.3 (CH2, cyclohexyl), 33.37 (2CH.,
cyclohexyl), 34.37 (CH, cyclohexyl), 38. 03 ( CH2
naphthyl), 42.23 (S—CHz), 125.04 (C- 5),
126. 4~ 134.2 (10C, naphthyl), 156.00 ( C- 6),
162.22 (C- 2), 163.88 (C- 4); FT- IR (KBr,
em™ ): 3425, 2953, 1642.
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Molecule design and synthesis of novel DABO derivatives as NNRT Is

ZHANG Suishuan, XING Q+si, HE Yanrping, Li Cong, HE Mei
(Key Laboratory of Medicinal Chemistry for Natural Resources , Ministry of Education, School of Chemical Science and
T echnology, Yunnan University, Kunming 650091, China)

Abstract Based on the structure and activity relationship ( SAR ) of dihydroalky-
loxybenzy loxopyrimidines (DABOs) as non— nucleoside reverse transcriptase inhibitors( NNRTIs), four novel
DABO derivatives were designed and synthesied by microw ave rradiation. The structure of the products were
further conformed by 'HNMR, "CNMR and IR.
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