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Table 1 Biological activitics of compounds for houscfly
GABA receplor

Housefly plIC 50
Comp.

Act. Pred.
1 4.15 4.15 —0. 00
2 5.02 5. 11 0,01
3 5.42 5.42 0. 00
1 6.28 6.27 0.01
5 6. 70 6.72 —0.02
6 6. 241 6. 25 —0, 01
8 5. 40 5.40 0. 00
9 6.63 6., 61 0,02
10 5. 43 5.47 —0. 04
11 5.55 5.03 0.02
15 5.99 6.00 0.01
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Table 2 Biological activitics of compounds for rat GABA
receplor
Rat pIC 50
Com.
Act. Pred.
5 7.35 7.56 0.21
89 7.14 7.12 0. 32
90 5. 51 5. 04 0,09
* 91 6. 50 7.74 —1.24
92 T. 47 7. 44 0.03
93 6. 90 7.31 —0. 41
94 8. 10 8.20 0. 20
95 6, 65 6, 38 0,27
96 6. 41 6. 02 —0.11
97 7.74 7.35 0.19
98 6.92 7.35 —0. 43
=99 8.52 8. 26 0. 26
100 6, 51 6, 96 —0,12
101 6. 88 6.48 0.39
102 7.82 7.93 —0.11
103 8.52 8. 16 0. 36
104 6. 39 5.93 0. 416
105 8. 10 8. 01 0, 39
* 106 9. 00 7. 38 1.62
107 8. 40 8. 29 0.11
108 9.00 9.11 0.11
109 7.10 7.27 —0,17
110 7.17 7.19 —0,02
111 9. 00 8.33 0.67
112 7. 36 8. 08 —0.72
113 8.70 8.98 0.28
111 8. 10 7. 90 0, 20
115 7.82 7.72 0. 20
116 9. 00 8.71 0. 29
117 9.00 8.91 0.06
* 118 7. 01 6, 11 1.13
119 6,50 6,75 —0, 20
120 6. 41 5. 89 0.52
121 5. 63 5.78 —0.13
122 6.78 6.59 0.19
123 1, 32 1,78 —0, 16
124 5,13 1,70 0. 13
125 6. 27 5. 83 0. 44
126 5. 77 3. 60 0. 17
* 127 6. 24 6. 39 0.15
128 5. 81 5,91 —0,13
129 5, 61 5.9 —0, 33
130 6. 29 6. 90 —0.61
*x 131 6. 88 7.35 —0. 47
132 1.73 5.18 0.45
133 6,70 7.07 —0, 37
131 7.19 7. 80 —0, 31
135 8. 70 8. 02 0.18
136 8. 30 8.17 0.13
* 137 7.47 6. 14 1. 35
138 5, 89 5. 50 0, 39
139 9, 00 8. 62 0, 38
140 8.52 9.12 —0. 60
141 8. 70 8.75 —0.05
112 9. 10 9.10 0. 30
113 8. 70 5. 88 —0,18
144 9. 00 8.09 0. 41
145 8. 10 8. 30 —0. 20
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Table 3  Statistic paramecters of two CoMFA modcls

Modd N & 7 2 s F 5. E
CoMFA_Fly 11 0,510 6 0,999 0,0301 051,677 0,735 0. 265
CoMFA_Rat 70 0,738 6 0,924 0,356 128,211 0,514 0, 156
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CoMFA study on trioxabicyclooctanes and its analogs

XU Ling-feng' ,IIAO Yan-li* , JU Xiu-lian**
(1. Hubcl Institute of Pesticide Administration, Wuhan 430070, China;
2, TTubei Key Laboratory of Novel Reactor and Green Chemical Technology s
Wuhan Institute of Technology.Wuhan 430074, China)

Abstract: For better understanding the noncompetitive GABA antagonist picrotoxinin binding site of rat
and housefly. Comparative molecular field analysis ( CoMFA ) was performed on a set of
trioxabicyclooctanes and related analogs, the cross-validated correlation coefficient ¢ = 0. 540 and
0. 738, the non cross validated corrclation cocllicient 72 =10, 999 and 0. 924 were obtained [rom two
CoMFA models for housefly and rat GABA receptors respectively. The results of CoMFA indicated
that the similar and different information existed in the housefly and rat GABA receptors, bulky and
negative groups are disfavored at the 1-position of trioxabicyclooctanes for housefly GABA receptor
while bulky and positive groups are [avored at the 4 position ol trioxabicyclooctancs [or rat (GABA
receptor.
Key words: GADBA, receptor; antagonist; three-dimensional quantitative structure-activity relationships
(3D-QSAR) ; comparative molecular field analysis(CoMTFFA)
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