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Fig.1 Structures of compounds 1 — 14 for CoMFA
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Tab. 1 Structures and activities of compounds 1 — 14 for CoM-
FA
WS R Pieso
1 H 4.5588
2 4-F 4.5937
3 4-cl 4.7496
4 3-CH;, 4.7423
5 4-CH, ’ 4.8239
6 4 - CH,CH;, 4.5376
7 4 - CH,CH;, 4.5496
8 4 - NHCH, 4.860 1
9 4- N(CH,), 5.4828
10 3 - CH;,4 - OCH, 4.8125
11 3-F,4-N(CH;), 5.4202
12 3 - CH,CH;,4 - OCH;, 4.4202
13 3-Cl,4 - NHCH; 4.1096
14 3,4-Ch 4.7595

2 1-UTHEYHEaE
Fig.2 Alignment of compounds 1—14
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Fig.3 Actual vs predicted activities of 12 inhibitors in training

and test set
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Tab.2 Actual vs predicted activities of 10 inhibitors in train-

ing set
£ R TRfE THHEE =8
2 4.5937 4.6497 -0.0560
4 4.7423 4.787 4 -0.0451
5 4.8239 4.7690 0.0549
6 4.5376 4.5975 -0.0599
7 4.5496 4.464 1 0.0855
8 4.8601 4.961 4 -0.1013
9 5.4828 5.3918 0.0910
10 4.8125 4.8023 0.0102
11 5.4202 5.4551 -0.0349
14 4.759 5 4.7040 0.0555



http://www.cqvip.com

432 ZHERFER(ARBIER)

£ 000 http://www.cqvip.com|

LIk

F£3 NMEEH2{MULSMHOXRENMRDBRRNGER
Tab.3 Actual vs predicted activities of 2 inhibitors in test set

s LRME HHEE EE
1 4.5588 4.6815 -0.1227
3 4.749 6 4.6887 0.0609
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4 CoMFA R EZMH
Fig.4 Coefficient contour map of Model 1

2.3 XF Model 1 89iFi€ 3D - QSAR( quantitative
structure — activity relationship) NMEBETE F25P &
TRt W H AU S ek i S YA 2R
AR AFBEERER.
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B EFHHK ¢2=0.719. 1 F CoMFA BERY Y [F] — AL 7Y
HEExt 253 VE VLA R AL 8 AT 00 (GO F
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FEREEMREMIE)  Hik, FHH LM
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PTEREW, (B XSS AEHEA LR AR
B, T I PRI RRAE . i3k &4 11 #ET UG
W, BRI - R REERERAAERH 1 MEER
WA, FRIESE EF N 5.493 2 AT BT
EH2IMAFRBANELE, FMEHERN
5.491 1, F BB EZ ML G at, #infakEs
B 1AM RZEEFEM—BE, BEE NS 515
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F4a4 ANMLEMERANENY
Tab.4 Predicted activities of four compounds on Modell

R L - i -
loglCso logICsy
4 — NCH;, 5.4828 5.3998
3-F,4 - NCH; 5.4202 5.4751
3 - F,4 - NCH;(GHs) - 5.4932
3—F,4 - N(GHs), — 5.4911
3-F,4 - N(G,H;) (GH,0H) — 5.51
3 - F,4 - N(GH,0H), — 5.54
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The COMFA study on 1,5 — diarylpyrazole class of
cyclooxygenase — 2 selective inhibitors

MIN Yong''?, YI Ping’, GU Kun', QIU Min-hua’
(1. Department of Applied Chemistry, Yunnan University , Kunming 650091, China;
2. Department of Chemistry, Honghe College , Menzi 661100, China;
3. Kunming Institute of Botany, Chinese Academy of Science, Kunming 650204, China)

Abstract : CoMFA ( comparative molecular field analysis)models of the 1,5 — diarylpyrazoles of cyclooxygenase — 1
selective in hibitors was established using the advanced 3D — QSAR method in order to give a theoretical basis to de-
sign new inhibitors . The crossvalidated coefficinet ¢ of one model reached 0.818, the non-crossvalidated coefficient
was 0,958, the standard deviation was 0.077 and F was 79.834.The CoMFA models of 1,5 — diarylpyraxoles reveal
the relationship between COX — 1 bioactivity and structure, and are helpful to further design new inhibitors with hight

bioactivity .
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