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1

Name Fit Cnf/Enan Mapping Est Act Exrror Unc
234438 9.92 226 +[1627 43 1] 0.91 1.3 -14 3
302488 9.21 43 - [377 35 36] 4.6 1.9 +2.5 3
250586 8.69 177 - [2231651] 15 7.9 +1.9 3
226525 6.90 55 +[14 23 % 20] 950 50 +19 3
278176 7.55 53 ~[20 23 44 *] 210 60 +35 3
336265 7.26 230 ~ 2027 * 18] 410 62 +6.7 3
235924 7.87 40 —[21 17 40 9] 100 69 +1.5 3
226524 7.20 230 +[1320 % 11] 470 110 +4.2 3
312334 7.15 37 +[* 7 3934 530 120 +4.6 3
249384 73279 - [40 16 35 *] 360 130 +2.8 3
241031 7.04 56 ~[20 24 * 22] 690 380 +1.8 3
15310 74359 +[34 25 35 *] 280 420 -15 3
278930 7431 - [3223 42 #] 280 540 -1.9 3
250785 7.00 126 +[* 1641 1] 750 570 +1.3 3
273529 6.52 56 +[30 18 * 15] 2300 670 +3.4 3
10019 6.88 18 +[2429 = 14] 980 850 +1.2 3
312340 7373 — [45 18 22 *] 320 1300 -4 3
244591 7.22 65 +[8 25 7] 460 2500 -5.5 3
316396 735113 - [31 18 26 30] 340 2600 -7.6 3
10661 6.85 50 +[21 17 % 11] 1100 3000 -2.8 3
10860 6.70 36 +[17 20 33 *] 1500 3200 -2.1 3
416518 5.84 55 +]26 14 % 1] 11000 3300 +3.3 3
269201 6.66 53 ~[18 37 * 12] 1600 4000 24 3
268751 6.69 53 +[2532 % 13] 1500 5600 -36 3
10136 5.89 242 -[30 18 * 1] 9800 14000 -1.4 3
10750 5.84 55 +[18 12 % 1] 11000 15000 -1.3 3
276819 6.65 164 - [3 2638 % 1700 31000 -18 3
15689 5.82 18 +[* 21312 11000 47000 -4.1 3
= A%=(Ha/A )x100 LT "-‘ﬁ \
@ N= (Ha/Ht) +(A/D) 24 it
CAI=NxA% : X
et """h—.
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Pharmacophore Model Generation of ETg Inhibitors
Yang Zhen, Zhang Yanling, Qiao Yanjiang
(Research Center of Traditional Chinese Medicine Information Engineering/Beijing Key Laboratory of Chinese
Pharmaceuticals and drug Innovation, Beijing University of Chinese Medicine, Beijing 100102, China)

Abstract: A three —dimensional pharmacophore model of ETy inhibitors was generated by Catalyst based on 28
ETB inhibitors of human endothelin B (ETg) receptor expressed in CHO cells. The fitting hypothesis, including
two hydrogen —bind acceptors, one ring aromatic and one hydrophobic, had a correlation of 0.870, a root mean
square (RMS) deviation of 1.198, a Fixed cost of 114.792, a Total cost of 136.967 and a A Cost of 38.081. The
values of effectively active hit A% and comprehensive evaluation index CAI are 84% and 2.389, respectively.
The model has been further validated by a test set which shows high correlation of 0.736. The results showed
that the pharmacophore is reliable which can be used to screen database and find novel ETjy inhibitors.

Keywords: Cardiovascular disease, ETy inhibitors, three—dimensional pharmacophore model
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