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Structure-based drug design
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2-3. EBRBLIOETICHWE-E 7 = ARGIAEDE
TR KOWT ORISR L Lict 7 = 2R FUEWE O — 4 . BB I OMbFEEXEX 1 1R
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25 ODIEMITHONT, log PR Z BRIZERL. log P & log As i & L CIRRRICHYE R B4y
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Oop (Xg) = Xy + X, + 8gpaXy T 800 (P=1,2, ..., ky)
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g L. KEOWHHETO05, Kz d L& 03 < &) Fifa o,

f(X)=W10 1+W 20 2+W 30 3 \--‘gl —92 "93‘ [-wl —w2 —-w3
6
—~ 4
R
=2
0 T T 1
0 5 10

Fig. 1 The image of each function (in the case of k=3)
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Fig.2 Nonparametric regression (left: training data, right:

test data) X: observed value : predicted value
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Fig.3 PLS-nonparametric regression (left: training data, right:

test data) X: observed value y: predicted value
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[1] Depriest, S. A.; Mayer, D.; Naylor, C. B.; Marshall, G. R., 3D-QSAR of Angiotensin-Converting
Enzyme and Thermolysin Inhibitors. A Comparison of CoMFA Model Based on Deduced and
Experimentally Determined Active-Site Geometries. J. Amer. Chem. Soc., 1993, 115, 5372-5384.
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