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(8l TAME derivatives
L1:Ri=H,R, =CHgs;
L2:R; =5CH;z ,R; =CHzs;
Ls:R; =5F,R, =CHjs;
Ls:R; =4 0OCH; ,R, =CHjs;
Le:R1 =H,R, =CH,OCHs ;
L;:Ry =H,R;, =CH,O(CH,) ,CHz;
Lg:Ri = H,R; = CHOCH, (CeHs) ;
L14:Ry =4 0OCH,COOCH;CHs; ,R; =CHg ;
L15:R; =4 OCH,COOC(CH3) 3, R, = CH,OCHs;
L16:R1 =5 COOH ,R, = CHjs
(b) — s; TAME
(Reduced salz TAME derivatives
Li0:R1 =5CH;3; ,R, =CHjs;
L11:Ry =40OCH;z ,R; =CHjs;
L12:Ry =H,R; =CH;O(CH,) 2,CHs ;
Li3:R; = H,R; = CH,OCH, (CsHs)
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Table 1 Parameters used in equation, Ig HU determined 5 min 1%
experimentally and calculated by equation 2%, 1 [% TcML16 12
. g [HUa 19 [HUep [PTc™ 4] " [9TC™ 4]
(Complex) Qmax/ @. u. M/ Debyes I(%g D) 1(%gh] ‘1 ’
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[®Tc,]* 0.339  7.138 0.170 0.151 [99TcmL ul?
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[®Tce]* 0.341  7.693 0.146 0.194 , [99TcmL12] + Ly
[®Tc™,]* 0.342  6.540 0.255 0.220 [ggTCmL7] +[8]
[®Tc™g]* 0.342 5.164 0.230 0.237
[®Tc™ ] * 0.338  13.217 0.090 0.070 3
[®Tc™;u]* 0.341  15.078 0.079 0.109 99T m N5Os- Schiff
[®Tc™ ] " 0.353  12.178 0.230 ’
[®Tc™ 3] * 0.345  10.186 0.301 0.242 ,
[®Tc™4]* 0.345  22.746 - 0.699
[®Tc™ 5] *  0.349  23.441 0.176 0.183 ’ “
[®Tc™ ] * 0.347  10.243 - 0.699 " , ,
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QSAR STUDY OF *Tc™ L ABELL ED N;Os SCHIFF BASE COM PL EXES

ZHANG Huarbei, LI1Bo, DAI Méd

Department of Chemistry , Bejing Norma Univerdty , Bejing 100875, China

Abstract : The geometries of [ Tc™Mine] * complexes are optimized by the semi-empirical quantum me-
chanics method —=ZINDO/ 1 and many phydca and chemica descriptors are obtained. Step multiple re-
gresson between these descriptors and heart initia uptake is done and an equation isobtained. New uptake
mechanism is proposed : the complexes with low polarity might be passvely trangorted into the myocardi-
um cell , and would be‘ trapped”’ by proteins with negative charge on the membrane mitochondria because
of the QmaxOf the complexes.
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