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Fig.2 The ligand structures used in this study
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Table 1  The percent injected dose per organ(ID), parameters used in the equations, bioditribution value
determined experimentally ( Yona =1g[ID]), calculated by eq. 1 Yeuc and AY
complex 1D S.A. 30* -30- -X20°(0) Omax Yobsa Yeale AY
(nm*)  (a.uw)”  (au) (a.u.) (a.u.)
[*Tc™(NO)CI(PL28).]1*  0.21 4. 580 3. 501 2.511 0.478 0. 269 -0.678 -0.702 0. 024
[*Tc™(NO)C1(PL29).]* 0. 68 4. 830 4. 578 2.955 0. 557 0. 262 -0.167 -0.124 -0.043
[*®Tc™(NO)CI(PL31).]*  1.40 6. 308 4.298 3.371 1. 065 0.276 0. 146 0.224 -0.078
[*Tc™(NO)CI(PL34).]*  0.48 4. 583 3.735 2.735 0. 489 0. 264 -0.319 -0.203 -0.116
[*Tc™(NO)CI(PL37).]1*  2.26 6. 764 5.077 3. 389 1. 106 0. 263 0. 354 0. 027 0. 327
[*Tc™(NO)CI(PL38).]*  1.12 5.945 4.289 3.290 1.019 0. 266 0. 049 —-0.098 0. 148
[*Tc™(NO)CI(PL39).]* 1.26 13. 789 7.245 6. 245 3. 309 0. 263 0. 100 0. 002 0. 098
[*Tc™(NO)CI(PL40).]*  1.30 4. 822 4. 344 3. 344 0. 606 0. 262 0.114 0. 066 0. 048
[*Tc™(NO)CI(PL42),]*  1.22 9. 908 6.101 5. 155 2.213 0.263 0. 086 0. 266 —-0.180
[*Tc™(NO)CI(PL43).]1*  0.83 6. 005 5.059 4. 059 1. 115 0. 264 -0.081 -0.037 —0. 044
[*Tc™(NO)CI(PL44).]* 1.43 9. 895 5.380 4. 380 2.118 0. 263 0.155 0.178 -0.023
[*Tc™(NO)CI(PL45).]1*  0.46 11. 262 6. 503 5.503 3.223 0. 264 -0.337 —-0.206 -0.131
[®Tc™(NO)CI(PL4A7),]*  1.52 13.775 6.427 5. 476 3. 214 0. 264 0.182 0. 142 0. 040
[*Tc™(NO)CI(PL48).]* 0. 66 10. 038 5.841 4.618 2.183 0. 263 —-0. 180 -0.163 -0.018
[*Tc™(NO)CI(PL49),]*  0.32 11. 599 5. 904 4. 905 2.147 0. 264 —-0.495 —-0. 444 -0.051
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QSAR of [*Tc™"(NO)CI(PL).] * Complexes*

Zhang Hua-Bei Li Bo Dai Mei
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Abstract The geometries of fifteen [*Tc™(NO)CI(PL):]* complexes were optimized by semi-empirical

quantum mechanics method ZINDO/1 and many physical and chemical descriptors were obtained. Four
equations were obtained by the multiple regression between these drescriptors and heart intial uptake. New uptake

mechanism of redox mechanism was revealed when analyzing these equations.

Keywords: ZINDO/1, Heart uptake, Uptake mechanism, Redox, QSAR (quantitive structure-

activity relationship)
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