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#2 IMBESYP Te SROE TR L)

S S Oy N Ng

TM-BAT 2.265(2) 2.281(2) 1.691(6) 1. 898(8) 2.153(6)
BPA-SYN 2.297(1) 2.283(2) 1.871(3) 2.127(4) 1.920(4)
BPA-ANTI 2.284(1) 2.276(1) 1. 681 (3) 2.158(3) 1. 919(3)
HM-BAT 2.283(3) 2. 280(3) 1. 687(6) 2.165(7) 1.937(8)
PPP-SYN 2.283(D 2.290(1) 1.681(2) 1.925(2) 2. 138(2)
PPP-ANTI 2.278(7) 2.308(5) 1.691(8) 1.941(2) 2. 157012
TE-BAT 2.2861(8) 2. 2834(7) 1. 694(2) 2.152.2) 1. 915¢(2)
BP-BAT 2.2105(9) 2.2691(2) 1.679(2 2.203(2) 1. 980(2)

PAT-BAT 2.304(1) 2.2760%) 1.672.2) 1. 939(3) 2.213(4)
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®3 OFBESYH RSN KBS RER B
Te S S3 o Ns N H Ey
TM(CA) . 537 —0.189  —0.341 —0.403 —0.583 0. ;lf‘i 0. 209 1. 48398
TM(BB) . 740 ~0.160 --0.557 -~0.436 —0.754 -1, 554 0.312 2. 12669
TM(W) . 880 —0.315 —0.191 ~0.511 —0.805 -~ 0. 501 0.314 2. 18550
BPA-SYN(CA) . 258 —0.003 --0.073 —0.528 —0.515 —0. 462 0. 220 1.04723
BPA-SYN(BB) . 984 —0:-073 —0.134 —0.577 —0.492 —0.582 0. 149 2.10203
BPA-SYN(W) . 945 —0.049  —0.151 —0.644 —0.681 —0.527 0. 175 2.07595
BPA-ANTI(CA) . 090 -—0.188 —0.022 —0.407 —0.662 —0.556 0,221 0. 95856
BPA-ANTI1(BB) 815 --0. 094 —0. 041 —0.%25 —0.600 -0.908 0. 226 2. 03736
BPA-ANTI(W) 177 —0.076 —0.012 —0.520 —0.V43 —0.922 U. 268 1. 38000
HM(CA) . 969 --0.197 - 0. 174 —(.190 -0 255 —0.483 0. 203 0. 68669
HM(BB) 750 0,230 — 0,100 ~U.460 —0.510 —0.628 0.208 1. 80880
HM (W) 133 —0.346 —0.205 —0.419 —0.475 —0.500 0.164 1. 17053
PAT(CA)} 171 —0.033 0.030 —0.176 —0.569  —0.397 0. 199 0. 68076
PAT(BB) . 695 —~0.198 —0.255 —0.470 —0.500 —0.645 0.273 1. 75857
PAT(W) . 392 —0.070 —0.120 -0.358 —0.503 —0.622 0.243 1. 10961
TE(CA) LT71 —0.108 —0.315 — 0. 181 —0.066 —0.275 0. 245 0. 82577
TE(BB) . 904 —0.178 —0.215 - 0. 581 —0.566  —0.475 0.198 1.95340
TE(W) . 196 —0.196  —0.331 —0.475 —0.499 —0.629 0.233 1.28130
BP(CA) . 583 - 0. 021 - 0: 023 —0.228 —0.018 —0.381 0.23] 0. 56353
BP(BB) 581 —0.121 ~0.123 —0.528 —0.588 —0.281 0. 340 1. 31840
BP(W) 912 —0.269 —0.195 ~—0.381] -—0. 321 —0. 487 0. 390 0. 75490
PPP-ANTI(CA) . 199 —0.0306 —0.113 —0.386 --0.458 —0.078 0. 244 0. 67490
PPP-ANTI(BB) LTL —0.230 —0.123 —~0.586 —0.359 —0.578 0.325 1.69180
PPP-ANTI(W) . 990 —0.222 —0.008 —0.377 ~0.314 —0. 477 0.398 0. 77030
PPP-SYN(CA) . 750 —0.063 —0.207 —0.249 —0.192 —0.324 0. 186 0. 85787
PPP-SYN(BB) . 484 -—0. 363 -0.217 -0.622 —0.640 —0.774 0.234 1.95610
PPP-SYN(W) 747 - 0. 373 ~0.138  —0.244 —0.340 —0.474 0.275 1. 34000

i DR BNN e A TUERE B BALH f(u),1=1. 88976,
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F4 OFMEESWT N H SRAY R 5 BB v L O A
Ns H Ng- H Cs Cy Cis Cpy Cay
T™(b) 0.1988 0.1776 0. 141 0.110 0. 037 0. 008
TM(a) 0. 3629 —0. 086 0. 447 —0. 408 —0. 349
BPA-SYN(b) 0. 0671 0. 0234 0. 072 0. 129 —0.042 0. 085
BPA-SYN (a) 0. 1257 —0.116 0. 151 0. 495 0. 046 0. 122
BPA-ANTI(b) 0. 3044 0. 0458 —0.217 -0, 280 — 0. 689 —0. 084
BPA-ANTI(a) —0. 2355 —1.306 0. 031 —0.613 0. 467 0. 081
HM(b) 0. 3078 0. 0421 0. 083 0. 097 —0. 065 0. 039
HM(a) 0. 0832 2. 402 ~ 1. 630 — 1. 804 0. 471
PAT(b) 0.3176 0.2121 —0. 041 —0. 081 —0. 049 — 0. 25¥
PAT(a) 0.1819 2. 132 0 024 — 2. 967 -0 228
PPP-ANTI(b) 0. 4763 0. 3507 0. 507 6. 502 0. 562 0. 492
PPP-ANTI(a) 0. 2450 0.598 0. 629 0. 607 0. 594
PPP-SYN(b) N 146 0.15¢3 0. 049 - 0. 029 0. 069 —0.030
PPP-SYN‘a) 0. 1488 - 0. 374 - 0. 148 —0. 115 0. 027
Cy7 Ciy Cig Czo
TE(b) 0. 1062 0. 0740 0. 098 0. 001 0. 009 - 0. 116
TE(a) 0. 1258 0. 609 —1.540 —0.255 0. 556
BP(b) 0. 3431 0. 2297 0. 177 - 0. 093 0. 812 —0. 149
BP(a) 0. 1431 0. 406 1. 403 0.012 —0.021
Cis Cs Cis Cis
TM(b)* 0. 417 0. 042 0. 093 —0. 044
TE(a)* 0. 091 0. 436 0. 172 -0. 569
Ca Coz
BP(b)* 0. 034 0. 324 0. 498 0.708
BP(a)* 0.219 0. 417 0. 201 0. 134
e (O)FEERA 8T Ns—H,No - -H 8305 (o) * 456 BT AR 68 11 ¥4 oL 47 43 41 5
@E A N —H BB @ BHTFH AR B a4 407,
RS IMBEGYNBERERSY SAS HWLLE
SAS 2
TM-BAT 0. 9431 2. 18550
BPA-SYN 0. 9424 2. 07595
BPA-ANTI 0. 9384 1. 38000
PPP-SYN 0.9368 1. 34000
TE 0.9320 1.28130
HM-BAT 0. 9289 1. 17053
PAT 0. 9241 1. 10961
PPP-ANTI 0. 9229 0. 77030
BP 0. 9221 0. 75480
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STUDY OF TECHNETIUM CHEMISTRY

V.STABILITY OF TcO(Ill) COMPLEXES BASED ON CNDO/2 METHOD
Liu Boli Meng Zhaoxing

(Department of Chemistry, Bet jing Normal Uiniversity , Bei jing, 100875)

ABSTRACT

Formation Energy of the nine TcON,S, complexes has been studied by CNDO/2 calculation. The
computed results of these complexes considered indicated that the order of formation energy (F,), a re-
flection of the in vitro stability, was parallel to that of the SAS values which has been proposed previ-
ously by using corn packing model method. The structure-stability relationship of TcON,S, complexes
using a stability indicatot formation energy values is an alternative potential method for predicting sta-
bility and designing new **Tc¢™ radiopharmaceuticals, especially considering the second order effect which
was produced by coordinated indirective atoms or groups in TcO-complexes. Net charge and formation
energy of the nine TcON,S, complexes based on X-ray crystallography data are presented in tables(|)
and (2). The results suggest that the CNDO/2 calculation method may be useful to aid the design of
new ¥Tc™ radiopharmaceuticals.

Key words Tc-complexes,Role of stability , **Tc™-radiopharmaceuticals.



