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Abdgract Sructures and gabilitiesof F,C= (LiBr have been determined by usng DFT method at B3L YP/ 631G

(d,p) levd. The results show that R,C= CLiBr has two equilibrium geometries, but only one is gable gructure.
The trandtion sates of rearrangement reaction of the sable sructure of R,C= CLiBr have been determined , and the
potential barriers of rearrangement reactions have been obtained a B3L YP/ 631G(d,p) levd. Acoording to these
barriers, the reaon that F atomin the trans position with regect to the Br atom migrates dnog excludvely has been

explained here.
Keywords FRC= CLiBr,
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Figure 1 Equilibrium and tautomeriam trandtion date geometries o R,C = (LiBr determined a B3L YP/ 631G(d ,p) levd (bond in nm, ange in

degree)
1 1 B3LYP 631G(d ,p)
Tablel Energesd geometriesin Figure 1 determined a B3L YP 631G(d ,p) levd
Goometry Energy/ a. u. ZPE (KJ-nol * %) Rdative energy® (kJ- mol %)

1 - 2855.09132 44.30 0
2 - 2855.04195 41.18 126.50
3(TS,1-2) - 2855. 04102 40. 63 128.41

@ Relative energes to geometry 1 including zero-point vibrational corrections.
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Figure 2

Goometries o trangtion gate and products of deconmposition reaction of RLC= CLiBr (bond in nm, ange in degree
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Table 2 Energesdf geometriesin Figure 2 determined a B3L YP 631G(d ,p) levd
Goometry Energy/ a. u. ZPE (K- mol " %) Relative energy®/ (KJ-nol ~ %)

4 (TS, 1-5) - 2854. 99809 34.73 235.21

5 - 2855. 07166 42.14 49.45

6 (TS,5 -8+9) - 2855. 04689 39.87 112.23

7 (TS,1-8+9) - 2854. 98791 34.94 262.14
8 - 275.73672 34.24
9 - 2579. 31362 3.55

# Relative energes to geometry 1 in Figure 1 induding zero-point vibrationad corrections.
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Condensed Reaction and Antibacterial Activity
o <chiff Base from PMBP with Chloroaniline
and Its Complexes
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R = 6-C1, m-Cl, p-CY, 24-di-Cl

YANG, Yun; WANG, JinLing; LI, Ai-Xiu;
QIAO, YanHong; MIAO, FangMing
Acta Chimica Sinica 2004, 62(7) , 720

The synthes's, dructure characterization and antibacteria
activity o <chiff base ocondensed from RVIBP and
chloroanilines and their conplexes are reported. The
caculaion o the quantum chemigry shows the reaction
mechanisn o the oondensation reaction. The
antibacterid activity teds indicae that the ligands and
their conplexes have good antibacterid activities againg
E. cdi and S. aureus, inwhich the Q(Il) conplexis
the bed.

A Modd for Degruction of the Methyl Silicone
Rubber Net-gructure after the Synergigic
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Synergdic radation dfect on methyl slicone rubber of protons and dectrons was
invedigated. The energy of protons and dectrons was chosen as 150 keV , and the fluence
10® cm 2. The gas product is CHS (O) CH; dter syntheszed radiation. The quantum
chemigry cacuation indicated thet the macro-molecule chains in the slicone rubbers coud
be fractured by a direct attack of H* to the oxygen in the chains. This process was an only
exothermic channd , gving out the heat of 655 34 kJ/ mol. No dable trangtion dates and
intermediate products were formed, except for the fractured pieces of the chains. The

ZHANG, Li-Xin; XU, Zhou; HE, Shi- Yu
Acta Chimica Sinica 2004, 62(7) , 725

cacuaion resut was in agreement with the gas product CH;S (O) CH; formed by synergistic
radiation of proton and € ectrons.

Theoretical Sudies on the Sructure and
Rearrangement Reaction o F,C= CLiBr
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The rearrangement reaction of RLC= CLiBr has been invegigated by usng DFT a B3L YP/ &

Yuan; WANG, Ha- Yan
Acta Chimica Sinica 2004, 62(7) , 729

31G(d p) levd. It hastwo pathways, and the pathway 1 is afavorable pathway.




