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PHUONG PHAP BIEN DOl LAPLACE, PHEP GAN DUNG DIEM
YEN NGVA D9 CHINH xAc CAO liNG DVNG CHO VI~C TINH
M~T D9 T~NG THAI DAO D9NG ellA cAc PHAN III TRONG

D9NG HQC CllA PHAN liNG DON PHAN III
11- TfNH HANG so TOC DC? CUA PHAN lING DONG PHAN HoA

1,1·DICLOXICLOPROPAN

De;, Too soan 22-6-2007

TRAN vlNH QUY', NGUYEN DlNH DQ'

'Khoa Hod hoc, Dai hoc Su pham Ha Noi

'Khoa D(li hoc D(li cuang, Dai hoc Md - Dia chdt Hii N(!i

SUMMARY

In rhe present paper rhe number of states and rhe density of vibrational states, obtained by
Laplace transformation method saddle point approximation (in the previous paper), are used
for calculating (by the aid of RRKM theory) the reaction rate constant of J,l-dicloxiclopropan­
2,3-diclopropen isomerization. Results of this process give us all data for drawing the In(kulII/kOC') ­
lnP curve (the fall off curve). This way of investigation, in comparison with others ones (the
direct count, Whitten - Rabinovitch methods) appears to have great advantage, because it does
not coma in internal methodological contraditions and behaviour of the fall- off curve is in very
good agreement with experiments.

I - TINH cAc DAI LUONG DONG HOC CVA
HI;: PHAN DNG D6NG PHAN HaA

l,l-DICLOXICLOPROPAN

sa do phan irng don phan tic theo thuyet
RRKM c6 dang:

A+M Ok,IE',E"8E') )A' ." .. ' +M'(l)
(1; +E +oE )

Trang d6:

Giai doan (1) la qua trlnh heat hoa phan tic
chat phan irng A bOi tac nhan M, rna san pharn
cua n6 la phan tic hoat hoa A' c6 nang luong nrc

k' ) San pham (3)

Trang bai bao truce chung toi dii trlnh bay
phuong phap bien d6i Laplace, phep gan dung
diem yen ngua de tinh s6 trang thai va mat dq
trang thai luong tic dao dong, mot trong nhirng
thu tuc rat quan trong M nghien ciru dong hoc
cua phan img dan phan tic. Trang bai nay, cluing
toi ap dung cac ket qua neu tren cua phuong
phap bien d6i Laplace va phep gan dung diem
yen ngua vao viec tinh hang so toe dq cua phan
irng dong pnan hoa l,l-dicloxicloprapan. Til d6
c6 the ve diroc do thi bieu dien sir phu thuoc cua
dai hrong In(k"o;!k.o) vao LnP (duong cong i:J
khoang ap suat trung gian, hay duong cong thut
giam (dirong fall- off)).
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