4P121 S\2 Direct Ab-initio Trajectory Study
)
] ] 5,2
[1,2] OH CH,CI S\2
OH +CHs;Cl - CH;OH+CIl
OH'(H,0) + CH;C1 — CH;0H+CI' + H,O channel I
— CH;0H + CI' (H,0) channel II
— CH;0H---H,O +CI' channel III
[CH,CE OH (H,0)]
11
direct ab-initio trajectory [3-6]
H,0 11
- - OH (H,0) CH;C1 HF/3-21+G* C--
OH (H,0) 8.0-12.0A OH-C-Cl1 70-180
OH (H,0) CH;C1 10K
CH;Cl1 OH (H,0) 50 15.0 25.0
kcal/mol
- -
Figure 1 (I1I) =8.0
A OH (H,0) t=0.1475ps pre-complex

<CI-C-OH=159.3
0.5ps

late-complex

7.3 kcal/mol
= 1(C-C1)=2.002A
t=0.229ps

t=0.191ps
r,=r(OH-C)=2.030 A
Late-complex
Figure 2

pre-complex 7.3kcak/mol

I



Ccr I
OH

il OH

H,O

=
[=]

9
(=]

Y
o

'
[~
[=}

pod $—0

time=0.0

Energy / kcal mol’

A
o

]
w
o

o
o
o
Zi

-
Lo

o do,dfo

time=0.1475 ps
Hmano.ﬂm ps

P

time=0.2280 ps ="

Distance / A

02 03 04 05 06

: o 160

!
140

g time=0.4065 ps

120

Angle / degree

100

80

0.0 0.1

Figure 1 Figure 2

mReferencemm

[1] Wang, H.; Hase, W.H., J.Am.Chem.Soc., 1997, 119, 3093.

[2] (a) Tachikawa, H.; Igarashi, M., Chem.Phys.Lett., 1999, 303,81.
(b) Igarashi, M., Tachikawa, H., Int.J.Mass Spectrom.1998, 181, 151.
[3] Tachikawa, H., Phys.Chem.Chem.Phys., 2000,2,839.

[4] Tachikawa, H., J.Phys.Chem. A, 2001, 105, 1260.

[5] Tachikawa, H., J.Phys.Chem.A, 2002, 106, 10977.

[6] Tachikawa, H., J.Phys.Chem.A, 2000, 104, 497.

02 03 04 05 06
Time / ps



