1P111

( ) ©
state-to-state
[1]
[2] amplitude free quasi-correlation function, AFC
Walton ~ Manolopoulos|[3] Herman-Kluk frozen Gaussian approximation(FGA)
Heller  cellular dynamics algorithm
AFC Heller  cellular dynamics algorithm
AFC
[2]
Action decomposed function, ADF
i
\P(q’t) = F(q’t)exp|:%82(qv p01t):| S,
ADF
1
aq, |2 i i7M
\Ppo (qrt) = J.é'(q - qt(qO’ po))F(qOIO)‘aq; exp[%sz(qt, po’t) - T}dqo
ADF(SADF)

W(a,t) = [dpoG(p,)¥,, (0, t)dp,
ADF(MADF)



Original AFC theory
SADF C(-t,})

2 i LT
C,(~4.1) = [ 4y [F (d0.0) exp[zgsl(qt,qo,t)—ugm}

AFC-I|

AFC-II
AFC-I

|F(0,,0)" = exp(~(dp - G.)%)

N

1 [%ﬁd“qexp(—a(q—%f)

g-space-cellularized AFC

C.°(—t,t)=[%j2jdqf “(q.1)

N

2

f°(q.t) = exp(%bTA1b)exp[2%31(Q“q,t) - i%M Q.- Qt)}exp(—ﬂq -4.)°)

L
2

(det A)

A b
A=(a+y)l

qq

b" = —2y7(q-q,)" + Z;Z—PTM

AFC-I (a,p)- AFC
AFC
SADF AFC MADF AFC
AFC
AFC
AFC-11

[1] T. Yamashita and S. Kato, J. Chem. Phys.119, 4251 (2003), references therein.
[2] K. Hotta and K. Takatsuka, J. Phys. A, 36, 4785, (2003), references therein.
[3] A. R. Walton and D. E. Manolopoulos, Mol. Phys. 87, 961 (1996)



