1A4a

kaztak@mns2.c.u-tokyo.ac.jp

[1]
H=T,+H"(r,R) T, He (r,R) r R
®,(r;R)
Y(r,R)=> % (Rt)® (rR) (1)
|
% (R.1)
Born-Oppenheimer
BO [2]
HY(r,R)®, (r;R) V7 (R)®, (r;R) Ehrenfest
.. d ol
A—d(r,t;R(t))=H (R(T))D(r,t;R(t 2
i 0(r6R (1) = H (3R (0)0(r6R (1) @
R(t) coherent
R, = —<CD(t; R (t))‘[akH “o(tR (t))> ©)
) 2
R(t)
BO
¥(r,R,t)=5(R-R(t))@(r,tR(t)) (3)
(@B entanglement
entangle
(A) 2
(B) © 3
coherent limit (D)
entangle
[1] Hiroshi Ushiyama and Kazuo Takatsuka, Angew. Chem. Intl. Ed . 46, 587-590 (2007).

[2] Satoshi Takahashi and Kazuo Takatsuka, J. Chem. Phys. 124, 144101 (2006).



