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Schrödinger .Q [36]

Ĥψ(R1, · · · ,RM , r1, · · · , rN ) = Eψ(R1, · · · ,RM , r1, · · · , rN ), (1.1)��
Ĥ = Hee + Vne +Hnn.
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,�� me [Æ���., {RI : I = 1, · · · ,M} [G�u�9�, M 2G�u�Eq, MI [	

I EG�u��., ZI [	 I EG�u�Ætq, {ri : i = 1, · · · , N} [Æ��9�, N [Æ��Eq, e [Æ��Ætq. j� Te [Æ���e}6,�Vee [Æ�9 Coulomb sUZ,

Hnn [u?uu9�,2}6, Vne \[u?Æ�9� Coulomb H+Z.!%��K� Schrödinger .Q (1.1) [�E�'W R3N+3M 
9;�}�l�{�X{�oz>�. }9">q�>�e~z�d!�TFT, ��>����qz�T. ##7=>��jA4qn�"�tk�+}.,xM� Schrödinger.Q℄yqz�T[K2�b�, ^�}e�0G>.Æ���K℄y�T. *b, *P� Schrödinger .Q℄y�g�7���_y, W�s���d����Oa.H�+}7T�, Q�Z�/$�T. ��)���_yk[ Born w Oppenheimer �Y�y)_y (�L Born-Oppenheimer _y) [9]. ���Y'�2: 7=G�u��. MI kP[Æ��. m � 1836 �, {��Æ��{�~!, *b��DDÆ��S�wG�u�S�2~. ^�	�G�Æ�RT+}�G	.)k�[WjE_y�\;℄y�. �jy)_y, �~z!Æ�K!��
 Schrödinger .Q, �s�xS0O:

(Te + Vee + Vne)ψ(r1, · · · , rN ) = Eψ(r1, · · · , rN ). (1.2)0i92G�r9, ': e = 1,me = 1, ~ = 1, H�2 bohr ,r9 (1 bohr = 0.529177249Å),e.r92 hartree (1 hartree = 2 rydbergs = 27.211 eV), \
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