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TOT                         
(TOT,FOR,QTL,EFG) 
-9.0       32.000   0.5  0.05  (EMIN, 
# of electrons,ESEPERMIN, ESEPER0 ) 
TETRA       0.0      (EF-method 
(ROOT,TEMP,GAUSS,TETRA,ALL),value) 
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 0 0 1 0 2 0 2 2 3 0 3 2 4 0 4 2 4 4 
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d�Y� Ã|�� �ZÌfyY� ¾ËÁ� Ä»Z¿�]� �{� � �� Ä»Z¿�]SYMMETRY�
���ZÀf»�Ê¿�Z¬e�ÉZÅ�´¸¼��,Ä°^���Z¬¿��Y�®Ë�Å�ÉY�Ä�¬¿�ÉZÆÅÁ�³

��Ë{Z¬»�Á�,ÉY�Ä�¬¿�ÃÁ�³��Å�Z]LM��]�Y��Ä°^��ÉZÆ´ÀÅZ¼Å��ËZ¼¿�
|À¯� Ê»� ¾ÌÌ e� Ã|�� Ã{Y{� Ê¼eY� ÉZÆfÌ «Â»� Á� Ä°^�� �Â¿� �Z�Y� �

�cZ^Ì¯�eLM�Ê^°»�ÃÁ�³�d�Y�Ã|��Ã{�ÁM��Ë��µÁ|m��{�� �
� �

�µÁ|m�����cZ^Ì¯�e�LMÊ^°»�ÃÁ�³�� 

½�Z¬e cZ^Ì¯�e�LM� �

23  
0 0, 4 0, 4 4, 6 0, 6 4,-3 2, 6 2, 6 6,-7 2,-7 6, 8 0, 
8 4, 8 8,-9 2,-9 6,-9 4,-9 8,10 0, 10 4,10 8, 10 2, 
10 6, 10 10  

M3  0 0, 4 0, 4 4, 6 0, 6 4, 6 2, 6 6, 8 0, 8 4, 8 8,10 0, 
10 4,10 8, 10 2, 10 6, 10 10  

432  0 0, 4 0, 4 4, 6 0, 6 4, 8 0, 8 4, 8 8,-9 4,-9 8,10 0, 
10 4,10 8  



 

-43M  0 0, 4 0, 4 4, 6 0, 6 4,-3 2,-7 2,-7 6, 8 0, 8 4, 8 
8,-9 2,-9 6,10 0, 10 4,10 8  

M3M 0 0, 4 0, 4 4, 6 0, 6 4, 8 0, 8 4, 8 8,10 0, 10 4,10 
8   
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�Ä»Z¿�]��ÌÌ¤e�µZ¼�Y�½Á|]��{Â��Ã{Z¨f�Y����Â�y��{�cY�ÌÌ¤e��,��Á�

�{Â��¹Zn¿Y��Z³�Z�{Ây�¶u�½ZËZa��Y��a�d�Y��fÆ]�¾ÌÌ »�¥|Å�Z]���
��ÌÌ¤e�Ôj»TOT�{��µÁY��y�case.in2�Ä]�FOR�½{�¯�Ä§Z�Y�ÉY�]�

�¶u� ÉY|f]Y� �{� Ã|�� Ä^�Zv»� Ô^«� ÉZÅÁ�Ì¿� Ä]� Ê·ÁZa� ÉÁ�Ì¿
{�Y|¿�É�f�Ì]�d ¨À»�d«Á�¥ÔeY� �m� �Z³�Z�{Ây� ��¾f§�³� ��¿� �{

�µÂ�u��Y��a��³Y�,d�Y��Ë~a�½Z°»Y�d«Á�¥ÔeY�½Á|]�Ê·ÁZa�ÉÁ�Ì¿
� |Ì¸¯� Z]� [Â¸�»� ÊËY�´¼ÅTOT� |Ì¸¯� Z]� Äy�q� ®Ë� �¬§�FOR�

{Â��¹Zn¿Y� ��ÉZÅ|Ì¸¯EFG��Ê°Ë�f°·Y�½Y|Ì»�½ZË{Y�³� ��ÁQTL�
�ÊË�m� ÉZÅ�Z]� ��µÂ�u� �Y��a� Ä¯� ÊÀ »� ¾ËY� Ä]� ,|Àf�Å� �f�Zy

� |Ì¸¯� Z]�[Â¸�»�ÊËY�´¼ÅTOT� Ä»Z¿�]�ÉY�mY��¬§�LAPW2�Z]�
�|Ì¸¯EFG�ZË�QTLd�Y�¹�Ó�����{��¿ÓYÁ�ÉZÆ¿Á�f°·Y�{Y| e��ÌÌ¤e
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Emin��Y�-9.0�Ä]�-1.0�|Ì¸¯��ÌÌ¤e�Á�TOT�Ä]�EFG��¬§��b��Á�
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�Ä]�¶¯�Ê°Ë�f°·Y�½Y|Ì»�½ZË{Y�³��Y�dÌ§���ÉZÆ¿Á�f°·Y�Ê°Ë�f°·Y

d�Y� µÂ�u� ¶]Z«� ÊfuY�� � ���{� Ê°Ë�f°·Y� ½Y|Ì»� ½ZË{Y�³� �Ì·Z¿M
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