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�(C6+ + H(SP-)) �(C
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  (C6+ + H(2s))  
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 (C6+ + H(2p))  

C5+(nl;n = 6, 7, 8, 9)  �, �, �, � 。 Rmax= 42au。
(C6++H(SP-)

�

C5+(8l)

C5+(6l) < C5+(9l) 

   C5+(7l) < C5+(8l)

C5+(9l)  C5+(6l) <

  C5+(7l)< C5+(8l)
5+(8l)

  
�2p = 0.412265790�

SP+
�0.404190861�

SP�
+ 0.81649658�

2p±1



Quantum Chemistry Lab.

5. 4  —  n 

 n 

5. 4. 1  (C6+ + H(SP+)) 

C5+(nl;n = 6, 7, 8, 9)   �, �, �, � 。 b = 21 au, Rmax= 42au。
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5. 4. 1  (C6+ + H(SP+)) 

C5+(nl;n = 6, 7, 8, 9)   �, �, �, � 。 b = 21 au, Rmax= 42au。

R < 35au H(SP+) 
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5. 4. 2  (C6+ + H(SP�)) 

C5+(nl;n = 6, 7, 8, 9)   �, �, �, � 。 b = 21 au, Rmax= 42au。
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5. 4. 2  (C6+ + H(SP�)) 

C5+(nl;n = 6, 7, 8, 9)   �, �, �, � 。 b = 21 au, Rmax= 42au。
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5. 4. 3  (C6+ + H(2s))  

C5+(nl;n = 6, 7, 8, 9)   �, �, �, � 。 b = 21 au, Rmax= 42au。
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5. 4. 3  (C6+ + H(2s))  
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5. 4. 4  (C6+ + H(2p))  

C5+(nl;n = 6, 7, 8, 9)   �, �, �, � 。 b = 21 au, Rmax= 42au。
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5. 4. 4  (C6+ + H(2p))  

  
�2p = 0.412265790�
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H(2p±1) による �状態も含めたので H(SP-)  H(2p) 
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5. 5 (C6+ + H(SP+)) 

C5+(nl;n = 6, 7, 8, 9)  �, �, �, � 。 b = 21 au, Rmax= 42au。
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5. 5 (C6+ + H(SP+)) 

C5+(nl;n = 6, 7, 8, 9)   �, �, �, � 。b = 21 au, Rmax= 42au。
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5. 5 (C6+ + H(SP+)) 

C5+(nl;n = 6, 7, 8, 9)   �, �, �, � 。 b = 21 au, Rmax= 42au。

 + 21au = R

�R > 35au

 38� 

�R  35au 38� 30�

38�

 ( 0.15) R 

25.5au 31�  22�

29�  30� 

R 
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5. 5 (C6+ + H(SP+)) 

C5+(nl;n = 6, 7, 8, 9)   �, �, �, � 。 b = 21 au, Rmax= 42au。
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�R  35au 38� 30�

29�
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5. 5  (C6+ + H(SP�)) 

� 状態

� 状態
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5. 5  (C6+ + H(SP�)) 

� 状態
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5. 5  (C6+ + H(2s)) 

� 状態

� 状態
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5. 5  (C6+ + H(2s)) 

� 状態
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5. 5  (C6+ + H(2p)) 

� 状態

� 状態
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5. 5  (C6+ + H(2p)) 

� 状態

� 状態
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�(N5+ + H(2l))��

�H(2s), H(2p)�
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