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E r r a t a  

B e r e c h n u n g  d e r  R i i n t g e n -  u n d  A u g e r - L i n i e n  des  M e t h a n s  

m i t  H i l f e  des  P s e u d o - N e o n - M o d e l l s  

Theorem. chim. Ac ta  (Berl.) 2~ 1 4 - - 2 t  (1964) 

Von  

HERMANN HARTMANN u n d  T A E - K J U  HA 

D i e  F o r m e l  f f i r  3 d o - E l e k t r o n e n  in  (2) h e i g t  

q~8~o = ns r~ Z~ exp ( -  ~-~) (3 eos2 0 -  t) . 

I n  G l e i c h u n g  (3) s i n d  

n 6 : - 1 / 8 1  ]/6Z~ ~ u n d  n g =  2 /81  ] / 2 Z ~  . 
V t 5  

G l e i c h u n g  (22) h e i g t  r i eh~ ig  

So = _ cr ~ _ d 2 ( 5 -  7 fi 6 + 3 132 d 2) _ 3 ~2 
A 

E i n e  e r n e u e r t e  M i n i m i s i e r u n g  g i b t  f o l g e n d e  

Tabelle 1 

ffir Ne  fiir CH 4 

cr = 9 ,7t4 
d = 3,035 

e o = - -  132,3072 a. E .  
q = - -  51,4862 a . E .  
e 2 = 56,4367 a . E .  

E = - -  127,3567 a. E.  

= 5,699 
6 = t ,388 

/~= 1,990 a.E. 

eo = - -  40,5990 a. E.  
e 1 = - -  20,6452 a. E.  
e~ = 26,8201 a . E .  
e~ = - -  18,7077 a. E.  
e 4 = 13,9067 a. E.  

E = - -  39,225t a . E .  

D i e  R S n t g e n i o n i s i e r u n g  f f i h r t  z u m  T e r m  [ ( I s )  1 (2s) 2 (2p)  G, 2S], d e r  m i t  d e n  P a -  

r a m e t e r n  c ~ = 1 0 , 1 2 5 ,  c ~ = 3 , 4 9 5  f t i r  N e  + u n d  c ~ = 6 , 0 6 1 ,  d = 1 ,669 f i i r  C t I  + d i e  

E n e r g i e w e r t e  i n  T a b .  2 l iefer~.  
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Tabelle 2 

Ne ~ [(Is) ~ (28) 2 (2p) 6, 1S] 
Ne + [(ts) 1 (28) 2 (2p) s, 2S] 

CH4 ~ [(Is) ~ (28) 2 (2p) s, 1S] 
CILIa + [(Is) 1 (2s) 2 (2p) 6, 2S] 

A E~o 

A E c ~  

Eber. Eexp. Eber. - -  Ee~.  

--127,3567 
- -  95,7213 
- -  39,2251 
- -  28,6440 

31,6354 
= 860,8 eV 

10,5811 
= 287,9 eV 

- - t 2 9 , 5  

- -  40,522 

3t ,9  
= 868,0 eV 

10,6221 
= 289,0 eV 

2,14 

1,297 

- -0 ,2646  
= - - 7 , 2  eV 

--0,041 
= - - 1 , 1  eV 

Tabelle 3 

Ne CH~ 
Konf igura t ion  

Energ ie  Z Energie  Z 

[(ls)~ (2~) ~ (2p)~ (~)~] 
[(~s)l (2s)2 (2p)6 (~pp)l] 
[(ts) 1 (28) ~ (2p) 6 (3d) 1] 

m i t Z =  2& 

- -  96,250 
- -  95,911 

6,734 
6,828 

- -  29,357 
- -  28,990 
- -  29,031 

Tabelle 4 

E l ( i s )  1 (28) 2 (2p) 6] = - -  28,6440 a. E.  
A) E [ ( l s )  2 (28) ~ (2p) 6] = - -  37,32i9 a. E.  
B) E[(t8) 2 (28) 1 (2p) 5] = - -  37,6285 a. E.  
C) E [(is) 2 (2s) ~ (2p) 4] = - -  38,0020 a. E.  

A u s  T a b .  4 e n t n e h m e n  w i r :  

AEA = 8 ,6779  a. E .  - -  236 ,13  eV,  

AEB = 8 ,9845  a.  E .  = 244 ,47  eV,  

A E c  = 9 ,3580  a. E .  = 254 ,63  e V .  

(Eingegangen am 19. November 1964) 
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