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! DIRAC CASCI RASCI

Koga uncontracted relativistic gtf (J.C.P. 117, 7813 (2002) & J.C.P. 115, 3561 (2001))
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Table 1 CeO
+

Total Energy  -8935.8177 hartree

spinor-No. 25 –2.17 hartree Ce 5s No. 26*
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! CeO
+
.DFR 6s1 6p3 5d5 4f7

No.33 48 1/16 No.33/0

48 GAOP s1.7 p2.5 d4.4 f7.0 p d

d 0.6 No.30 32 O 2p

p CeO CASCI

CAS No. 51  

! CAS 1 2 RASCI

DIRAC

Reduced-Frozen-core-aproximation (RFCA)! GMC-QDPT2 (MC-SCF 

multireference Quasi-Degenerate Perturbation Theory)

CI ! ! ! ! !

Table 1  spinor energies, spinor symmetries (!), and GAOP for CeO
+ 
 

 

 

spinor-No spinor-E ! Ce-s Ce-p Ce-d Ce-f O-s O-p 

!" !!!! !" !" !" !" !" !" !"

25 -2.165818  1/2 1.0  0.0  0.0  0.0  0.0  0.0  

26 -1.556477  1/2 0.0  0.5  0.0  0.0  0.4  0.0  

27 -1.394245  1/2 0.0  0.9  0.0  0.0  0.1  0.0  

28 -1.319300  3/2 0.0  1.0  0.0  0.0  0.0  0.0  

29 -1.184424  1/2 0.0  0.5  0.0  0.0  0.4  0.0  

30 -0.660222  1/2 0.0  0.0  0.2  0.0  0.0  0.8  

31 -0.658242  3/2 0.0  0.0  0.2  0.0  0.0  0.8  

32 -0.649067  1/2 0.0  0.1  0.2  0.1  0.0  0.7  

33 -0.547003  1/2 0.0  0.0  0.1  0.9  0.0  0.0  

34 -0.545815  5/2 0.0  0.0  0.0  1.0  0.0  0.0  

35 -0.545151  3/2 0.0  0.0  0.1  0.9  0.0  0.0  

36 -0.537968  1/2 0.0  0.0  0.1  0.9  0.0  0.0  

37 -0.536759  7/2 0.0  0.0  0.0  1.0  0.0  0.0  

38 -0.536386  3/2 0.0  0.0  0.1  0.9  0.0  0.0  

39 -0.535984  5/2 0.0  0.0  0.0  1.0  0.0  0.0  

40 -0.483942  3/2 0.0  0.0  0.9  0.1  0.0  0.0  

41 -0.477928  5/2 0.0  0.0  0.9  0.1  0.0  0.0  

42 -0.435235  1/2 0.8  0.1  0.1  0.0  0.0  0.0  

43 -0.396178  1/2 0.0  0.2  0.6  0.1  0.0  0.1  

44 -0.389976  3/2 0.0  0.2  0.6  0.1  0.0  0.1  

45 -0.319457  1/2 0.0  0.4  0.4  0.0  0.0  0.1  

46 -0.285294  1/2 0.0  0.8  0.1  0.0  0.0  0.0  

47 -0.282176  3/2 0.0  0.8  0.1  0.0  0.0  0.0  

48 -0.194894  1/2 0.8  0.1  0.1  0.0  0.0  0.0  

sum(33-48) "" "" 1.7  2.5  4.4  7.0  0.0  0.4  


