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State GCS-CI GMC-QDPT Ref. [%] Exp.[5,6] 

1Eg 3.49 2.24 64.7  

1T2g 3.57 2.30 64.7 2.23 

1T1g 3.62 2.36 65.0  

2A1g 4.16 2.68 65.0 2.72 

2T1g 4.17 2.77 65.2  

2Eg 4.42 2.93 64.5  

2T2g 4.56 3.03 64.3  

3T1g 4.53 3.05 64.6  

1A2g 4.66 3.12 64.2  

3T2g 5.05 3.48 64.5 3.51 

Table1 [PtCl6]2- d-d [eV] 

Fig.2 [PtCl6]2-

Fig.1 


