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Table 1: Calculated and experimental vertical excitation energies (eV) of phenol bluea) 

State SA2-CASSCF
(2,2) 

MS-CAS(2,2) 
PT2 

TDDFT 
(B3LYP) 

SAC-CI 
(level2) Expt.b) 

S1(HOMO�LUMO) 
S2(n(O) �LUMO) 

3.35 2.17 2.26 
2.52 

2.35 
2.70 

2.16 

a)  6-31G* basis was used. The geometry was optimized at the MP2/6-31G*level. 
b)  Ref.1. λmax in benzene. 
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References: 1) Y. Nagasawa, et al. J. Mol. Liquids 90, 295 (2001). 2) J.C. Tully, J. Chem. Phys., 93, 1061 

(1990). 

Figure 1 ù S1 FC ú0û�übý4þ MEP ÿ��  
MEP (au [mass-weighted / sqrt(total mass)])
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