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Electronic excited states and electronic spectra of biphenyl: a study
using many-body wavefunction methods and density functional theory
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Table 1. The vertical excitation energies (eV) of the first series of singlet states for biphenyl.

State SAC-CI CASSCF CASPT2 CIS PBEO ©B97XD
1'B, 5.74 6.87 5.64 5.60 5.07 5.33
1'B, 4.90 4.86 4.77 5.88 5.05 5.21

1'B; 4.90 4.86 4.77 5.88 5.05 5.22
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Fig. 1. Vertical excitation energies of the first

series of singlet states.
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Fig. 2. UV spectra of biphenyl: a) experimental
absorption spectra in vapor phase[3] b) SAC-CI
absorption spectrum ¢) SAC-CI CD spectrum.
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