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PA — photoabsorption 1 fs ]
x> conical intersection 10-107 1s o .

| _ . L ab initio dynamics
e avoided crossing 102-104 fs

VR — vibrational relaxation 10%-10°{s |

¥ intersystem crossing  10°-107 fs
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Ph — phosforescence 1012-1017 fs




In the simplest case one can calculate excited state energies
as energy differences of single-reference calculations.

AE(ex) = E(excited state) — E(ground state).
This can be done:
» For states of different symmetry (A', A", etc.)

» For states of different multiplicity (singlet, triplet)
» Possibly for states that occupy orbitals of different symmetry
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Minimization gradients:
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