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Linear Response of RHF /UHF /GHF Allowing Spatially Forbidden Transitions
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Objective

« The orbitals are optimized in the presence of uniform and
non-uniform magnetic fields.
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Study molecules placed in strong magnetic fields in order to
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electronic structure changes on breaking of spin symmetry.

« Final orbitals are 2-component with both a spatial
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Magnetic Fields: How Strong is “Strong" ?

» Eixcitation energies and oscillator strengths are computed using
the Random Phase Approximation (RPA)/Tamm-Dancoff
approximation (TDA or Singles-CI).

Figure 9: H9O: Electric Dipole forbidden transition in uniform B
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Allowing Spin Forbidden Transitions

— = The set of single excitation and de-excitation operators contain
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