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Excitations from TDDFT

1. Molecules: ‘ . § |
Calculating accurate energy levels and . A

excitation gaps within Generalized-KS

with an optimally-tuned range-
separated hybrid functional \

2. Molecular crystals:

Modeling the solid-state dielectric
response into the xc functional

Calculating accurate excitation gaps
with an optimally-tuned screened
range-separated hybrid functional

3. Other crystals:
Investigating model abilities
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Molecular Excitations
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Tuned Range-Separated Hybrlds
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Tuned Range-Separated Hybrids
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Tuned Range-Separated Hybrids
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Tuned Range-Separated Hybrids
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Tuned Range-Separated Hybrids
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OT-RSH for CT excitations
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Excitations from TDDFT
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Optical Spectra- Molecular Crystals
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Optical Spectra- Molecular Crystals
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Solid state — other systems
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Solid state — other systems
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Ssummary

Optimally-tuned range-separated hybrid functionals allow the
prediction of accurate excitations within (TD)DFT

Solid-state generalization for molecular crystals, completely
from first-principles, results with good optical spectra

Generalization to other type of solids, with one adjustable
parameter, appears promising.
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