Crystal-field theory
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Shapes of d-orbitals
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Spherical harmonics, Y/ (6, ), or their combinations:
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Crystal-field splitting
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Crystal-field splitting
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Crystal-field levels are labeled by
irreducible representations of the symmetry group
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Crystal-field splitting
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Crystal-field splitting in a band structure

CaVOs3, V4T in octahedral coordination
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Ruby Emerald
Cr3* in corundum, Al,O3 Cr3t in beryl, Be3Al>SigO1g

Image credits: Robert M. Lavinsky and Géry PARENT (CC-BY-SA)
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Spin crossover
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Thermochromism

Inorg. Chem. 60, 7337 (2021)
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Spin crossover

Fe?* (3d°)

Fe(abpt),(NCS),

Piezochromism
and barocaloric effect

New J. Chem. 40, 2466 (2016)
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Jahn-Teller effect
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