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Varifying bis(tert-butylnitroxide)s Project goals and work program

Covalently linked biradicals, two synthetic pathways
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organization as hydrogen bonding, metal complexation, or even
covalently controlled interdimer exchange.

magnetic characterizations of suitable crystals by SQUID and AC

Methods

susceptibility, turther thermal expansion.

In depth ab initio DFT calculations for magnetic coupling pathways

Organic Synthesis and standard structural analysis (Mass, NMR, ..). and Quantum Monte Carlo simulations for analysis of dimensionality.

Crystal Growth:

X-ray crystal structure analysis: Staff req u eSted

DFT calculations of discrete biradicals and next neighbor interactions:

* N.N. (Ph.D. student) (auxiliary support)

UV-Vis absorption studies of defined biradicals:

EPR spectroscopic studies: - Synthesis of extended biradicals.

- For teaching and learning the optimization of experimental

Magnetization measurements, AC susceptiblities : o S |
conditions, some former biradicals may be upscaled and crystallized.

QMC and ab initio modelling in correlated antiferromagnets: - Full characterization of samples along the list of methods.
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