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4. CONTENTS
The dataset contains data for this study:

Elemental microanalyses (microanalysis.zip).

Electrospray mass spectrum of the new ligand L (ESMS.zip).

H, B3C and °F NMR spectra of L, and a paramagnetic *H NMR spectrum of the complex
(raw and processed data — NMR.zip).

X-ray powder diffraction data (measured and simulated — XRPD.zip).

Solid state magnetic susceptibility measurements (raw and processed data — SQUID.zip).

Evans method solution magnetic susceptibility data (raw NMR spectra and processed data
— Evans.zip).

X-ray Crystallographic data (crystal.zip):

Structure of 1[BF4]. phase 1 at 300 K (CCDC 2193311).

Structure of 1[BF4], phase 2 at 280 K (high-spin; preliminary structure solution).
Structure of 1[BF4], phase 2 at 220 K (high-spin; preliminary structure solution).
Structure of 1[BF4], phase 2 at 120 K (low-spin; preliminary structure solution).
Structure of 1[ClO4], at 250 K (high-spin; CCDC 2193312).

Structure of 1[ClO4], at 180 K (high-spin; CCDC 2193313).

Structure of 1[ClO4], at 100 K (high-spin; CCDC 2193314).

Structure of 1[ClO4], at 145 K (low-spin; CCDC 2193315).

5. METHODS

Full details are provided in the related publication, listed above.
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