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3. TERMS OF USE

Copyright 2025 Malcolm A. Halcrow. This dataset is licensed under a Creative Commons
Attribution 4.0 International Licence: https://creativecommons.org/licenses/by/4.0/.

4. CONTENTS
The dataset contains data for this study:

Elemental microanalyses (microanalysis.zip).

H, 13C and "°F NMR spectra of the organic ligands LR, and paramagnetic '"H NMR spectra
of the complexes (raw and processed data — NMR.zip).

Electrospray mass spectra of the LR ligands (plotted spectra — ESMS.zip)

Room temperature X-ray powder diffraction data (measured and simulated —
XRPD_RT.zip).

Variable temperature X-ray powder diffraction data (Origin files containing measured data
— XRPD_VT.zip).

Solid state magnetic susceptibility measurements (raw and processed data — SQUID.zip).
Differential scanning calorimetry data — (DSC.zip).

X-ray crystallographic data (crystal.zip):

Structure of 1[ClO4]2 at 100 K (CCDC 2411009).
Structure of 1[ClO4]2 at 180 K (CCDC 2411010).
Structure of 1[ClO4]2 at 220 K (CCDC 2411011).
Structure of 1[ClO4]2 at 300 K (CCDC 2411012).
Unit cell determination of 2[BFa4]2 at 100 K.
Structure of 3[BF4]2 at 100 K (CCDC 2411013).
Unit cell determination of 3[BF4]2 at 300 K.

Unit cell determination of [Fe(L®")2][BF4]2 at 200 K.

5. METHODS

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



Compounds referred to in this dataset

X

| P
crD-

LMe

2-(Pyrazol-1-yl)-6-(4-methylpyrazol-1-yl)pyridine
C12H14Ns

2-(Pyrazol-1-yl)-6-(4-fluoropyrazol-1-yl)pyridine
C11HgFN;5

D

LCI
2-(Pyrazol-1-yl)-6-(4-chloropyrazol-1-yl)pyridine
C41HgCINs

LBr
2-(Pyrazol-1-yl)-6-(4-bromopyrazol-1-yl)pyridine
C11 HgBrN5
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1[BF,];
[Fe(LV®)2[BF 42
Bis[2-(pyrazol-1-yl)-6-(4-methylpyrazol-1-yl)pyridine]iron(ll) di(tetrafluoroborate)
C24H22B2FgFeNyg



Compounds referred to in this dataset (continued)
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[Fe(LM®),][ClO,],

Bis[2-(pyrazol-1-yl)-6-(4-methylpyrazol-1-yl)pyridine]iron(ll) diperchlorate
C24 H22C|2F8N1008
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2[BF,];
[Fe(LF),][BF 4],
Bis[2-(pyrazol-1-yl)-6-(4-fluoropyrazol-1-yl)pyridine]iron(Il) di(tetrafluoroborate)
CaoH1B2F 1oFeNqg
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2[CIO4];
[Fe(L")IICIO4];
Bis[2-(pyrazol-1-yl)-6-(4-fluoropyrazol-1-yl)pyridineliron(ll) diperchlorate
C22H 1 GCIZFZ FeN 1 008



Compounds referred to in this dataset (continued)
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3[BF,4];
[Fe(LE),][BF ]

Bis[2-(pyrazol-1-yl)-6-(4-bromopyrazol-1-yl)pyridine]iron(ll) di(tetrafluoroborate)
C22H1GB2BI'2F8FGN1O
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[Fe(L®),][CIO]
Bis[2-(pyrazol-1-yl)-6-(4-bromopyrazol-1-yl)pyridineliron(ll) diperchlorate
022H158r20|2FEN1008
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Bis[2-(pyrazol-1-yl)-6-(4-chloropyrazol-1-yl)pyridine]iron(ll) di(tetrafluoroborate)
C22H16820|2F8F8N10



