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This dataset contains:

Analytical characterisation of the new ligands and the complexes (CHN microanalysis)
'H and '3C NMR spectra of the new organic ligands (raw data and plotted spectra).
Paramagnetic *H NMR spectra of the iron complexes (raw data and plotted spectra).
Electrospray mass spectra (plotted spectra).

X-ray Crystallographic data:

e Structure of L' (CCDC 1504278).

e Structure of L3 (CCDC 1504279).

e Structure of L*-CH2Cl> (CCDC 1504280).

e Structure of L> (CCDC 1546568).

e Structure of L® (CCDC 1504281).

e Structure of L8 (CCDC 1504282).

e Structure of a-[Fe(L?)][BF4]2 (CCDC 1504283).

e Structure of p-[Fe(L?)][BF4]2 (CCDC 1504284).

e Unit cell determination of [Fe(L?)][ClOa]2.

o Structure of [Fe(L3)2][BF4]2-2CH2Cl> (CCDC 1504285).

e Structure of [Fe(L)2][BF4]2-1.55CHsCN-0.45CH2Cl> (CCDC 1504286).
e Structure of [Fe(L%)2][BF4]2-1/2CH3CN (CCDC 1504287).

e Structure of [Fe(L®)2][BF4]2-1/2CH2Cl> (CCDC 1504288).

e Structure of [Fe(L®)2][BF4]2:nCH2Cl2 (n = 0.57; CCDC 1534692).
e Structure of [Fe(L")2][BF4]2 (CCDC 1502196).

e Structure of [Fe(L8)2][BF4]2 (CCDC 1504289).

X-ray powder diffraction data (measured and simulated).
Solid state magnetic susceptibility measurements (raw and processed data).

Solution magnetic susceptibility data.
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Ligands prepared during this study

2,4-Di(pyrazol-1-yl)-6-chloro-1,3,5-triazine
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2,4,6-Tri(3,5-dimethylpyrazol-1-yl)-1,3,5-triazine
CigH21Ng
L3

2,4-Di(pyrazol-1-yl)-6-(dimethylamino)-1,3,5-triazine
C11H12Ng
L5
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2,4-Di(pyrazol-1-yl)-6-ethoxy-1,3,5-triazine

C11H11N7O
L7

2,4,6-Tri(pyrazol-1-yl)-1,3,5-triazine
C12HgNg
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2,4,6-Tri(4,5,6,7-tetrahydroindazol-2-yl)-1,3,5-triazine

Ca4H27Ng
L4
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2,4-Di(pyrazol-1-yl)-6-(diethylamino)-1,3,5-triazine

C13H16Ng
L6
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2,4-Di(pyrazol-1-yl)-6-(isopropylsulfanyl)-1,3,5-triazine

C1oH13N7S
L8



Complexes prepared during this study
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Bis-[2,4,6-tri(pyrazol-1-yl)-1,3,5-triazineliron(Il)
di-tetrafluoroborate
C24H18|232F8F9N18
[Fe(L9)l[BF4]2
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Bis-[2,4,6-tri(3,5-dimethylpyrazol-1-yl)-1,3,5-triazine]iron(ll)
di-tetrafluoroborate
C36H42382F8FeN18
[Fe(L )2l[BF4]2
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Bis-[2,4-di(pyrazol-1-yl)-6-(dimethylamino)-1,3,5-triazine]iron(ll)
di-tetrafluoroborate
022H24SBZF8FeN16
[Fe(L7)[BF4]2
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Bis-[2,4,6-tri(pyrazol-1-yl)-1,3,5-triazine]iron(ll) diperchlorate

C24ngc|2Fengog
[Fe(L?)2][CIO,],
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Bis-[2,4,6-tri(4,5,6,7-tetrahydroindazol-2-yl)-1,3,5-triazine]iron(l1)
di-tetrafluoroborate
C48H54482F8FeN18
[Fe(L™)2I[BF ]2
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Bis-[2,4-di(pyrazol-1-yl)-6-(diethylamino)-1,3,5-triazineliron(ll)
di-tetrafluoroborate
026H32682F8F9N16
[Fe(L)2l[BF4l2



Complexes prepared during this study (continued)
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Bis-[2,4-di(pyrazol-1-yl)-6-(diethylamino)-1,3,5-triazineliron(lll) Bis-[2,4-di(pyrazol-1-yl)-6-ethoxy-1,3,5-triazine]iron(ll)
triperchlorate di-tetrafluoroborate
C26H32Cl3FeN1601; C22H22B,FgFeN 40,
[Fe(L%)2l[CIO4]3 [Fe(L")2I[BF 4l
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Bis-[2,4-di(pyrazol-1-yl)-6-(isopropylsulfanyl)-1,3,5-triazine]iron(ll)
di-tetrafluoroborate
Ca4H26 ngFeNMSz
[Fe(L®)IBF 42



Ligands and complexes studied computationally
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2,6-Di(pyrazol-1-yl)pyridine
C11HgN5
bpp
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2,6-Di(pyrazol-1-yl)pyrimidine
C1oHgNs
bpym
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Bis-[2,6-di(pyrazol-1-yl)-pyridineliron(Il)
[CaoH1gFeN o
[Fe(bpp)o]**
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Bis-[2,6-di(pyrazol-1-yl)-pyrimidine]iron(ll)
[CaoH1gFeNq2*
[Fe(bpym)I**

2,4-Di(pyrazol-1-yl)-1,3,5-triazine
CgH7N7
bpt
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Bis-[2,6-di(pyrazol-1-yl)-pyrazine]iron(ll)
[CaoH1gFeNq2*
[Fe(bpyz)al**
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Bis-[2,4-di(pyrazol-1-yl)-1,3,5-triazineliron(ll)
[C1gH1aFeN4]?*
[Fe(bpt)2]**



Ligands and complexes studied computationally (continued)
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Bis-[2,4,6-tri(pyrazol-1 -yI)-p%/ridine]iron(II) Bis-[2,4,6-tri(pyrazol-1-yl)-1,3,5-triazine]iron(ll)
[CstzzFeNéi] * [C24H188228F§y18]2+
[Fe(tpp),] [Fe(L*)]
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Bis-[2,6-di(pyrazol-1-yl)-4-dimethylaminopyridine]- Bis-[2,4-di(pyrazol-1-yl)-6-(dimethylamino)-1,3,5-triazine]-
iron(ll) iron(ll)
[CogHaoFeN 1,1 [Co2H24BoFgFeN 6"
[Fe(bppNMe2),]%* [Fe(L®)]**
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Bis-[2,6-di(pyrazol-1-yl)-4-(isopropylsulfanyl)pyridine]- Bis-[2,4-di(pyrazol-1-yl)-6-(isopropylsulfanyl)-1,3,5-triazine]-
iron(ll) iron(ll)
[CosHa0FeN 1S, [Cg4H26FeN1§152]2+

[Fe(bppSP),12* [Fe(L®)]*



