This dataset contains:
Analytical characterisation of the new ligand and complex salts (CHN microanalysis)

'H and *C NMR spectra of the new ligands L?-L#, and of [{Fe(L%)}a(u-L%)4][BF4]s (raw data
and plotted spectra).

Electrospray mass spectra (plotted spectra).
X-ray Crystallographic data:

e Structure of L>MeCN (CCDC 1957574)

e Structure of L*2CHCI3; (CCDC 1957573)

e Structure of a-L’ (CCDC 1957575) and S-L’ (not deposited with CCDC)
e Structure of [{Fe(LY)}a(u-L1)4][BF4]s-/2PzBF3-nMeCN (CCDC 1550948)
e Structure of [Ag(u-L?)]CIO4 (CCDC 1957577)

e Structure of [Ag(NCMe)(u-L?)]CIO4 (CCDC 1957576)

e Structure of [Aga(u-L3)4][ClO4]s (CCDC 1957578)

e Structure of [Aga(u-L3)4][ClO4]s-3.2MeNO2-1.2H,0 (CCDC 1957579)
e Structure of [Aga(u-L%)4][SbFe]a-MeNO, (CCDC 1957580)

e Structure of [Aga(u-L*)4][ClO4]s-MeNO, (CCDC 1957581)

e Structure of [Ag(NCMe)L3]CIO, (CCDC 1957582)

e Structure of [Fe(NCS),(L%),] (CCDC 1957583)

e Structure of [Fe(NCS)2(L%)2]-MeOH (CCDC 1957584)

e Structure of [Fe(NCSe)2(L®)2]-MeOH (CCDC 1957585)

e Structure of [Fe(NCSe)2(L°).]- 2EtOH (CCDC 1957586)

e Structure of [Fe(NCSe)y(L5)2]-%4Me2CO (CCDC 1957587)

e Structure of [Fe(NCS)2(u-L?)] (CCDC 1957588)

e Structure of [Fe(NCSe)2(L%).] (CCDC 1957589)

e Structure of [Fe(NCS)2(u-L7)] (CCDC 1957590)

e Structure of [Fe(NCSe)2(u-L")] (CCDC 1957591)

e Structure of [Fe(OHz2)2(u-L°%)][ClO4]2 (CCDC 1957592).

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

Solution magnetic susceptibility measurements by Evans method
(plotted NMR spectra and processed data).



Ligands prepared during this study
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2,4-Di(pyrazol-1-yl)-6H-1,3,5-triazine 2,4-Di(4-chloropyrazol-1-yl)-6H-1,3,5-triazine
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2,4-Di(3,5-dimethylpyrazol-1-yl)-6H-1,3,5-triazine
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2,4-Di(4,5,6,7-tetrahydroindazol-2-yl)-6H-1,3,5-triazine 4,6-Di(pyrazol-1-yl)pyrimidine
C17H19N7 C10H8N6
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2-Methyl-4,6-di(pyrazol-1-yl)pyrimidine 2-Amino-4,6-di(pyrazol-1-yl)pyrimidine
C11H10Ns C10H9N7
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Complexes prepared during this study
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Octakis-[2,4-di(pyrazol-1-yl)-6H-1,3,5-triazine]tetrairon(ll) octa-tetraflucroborate
Cr2HseBgFeaFesNsg
[{Fe(L")4(1-L")g][BF ls



Complexes prepared during this study (continued)

catena-[2,4-d|(4-chlorolpyrazol-1-yI)-BH—1 ,3,5-triazine]-
silver(l) perchlorate
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catena-[2,4-di(4-chlorolpyrazol-1-yl)-6H-1,3,5-triazine]-
(acetonitrile)silver(l) perchlorate

CgHsAgCIZN,0, C11HgAgCI3NgO,
[Ag(1-L)]CIO, [Ag(NCMe)(-L2)]CIO,
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Tetrakis-[2,4-di(3,5-dimethylpyrazol-1-yl}-6H-1,3,5-triazine]-

tetrasilver(l) tetraperchlorate
052H60A9§1C|4N28016
[Ag4(1-L7)4][ClO4)4

Tetrakis-[2,4-di(3,5-dimethylpyrazol-1-yl)-6H-1,3,5-triazine]-
tetrasilver(l) tetra-(hexafluoroantimonate)
C52H60A9§F24N233b4
[Agalp-L7)4][SbFgly

Tetrakis-[2,4-di(4,5,6,7-tetrahydroindazol-2-yl)-6 H-1,3,5-triazine]-
tetrasilver(l) tetraperchlorate
CssHmAngtheOﬂe
[Aa(1-L7)4)[CI04]4



Complexes prepared during this study (continued)
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[2,4-Di(3,5-dimethylpyrazol-1-yl)-6H-1,3,5-triazine]-
(acetonitrile)silver(l) perchlorate
C15H1sAgCINgO,
[Ag(L3)(NCMe)]CIO,
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Bis-[4,6-di(pyrazol-1-yl)pyrimidine]-
di[isothiocyanatoliron(ll)
CaoH1gFeN4S;

[Fe(NCS)y(L),]
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Bis-[4,6-di(pyrazol-1-yl)pyrimidine]-
di[isoselenocyanatoliron(ll)
CQQH 1 GFGN 14592
[Fe(NCSe),(L°),]
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[2,4-di(4,5,6,7-tetrahydroindazol-2-yl)-6 H-1,3,5-triazine]-
(acetonitrile)silver(l) perchlorate

C19H22AgCINGO,
[Ag(LYYNCMe)]CIO,
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catenal4,6-di(pyrazol-1-yl)pyrimidine]-
di[isothiocyanatoliron(ll)
C12H8Fe NBSZ
[Fe(NCS)(ur-L)]
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catena-[2-methyl-4,6-di(pyrazol-1-yl)pyrimidine]-
difisothiocyanatoliron(ll)
C13H10FGNBSZ
[Fe(NCS)p(1-L%)]



Complexes prepared during this study (continued)
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Bis-[2-methyl4,6-di(pyrazol-1-yl)pyrimidine]-
di[isoselenocyanatoliron(ll)
CosHaoFeN 4Se;
[Fe(NCSe),(L%)]
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catena-[2-amino-4,6-di(pyrazol-1-yl)pyrimidine]-
dilisoselenocyanatoliron(ll)
C12H9F8N9892
[Fe(NCSe),(z-L7)]
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catena-[2-amino-4,6-di(pyrazol-1-yl)pyrimidine]-
difisothiocyanato]iron(ll)
C1oHgFeNgS,
[Fe(NCS)y(u-L")]
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catena-[4,6-di(pyrazol-1-yl)pyrimidine]diaquairon(ll)

diperchlorate
C10H12C|2 F9N601 0
[Fe(OH,)a(1-L7)ICIO,

[ClO4]n



