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Figure S1 : IR spectra of compound Li[Fe(5BrThsa),].H,O in Heating mode from 170 to
380 K (a) and in cooling mode from 380 to 120 K (b) (From Ref. S1).

Dotted lines are only guides for eyes.
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Figure S2 : Distortion of [FeN,O,S;] core in HS (a) and LS (b) phases.



Supplementary Material (ESI) for New Journal of Chemistry
This journal is (c¢) The Roval Society of Chemistry and
TI

a)

Intensity (arb. units)

Intensity (arb. units)

10 20 30 40 a0 a0 70

Figure S3 : Structureless whole pattern profile refinements for the LS phase (a) and the HS
phase (b).
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