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ABSTRACT  

A series of three novel Fe(III) compounds of the formula [FeL2]X (where X = Clˉ (1), PF6ˉ (2), NO3ˉ (3), 

and L is a photoactive ligand, (4)-4-(((2-(ethylamino)ethyl)imino)methyl)-3-hydroxyphenyl 4-

bromobenzoate) was synthesized and studied by means of electron paramagnetic resonance (EPR) and 

pulsed laser irradiation. The Fe3+ ions in these compounds are in a high-spin state. A thorough analysis of 

the EPR data suggests that compounds 1 and 2 undergo an order-disorder ferroelectric phase transition, 

and below the phase transition temperature (Tc = 100 and 200 K for compounds 1 and 2, respectively) a 

nonzero average electric dipole moment appears. To get an insight into molecular structure of Fe3+ ions 

and their supramolecular organization in low-temperature (LT) and high-temperature (HT) phases of 

compounds 1 and 2, a series of density functional theory calculations was performed. On the basis of our 
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