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X-ray powder diffraction for [Fe(aqin),(p-Ni(CN)4)] (1)

The room-temperature X-ray powder diffraction spectrum (XRPD) of compound 1 has
been performed to confirm that the sample used for magnetic and infrared measurements is
effectively identical to the corresponding single crystals used for X-ray structure study. The
spectrum was recorded on a PANalytical Empyrean X-ray powder diffractometer at 45 kV, 40
mA with a Cu-target tube. The observed X-ray diffraction pattern is similar to the calculated

one as indicated in the figure S1.
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Figure S1. Calculated (blue lines) and observed at room temperature (red lines) X-ray powder
diffraction patterns for [Fe(aqin),(Ni(CN)4)] (1). The calculated pattern was generated from
the room temperature cif file of 1.



