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S1. DFT optimized structure of the BFO nanoparticle
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14 5 1 0970005015142 149.04284660 74.83211156
12 10 5 1.290795516997 67.16398733 239.40091005
16 12 10  0.969994026889 85.88793839 244.10514473
13 12 10 1.155832700437 114.46651324 48.43504325
18 13 12 0.970001483762 172.24233091 336.88212153
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7 3 2 1.102180049085 35.25882077 342.37933383
28 7 3 0.969998541184 91.76191533 213.85713315
3 2 1 1.117259820812 109.47740740 163.74715188
30 3 2 0.969998355308 76.68937500 116.79235976
29 28 7 0.891583517849 64.82548798 151.06915070
9 8 4 0.264656832332 65.61119137 33.50149178
11 3 2 1425160026137 112.43805097 280.87703221
27 26 3 0.710782867056 104.93900473 349.01702931
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Fig. S1 TGA and DTA (inset) thermograms of BFO nanoparticles showing the thermal stability
of the material
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