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1. Little dependence of the net moment induced by fluorine adsorption on the axial strain

The net moment induced by fluorine adsorption calculated by HSE06 functional 

depends little on the small axial strain. As denoted in Figure S1, the equivalent 

HSE06 lattice constant of the (8,0) F-BN nanotube is 0.02 Å larger than the LDA one, 

while the net moment is always 1 μB. Even with up to 3% compressive or tensile 

strain, the magnetic moment per unit cell is always maintained in our simulations. 
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Figure S1. Magnetic moment (black) and relative total energy (red) vs. lattice constant, 

respectively, for (8,0) F-BN nanotube calculated with HSE06. The total energy of the 

nanotube with equivalent lattice constant is set to zero. The LDA equivalent lattice 

constant is 4.30, marked with a blue arrow.

2. Spin density plot of nanoribbon and sheet

The spin density of nanoribbon is exactly the same to the distribution of the 

nantoubes, a little more on N1 along the long axis and less on N2 and N3, and due to 

the symmetry the spin density is equally distributed on the three N atoms, as shown in 

Figure S2. The spin density is highly localized on the three N atoms near the 

adsorption site. 



Figure S2. Spin density plots (0.01e/Å3 iso-surface plot) of (4×4) sheet and (8,0) 

nanoribbon. 


