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Introduction Results

C-K edge ;
Xene's characteristics, like those of other 2D materials, are sensitive to the type of functional group repre- 248(eV) B TisC,-experiment A’ i ; fA__lel2ev)
/ 2 NG [

sented on the surface. Their surface chemistry, however, has been proven to be dependent on the synthesis

Ti3C,Cl,-simulation
circumstances, which affect the processing and characteristics of MXenes. In this calculation, the pristine

Ti1;C, MXene and the functionalized ones are dynamically stable structures because there are not any imagi-

nary frequencies in their phonon band dispersion curves.

Fig .1. Schematic view of pure Ti3C; and functionalized MXene.
In Two dimensional Ti;C,X, (X=F, Cl) MXene the role
of the surface termination groups in chemical bonding
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R TR functionalized MXenes increases compared to the bare Ti1;C,, while the Ti;-C bond length for F and CI terminated MXenes gets smaller.
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Fig .3. DOS and PDOS of surface terminated Ti;C,X, (X=F, Cl) monolayer.




