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Fig. S1 The result of Al configuration molecular dynamics simulation with time, the structure

has sightly deformation after heating
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Fig. S2 The projected band structures of SiC (a) and Ti,CO, (b) monolayers
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Fig. S3 The projected band structures of SiC/Ti,CO, heterojunction under different

configuration, in which SiC is the red line and Ti,CO; is the blue line.
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Fig. S4 The projected band structures of SiC/Ti,CO, heterojunction under external electric

field, in which SiC is the red line and Ti,CO; is the blue line.
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Fig. S5 The type-II band alignment of SiC/Ti,CO,; heterojunction under the strain of 3% to 6%



— (S
—3Si
—Ti

61 ——C(11200z)
s
d=2.07A

J— )
si
S
61 —C(Ticoy
0

d=1.874

DOS (States/eV)

Energy(eV)

Fig. S6 The density of states (DOS) of SiC/Ti,CO; heterojunction under the interlayer

spacing (d) from 1.67 to 2.07 A
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Fig. S7 The I-V curve for the SiC/Ti,CO, heterojunction at an interlayer distance of 3.37 A



