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Fig. S1. Work-function of M,CF, and M,CF,-Cs3Sh structure vary with element number.
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Fig. S2. Work-function of M,CO, and M,CO,-Cs3Sh structure vary with element number.
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Fig. S3. Work-function of M,C(OH), and M,C(OH),-Cs;Sb structure vary with element number.
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Fig. S4. Work-function of M,CCl, and M,CCI,-Cs3Sb structure vary with element number.



» 10
5]

-

=

e

=

S 8 -
i

(72}

o

=}

= 6 -
=]

=

3}

=

g 4
-

[=

z

5} 2 -
—

o

0 1 | | 1 1 | | | 1 1 |

Se Ti A% Cr Y Zr Nb Mo Hf Ta w
The structure of M,C

S5 M,CS2/M,CS,-CssSh4k 1) 1) Ty b Bt J& 1 e B2 Ak 1

Fig. S5. Work-function of M,CS, and M,CS,-Cs3Sb structure vary with element number.
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Fig. S7. Work-function of M,C(NH), and M,C(NH),-Cs;Sb structure vary with element number.
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Fig. S11. Work-function of M,CT, structure vary with element number.
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Figure. S14. Charge density difference and band alignment of V,C-Cs3Sb structures, shown in
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Figure. S15. Charge density difference and band alignment of V,CO,-Cs3Sb structures, shown in

subgraph (a) and (b), the isosurface value is set to 0.003 e/bohr®.
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