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S1) The relative energy as a function of distance between MoS:2 and graphene layer in

MoS:2-graphene heterostructure.

In this work, the distance between MoS: and graphene layer is 3.3 A. As shown in
figure S1, although 3.35 A is the equilibrium distance between MoS:2 and graphene layer, the
relative energy at distance 3.3 A and 3.35 A is smaller than 1meV. So the distance, 3.3 A, is

also reasonable value.

8
'
¢
[}
— 61
o ‘
[4)] \
§ \ Q
S 44 N S/
[«H] ‘\ ’
.g. \‘ l,
w ’
< 24 ‘\ S
. ’
A ’
. ’
o, 9
0- L) T T ‘~-!-—’ T T L
3.2 3.3 34 3.5

distance (A)

Figure S1: The calculated relative energy AE per formula energy of MoS2 as a function of
distance between MoS2 and graphene layer with vdW+DFT, taking the origin at the lowest

energy configuration.
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