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Fig. S1 Seven different initial relaxation positions of SnS,/G heterojunction system.
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Fig. S2 Charge distribution of intrinsic SnS,/G and Fe**/Co*" doped SnS,/G. In the figure, the

SnS, and graphene counterparts are displayed separately.
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Fig. S3 Final energy of the three doping positions in Figure 9.
Table S1 Mulliken atomic charge of SnS,/G, SnS;-dog./G and SnS,-doc,/G.
SnS,/G SnS,-dog./G SnS,-doc /G
charge charge charge
S(1) -0.745 S(1) -0.751 S(1) -0.751
S(2) -0.173 5(2) -0.185 S(2) -0.186
Sn(3) 1.025 sn(3) 1.012 sn(3) 1.011
S(4) -0.745 S(4) -0.751 S(4) -0.751
S(5) -0.121 S(5) -0.086 S(5) -0.081
Sn(6) 1.033 Sn(6) 1.016 Sn(6) 1.016
S(7) -0.745 S(7) -0.746 S(7) -0.747
S(8) -0.173 5(8) -0.185 S(8) -0.186
Sn(9) 1.025 sn(9) 1.012 sn(9) 1.011
S(10) -0.745 S(10) -0.746 S(10) -0.747
S(11) -0.121 S(11) -0.123 S(11) -0.124
Sn(12) 1.033 Sn(12) 1.033 Sn(12) 1.034
S(13) -0.746 S(13) -0.748 S(13) -0.748
S(14) -0.173 S(14) -0.185 S(14) -0.186
Sn(15) 1.033 Sn(15) 1.033 Sn(15) 1.034
S(16) -0.745 S(16) -0.593 S(16) -0.586
S(17) -0.173 S(17) -0.083 S(17) -0.093
Sn(18) 1.033 Sn(18) 1.017 Sn(18) 1.016
S(19) -0.746 S(19) -0.748 S(19) -0.748
S(20) -0.173 S(20) -0.083 S(20) -0.093
Sn(21) 1.033 Sn(21) 1.017 Sn(21) 1.016
S(22) -0.745 S(22) -0.746 S(22) -0.747
S(23) -0.173 S(23) -0.185 S(23) -0.186
Sn(24) 1.033 Sn(24) 1.033 Sn(24) 1.034
S(25) -0.745 S(25) -0.751 S(25) -0.751
S(26) -0.173 5(26) -0.17 5(26) -0.168
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