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INVESTIGATIONS OF 2D MATERIAL METAL CONTACT USING DENSITY FUNCTIONAL THEORY

TABLE I: Strain applied 1n all the interfaces, Calculated equilibrium distances (z-direction) corresponding to minimum binding
2 D I\/I AT E R I A L S | energy(BE), BE values, Dirac Cone shift only applicable to physisorped interfaces involving graphene, Schottky Barrier
Heights(p-type and n-type) corresponding to interfaces with MoSs, Band gap (Eg) values for MoS;-metal interface and
MoS»-graphene-metal interface calculated by adding p-type SBH and n-type SBH

System MoSz2- G-Au G-Pt G-Ti G-Ag G-Ru MoSz- MoS3z- MoS2- MoS2- MoS2- MoSz- MoSz- MoS2- MoS2- MoSs-
G Au Pi Ti Ag Ru G-Au G-Pt G-Ti G-Ag G-Ru

Strain(%) 1.8 1.8 1.2 2.8 1.5 0.5 038 038 1.1 0.26 1.3 1.8 1.8 1.8 1.8 1.8

d(A) 33 3.3 3.2 2.1 3.2 2.2 2.7 2.3 2.2 2.5 2.2 d1=3.3 d1=3.3 d1=3.3 d1=3.3 d1=3.3
d2=3.3 d2=3.2 d2=2.1 d2=3.2 d2=2.2

k: BE(eV) -1.86 -2.5 -3 -19 215 -5 -5.9 955 -175 -65 -148 45 -5.16 -23.81 -43 -12.43
AEF -0.02 0.1 0.28 — -0.423 — — — — — — -0.106 0.127 — -0.057 —
n-SBH 065 — — — — — 0.64 081 0382 0373 056 0663 0916 026 025 0.018
p-SBH 1.14 — — — — — 1.2 1.09 167 148 134 1.14 089 155 156 1.79
E, (eV) L79 — — — — — 1.84 1.9 2052 1853 19 1.803 1.806 1.81 1.81 1.808
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