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Fig. S1. The orbital-projected band structures of (a) P3ml, (b) Cmm2, and (c) C2/m-MogS¢Ses
monolayers. (The black, red, green, blue, and magenta colors represent the dxy, dyz, dz%, dxz, and
dx2-y? orbitals of the Mo atom, respectively, while the magenta, blue, and olive colors denote the
PY, pz, and px orbitals of the S and Se atoms, respectively.)
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Fig. S2. The relationship between the total energy of (a) P3ml, (b) Cmm2, and (c) C2/m-
MogSsSes monolayers under uniaxial strain and the strain along the x direction, respectively. The
in-plane stiffness C can be obtained after fitting the parabola.
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Fig. S3. The relationship between the total energy of (a) P3ml, (b) Cmm2, and (c) C2/m-
MogSsSes monolayers under uniaxial strain and the strain along the y direction, respectively. The
in-plane stiffness C can be obtained after fitting the parabola.
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Fig. S4. The energy difference between the band energies of the CBMs and VBMs relative to the

vacuum energy in (a) P3ml, (b) Cmm2, and (c) C2/m-MogSeSes monolayers is illustrated as a

function of lattice expansion along the x direction. The gradients of the black and red lines

correspond to the DP constant in their respective directions for electrons and holes.
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Fig. SS. The energy difference between the band energies of the CBMs and VBMs relative to the

vacuum energy in (a) P3ml, (b) Cmm2, and (c) C2/m-MogSeSes monolayers is illustrated as a

function of lattice expansion along the y direction. The gradients of the black and red lines

correspond to the DP constant in their respective directions for electrons and holes.
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