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I. POSSIBLE VERTICAL STACKING ORDERS BETWEEN THE SINGLE-

LAYERS OF GaP AND GaSe

AA

ΔE = 131 meV

AAI

ΔE = 0 meV

ATA

ΔE = 143 meV

ATAI

ΔE = 73 meV

AB

ΔE = 46 meV

ABI

ΔE = 52 meV

ATB

ΔE = 58 meV

ATBI

ΔE = 52 meV

AC

ΔE = 132 meV

ACI

ΔE = 2 meV

ATC

ΔE = 145 meV

ATCI

ΔE = 75 meV

FIG. S1: Perspective top and side views of 12 different stacking orders for GaP/GaSe heterostruc-

tures with the total energy differences per unit cell with respect to the ground state stacking

configuration.
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