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Figure S1. Top and side views of the optimized structures of the pristine BSe/WSe2 heterostructures with adsorbed NH3 and NO2 gas molecules.
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Figure S2. Band structure plots of the pristine BSe/WSe2 heterostructures with adsorbed NH3 (a) and NO2 (b) gas molecules. 
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Figure S3. Top and side views of the optimized structures of the pristine BSe/WSe2 heterostructures with adsorbed H2O and CO2 gas molecules.
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[bookmark: _GoBack]Figure S4. Band structure plot of the NO2 adsorption Ag-BSe/WSe2 heterostructures with the inclusion of spin-orbit coupling (SOC).
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