[bookmark: _GoBack]In this study, the effects of Cl functionalization on the adsorption of H2Se gas on AlN-NCS and AlP-NCS surfaces were investigated. Results show that, Ead value of H2Se on AlP-NCS surface were more negative than corresponding values of AlN-NCS. Results reveal that, Cl functionalization causing an increase the absolute Ead values of H2Se on studied nanocone sheets. The Ead and orbital energy values of studied nanocone sheets can consider as important parameters to propose suitable nanocone sheets with enhanced H2Se adsorption potential.

