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Table S1: Adsorption energies of different gases on MoS2-NT

Energy of gas adsorbed MoS2-NT at different sites 

(eV)

Adsorption energy at different 

sites (eV)

System

H-site B-site M-site S-site

Energy of 

MoS2-NT 

(eV)

Energy 

of gas 

(eV) H-site B-site M-site S-site
MoS2-

NT@CO -64310.30 -64310.09 -64310.12 -64310.03 -63703.26 -606.60 -0.44 -0.23 -0.26 -0.17

MoS2-

NT@CO2
-64757.93 -64758.01 -64757.97 -64758.03 -63703.26 -1054.65 -0.02 -0.10 -0.06 -0.12

MoS2-

NT@NH3
-64031.46 -64031.97 -64032.24 -64031.52 -63703.26 -328.04 -0.16 -0.67 -0.94 -0.22

MoS2-

NT@H2O
-64181.88 -64182.81 -64183.26 -64182.06 -63703.26 -478.26 -0.36 -1.29 -1.74 -0.54

Table S2: Comparison of adsorption energies of MoS2-ML and MoS2-NT 

System Adsorption energy of MoS2-

ML@gas (eV) [1]

Highest adsorption Energy of 

MoS2-NT@gas (eV)

MoS2-NT@CO -0.0067 -0.44

MoS2-NT@CO2 -0.0072 -0.12

MoS2-NT@NH3 -0.0100 -0.94

MoS2-NT@H2O -0.0267 -1.74
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Table S3: Mulliken charges on MoS2-NT adsorbed gases

System Mulliken charges

MoS2-NT@CO -0.08e

MoS2-NT@CO2 -0.07e

MoS2-NT@NH3  0.25e

MoS2-NT@H2O  0.08e
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