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Figure S1 The adsorption site models of drug molecule

-SDZ

A3

-SDZ

A2

-SDZ

Al

B3-SDZ

B2-SDZ

B1-SDZ

2.791/

-SDZ

C3

C2-SDZ

C1-SDZ

Figure S2 The Stable adsorption configuration of SDZ on carbon nanotubes in vacuum
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Figure S3 The Stable adsorption configuration of SM1 on carbon nanotubes in vacuum
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Figure S4 The Stable adsorption configuration of SM2 on carbon nanotubes
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Figure S5. The Stable adsorption configuration of SMX on carbon nanotubes in vacuum



Figure S6. Electron density diagram of SDZ. SM1., SM2. SMX stable adsorption configuration
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Figure S7. The Stable adsorption configuration of SDZ on carbon nanotubes

environment
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Figure S8. The Stable adsorption configuration of SM1 on carbon nanotubes

environment
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Figure S9. The Stable adsorption configuration of SM2 on carbon nanotubes

environment
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Figure S10. The Stable adsorption configuration of SMX on carbon nanotubes in water

environment
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