Effective adsorption of A-series chemical warfare agents on graphdiyne nanoflake; a DFT study
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[bookmark: _GoBack]Fig. S1: Structure of A-series (A-230, A-232m A-234) reported by Hoenig.




Fig S2a. All possible optimized geometries of A230@GDY complexes.


Fig S2b. All possible optimized geometries of A232@GDY complexes.


Fig S2c. All possible optimized geometries of A234@GDY complexes
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Fig S3. UV-Vis spectra of A-series analytes@GDY complexes.
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