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Figure 3. Optimized geometries of inputs and outputs for calculations of L-Trp with Ag/Au NP: (a) L-Trp zwitterion, cationic and anionic form of L-Trp and 10-atom surface representations for Ag (1,0,0) and Au (1,0,0); (b) Ag/NP surface interacting with L-Trp molecular forms; (c) Au/NP surface representations interacting with L-Trp molecular forms. 
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