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Figure S1. Theoretical Raman spectra (inset: molecular optimized structure of each species) calcu-
lated at B3LYP/6-31G(d,p) level of theory of: a) BB-94 and at B3LYP/LanL2DZ level of theory of b) 
BB-94-SAg and c) BB-94-SAg-OAg. 

 

Table S1. Plot showing the optimized structures and HOMO and LUMO energy levels for BB-94 
and corresponding metal complexes. The orbital energies are in atomic units (a. u.) and the GAP is 
in electron volts (eV). 

 

Name Optimized structure HOMO (a.u.) LUMO (a.u.) GAP (eV) 

BB-94 

  

 

  -0.23169 -0.03563 5.34 
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BB-94-

SAg 

  

 

  -0.19489 -0.07838 3.17 

BB-94-

SAg-

OAg 

 

 

  -0.17118 -0.08388 2.38 
 

 

 

 

 
Figure S2. Computed UV-Vis absorptionspectra calculated by using DFT-TD at B3LYP/6-31G(d,p) 
level of theory for BB-94 and B3LYP/LanL2DZ level of theory for BB-94-SAg and BB-94-SAg-OAg. 
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