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Comparison of CD spectra between the obtained product [Au25(S-BINAP)4(DDT)5X4] and 

pure S-BINAP. 

 

 

 

Optimize structure and theoretical absorption/CD spectra of trans-form of Au25 model 

cluster having (S)-1,4-diphosphinobuta-1,3-diene ligands instead of PH3. 

 

  We also optimized trans-form of bi-icosahedral Au25 cluster having 

(S)-1,4-diphosphinobuta-1,3-diene ligands instead of monodentate PH3, and on the basis of the 

structure, optical absorption and CD spectra were simulated (Fig. S2). 

Fig. S1. CD spectra of the obtained Au25 product [Au25(S-BINAP)4(DDT)5X4] and 
pure S-BINAP in DCM. 
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Fig. S2. Optimize structure (upper) and theoretical absorption/CD spectra (lower) of trans-form of 
Au25 model cluster having (S)-1,4-diphosphinobuta-1,3-diene ligands instead of monodentate PH3. 


