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Figure S-1. UV-vis spectra of TLC separated materials. A) Photograph of the TLC plate used for cluster separation. Bands 1 

and 2 are due to two separated clusters. B) MALDI MS data of TLC separated materials confirming that bands 1 (black 

trace) and 2 (red trace) are pure Au25BT18 and Au25PET18, respectively.   



Figure S-2. Oxidation of Au25PET18
− to Au25PET18

0 during the TLC run (DCM/hexane 60:40). The clusters were spotted 

directly after the synthesis of Au25PET18 in order to prevent oxidation during storage. However, we observed the presence of 

both oxidation states already in the beginning of the TLC run. During elution, the lower band (Au25PET18
−) gradually con-

verts to Au25PET18
0 and causes a tail to the upper band. 

 



 

 

 

Figure S-3. UV-vis spectra of the TLC separated Au25PET18
0 and Au25PET18

−. A) Photograph of the TLC plate used for 

cluster separation (DCM/hexane 70:30). Bands 1 and 2 are due to two separated clusters. B) Photograph of the extracted 

clusters showing the visible color difference between the two charge states of Au25PET18. C) MALDI MS data of TLC sepa-

rated materials confirming that bands 1 (black trace) and 2 (red trace) are pure Au25PET18
0 and Au25PET18

−, respectively. 

 



Table S- 1. TLC Eluent Compositions and Rf Values of All Separated Clusters 



Table S-2. Compositions Observed in MALDI MS of Au25Calix0-3BT6-18: Experimental and Theoretical m/z Values 

Table S-3. Interpretations of Ligands’ Binding Modes on Au25Calix0-3BT6-18 Clusters 



Figure S-4. TLC separation of Au25Calix0-3BT6-18 clusters: photographs of the same TLC plate between runs showing slight 

sticking of the first band. Eluent used in the separation was DCM/hexane 30:70. 
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