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1. Chemical structure of ligands

Figure S1. Chemical structure of the 12 ligands.

2. Detailed information of the ligands

Table S1. Detailed chemical information of the 12 ligands.

*Predicted data is generated using the ACD/Labs Percepta Platform-PhysChem Module.
#The hydrophilic ligands were designated by a few letters or abbreviations of the chemical name; 
the hydrophobic ligands were denoted by utilizing the abbreviation for the dimethylamino group 
attached to the chemical scaffold.



3. Detailed information of the bacteria

Table S2. Detailed information of the 17 kinds of bacteria.

4. The dosage of various ligands in the synthesis process of AuNCs

Table S3. Detailed dosage of each compound



5. Characterization of AuNCs

Figure S2. Extinction spectrum of AuNCs with hydrophilic and hydrophobic ligands, respectively.

Figure S3. TEM imaging of the synthesized AuNCs



Figure S4. Size distribution of the AuNCs.



6. Fluorescent response patterns

Table S4. Fluorescent response patterns of training set in the detection of bacterial samples in water.



Table S5. Fluorescent response patterns of training set in the detection of bacterial samples in serum.



Table S6. Fluorescent response patterns of training set in the detection of bacterial samples in urine.



Table S7. Fluorescent response patterns of training set in the detection of mixed bacteria.



Table S8. Fluorescent response patterns of training set in the detection of bacteria with gradient 
concentrations.



Table S9. Fluorescent response patterns of testing set in the detection of bacterial samples in water.

Table S10. Fluorescent response patterns of testing set in the detection of bacterial samples in serum.

Table S11. Fluorescent response patterns of testing set in the detection of bacterial samples in urine.



7. HCA and OPLS-DA results

Figure S5. Heatmap and HCA results for the detection of bacterial samples in serum and urine, 
respectively (a, b); Loading scatter of the OPLS-DA for for the detection of bacterial samples in 

serum and urine, respectively (c, d). 

Figure S6. Loading scatter of the OPLS-DA for the detection of mixed bacteria and bacterial 
samples with gradient concentrations, respectively (a, b).



8. Misclassification table and VIP values of OPLS-DA

Table S12. Misclassification table for the training set in the detection of bacterial samples in water.

Table S13. Misclassification table for the testing set in the detection of bacterial samples in water.

Table S14. Misclassification table for the training set in the detection of bacterial samples in serum.

Table S15. Misclassification table for the testing set in the detection of bacterial samples in serum.



Table S16. Misclassification table for the training set in the detection of bacterial samples in serum.

Table S17. Misclassification table for the testing set in the detection of bacterial samples in serum.

Table S18. Misclassification table for the training set in the detection of mixed bacteria.

Table S19. Misclassification table for the training set in the detection of bacteria with gradient 
concentrations.



Table S20. Variable importance for projection (VIP) values of OPLS-DA for the detection of 
bacterial samples in the different situation. 


