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Figure S1. 1H-NMR, 13C-NMR and HR-MS spectra of NI-TPA
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Figure S2. Colocalization analysis plot of the Lysotracker and NI-TPA.

Figure S3. Merge S0 geometry of NI-Cbz (red) and NI-TPA (green)
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Table S1. RMSD of the backbone protein, RMSD of the ligand, and Rg analysis for the MD simulations 

at different times. 
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Table S2. Value of RMSD of the backbone protein, RMSD of the ligand, and Rg analysis for the MD 

simulations at different times and its average 

 Time NI-H NI-Cbz NI-TPA M97
1 0.280 0.271 0.258 0.261
2 0.262 0.288 0.269 0.255
3 0.278 0.268 0.266 0.253

Average 
RMSD 

backbone 
(nm) Average 0.273±0.010 0.276±0.011 0.264±0.006 0.256±0.004

1 0.029 0.076 0.074 0.037
2 0.030 0.083 0.053 0.042
3 0.029 0.081 0.064 0.036

Average 
RMSD 
Ligand
 (nm) Average 0.029±0.0002 0.080±0.003 0.064±0.010 0.038±0.003

1 2.044 2.053 2.030 2.041
2 2.037 2.039 2.035 2.040
3 2.021 2.049 2.032 2.037

Average 
Rg 

(nm)
Average 2.034±0.012 2.047±0.007 2.032±0.002 2.039±0.002


