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Figure S1. a) Full-MS(+), b)MS2 Spectra of 4 and c) comparison with calculated mass 

distribution of the isotopic cluster. To capture the complete isotopic pattern, an isolation 

window of ±4 m/z was applied, centring on the precursor ion at m/z 390.2803. This setting 

accounts for the natural isotopic distribution of carbon and boron in compound 4. The base 

peak observed is the product ion at m/z 227.2300, which arises from cleavage of  

 

 

 

Figure S2. Compound 4 calibration curve in neat H₂O:ACN (7:3, v/v) solvent, ranging from 

0.250 to 10 ppm. The LLOD was 0.100 ppm, with no detection at lower concentrations. The 

coefficient of determination (R²) was 0.9713. 

 

 

AMF39
Y = -160805+1.06966e+006*X   R^2 = 0.9713   W: 1/X
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Figure S3. Extracted ion chromatogram (EIC) of compound 4 at 5 ppm, obtained from Full-

MS(+) acquisition. The EIC was generated by extracting the base peak at m/z 388.2862 

within a 5 ppm mass tolerance. 

 

 

 

 

 

Figure S4. Cell morphology of human fibroblasts, U87 MG glioblastoma, and A375 

melanoma cell lines after compound 4 treatment. Bright field Images were taken after 72h 

of treatment with increasing concentrations of compound 4 with an inverted microscope 

using a 4X objective. Only images of non-toxic concentration are taken to observe the cell 

morphology of cell treated/untreated with compound 4.   

 

 

 

 

 

 



Figure S5: NMR 1H spectrum of compound 4 (400 MHz, CD3OD anomeric α,β mixture)  

Figure S6: NMR 13C spectrum of compound 4 (101 MHz, CD3OD)  

 



Figure S7: NMR 11B spectrum of compound 4 (128 MHz, CD3OD) 

 

Figure S8: NMR 11B decoupling spectrum of compound 4 (128 MHz, CD3OD) 

 

 

 

 

 



Figure S9: NMR COSY spectrum of compound 4 

 

 

Figure S10: NMR HSQC spectrum of compound 4 

 


