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I. Supplementary Table 

Table S1. The Kinetic Parameters and Binding Affinities of compounds with hPD-L1.  

Compound Ka (M-1s-1) Kd (s-1) KD (M) LEa 

A7 7.89×105 6.38×10-3 8.09×10-9 0.35 

A9 5.38×105 1.96×10-3 3.64×10-9 0.40 

A11 5.76×105 3.68×10-3 6.39×10-9 0.39 

A15 5.05×105 1.01×10-2 1.99×10-8 0.36 

a The result is calculated by the equation: LE = -1.35log KD/Nheavy atoms, Nheavy atoms is the number of non-H 

atoms. 

 

  



S4 

 

II. Spectroscopic data of compounds A1–18 

1H NMR Spectra for Compound A1 

 

LCMS Spectra for Compound A1 
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13C NMR Spectra for Compound A1 

 

1H NMR Spectra for Compound A2 

 

LCMS Spectra for Compound A2 
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13C NMR Spectra for Compound A2 

 

1H NMR Spectra for Compound A3 
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LCMS Spectra for Compound A3 

 

13C NMR Spectra for Compound A3 
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1H NMR Spectra for Compound A4 

 

LCMS Spectra for Compound A4 
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13C NMR Spectra for Compound A4 

 

1H NMR Spectra for Compound A5 
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LCMS Spectra for Compound A5 

 

13C NMR Spectra for Compound A5 



S11 

 

 

1H NMR Spectra for Compound A6 

 

LCMS Spectra for Compound A6 
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13C NMR Spectra for Compound A6 

 

1H NMR Spectra for Compound A7 
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LCMS Spectra for Compound A7 

 

13C NMR Spectra for Compound A7 
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1H NMR Spectra for Compound A8 

 

LCMS Spectra for Compound A8 
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13C NMR Spectra for Compound A8 

 

1H NMR Spectra for Compound A9  
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LCMS Spectra for Compound A9 

 

13C NMR Spectra for Compound A9 
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1H NMR Spectra for Compound A10 

 

LCMS Spectra for Compound A10 
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13C NMR Spectra for Compound A10 

 

1H NMR Spectra for Compound A11 
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LCMS Spectra for Compound A11 

 

13C NMR Spectra for Compound A11 
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1H NMR Spectra for Compound A12 

 

LCMS Spectra for Compound A12 
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13C NMR Spectra for Compound A12 

 
1H NMR Spectra for Compound A13 
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LCMS Spectra for Compound A13 

 

13C NMR Spectra for Compound A13 
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1H NMR Spectra for Compound A14 

 

LCMS Spectra for Compound A14 
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13C NMR Spectra for Compound A14 

 
1H NMR Spectra for Compound A15 
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LCMS Spectra for Compound A15 

 

13C NMR Spectra for Compound A15 
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1H NMR Spectra for Compound A16 

 

LCMS Spectra for Compound A16 
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13C NMR Spectra for Compound A16 

 
1H NMR Spectra for Compound A17 
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LCMS Spectra for Compound A17 

 

13C NMR Spectra for Compound A17 
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1H NMR Spectra for Compound A18 

 

LCMS Spectra for Compound A18 
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13C NMR Spectra for Compound A18 
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III. HPLC Spectroscopic data for A9 

 

 


