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1.  1HNMR and 13CNMR data of compounds 3a‒d and 4a‒f 

 

 

 



 

 

 



 

 



 

 

 

 

 



 

 

 

 

 



 

 



 

 

 

 



 

 

 



 

 

 

 



 

 

 

 

 

 



 

 



 

 

 

 

 



 

 

 



 

 

 

 

 

 



 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



2. Representative HPLC purity data of the compounds 3a‒d and 4a‒f 

 

 

 



 

 

 

 

 



 

 

 

 

 

 

 

 

 

 

 



 

 

 

 

 



 

 

 



 

 

 

 

 



 

 

 

 



 

 

 

 



 

 

 

 

 

 

 

 

 

 

 



 

 

 

 



 

 



 

 

 

 

 

 

 



 

 

 

 

 

 

 

 

 

 

 



 

 



3. Representative HRMS data of the compounds 3a‒d and 4a‒f 

 

 

 

 

 

 



 

 

 

 

 

 



 

 

 

 

 

 



 

 

 

 

 

 

 

 



 

 



 

 

 

 

 

 

 

 



 

 

 

 

 

 

 

 



4. Supplementary docking figures 

 

 

Figure S4.1. 3D model of the crystal structure of hCA II with compound 4f. 

 



 

Figure S4.2. 3D model of the crystal structure of hCA XII with compound 4f. 

 

Figure S4.3. The interaction patterns of compound 4a in the active sites of hCAI (A) 3D model of the crystal 

structure of hCA I with compound 4a. (B)  2D interaction pattern of compound 4a with hCA I active site.  
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Figure S4.4. The interaction patterns of compound 4a in the active sites of hCA IX (A) 3D model of the crystal 

structure of hCA IX with compound 4a. (B)  2D interaction pattern of compound 4a with hCA IX active site.  

 

 

Figure S4.5. The interaction patterns of compound 4a in the active sites of hCA XII (A) 3D model of the crystal 

structure of hCA XII with compound 4a. (B)  2D interaction pattern of compound 4a with hCA XII active site.  
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