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1. Results of molecular docking study 
1.1. 2D interactions with EGFR (enzyme 5UGB) of selected compounds 4d,4e, and 4f (A−C) 

and of Sorafenib (D) 

(A) Compound 4d (R = 6-OC5H11) 

 
(B) Compound 4e (R = 7-OiC4H9) 

 
 



 

S4 

 

(C) Compound 4f (R = 7-OiC5H11) 

 
 

(D) Sorafenib  

 



 

S5 

 

1.2. 3D interactions with EGFR of selected compounds 4d,4e, and 4f (A−C) and of Sorafenib 

(D) 

(A) Compound 4d (R = 6-OC5H11) 

 
 

 

 
(B) Compound 4e (R = 7-OiC4H9) 
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(C) Compound 4f (R = 7-OiC5H11) 

 

 

 
(D) Sorafenib  
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1.3. Alignments in binding pocket of EGFR (enzyme 5UGB) of selected compounds 4d,4e, and 

4f (A−C) and of Sorafenib (D) 

(A) Compound 4d (R = 6-OC5H11) 

 
 

 

 
(B) Compound 4e (R = 7-OiC4H9) 
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 (C) Compound 4f (R = 7-OiC5H11) 

 

 

 
(D) Sorafenib  
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1.4. 2D interactions with HER2 (enzyme 3CRD) of selected compounds 4d,4e, and 4f (A−C) 

and of Sorafenib (D) 

(A) Compound 4d (R = 6-OC5H11) 

 
 

(B) Compound 4e (R = 7-OiC4H9) 
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(C) Compound 4f (R = 7-OiC5H11) 

 

 
(D) Sorafenib  
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1.5. 3D interactions with HER2 of selected compounds 4d,4e, and 4f (A−C) and of Sorafenib 

(D) 

(A) Compound 4d (R = 6-OC5H11) 

 
 

 
(B) Compound 4e (R = 7-OiC4H9) 
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(C) Compound 4f (R = 7-OiC5H11) 

 

 

 
(D) Sorafenib  
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1.6. Alignments in binding pocket HER2 (enzyme 3CRD) of selected compounds 4d,4e, and 4f 

(A−C) and of Sorafenib (D) 

(A) Compound 4d (R = 6-OC5H11) 

 

 

 
(B) Compound 4e (R = 7-OiC4H9) 
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(C) Compound 4f (R = 7-OiC5H11) 

 

 

 

 
(D) Sorafenib  
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2. Selected spectra of substituted 3′-acetylcoumarin N-(2,3,4,6-tetra-O-acetyl-β-D-

glycopyranosyl)thiosemicarbazones (3a-g) 

3′-Acetylcoumarin N-(2,3,4,6-tetra-O-acetyl-β-D-glucopyranosyl)thiosemicarbazone (3a)  
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3′-Acetyl-6′-chlorocoumarin N-(2,3,4,6-tetra-O-acetyl-β-D-glucopyranosyl)thiosemicarbazone (3b) 
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3′-Acetyl-6′-bromocoumarin N-(2,3,4,6-tetra-O-acetyl-β-D-glucopyranosyl)thiosemicarbazone (3c)  
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6-Pentoxy-4-formylcoumarin N-(2′,3′,4′,6′-tetra-O-acetyl-β-D-glucopyranosyl)thiosemicarbazone 
(3d) 
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7-Isobutoxy-4-formylcoumarin 4-(2′,3′,4′,6′-tetra-O-acetyl-β-D-glucopyranosyl)thiosemicarbazone 
(3e) 
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7-Isopentoxy-4-formylcoumarin N-(2′,3′,4′,6′-tetra-O-acetyl-β-D-glucopyranosyl)thiosemicarbazone 
(3f) 
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7-Methyl-4-formylcoumarin N-(2′,3′,4′,6′-tetra-O-acetyl-β-D-glucopyranosyl)thiosemicarbazone 
(3g) 
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3. Spectra of substituted 2,3-dihydro-2(3H)-thiazoles (4a-g) 

3-(4′-Phenyl-3′-(2′′,3′′,4′′,6′′-tetra-O-acetyl-β-D-glucopyranosyl)thiazol-2′(3′H)-
ylidene)hydrazono)ethyl)coumarin (4a) 
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3-(4′-Phenyl-3′-(2′′,3′′,4′′,6′′-tetra-O-acetyl-β-D-galactopyranosyl)thiazol-2′(3′H)-
ylidene)hydrazono)ethyl)-6-chlorocoumarin (4b) 
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4-(4′-Phenyl-3′-(2′′,3′′,4′′,6′′-tetra-O-acetyl-β-D-glucopyranosyl)thiazol-2′(3′H)-
ylidene)hydrazono)methyl)-6-pentoxycoumarin (4d) 
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4-(4′-Phenyl-3-(2,3,4,6-tetra-O-acetyl-β-D-glucopyranosyl)thiazol-2′(3′H)-
ylidene)hydrazono)methyl)-7-isopentoxycoumarin (4f) 
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4-(4′-Phenyl-3′-(2′′,3′′,4′′,6′′-tetra-O-acetyl-β-D-glucopyranosyl)thiazol-2′(3′H)-
ylidene)hydrazono)methyl)-7-methylcoumarin (4g) 
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