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1. Results of molecular docking study 
1.1. 2D interactions with EGFR (enzyme 3POZ) of selected compounds 9a,9c.9d,9f, and 
9g (A−E) and of Sorafenib (F) 
(A) Compound 9b (R = 6-OnC4H9) 

 
 
(B) Compound 9c (R = 6-OnC5H11) 
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(C) Compound 9e (R = 7-OC2H5) 

 
 
 (D) Compound 9f (R = 7-OiC4H9) 
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(E) Compound 9g (R = 7-OiC5H11) 
 

 
(F) Sorafenib  

 
 
 



6 
 

1.2. 3D interactions with EGFR of selected compounds 9a,9c.9d,9f, and 9g (A−E) and of 
Sorafenib (F) 
 
(A) Compound 9b (R = 6-OnC4H9) 

 
 
 
 
(B) Compound 9c (R = 6-OnC5H11) 
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(C) Compound 9e (R = 7-OC2H5) 

 
 
 
 
 
 
(D) Compound 9f (R = 7-OiC4H9) 
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(E) Compound 9g (R = 7-OiC5H11) 

 

 
 
 
(F) Sorafenib  
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1.3. Alignments in binding pocket of EGFR (enzyme 3POZ) of selected compounds 
9a,9c.9d,9f, and 9g (A−E) and of Sorafenib (F) 
(A) Compound 9b (R = 6-OnC4H9) 

 
 
 
 
(B) Compound 9c (R = 6-OnC5H11) 
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(C) Compound 9e (R = 7-OC2H5) 
 
 

 
 
 
 
 
 
(D) Compound 9f (R = 7-OiC4H9) 
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(E) Compound 9g (R = 7-OiC5H11) 
 
 

 
 
 
(F) Sorafenib  
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1.4. 2D interactions with HER2 (enzyme 3CRD) of selected compounds 9a,9c,9d,9f, and 
9g (A−E) and of Sorafenib (F) 
(A) Compound 9b (R = 6-OnC4H9) 

  
(B) Compound 9c (R = 6-OnC5H11) 
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(C) Compound 9e (R = 7-OC2H5) 

 
  
(D) Compound 9f (R = 7-OiC4H9) 
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(E) Compound 9g (R = 7-OiC5H11) 

 
 
(F) Sorafenib  
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1.5. 3D interactions with HER2 of selected compounds 9a,9c.9d,9f, and 9g (A−E) and of 
Sorafenib (F) 
(A) Compound 9b (R = 6-OnC4H9) 

 
 
 
 
 
(B) Compound 9c (R = 6-OnC5H11) 
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(C) Compound 9e (R = 7-OC2H5) 

 

 
 
 
 
 
(D) Compound 9f (R = 7-OiC4H9) 
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(E) Compound 9g (R = 7-OiC5H11) 

 

 
 
 
 
(F) Sorafenib  
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1.6. Alignments in binding pocket HER2 (enzyme 3CRD) of selected compounds 
9a,9c.9d,9f, and 9g (A−E) and of Sorafenib (F) 
(A) Compound 9b (R = 6-OnC4H9) 
 

 
 
 
 
 
(B) Compound 9c (R = 6-OnC5H11) 
 

 
 
(C) Compound 9e (R = 7-OC2H5) 
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(D) Compound 9f (R = 7-OiC4H9) 
 
 

 
 
 
 
 
 
 
(E) Compound 9g (R = 7-OiC5H11) 
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(F) Sorafenib  
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2. Spectra of synthesized compounds 
2.1. Spectra of 6- and 7- alkoxy-2-oxo-2H-chromene-4-carbaldehyde N-(2,3,4,6-tetra-O-
acetyl-β-D-glucocopyranosyl)thiosemicarbazones (8a-g) 
(1) 6-Ethoxy-2-oxo-2H-chromene-4-carbaldehyde N-(2,3,4,6-tetra-O-acetyl-β-D-

galactopyranosyl)thiosemicarbazone (8a) 
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(2) 6-Butoxy-2-oxo-2H-chromene-4-carbaldehyde N-(2,3,4,6-tetra-O-acetyl-β-D-

glucopyranosyl)thiosemicarbazone (8b) 
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(3) 6-Pentoxy-2-oxo-2H-chromene-4-carbaldehyde N-(2,3,4,6-tetra-O-acetyl-β-D-

glucopyranosyl)thiosemicarbazone (8c) 
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(4) 6-Isopentoxy-2-oxo-2H-chromene-4-carbaldehyde N-(2,3,4,6-tetra-O-acetyl-β-D-

glucopyranosyl)thiosemicarbazone (8d) 
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(5) 7-Ethoxy-2-oxo-2H-chromene-4-carbaldehyde N-(2,3,4,6-tetra-O-acetyl-β-D-

galactopyranosyl)thiosemicarbazone (8e) 

 

 
 



28 
 

 
 

 

 
 
 
 
 
 
(6) 7-Isobutoxy-2-oxo-2H-chromene-4-carbaldehyde N-(2,3,4,6-tetra-O-acetyl-β-D-

glucopyranosyl)thiosemicarbazone (8f) 
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(7) 7-Isopentoxy-2-oxo-2H-chromene-4-carbaldehyde N-(2,3,4,6-tetra-O-acetyl-β-D-

glucopyranosyl)thiosemicarbazone (8g) 
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2.2. Spectra of synthesized 1,3,4-thiadiazoline−coumarin hybrid compounds (9a-g) 
(1) 4-(3′-Acetyl-5′-(N-(2′′,3′′,4′′,6′′-tetra-O-acetyl-β-D-galactopyranosyl)acetamido-2′-methyl-

2′,3′-dihydro-1′,3′,4′-thiadiazol-2′-yl)-6-ethoxycoumarin (9a) 
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(2) 4-(3′-Acetyl-5′-(N-(2′′,3′′,4′′,6′′-tetra-O-acetyl-β-D-glucopyranosyl)acetamido-2′-methyl-

2′,3′-dihydro-1′,3′,4′-thiadiazol-2′-yl)-6-butoxycoumarin (9b) 
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36 
 

(3) 4-(3′-Acetyl-5′-(N-(2′′,3′′,4′′,6′′-tetra-O-acetyl-β-D-glucopyranosyl)acetamido-2′-methyl-

2′,3′-dihydro-1′,3′,4′-thiadiazol-2′-yl)-6-pentoxycoumarin (9c) 
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(4) 4-(3′-Acetyl-5′-(N-(2′′,3′′,4′′,6′′-tetra-O-acetyl-β-D-galactopyranosyl)acetamido-2′-methyl-

2′,3′-dihydro-1′,3′,4′-thiadiazol-2′-yl)-6-ethoxycoumarin (9a)4) 4-(3′-Acetyl-5′-(N-

(2′′,3′′,4′′,6′′-tetra-O-acetyl-β-D-glucopyranosyl)acetamido-2′-methyl-2′,3′-dihydro-1′,3′,4′-

thiadiazol-2′-yl)-6-isopentoxycoumarin (9d) 
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(5) 4-(3′-Acetyl-5′-(N-(2′′,3′′,4′′,6′′-tetra-O-acetyl-β-D-galactopyranosyl)acetamido-2′-methyl-

2′,3′-dihydro-1′,3′,4′-thiadiazol-2′-yl)-7-ethoxycoumarin (9e) 
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(6) 4-(3′-Acetyl-5′-(N-(2′′,3′′,4′′,6′′-tetra-O-acetyl-β-D-glucopyranosyl)acetamido-2′-methyl-

2′,3′-dihydro-1′,3′,4′-thiadiazol-2′-yl)-7-isobutoxycoumarin (9f) 
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(7) 4-(3′-Acetyl-5′-(N-(2′′,3′′,4′′,6′′-tetra-O-acetyl-β-D-glucopyranosyl)acetamido-2′-methyl-

2′,3′-dihydro-1′,3′,4′-thiadiazol-2′-yl)-7-isopentoxycoumarin (9g) 
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