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1H NMR spectrum of compound 17a 

 

13C NMR spectrum of compound 17a 

 



Mass-spectrum of compound 17a 

 

 

1H NMR spectrum of compound 17c 

 

  

maa-632  #11 RT: 0.58 AV: 1 NL: 3.20E6
T: + c EI Full ms [ 32.50-390.50]
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13C NMR spectrum of compound 17c 

 

Mass-spectrum of compound 17c 

 

  

maa-643  #10 RT: 0.62 AV: 1 NL: 2.91E6
T: + c EI Full ms [ 14.50-370.50]
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1H NMR spectrum of compound 20a 

 

13C NMR spectrum of compound 20a 

 

  



Mass-spectrum of compound 20a 

 

 

1H NMR spectrum of compound 20c 

 

  

maa-633-1 #7 RT: 0.35 AV: 1 NL: 8.60E4
T: + c EI Full ms [ 32.50-380.50]
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13C NMR spectrum of compound 20c 

 

Mass-spectrum of compound 20c 

 

 

  

maa-644  _  #9 RT: 0.60 AV: 1 NL: 2.55E7
T: + c EI Full ms [ 14.50-380.50]
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1H NMR spectrum of compound 18a 

 

13C NMR spectrum of compound 18a 

 



Mass-spectrum of compound 18a 

 

 

1H NMR spectrum of compound 18c 

 

maa-637_ #21 RT: 1.12 AV: 1 NL: 1.31E6
T: + c EI Full ms [ 32.50-357.50]
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13C NMR spectrum of compound 18c 

 

Mass-spectrum of compound 18c 

 

  

maa-645_ #45 RT: 2.53 AV: 1 NL: 3.17E6
T: + c EI Full ms [ 32.50-380.50]
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1H NMR spectrum of compound 21a 

 

13C NMR spectrum of compound 21a 

 

  



Mass-spectrum of compound 21a 

 

 

1H NMR spectrum of compound 21c 

 

maa-638_220815152439 #2 RT: 0.06 AV: 1 NL: 1.14E7
T: + c EI Full ms [ 32.50-380.50]
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13C NMR spectrum of compound 21c 

 

Mass-spectrum of compound 21c 

 

  

maa_646   #16 RT: 1.14 AV: 1 NL: 1.42E7
T: + c EI Full ms [ 14.50-400.50]

50 100 150 200 250 300 350 400
m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
el

at
iv

e 
Ab

un
da

nc
e

43.9

148.1

162.0

105.0

146.0

17.9
91.0

175.0

190.0119.0

41.0 79.055.0 191.132.9 283.2 310.2 326.2
296.2219.1 267.2 354.2339.2239.2 368.4 386.4



Figure S1. Molecular docking of ligands against Hexokinase 1 (PDB ID: 4F9O). Nitrogen and oxygen atoms 
are coloured in blue and red, respectively. Hydrogen bond (bright green dotted lines represents), van der 
Waals bond (light green dotted lines represents), other interactions (Alkyl are shown in light blue colour 
dotted lines; π-Alkyl - in light pink colour dotted lines; π-Anion - yellow colour dotted lines) Attractive 
charge are shown in beige colour dotted lines). 

 

Figure S2. Molecular docking of ligands against 6-Phosphofructo-2-kinase (PDB ID: 1K6M). Nitrogen and 
oxygen atoms are coloured in blue and red, respectively. Hydrogen bond (bright green dotted lines 
represents), van der Waals bond (light green dotted lines represents), other interactions (Alkyl are shown 
in light blue colour dotted lines; π-Alkyl - in light pink colour dotted lines; π-π Stacked - in bright pink 
colour dotted lines, π-Cation - orange colour dotted lines). 

 

Figure S3. Molecular docking of ligands against Pyruvate kinase M2 (PDB ID: 1T5A). Nitrogen and oxygen 
atoms are coloured in blue and red, respectively. Hydrogen bond (bright green dotted lines represents), 



van der Waals bond (light green dotted lines represents), other interactions (π-Alkyl - in light pink colour 
dotted lines; π-Anion and π-Cation - yellow and orange colour dotted lines, respectively). 

 


