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Mass-spectrum of compound 17a

maa-632 #11 RT:0.58 AV:1 NL: 3.20E6
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13C NMR spectrum of compound 17¢
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maa-643 #10 RT:0.62 AV:1 NL:2.91E6
T: +cElFull ms [14.50-370.50]

1007

206.1

Relative Abundance

2971

3102

2331 330.1

353.2
190.0 2321

2181 3222
2341 | 574 2734 ‘
I

255.0
Ml 2381 W il ‘\ ‘\
L g
200 220 240 260 280 300 320 340 360




'"H NMR spectrum of compound 20a
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Mass-spectrum of compound 20a

maa-633-1#7 RT:0.35 AV:1 NL:8.60E4
T: + cElFull ms [32.50-380.50]
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13C NMR spectrum of compound 20c
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'"H NMR spectrum of compound 18a
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Mass-spectrum of compound 18a
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13C NMR spectrum of compound 18¢
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Mass-spectrum of compound 21a
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13C NMR spectrum of compound 21¢
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Figure S1. Molecular docking of ligands against Hexokinase 1 (PDB ID: 4F90). 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; m-Alkyl - in light pink colour dotted lines; m-Anion - yellow colour dotted lines) Attractive

charge are shown in beige colour dotted lines).
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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; m-Alkyl - in light pink colour dotted lines; m-7t Stacked - in bright pink
colour dotted lines, t-Cation - orange colour dotted lines).
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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 (7-Alkyl - in light pink colour
dotted lines; t-Anion and m-Cation - yellow and orange colour dotted lines, respectively).
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