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Supplemenatry Material

Table-S1 In silico ADMET screening for Phytoconstituents of Citrus limon

Rule %Human

Compound '\\;Iv(il Dipole ch_Jlrng Alg(:é)t QOF;\IISQ #metab c_Jf Oral -
Five Absorption
L1_Citric acid 192.125  6.801 3 5.75 0.045 3 0 16.37
L2 _Limonene 136.236  0.306 0 0 3.981 5 0 100
L3_Terpinene 136.236  0.048 0 0 4.051 4 0 100
L4 _Alpha Terpeneol 154.252 1.661 1 0.75 2.95 4 0 100
L5_4 Terpeneol 154.252 1.974 1 0.75 2.961 4 0 100
L6_Geraniol 154.252 2.151 1 1.7 2.613 6 0 100
L7_Beta Ocimene 136.236  0.228 0 0 4.335 4 0 100
L8 Linalool 154.252 1.994 1 0.75 3.104 4 0 100
L9_Apigenin 270241  3.316 2 3.75 1.616 3 0 73.33
L10_Limocitrin 346.293  4.379 3 6 1.38 6 0 68.26
L11_Quercetin 302.24 4.838 4 5.25 0.349 5 0 52.25
L12_Eriocitrin 594,525 8.32 8 19.8 -1.958 9 3 20.32
L13_Hesperidine 606.579  7.594 7 18.1 -0.492 9 3 22.25
L14 Naringin 578.526 4.976 7 19.05 -1.479 8 3 21.31
L15 Rutoside 610.524 8.98 9 2055  -2.344 10 3 20.78
Hydroxychloroquine(std) 335.876 6.854 2 5.7 3.369 5 0 93.21
Recommendedvalues 130725 1425 0.6 220 265 1.8 4 >80%ishigh

<25% is poor

MW- Molecular weight of the molecule,

Dipole — Computed dipole moment

donorHB - Estimated number of hydrogen bonds that would be donated by the solute to water molecules in an
aqueous solution.

accptHB- Estimated number of hydrogen bonds that would be accepted by the solute from water molecules in an
aqueous solution

QPlogPo/w - Predicted octanol/water partition coefficient.

#metab- Number of likely metabolic reactions.

RuleOfFiveNumber of violations of Lipinski’s rule of five.

%Human- Oral absorption- Predicted human oral absorption on 0 to 100% scale.



Fig-Sla Docking of compounds L1-L15 with SARS CoV-2 main protease (5R82)

‘HOH 1171
< J——<—
HOP\I"lzw. \is A
JHOH 125,0‘2'3{&"
”\i\ -\IE 164

ZASN 142
£ SN

“ N\
ol \,
THR 26/ Ly 1448CYS 145



Fig- S1b Docking of compounds L1-L.15 with SARS CoV-2 Spike protein (6YZ5)
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Fig- S1c Docking of compounds L1-L15 with SARS CoV-2 RdRp (7BTF)
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Figure S2: Time line representation showing different contacts formed by Rutoside in complex with 5R82.pdb
during 100 ns MD simulation.
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Figure S3: 2D interaction diagram of Rutoside in complex with 5R82.pdb during 100 ns MD simulation
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Figure S4: Ligand properties of Rutoside in complex with 5R82.pdb during 100ns MD simulation.
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Figure S5: Time line representation showing different contacts formed by Rutoside in complex with 6'YZ5.pdb during
100 ns MD simulation.
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Figure S6: 2D interaction diagram of Rutoside in complex with 5R82.pdb during 100 ns MD simulation
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Figure S7: Ligand properties of Rutoside in complex with 6YZ5.pdb during 100ns MD simulation.
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Figure S8: Time line representation showing different contacts formed by Rutoside in complex with 7BTF.pdb
during 100 ns MD simulation.
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Figure S9: 2D interaction diagram of Rutoside in complex with 7BTF.pdb during 100 ns MD simulation
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Figure S10: Ligand properties of Rutoside in complex with 7BTF.pdb during 100ns MD simulation.
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