Table 1. Drugs used in the treatment of Lymphatic filariasis, their mechanism of action and side effects

Drug

Mechanism of Action

Side Effects

Diethylcarbamazine

Microfilaria to phagocytosis,
Arachidonic acid metabolic pathway,
cyclooxygenase pathway

Dizziness, nausea,
fever, headache, and
joint pain

Albendazole Binds to the colchicine-sensitive site of Temporary hair loss,
tubulin, thus inhibiting its vomiting, spinning
polymerization or assembly into sensations, neck
microtubules. It also causes degenerative stiffness, and
alterations in the intestinal cells of the seizures
worm by diminishing its energy
production, ultimately leading to
immobilization and death of the parasite.

Ivermectin Binds to the glutamate-gated chloride Eye pain, puffy
ion channels in invertebrate muscle and eyes, skin rash,
nerve cells of the microfilaria which itching, painful neck
results in hyperpolarization of the cell, and armpits,
leading to paralysis and death of the diarrhea, rapid
parasite. heartbeat

Doxycycline Inhibits translation by binding to the 16S Nausea, vomiting,

rRNA portion of the ribosome,
preventing binding of tRNA to the RNA-
30S bacterial ribosomal subunit which
results in the replication of bacteria and
produces a bacteriostatic effect.

stomach cramps,
sore throat, unusual
weight loss




Table 2. The list of 49 phytocompounds identified for screening based on H-bond interaction and S-score
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Table 3. List of ligands selected following the screening under Lipinski’s rule of 5 and toxicity

Sl. Ligand Mol. ALogP H- H- Toxicity
No Wt. Donor | Acceptor
1 1-Octanol, 3,7- 4.717 370.525 1 3 Non-
dimethyl Mutagen
2 1-Octanol 2.795 130.228 1 1 Non-
Mutagen
3 2,3-heptanedione 1.351 128.169 0 2 Non-
Mutagen
4 2-tridecanone 4.668 198.345 0 1 Non-
Mutagen
5 6-Octen-1-ol, 3,7- 3.239 168.276 1 1 Non-
dimethyl Mutagen
6 9-Decenoate 1.791 169.241 0 2 Non-
Mutagen
7 Acetogenins 4.221 470.639 4 7 Non-
Mutagen
8 Benzoylisolineol 2.606 468.582 3 6 Non-
one Mutagen
9 Calotropagenin 1.577 404.497 2 4 Non-
Mutagen
10 Gigantin - 0.269 154.12 1 4 Non-
Mutagen
11 N-Hexadecanoate 4,919 255.416 3 4 Non-
Mutagen
12 N-Octanoate 1.269 143.203 0 2 Non-
Mutagen
13 Nonanoic acid, 7- 3.676 186.291 1 3 Non-
methyl methyl Mutagen
ester
14 Procerin 3.517 230.302 1 2 Non-
Mutagen
15 Undecanoic acid 4111 186.291 2 3 Non-
Mutagen
16 - 4.142 356.498 1 3 Non-
anhydroepidigito Mutagen
xigenin







Table 4. Ligand with desirable interaction and druggable features

Ligand Interacting Residues H-Bond S- Score Binding
Interaction Affinity
N-Octanoate Tyr 7,Phe 8, 1le 10, Trp | Trp 38, Lys -3.1201 -4.9
38, Lys 42, Gly 48, GIn | 42, GIn 49, kcal/mol
49, Leu 50, Tyr 106, Gly
204




