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ABSTRAK

Analisis Kekuatan dan Stabilitas Ikatan antara Senyawa Kimia
Tanaman Phylanthus niruri Asal Papua dengan Kandidat Protein-
Protein Target Parasit Plasmodium falciparum dengan Metode

Molecular Docking dan Molecular Dynamics Pada Studi In Silico

Penelitian sebelumnya (Umaranissa, 2024) telah mengidentifikasi

senyawa-senyawa kimia dari ekstrak bahan alam meniran hijau

transferase. ¢

tertinggi  (kenaika L) 9" protein M1 family

dynamics. Senyawa lain yang menunjukkan ikatan afinitas tinggi adalah
B,B-dimethylacrylshikonin dan olomoucine. Studi ini menunjukkan bahwa
molecular docking dan molecular dynamics dengan target senyawa kimia
dan protein yang lebih luas berpotensi menemukan target protein

antimalaria yang lebih baik.

Kata Kunci: meniran hijau, Plasmodium falciparum, molecular docking,

molecular dynamics
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ABSTRACT

Analysis of Bond Strength and Stability between Chemical
Compounds of Phylanthus niruri Plant of Papuan Origin with
Candidate Target Proteins of Plasmodium falciparum Parasite by
Molecular Docking and Molecular Dynamics Methods in In Silico
Study

Previous research (Umaranissa, 2024) has identified chemical compounds

from extracts of green menira anthus niruri) growing in Papua using

pounds that
100-200 P.

‘:i:' target protein.

.'Cﬁ’ ﬁo) > wed-the

ement) towards M1

R iN"’ﬁ
ﬁk‘“@

family aminopeptidd M/-ruﬁ?AMﬁ r: “:P‘ pond based on molecular
dynamics analysis. Other compounds that showed high affinity binding were
B,B-dimethylacrylshikonin and olomoucine. This study shows that molecular
docking and molecular dynamics with a wider range of chemical compound

and protein targets can potentially find better antimalarial protein targets.

Keyword: green chiretita, Plasmodium falciparum, molecular docking,

molecular dynamics
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