
 

 

37 
 

DAFTAR PUSTAKA 

Adhin, M.R., Labadie-Bracho, M. and Vreden, S.G., 2012, Status of Potential 

PfATP6 Molecular Markers for Artemisinin Resistance in Suriname, Malar. 

J., 11, 322. 

Allen, M., 2004, Introduction to Molecular Dynamics Simulation, Comput. Soft 

Matter From Synth. Polym. To Proteins, 23, 1–28. 

Anonim, 2011. WHO _ Malaria, www.who.int/maalaria, diakses pada 4 

September 2015. 

Arnou, B., Montigny, C., Morth, J.P., Nissen, P., Jaxel, C., Møller, J. V and 

Maire, M. le, 2011, The Plasmodium Falciparum Ca
2+

-ATPase PfATP6: 

Insensitive to Artemisinin, but a Potential Drug Target, Biochem. Soc. 

Trans., 39, 823–831. 

Brancato, G., Rega, N. and Barone, V., 2009, Molecular Dynamics Simulations in 

a NpT Ensemble Using Non-Periodic Boundary Conditions, Chem. Phys. 

Lett., 483, 177–181. 

Budiasih, P., 2015, Kajian Interaksi Senyawa Antipsikotik Aripiprazol Dengan 

Reseptor Dopamin D3 Menggunakan Metode Simulasi Dinamika Molekuler, 

Skripsi, Departemen Kimia FMIPA UGM, Yogyakarta. 

Chan, K.L., Choo, C.Y., Abdullah, N.R. and Ismail, Z., 2004, Antiplasmodial 

Studies of Eurycoma Longifolia Jack Using the Lactate Dehydrogenase 

Assay of Plasmodium Falciparum, J. Ethnopharmacol., 92, 223–227. 

Danielson, M.L., Desai, P. V., Mohutsky, M. A., Wrighton, S. A. and Lill, M. A., 

2011, Potentially Increasing the Metabolic Stability of Drug Candidates via 

Computational Site of Metabolism Prediction by CYP2C9: The Utility of 

Incorporating Protein Flexibility via an Ensemble of Structures, Eur. J. Med. 

Chem., 46, 3953–3963. 

De Sousa, A.C.C., Diaz, N.C., de Souza, A.M.T., Cabral, L.M., Castro, H.C., 

Albuquerque, M.G. and Rodrigues, C.R., 2015, Molecular Modeling Study 

of a Series of Amodiaquine Analogues with Antimalarial Activity, Med. 

Chem. Res., 24, 3529–3536. 

Di Marino, D., D’Annessa, I., Coletta, A., Via, A. and Tramontano, A., 2015, 

Characterization of the Differences in the Cyclopiazonic Acid Binding Mode 

to Mammalian and P. Falciparum Ca 
2+

 Pumps: A Computational Study, 

Proteins Struct. Funct. Bioinforma., 83, 564–574. 

Fernández-Martínez, A., Mula, P., Cravo, P., Charle, P., Amor, A., Ncogo, P., 

Benito, A. and Berzosa, P., 2013, Characterization of the Plasmodium 

Falciparum Sarcoplasmic/endoplasmic Reticulum Ca
2+

-ATPase Gene in 

Samples from Equatorial Guinea before Implementation of Artemisinin-

Based Combination Therapy, Am. J. Trop. Med. Hyg., 88, 43–47. 

SIMULASI DINAMIKA MOLEKULAR  SENYAWA ANTIMALARIA 13 beta 21
DIHIDROKSIEURIKUMANOL DENGAN PROTEIN
PfATP6
ANITA, Dr. Ria Armunanto, M.Si ; Drs. Iqmal Tahir, M.Si
Universitas Gadjah Mada, 2015 | Diunduh dari http://etd.repository.ugm.ac.id/



38 
 

 
 

Ghasemi, J.B. and Abedi, E.N.H., 2015, Molecular Docking , 2D and 3D ‑ QSAR 

Studies of New Indole ‑ Based Derivatives as HCV ‑ NS5B Polymerase 

Inhibitors, J. Iran. Chem. Soc., 12, 1789–1799. 

Gohlke, H., Kiel, C. and Case, D. A, 2003, Insights into Protein-Protein Binding 

by Binding Free Energy Calculation and Free Energy Decomposition for the 

Ras-Raf and Ras-RalGDS Complexes, J. Mol. Biol., 330, 891–913. 

Guimarães, D.S.M., Fonseca, A.L. da, Batista, R., Comar Junior, M., Oliveira, 

A.B. De, Taranto, A.G. and Varotti, F.D.P., 2015, Structure-Based Drug 

Design Studies of the Interactions of Ent-Kaurane Diterpenes Derived from 

Wedelia Paludosa with the Plasmodium Falciparum Sarco/endoplasmic 

Reticulum Ca
2+

-ATPase PfATP6, Mem. Inst. Oswaldo Cruz, 110, 255–258. 

Hess, B., Uppsala, S. and Lindahl, E., 2008, GROMACS 4 : Algorithms for 

Highly Efficient , Load-Balanced , and Scalable Molecular Simulation, J. 

Chem. Theory Comput., 435–447. 

Hofer, T.S. and Gunsteren, W.F. Van, 2012, Molecular BioSystems Exploring the 

Properties of Small Molecule Protein Binding via Molecular Simulations : 

The TRSH – p53 Core Domain Complex W, Mol. Biosyst., 2891–2900. 

Huang, W., Lin, Z. and Van Gunsteren, W.F., 2011, Validation of the GROMOS 

54A7 Force Field with Respect to β-Peptide Folding, J. Chem. Theory 

Comput., 7, 1237–1243. 

Humphrey, W., Dalke, A. and Schulten, K., 1996, VMD: Visual Molecular 

Dynamics. J. Mol. Graph., 14, 33–8. 

Korb, O., Stützle, T. and Exner, T.E., 2007, An Ant Colony Optimization 

Approach to Flexible Protein–ligand Docking, Swarm Intell., 1, 115-134. 

Korb, O., Stützle, T. and Exner, T.E., 2009, Empirical Scoring Functions for 

Advanced Protein-Ligand Docking with PLANTS, J. Chem. Inf. Model., 49, 

84–96. 

Korobeynikov, S.N., Alyokhin, V.V. and Babichev, A. V., 2014, Application of 

the Molecular Mechanics Method to Simulation of Buckling of Single-

Walled Carbon Nanotubes, Eng. Fract. Mech., 130, 83–95. 

Kuo, P.C., Shi, L.S., Damu, A.G., Su, C.R., Huang, C.H., Ke, C.H., Wu, J. Bin, 

Lin, A.J., Bastow, K.F., Lee, K.H. and Wu, T.S., 2003, Cytotoxic and 

Antimalarial β-Carboline Alkaloids from the Roots of Eurycoma Longifolia, 

J. Nat. Prod., 66, 1324–1327. 

Laursen, M., Bublitz, M., Moncoq, K., Olesen, C., Møller, J.V., Young, H.S., 

Nissen, P. and Morth, J.P., 2009, Cyclopiazonic Acid Is Complexed to a 

Divalent Metal Ion When Bound to the Sarcoplasmic Reticulum Ca
2+

-

ATPase, J. Biol. Chem., 284, 13513–13518. 

Lundborg, M. and Lindahl, E., 2015, Automatic GROMACS Topology 

Generation and Comparisons of Force Fields for Solvation Free Energy 

SIMULASI DINAMIKA MOLEKULAR  SENYAWA ANTIMALARIA 13 beta 21
DIHIDROKSIEURIKUMANOL DENGAN PROTEIN
PfATP6
ANITA, Dr. Ria Armunanto, M.Si ; Drs. Iqmal Tahir, M.Si
Universitas Gadjah Mada, 2015 | Diunduh dari http://etd.repository.ugm.ac.id/



39 
 

 
 

Calculations, J. Phys. Chem., 119, 810-823. 

Mustofa and Qomariah, N., 2004, Aktivitas Antiplasmodial in Vitro dan 

Sitotoksik Akar Pasak Bumi Terhadap Malaria di Kalimantan Selatan. 

Medika, 3, 147–152. 

Obara, K., Miyashita, N., Xu, C., Toyoshima, I., Sugita, Y., Inesi, G. and 

Toyoshima, C., 2005, Structural Role of Countertransport Revealed in Ca
2+

 

Pump Crystal Structure in the Absence of Ca
2+

, Proc. Natl. Acad. Sci. U. S. 

A., 102, 14489–14496. 

Paissoni, C., Spiliotopoulos, D., Musco, G. and Spitaleri, A., 2015, GMXPBSA 2 

. 1 : A GROMACS Tool to Perform MM / PBSA and Computational Alanine 

Scanning, Comput. Phys. Commun., 186, 105–107. 

Panagiotou, E., 2015, The Linking Number in Systems with Periodic Boundary 

Conditions, J. Comput. Phys., 300, 533–573. 

Pettersen, E.F., Goddard, T.D., Huang, C.C., Couch, G.S., Greenblatt, D.M., 

Meng, E.C. and Ferrin, T.E., 2004, UCSF Chimera — A Visualization 

System for Exploratory Research and Analysis, J. Comput. Chem., 25, 1605–

1612. 

Purnomo, H., 2011, Kimia Komputasi : Molecular Docking PLANTS Penambatan 

Molekul PLANTS [Protein-Ligand Ants System] (“Ilmu Semut”), Pustaka 

Pelajar, Yogyakarta. 

Schmid, N., Eichenberger, A.P., Choutko, A., Riniker, S., Winger, M., Mark, A.E. 

and Van Gunsteren, W.F., 2011, Definition and Testing of the GROMOS 

Force-Field Versions 54A7 and 54B7, Eur. Biophys. J., 40, 843–856. 

Setyawan, L.A.J., 2015, Kajian Simulasi Dinamika Molekuler Senyawa 

Antimalaria Eurikumalida A, Skripsi, Jurusan Kimia FMIPA UGM, 

Yogyakarta. 

Subregion, G.M., 2014, Status Report on Artemisinin Resistance, 1, WHO, 

(January):1–7. 

Tafi, A., Agamennone, M., Tortorella, P., Alcaro, S., Gallina, C. and Botta, M., 

2005, AMBER Force Field Implementation of the Boronate Function to 

Simulate the Inhibition of β-Lactamases by Alkyl and Aryl Boronic Acids, 

Eur. J. Med. Chem., 40, 1134–1142. 

Teh, C.H., Murugaiyah, V. and Chan, K.L., 2011, Developing a Validated Liquid 

Chromatography-Mass Spectrometric Method for the Simultaneous Analysis 

of Five Bioactive Quassinoid Markers for the Standardization of 

Manufactured Batches of Eurycoma Longifolia Jack Extract as Antimalarial 

Medicaments, J. Chromatogr. A, 1218, 1861–1877. 

Winzeler, E.A. and Manary, M.J., 2014, Review: Drug Resistance Genomics of 

the Antimalarial Drug Artemisinin, Genome Biol., 15, 544. 

SIMULASI DINAMIKA MOLEKULAR  SENYAWA ANTIMALARIA 13 beta 21
DIHIDROKSIEURIKUMANOL DENGAN PROTEIN
PfATP6
ANITA, Dr. Ria Armunanto, M.Si ; Drs. Iqmal Tahir, M.Si
Universitas Gadjah Mada, 2015 | Diunduh dari http://etd.repository.ugm.ac.id/


