
 

 

72 

 

 

DAFTAR PUSTAKA 

Agarwal, S., &Mehotra, R, 2016, An overview of molecular docking. Journal 

SciMed Chemistry, 4.(2) :  1024-1028.  

Alam, A., Kowal, J., Broude, E., Roninson, I., & Locher, K. P., 2019, Structural 

insight into substrate and inhibitor discrimination by human P-

glycoprotein. Science, 363(6428): 753-756. 
Anjarsari, E.Y., Kristina, N., Larasati, Y.A., Putri, D.D.P. and Meiyanto, E.,2013, 

Synergistic Effect of Cinnamon Essential Oil (Cinnamomum burmannii) and 

Doxorubicin on T47D Cells Correlated with Apoptosis Induction, Indonesian 

Journal of Cancer Chemoprevent., 4(1) :  450-456. 

Barbuti AM, Chen ZS, 2015,  Paclitaxel Through the Ages of Anticancer Therapy: 

Exploring Its Role in Chemoresistance and Radiation Therapy. Cancers 

(Basel).7(4): 2360-71.  

Bajusz, D., Rácz, A. dan Héberger, K, 2015,  Why is Tanimoto index an appropriate 

choice for fingerprint-based similarity calculations? Journal of 

Cheminformatics, 7(1): 20. 

Baquero MT, Lostritto K, Gustavson MD, Bassi KA, Appia F, Camp RL, et al. , 

2011,  Evaluation of prognostic and predictive value of microtubule associated 

protein tau in two independent cohorts . 

Bayat, A. , 2002,  Bioinformatics.(Science, Medicine, and the Future). British 

Medical Journal, 324(7344): 1018-1023. 

Bishop, James F., et al. , 1997, Paklitaksel as first-line treatment for metastatic 

breast cancer. The Taksol Investigational Trials Group, Australia and New 

Zealand." Oncology (Williston Park, NY) 11, 4(3): 19-23.  

Capecchi, A., Probst, D., & Reymond, J. L, 2020,  One molecular fingerprint to rule 

them all: drugs, biomolecules, and the metabolome. Journal of 

cheminformatics, 12(1):1-15. 

Chahal, M. , 2016, Information Retrieval using Dice Similarity 

Coefficient. International Journal of Advanced Research in Computer Science 

and Software Engineering, 6(6): 72-75. 

Chen, V. B., Arendall, W. B., Headd, J. J., Keedy, D. A., Immormino, R. M., 

Kapral, G. J.,  & Richardson, D. C. , 2010,  MolProbity: all-atom structure 

validation for macromolecular crystallography. Acta Crystallographica 

Section D: Biological Crystallography, 66(1): 12-21. 

Chen, Y., Azman, S. N., Kerishnan, J. P., Zain, R. B., Chen, Y. N., Wong, Y. L., & 

Gopinath, S. C. , 2014,  Identification of host-immune response protein 

candidates in the sera of human oral squamous cell carcinoma patients. PLoS 

One, 9(10): e109012. 

Cvejić, J., Bursać, M., & Atanacković, M. , 2012, Phytoestrogens:“estrogene-like” 

phytochemicals. Studies in Natural Products Chemistry, 38: 1-35. 

Analisis Bioinformatika dan Uji In Silico Sinamofilin sebagai Agen Reduksi Kemoresistensi
Paklitaksel Tertarget P-Glikoprotein
PUTRI ANGGRAINI B, Dr.apt. Hari Purnomo, MS 
Universitas Gadjah Mada, 2023 | Diunduh dari http://etd.repository.ugm.ac.id/



 

 

73 

 

 

Dar, A.M & Mir, S. ,2017,  Molecular docking: approaches, types, applications, 

and basic challenges. Journal of Analytical & Bioanalytical Technology, 8(2) 

: 1-3. 

Davies, M., Nowotka, M., Papadatos, G., Dedman, N., Gaulton, A., Atkinson, F., 

... & Overington, J. P. ,2015,. ChEMBL web services: streamlining access to 

drug discovery data and utilities. Nucleic acids research, 43(W1) : W612-

W620. 

Desai, P. V., Raub, T. J., & Blanco, M. J. ,2012, How hydrogen bonds impact P-

glycoprotein transport and permeability. Bioorganic & medicinal chemistry 

letters, 22(21) :  6540-6548. 

Dina, S., Siregar, M. F. G., Jusuf, N. K., Hasibuan, P. A., Andrijono, A., Bachtiar, 

A., ... & Nasution, I. P. ,2022, Anticancer Potential of Cinnamon Bark Extract 

(Cinnamomum burmannii) with Cisplatin Combination against P-Glikoprotein 

and Apoptotic Influx Biomarkers. Open Access Macedonian Journal of 

Medical Sciences, 10 (A): 958-964. 

Durazzo, A., Lucarini, M., Camilli, E., Marconi, S., Gabrielli, P., Lisciani, S., ... & 

Marletta, L, 2018, Dietary lignans: definition, description and research trends 

in databases development. Molecules, 23(12) :  3251. 

Du, J., Li, M., Yuan, Z., Guo, M., Song, J., Xie, X., & Chen, Y. ,2016, A decision 

analysis model for KEGG pathway analysis. BMC bioinformatics, 17(1) : 1-

12. 

Dvir, H., Silman, I., Harel, M., Rosenberry, T.L. and Sussman, J.L., 2010. 

Acetylcholinesterase: from 3D structure to function. Chemico-biological 

interactions, 187(1-3) :  10-22. 

Fajar, A., Ammar, G. A., Hamzah, M., Manurung, R., & Abduh, M. Y. ,2019, Effect 

of tree age on the yield, productivity, and chemical composition of essential oil 

from Cinnamomum burmannii. Current Research on Bioscences and 

Biotechnology, 1  ,1: 17-22. 

Filimonov, D. A., Lagunin, A. A., Gloriozova, T. A., Rudik, A. V., Druzhilovskii, 

D. S., Pogodin, P. V., & Poroikov, V. V. , 2014,  Prediction of the biological 

activity spectra of organic compounds using the PASS online web 

resource. Chemistry of Heterocyclic Compounds, 50(3) :  444-457. 

Filimonov, D., & Poroikov, V., 2008,  Probabilistic approaches in activity 

prediction (pp. 182-216). Royal Society of Chemistry, Cambridge, UK. 

Filimonov, D., Poroikov, V., Borodina, Y., & Gloriozova, T. ,1999, Chemical 

similarity assessment through multilevel neighborhoods of atoms: definition 

and comparison with the other descriptors. Journal of chemical information 

and computer sciences, 39(4): 666-670. 

F.L. Theodoulou, I.D. Kerr, 2015, ABC transporter research: going strong 40 years 

on, Biochem. Soc. Trans. 43 (5) : 1033–1040. 

Analisis Bioinformatika dan Uji In Silico Sinamofilin sebagai Agen Reduksi Kemoresistensi
Paklitaksel Tertarget P-Glikoprotein
PUTRI ANGGRAINI B, Dr.apt. Hari Purnomo, MS 
Universitas Gadjah Mada, 2023 | Diunduh dari http://etd.repository.ugm.ac.id/



 

 

74 

 

 

Fletcher, J. I., Haber, M., Henderson, M. J., & Norris, M. D. ,2010, ABC 

transporters in cancer: more than just drug efflux pumps. Nature Reviews 

Cancer, 10(2): 147-156. 

Ganesan, M., Kanimozhi, G., Pradhapsingh, B., Khan, H. A., Alhomida, A. S., 

Ekhzaimy, A., ... & Prasad, N. R. , 2021, Phytochemicals reverse P-

glycoprotein mediated multidrug resistance via signal transduction 

pathways. Biomedicine & Pharmacotherapy, 139: 111632. 

García-Ayllón, M. S., Small, D. H., Avila, J., & Sáez-Valero, J. , 2011,  Revisiting 

the role of acetylcholinesterase in Alzheimer’s disease: cross-talk with P-tau 

and β-amyloid. Frontiers in molecular neuroscience, 4: 22. 

Gottesman, M. M. How Cancer Cells Evade Chemotherapy: Sixteenth Richard and 

Hinda Rosenthal Foundation Award Lecture, 1993, Cancer Res., 53: 747- 754 

Hasanah M, Nuryani Y, Djisbar A, Mulyono E, Wikardi E, Asman A., 2003,  

Indonesian cassia (Indonesian cinnamon). In: Ravindran PN, Babu NK, 

Shylaja M (editors). Cinnamon and cassia: the genus of Cinnamomum. 

Chemical Rubber Company Press LLC, 201–14. 

Huang, C. , 2004, Virtual Labs: E-Learning for Tomorrow. Public Library of 

Science Biology, 2 : e157.  

H.M. Abdallah, A.M. Al-Abd, R.S. El-Dine, A.M. El-Halawany, 2015, P-

Glikoprotein inhibitors of natural origin as potential tumor chemo-sensitizers: 

a review, J. Adv. Res. 6 (1): 45–62. 

Hwang AW, Trzeciakiewicz H, Friedmann D, Yuan C-X, Marmorstein R, Lee 

VMY, et al. ,2016,  Conserved Lysine Acetylation within the Microtubule-

Binding Domain Regulates MAP2/Tau  Family Members. Public Library of 

Science One 11:e0168913.  

Ikeda H, Taira N, Hara F, Fujita T, Yamamoto H, Soh J, et al., 2010,  The estrogen 

receptor influences microtubule-associated protein tau  P-Glycoprotein  

expression and the selective estrogen receptor  inhibitor fulvestrant 

downregulates P-Glycoprotein and increases the sensitivity to taxane in breast 

cancer cells. 

Irshad S, Gillett C, Pinder SE, A’hern RP, Dowsett M, Ellis IO, et al., 2014, 

Assessment of microtubule- associated protein (MAP)-Tau expression as a 

predictive and prognostic marker in TACT; a trial assessing substitution of 

sequential docetaxel for FEC as adjuvant chemotherapy for early breast cancer. 

Breast Cancer Research and Treatment, 144(3): 31–41.  

Iqbal K, Liu F, Gong C-X., 2015, Tau and neurodegenerative disease: the story so 

far. Nature Reviews Neurology, 12(15).  

Jain, A. N., 2006, . Scoring functions for protein-ligand docking. Current Protein 

and Peptide Science, 7(5): 407-420. 

Jo, Y., Choi, N., Kim, K., Koo, H. J., Choi, J., & Kim, H. N., 2018, Chemoresistance 

of cancer cells: requirements of tumor microenvironment-mimicking in vitro 

models in anti-cancer drug development. Theranostics, 8(19):  5259. 

Analisis Bioinformatika dan Uji In Silico Sinamofilin sebagai Agen Reduksi Kemoresistensi
Paklitaksel Tertarget P-Glikoprotein
PUTRI ANGGRAINI B, Dr.apt. Hari Purnomo, MS 
Universitas Gadjah Mada, 2023 | Diunduh dari http://etd.repository.ugm.ac.id/



 

 

75 

 

 

Kar, S., Fan, J., Smith, M. J., Goedert, M., & Amos, L. A., 2003,  Repeat motifs of 

tau bind to the insides of microtubules in the absence of taksol. The European 

Molecular Biology Organization Journal, 22(1): 70-77. 

Kim, T. K., 2015,  T test as a parametric statistic. Korean journal of 

anesthesiology, 68(6): 540-546. 

Kitchen, D.B., Decornez, H., Furr,J.R., &Bajorath, J., 2004, Docking and scoring 

in virtual skrining for drug discovery : methods and applications. Nature 

reviews Drug Discovery, 3(11): 935-949. 

Kitphati, W., Wattanakamolkul, K., Lomarat, P., Phanthong, P., Anantachoke, N., 

Nukoolkam. , 2012,  Anticholinesterase of essential oil and their constituents 

from Thai medicinal plants purified and selular enzymes, JAASP, 1: 58 – 62. 

Korb, O., Stützle, T., & Exner, T. E., 2007,  An ant colony optimization approach 

to flexible protein–ligand docking. Swarm Intelligence, 1(2): 115-134. 

Korb, O., Stutzle, T., & Exner, T. E., 2009,  Empirical scoring functions for 

advanced protein− ligand docking with PLANTS. Journal of Chemical 

Information and Modeling, 49(1):  84-96. 

K.M.R. Srivalli, P.K. Lakshmi, 2012, Overview of P-Glikoprotein inhibitors: a 

rational outlook, Braz. J. Pharm. 48 (2012) : 353–367. 

Kroemer, R. T., 2007,  Structure-based drug design: docking and scoring. Current 

Protein and Peptide Science, 8(4): 312-328. 

Kumar, A. and Zhang, K.Y., 2016,  A pose prediction approach based on ligand 3D 

shape similarity. Journal of computer-aided molecular design, 30(6): 457-469. 

Li, J., Liu, G., Zhen, Z., Shen, Z., Li, S., & Li, H., 2022,  Molecular docking for 

ligand-receptor binding process based on heterogeneous computing. Scientific 

Programming, 2022. 

Lin Y-W, Raj EN, Liao W-S, Lin J, Liu K-K, Chen T-H, et al., 2017, Co-delivery 

of paklitaksel and cetuximab by nanodiamond enhances mitotic catastrophe 

and tumor inhibition. Scientific Reports, 7.  

Lin H, Zheng L, Li S, Xie B, Cui B, Xia A, et al,  2018,  Cytotoxicity of Tanshinone 

IIA combined with Taksol on drug-resist breast cancer cells MCF-7 through 

inhibition of Tau. Phytother Research, 32 (6): 67–71.  

Löscher, W., & Potschka, H., 2005,  Drug resistance in brain diseases and the role 

of drug efflux transporters. Nature Reviews Neuroscience, 6(8): 591-602. 

Loo, T. W., & Clarke, D. M., 2015,The transmission interfaces contribute 

asymmetrically to the assembly and activity of human P-Glikoprotein. Journal 

of Biological Chemistry, 290(27): 16954-16963. 

Makrides V, Massie MR, Feinstein SC, Lew J., 2004,  Evidence for two distinct 

binding sites for tau on microtubules. Proceedings of National Academy of 

Sciences USA,101(67): 46–51.  

Mansoori, B., Mohammadi, A., Davudian, S., Shirjang, S., & Baradaran, B., 2017,  

The different mechanisms of cancer drug resistance: a brief review. Advanced 

pharmaceutical bulletin, 7(3):  339. 

McCormick, J. W., Vogel, P. D., & Wise, J. G., 2015,  Multiple drug transport 

pathways through human P-glycoprotein. Biochemistry, 54(28) : 4374-4390. 

Analisis Bioinformatika dan Uji In Silico Sinamofilin sebagai Agen Reduksi Kemoresistensi
Paklitaksel Tertarget P-Glikoprotein
PUTRI ANGGRAINI B, Dr.apt. Hari Purnomo, MS 
Universitas Gadjah Mada, 2023 | Diunduh dari http://etd.repository.ugm.ac.id/



 

 

76 

 

 

Melo AM, Coraor J, Alpha-Cobb G, Elbaum-Garfinkle S, Nath A, Rhoades E. , 

2016, A functional role for intrinsic disorder in the tau-tubulin complex. 

Proceedings of National Academy of Sciences USA,113(143) : 36–41. 

Meng, X.Y., Zhang, H.X., Mezei, M. dan Cui, M., 2011,  Molecular docking: a  

powerful approach for structure-based drug discovery. Current Computer-

Aided Drug Design. 7 (2): 146-157. 

Menzer, W. M., Xie, B., & Minh, D. D., 2020,  On Restraints in End‐Point Protein–

Ligand Binding Free Energy Calculations. Journal of computational 

chemistry, 41(6): 573-586. 

Mishra, N., & Srivastava, R., 2022,  Therapeutic and pharmaceutical potential of 

cinnamon. In Research Anthology on Recent Advancements in 

Ethnopharmacology and Nutraceuticals ,IGI Global, 698-710.  

Morris, G. M., & Lim-Wilby, M., 2008,  Molecular docking. In Molecular 

Modeling of Proteins.  Humana Press (pp. 365-382).  

Narloch, P. H., & Dorn, M., 2019, Rosetta ligand-protein docking with self-

adaptive differential evolution. In 2019 IEEE 19th International Conference 

on Bioinformatics and Bioengineering (BIBE) (pp. 23-30). IEEE. 

Nosol, K., Romane, K., Irobalieva, R. N., Alam, A., Kowal, J., Fujita, N., & Locher, 

K. P., 2020,  Cryo-EM structures reveal distinct mechanisms of inhibition of 

the human multidrug transporter ABCB1. Proceedings of the National 

Academy of Sciences, 117(42):  26245-26253. 

Patil, R., Das, S., Stanley, A., Yadav, L., Sudhakar, A., & Varma, A. K., 2010, 

Optimized hydrophobic interactions and hydrogen bonding at the target-ligand 

interface leads the pathways of drug-designing. PloS one, 5(8) : e12029. 

Petsko, G. dan Ringe, D., 2008,  Protein Structure and Function, Primers in Biology. 

Oxford University Press. United Kingdom. 

Purnomo, H., 2022,  Molecular Docking Parasetamol dan Analognya Menggunakan 

Plants. Rapha Publishing. Indonesia. 

R. Callaghan, F. Luk, M. Bebawy, 2014, Inhibition of the multidrug resistance 

PGlikoprotein: time for a change of strategy? Drug Metab. Dispos. 42 (4):623–

631. 

Ray, S., Koshy, N.R., Reddy, P.J., Srivastava, S. , 2012, Virtual Labs in proteomics: 

New E-learning tools. Journal of Proteomics, 75 : 2515–2525.  

Ramírez, D., & Caballero, J., 2018, Is it reliable to take the molecular docking top 

scoring position as the best solution without considering available structural 

data?. Molecules, 23(5):  1038. 

Robinson, K., & Tiriveedhi, V., 2020,  Perplexing role of P-Glikoprotein in tumor 

microenvironment. Frontiers in Oncology, 10:265. 

Rogers, D., & Hahn, M., 2010, Extended-connectivity fingerprints. Journal of 

chemical information and modeling, 50(5) : 742-754. 

Rouzier R, Rajan R, Wagner P, Hess KR, Gold DL, Stec J, et al., 2005,  

Microtubule-associated protein tau : A marker of paklitaksel sensitivity in 

breast cancer, Proceedings of National Academy of Sciences USA ,102(83): 

15–20. 

Analisis Bioinformatika dan Uji In Silico Sinamofilin sebagai Agen Reduksi Kemoresistensi
Paklitaksel Tertarget P-Glikoprotein
PUTRI ANGGRAINI B, Dr.apt. Hari Purnomo, MS 
Universitas Gadjah Mada, 2023 | Diunduh dari http://etd.repository.ugm.ac.id/



 

 

77 

 

 

Sandercock, Josie, et al., 2002, "First-line treatment for advanced ovarian cancer: 

paklitaksel, platinum and the evidence." British Journal of Cancer, 87(8): 815-

824. 

SaraJliJa, H., ČukelJ, N., Mršić, G. N. D., Brnčić, M., & Ćurić, D., 2012,  

Preparation of flaxseed for lignan determination by gas chromatography-mass 

spectrometry method. Czech Journal of Food Sciences, 30(1): 45-52. 

Schinkel, A.H.; Mayer, U.; Wagenaar, E.; Mol, C.A.; van Deemter, L.; Smit, J.J.; 

van der Valk, M.A.; Voordouw, A.C.; Spits, H.; van Tellingen, O.; et al., 1997,  

Normal viability and altered pharmacokinetics in mice lacking mdr1-type 

(drug-transporting) P-Glikoproteins. Proc. Natl. Acad. Sci. USA , 94:  4028–

4033. 

Seebacher, N. A., Richardson, D. R., & Jansson, P. J., 2016,  A mechanism for 

overcoming P-glycoprotein-mediated drug resistance: novel combination 

therapy that releases stored doxorubicin from lysosomes via lysosomal 

permeabilization using Dp44mT or DpC. Cell death & disease, 7(12):  e2510-

e2510. 

Seelig, A., 2020,  P-Glikoprotein: one mechanism, many tasks and the 

consequences for pharmacotherapy of cancers. Frontiers in oncology, 10: 

576559. 

Silva, M. L., 2015,  Beneficial effects of Cinnamomum burmannii in the treatment 

of diabetes mellitus (Doctoral dissertation, University of Central Lancashire). 

Smoter M, Bodnar L, Duchnowska R, Stec R, Grala B, Szczylik C., 2011, The role 

of Tau protein in resistance to paklitaksel. Cancer Chemotherapy and 

Pharmacology, 68(55): 3–7.  

Sola, M., Magrin, C., Pedrioli, G., Pinton, S., Salvadè, A., Papin, S., & Paganetti, 

P., 2020,  Tau affects P53 function and cell fate during the DNA damage 

response. Communications Biology, 3(1): 1-15. 

Stella, F., Radanovic, M., Canineu, P. R., de Paula, V. J., & Forlenza, O. V., 2015,  

Anti-dementia medications: current prescriptions in clinical practice and new 

agents in progress. Therapeutic advances in drug safety, 6(4): 151-165. 

Sydow, D., Wichmann, M., Rodríguez-Guerra, J., Goldmann, D., Landrum, G., 

Volkamer, A., 2019,  TeachOpenCADD-KNIME: A Teaching Platform for 

Computer-Aided Drug Design Using KNIME Workflows. Journal of 

Chemical Information and Modelling. 59: 4083–4086. 

Teng, Y. N., Huang, B. H., Huang, S. Y., Wu, I. T., Wu, T. S., Lee, T. E., & Hung, 

C. C., 2021,  Cinnamophilin overcomes cancer multi-drug resistance via 

allosterically modulating human P-Glikoprotein on both drug binding sites and 

ATPase binding sites. Biomedicine & Pharmacotherapy, 144:  112379. 

Waghray, D.; Zhang, Q., 2018,  Inhibit or evade multidrug resistance P-

Glikoprotein in cancer treatment. J. Med. Chem, 61:  5108–5121 

Webb, A. L., & McCullough, M. L., 2005,  Dietary Lignans: Potential Role in 

Cancer Prevention. Nutrition and Cancer, 51: 2. 

Analisis Bioinformatika dan Uji In Silico Sinamofilin sebagai Agen Reduksi Kemoresistensi
Paklitaksel Tertarget P-Glikoprotein
PUTRI ANGGRAINI B, Dr.apt. Hari Purnomo, MS 
Universitas Gadjah Mada, 2023 | Diunduh dari http://etd.repository.ugm.ac.id/



 

 

78 

 

 

Yang, Z., Zhou, Q., Mok, L., Singh, A., Swartz, D. J., Urbatsch, I. L., & Brouillette, 

C. G., 2017,  Interactions and cooperativity between P-Glikoprotein structural 

domains determined by thermal unfolding provides insights into its solution 

structure and function. Biochimica et Biophysica Acta (BBA)-

Biomembranes, 1859(1) : 48-60. 

Yusuf, R. Z., et al., 2003, Paklitaksel resistance: molecular mechanisms and 

pharmacologic manipulation." Current Cancer Drug Targets , 3(1):  1-19. 

Zha G-B, Shen M, Gu X-S, Yi S., 2016, Changes in microtubule-associated protein 

tau during peripheral nerve injury and regeneration. Neural Regeneration 

Research, 11(15):  6–11.  

Zhang D, Yang R, Wang S, Dong Z., 2014, Paklitaksel : new uses for an old drug. 

Drug Design, Development, and Therapy. 20(82): 79-84.  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Analisis Bioinformatika dan Uji In Silico Sinamofilin sebagai Agen Reduksi Kemoresistensi
Paklitaksel Tertarget P-Glikoprotein
PUTRI ANGGRAINI B, Dr.apt. Hari Purnomo, MS 
Universitas Gadjah Mada, 2023 | Diunduh dari http://etd.repository.ugm.ac.id/


