
53 

 

 

DAFTAR PUSTAKA 

Abdullah, S. S., Putra, P. P., Antasionasti, I., Rundengan, G., Suoth, E. J., Abdullah, 

R. P. I., & Abdullah, F. (2021). ANALISIS SIFAT FISIKOKIMIA, 

FARMAKOKINETIK DAN TOKSIKOLOGI PADA PERICARPIUM PALA 

(Myristica fragransa) SECARA ARTIFICIAL INTELLIGENCE. Chemistry 

Progress, 14(2), 81. https://doi.org/10.35799/cp.14.2.2021.37112 

American Cancer Society. (2019). Breast Cancer Facts & Figures 2019-2020. 

American Cancer Society. 

Amin, A., Naveed, M., Sarwar, A., Rasheed, S., Saleem, H. G. M., Latif, Z., & 

Bechthold, A. (2022). In vitro and in silico Studies Reveal Bacillus cereus AA-

18 as a Potential Candidate for Bioremediation of. Frontiers in Microbiology, 

13(June), 1–13. https://doi.org/10.3389/fmicb.2022.847806 

Arazu, V. A., Nelson, C., Henrietta, U. O., Akinwonmi, A., Ochepo, A. S., & 

Samuel, C. (2022). Inhibitory Effect of Gedunin Analogue against the 

Plasmodium falciparum Dihydrofolate Reductase. Asian Journal of Research 

in Biochemistry, 11(1), 1–10. https://doi.org/10.9734/ajrb/2022/v11i130234 

Bax, B., Chung, C. W., & Edge, C. (2017). Getting the chemistry right: Protonation, 

tautomers and the importance of H atoms in biological chemistry. Acta 

Crystallographica Section D: Structural Biology, 73(2), 131–140. 

https://doi.org/10.1107/S2059798316020283 

Bhambani, S., Kondhare, K. R., & Giri, A. P. (2021). Diversity in Chemical 

Structures and Biological Properties of Plant Alkaloids. Molecules, 26(3374). 

https://doi.org/https://doi.org/10.3390/molecules26113374 

Carugo, O., & Djinovic Carugo, K. (2013). Half a century of Ramachandrán plots. 

Acta Crystallographica Section D: Biological Crystallography, 69(8), 1333–

1341. https://doi.org/10.1107/S090744491301158X 

Chen, X., Li, H., Tian, L., Li, Q., Luo, J., & Zhang, Y. (2020). Analysis of the 

Physicochemical Properties of Acaricides Based on Lipinski’s Rule of Five. 

Journal of Computational Biology, 27(9), 1397–1406. 

https://doi.org/10.1089/cmb.2019.0323 

Cho, M. J., Thompson, D. P., Cramer, V. T., Vidmar, T. J., & Scieszka, J. F. (1989). 

The Madin Darby Canine Kidney (MDCK) Epithelial Cell Monolayer as a 



54 

 

 

Model Cellular Transport Barrier. Pharmaceutical Research, 6(1), 71–77. 

Chow, E., Rendleman, C. A., Bowers, K. J., Dror, R. O., H, D., Gullingsrud, J., 

Sacerdoti, F. D., & Shaw, D. E. (2008). Desmond Performance on a Cluster of 

Multicore Processors. Simulation, July, 1–14. 

Colovos, C., & Yeates, T. O. (1993). Verification of protein structures: Patterns of 

nonbonded atomic interactions. Protein Science, 2(9), 1511–1519. 

https://doi.org/10.1002/pro.5560020916 

Devarajan, P. V., Dandekar, P., & D’Souza, A. A. (2019). Targeted Intracellular 

Drug Delivery by Receptor Mediated Endocytosis (39 ed.). Springer. 

https://doi.org/https://doi.org/10.1007/978-3-030-29168-6 

Dey, P., Kundu, A., Chakraborty, H. J., Kar, B., Choi, W. S., Lee, B. M., Bhakta, 

T., Atanasov, A. G., & Kim, H. S. (2019). Therapeutic value of steroidal 

alkaloids in cancer: Current trends and future perspectives. International 

Journal of Cancer, 145(7), 1731–1744. https://doi.org/10.1002/ijc.31965 

Dressman, J. B., Vertzoni, M., Goumas, K., & Reppas, C. (2007). Estimating drug 

solubility in the gastrointestinal tract. Advanced Drug Delivery Reviews, 59(7), 

591–602. https://doi.org/10.1016/j.addr.2007.05.009 

Dutta, B., Banerjee, A., Chakraborty, P., & Bandopadhyay, R. (2018). In silico 

studies on bacterial xylanase enzyme: Structural and functional insight. 

Journal of Genetic Engineering and Biotechnology, 16(2), 749–756. 

https://doi.org/10.1016/j.jgeb.2018.05.003 

El-Hachem, N., Haibe-Kains, B., Khalil, A., Kobeissy, F. H., & Nemer, G. (2017). 

AutoDock and AutoDockTools for protein-ligand docking: Beta-site amyloid 

precursor protein cleaving enzyme 1(BACE1) as a case study. Methods in 

Molecular Biology, 1598, 391–403. https://doi.org/10.1007/978-1-4939-6952-

4_20 

Elsliger, M. A., & Wilson, I. A. (2012). Structure validation and analysis. In 

Comprehensive Biophysics (Vol. 1). Elsevier Ltd. 

https://doi.org/10.1016/B978-0-12-374920-8.00110-7 

Feng, Y., Spezia, M., Huang, S., Yuan, C., Zeng, Z., Zhang, L., Ji, X., Liu, W., 

Huang, B., Luo, W., Liu, B., Lei, Y., Du, S., Vuppalapati, A., Luu, H. H., 

Haydon, R. C., He, T. C., & Ren, G. (2018). Breast cancer development and 



55 

 

 

progression: Risk factors, cancer stem cells, signaling pathways, genomics, 

and molecular pathogenesis. Genes and Diseases, 5(2), 77–106. 

https://doi.org/10.1016/j.gendis.2018.05.001 

Florová, P., Sklenovský, P., Banáš, P., & Otyepka, M. (2010). Explicit water 

models affect the specific solvation and dynamics of unfolded peptides while 

the conformational behavior and flexibility of folded peptides remain intact. 

Journal of Chemical Theory and Computation, 6(11), 3569–3579. 

https://doi.org/10.1021/ct1003687 

Forli, S., Huey, R., Pique, M. E., Sanner, M. F., Goodsell, D. S., & Olson, A. J. 

(2016). Computational protein–ligand docking and virtual drug screening with 

the AutoDock suite. nature protocols, 11(5), 905–919. 

https://doi.org/10.1038/nprot.2016.051 

Gopinath, P., & Kathiravan, M. K. (2021). Docking studies and molecular 

dynamics simulation of triazole benzene sulfonamide derivatives with human 

carbonic anhydrase IX inhibition activity. RSC Advances, 11(60), 38079–

38093. https://doi.org/10.1039/d1ra07377j 

Halgren, T. A. (1999). MMFF VII. Characterization of MMFF94, MMFF94s, and 

other widely available force fields for conformational energies and for 

intermolecular-interaction energies and geometries. Journal of Computational 

Chemistry, 20(7), 730–748. https://doi.org/10.1002/(SICI)1096-

987X(199905)20:7<730::AID-JCC8>3.0.CO;2-T 

Harbeck, N., Penault-Llorca, F., Cortes, J., Gnant, M., Houssami, N., Poortmans, 

P., Ruddy, K., Tsang, J., & Cardoso, F. (2019). Breast cancer. Nature Reviews 

Disease Primers, 5(1), 1–31. https://doi.org/10.1038/s41572-019-0111-2 

Heinrich, M., Mah, J., & Amirkia, V. (2021). Alkaloids Used as Medicines : 

Structural Phytochemistry Meets Biodiversity — An Update and Forward 

Look. Molecules, 26(1836), 1–18. 

https://doi.org/https://doi.org/10.3390/molecules26071836 

Hollingsworth, S. A., & Dror, R. O. (2018). Molecular Dynamics Simulation for 

All. Neuron, 99(6), 1129–1143. https://doi.org/10.1016/j.neuron.2018.08.011 

Hoque, I., Chatterjee, A., Bhattacharya, S., & Biswas, R. (2017). An Approach of 

Computer-Aided Drug Design (CADD) Tools for In Silico Pharmaceutical 



56 

 

 

Drug Design and Development. Int. J. Adv. Res. Biol. Sci, 4(2), 60–71. 

https://doi.org/http://dx.doi.org/10.22192/ijarbs.2017.04.02.009 

Huang, K., Chen, Q., Deng, L., Zou, Q., & Min, S. (2022). Daurisoline Inhibiting 

Tumor Angiogenesis and Epithelial-Mesenchymal Transition in Bladder 

Cancer by Mediating HAKAI Protein Stability. Iranian Journal of 

Pharmaceutical Research, 21(1), 1–14. https://doi.org/10.5812/ijpr-129798 

Ibrahim, Z. Y., Uzairu, A., Shallangwa, G. A., & Abechi, S. E. (2021). 

Pharmacokinetic predictions and docking studies of substituted aryl amine-

based triazolopyrimidine designed inhibitors of Plasmodium falciparum 

dihydroorotate dehydrogenase (PfDHODH). Future Journal of 

Pharmaceutical Sciences, 7(1). https://doi.org/10.1186/s43094-021-00288-2 

Islam, M. K., Barman, A. C., & Qais, N. (2020). Anti-Cancer Constituents from 

Plants : A Brief Review. J. Pharm, 19(1), 83–96. 

https://doi.org/https://doi.org/10.3329/dujps.v19i1.47823 

Jayaram, B., Singh, T., Mukherjee, G., Mathur, A., Shekhar, S., & Shekhar, V. 

(2012). Sanjeevini: a freely accessible web-server for target directed lead 

molecule discovery. BMC bioinformatics, 13 Suppl 1(Suppl 17). 

https://doi.org/10.1186/1471-2105-13-S17-S7 

Jorgensen, W. L., Chandrasekhar, J., Madura, J. D., Impey, R. W., & Klein, M. L. 

(1983). Comparison of simple potential functions for simulating liquid water. 

The Journal of Chemical Physics, 79(2), 926–935. 

https://doi.org/10.1063/1.445869 

Kansy, M., Senner, F., & Gubernator, K. (1998). Parallel artificial membrane 

permeation assay in the description of passive absorption processes. Journal 

of Medicinal Chemistry, 41(7), 1007–1010. 

https://pubs.acs.org/sharingguidelines 

Kar, S., & Leszczynski, J. (2020). Open access in silico tools to predict the ADMET 

profiling of drug candidates. Expert Opinion on Drug Discovery, 15(12), 

1473–1487. https://doi.org/10.1080/17460441.2020.1798926 

Kim, S., Chen, J., Cheng, T., Gindulyte, A., He, J., He, S., Li, Q., Shoemaker, B. 

A., Thiessen, P. A., Yu, B., Zaslavsky, L., Zhang, J., & Bolton, E. E. (2021). 

PubChem in 2021: New data content and improved web interfaces. Nucleic 



57 

 

 

Acids Research, 49(D1), D1388–D1395. https://doi.org/10.1093/nar/gkaa971 

Kumar, N., Kumar Singh, K., & Mehta Luthra, P. (2021). a Review on Anticancer 

Potential of Some Pyranocarbazole Alkaloids and Its Derivatives. 

International Journal of Advanced Research, 9(06), 874–883. 

https://doi.org/10.21474/ijar01/13091 

Kumar, S., Sharma, P. P., Shankar, U., Kumar, D., Joshi, S. K., Pena, L., Durvasula, 

R., Kumar, A., Kempaiah, P., Poonam, & Rathi, B. (2020). Discovery of New 

Hydroxyethylamine Analogs against 3CLproProtein Target of SARS-CoV-2: 

Molecular Docking, Molecular Dynamics Simulation, and Structure-Activity 

Relationship Studies. Journal of Chemical Information and Modeling, 60(12), 

5754–5770. https://doi.org/10.1021/acs.jcim.0c00326 

Laskowski, R. A., Hutchinson, E. G., Michie, A. D., Wallace, A. C., Jones, M. L., 

& Thornton, J. M. (1997). PDBsum: A Web-based database of summaries and 

analyses of all PDB structures. Trends in Biochemical Sciences, 22(12), 488–

490. https://doi.org/10.1016/S0968-0004(97)01140-7 

Laskowski, R. A., Jabłońska, J., Pravda, L., Vařeková, R. S., & Thornton, J. M. 

(2018). PDBsum: Structural summaries of PDB entries. Protein Science, 

27(1), 129–134. https://doi.org/10.1002/pro.3289 

Li, L.-N., Wang, L., Cheng, Y.-N., Cao, Z.-Q., Zhang, X.-K., & Guo, X.-L. (2018). 

Discovery and Characterization of 4-Hydroxy-2-pyridone Derivative 

Sambutoxin as a Potent and Promising Anticancer Drug Candidate: Activity 

and Molecular Mechanism. Molecular Pharmaceutics, 15(11), 4898–4911. 

https://doi.org/10.1021/acs.molpharmaceut.8b00525 

Li, Z., Wei, H., Li, S., Wu, P., & Mao, X. (2022). The Role of Progesterone 

Receptors in Breast Cancer. Drug Design, Development and Therapy, 16, 

305–314. https://doi.org/https://doi.org/10.2147/DDDT.S336643 

Lipinski, C. A. (2004). Lead- and drug-like compounds: The rule-of-five 

revolution. Drug Discovery Today: Technologies, 1(4), 337–341. 

https://doi.org/10.1016/j.ddtec.2004.11.007 

Lu, H., Yin, D., Ye, Y., Luo, H., Geng, L., & Li, H. (2009). Correlation Between 

Protein Sequence Similarity and X-Ray Diffraction Quality in the Protein Data 

Bank. 50–55. 



58 

 

 

Łukasiewicz, S., Czeczelewski, M., Forma, A., Baj, J., Sitarz, R., & Stanisławek, 

A. (2021). Breast Cancer—Epidemiology, Risk Factors, Classification, 

Prognostic Markers, and Current Treatment Strategies— An Updated Review. 

cancers, 13(4287), 1–30. https://doi.org/https:// 

doi.org/10.3390/cancers13174287 

Mardianingrum, R., Endah, S. R. N., Suhardiana, E., Ruswanto, R., & Siswandono, 

S. (2021). Docking and molecular dynamic study of isoniazid derivatives as 

anti-tuberculosis drug candidate. Chemical Data Collections, 32, 100647. 

https://doi.org/10.1016/j.cdc.2021.100647 

Mario, D., Lobo, F., Amesty, Á., Vald, C., Canerina-amaro, A., Mesa-herrera, F., 

Soler, K., Boto, A., Mar, R., Est, A., & Lahoz, F. (2021). FLTX2 : A Novel 

Tamoxifen Derivative Endowed with Antiestrogenic , Fluorescent , and 

Photosensitizer Properties. 

Maximov, P. Y., Abderrahman, B., Fanning, S. W., Sengupta, S., Fan, P., Curpan, 

R. F., Rincon, D. M. Q., Greenland, J. A., Rajan, S. S., Greene, G. L., & 

Jordan, V. C. (2018). Endoxifen, 4-Hydroxytamoxifen and an Estrogenic 

Derivative Modulate Estrogen  Receptor Complex Mediated Apoptosis in 

Breast Cancer. Molecular Pharmacology, 94(2), 812–822. 

https://doi.org/10.1124/mol.117.111385 

Pandey, P., Rane, J. S., Chatterjee, A., Kumar, A., Khan, R., Prakash, A., & Ray, 

S. (2020). Targeting SARS-CoV-2 spike protein of COVID-19 with naturally 

occurring phytochemicals: an in silico study for drug development. Journal of 

Biomolecular Structure and Dynamics, 0(0), 1–11. 

https://doi.org/10.1080/07391102.2020.1796811 

Paul Gleeson, M., Hersey, A., & Hannongbua, S. (2011). In-Silico ADME Models: 

A General Assessment of their Utility in Drug Discovery Applications. 

Current Topics in Medicinal Chemistry, 11(4), 358–381. 

https://doi.org/10.2174/156802611794480927 

Pires, D. E. V., Blundell, T. L., & Ascher, D. B. (2015). pkCSM: Predicting small-

molecule pharmacokinetic and toxicity properties using graph-based 

signatures. Journal of Medicinal Chemistry, 58(9), 4066–4072. 

https://doi.org/10.1021/acs.jmedchem.5b00104 



59 

 

 

Pollastri, M. P. (2010). Overview on the rule of five. Current Protocols in 

Pharmacology, SUPPL. 49, 1–8. 

https://doi.org/10.1002/0471141755.ph0912s49 

Qing, Z.-X., Huang, J.-L., Yang, X.-Y., Liu, J.-H., Cao, H.-L., Xiang, F., Cheng, 

P., & Zeng, J.-G. (2017). Anticancer and Reversing Multidrug Resistance 

Activities of Natural Isoquinoline Alkaloids and their Structure-activity 

Relationship. Current Medicinal Chemistry, 25(38), 5088–5114. 

https://doi.org/10.2174/0929867324666170920125135 

Rampogu, S., Balasubramaniyam, T., & Lee, J. (2022). Biomedicine & 

Pharmacotherapy Phytotherapeutic applications of alkaloids in treating breast 

cancer. Biomedicine & Pharmacotherapy, 155(September), 113760. 

https://doi.org/10.1016/j.biopha.2022.113760 

Raval, K., & Ganatra, T. (2022). Basics , types and applications of molecular 

docking : A review Basics , types and applications of molecular docking : A 

review. March. https://doi.org/10.18231/j.ijcaap.2022.003 

Rose, P. W., Prlić, A., Bi, C., Bluhm, W. F., Christie, C. H., Dutta, S., Green, R. 

K., Goodsell, D. S., Westbrook, J. D., Woo, J., Young, J., Zardecki, C., 

Berman, H. M., Bourne, P. E., & Burley, S. K. (2014). The RCSB Protein Data 

Bank: Views of structural biology for basic and applied research and 

education. Nucleic Acids Research. https://doi.org/10.1093/nar/gku1214 

Roy, A. (2017). A Review on the Alkaloids an Important Therapeutic Compound 

from Plants. International Journal of Plant Biotechnology, 3(2). 

Ruswanto, Aprillia, A. Y., & Hapid, P. A. (2022). Monograf Telaah Analisis 

Bioinformatika Turunan Alkaloid Sebagai Kandidat Terapi SARS-CoV-2. 

Global Aksara Pers. 

Ruswanto, R., Mardianingrum, R., Siswandono, S., & Kesuma, D. (2020). Reverse 

Docking, Molecular Docking, Absorption, Distribution, and Toxicity 

Prediction of Artemisinin as an Anti-diabetic Candidate. MOLEKUL, 15(2), 

88–96. https://doi.org/https://doi.org/10.20884/1.jm.2020.15.2.579 

Ruswanto, R., Mardianingrum, R., & Yanuar, A. (2022). Computational Studies of 

Thiourea Derivatives as Anticancer Candidates through Inhibition of Sirtuin-

1 (SIRT1). Jurnal Kimia Sains dan Aplikasi, 25(3), 87–96. 



60 

 

 

https://doi.org/10.14710/jksa.25.3.87-96 

Ruswanto, R., Miftah, A. M., Tjahjono, D. H., & Siswandono. (2021). In silico 

study of 1-benzoyl-3-methylthiourea derivatives activity as epidermal growth 

factor receptor (EGFR) tyrosine kinase inhibitor candidates. Chemical Data 

Collections, 34(36), 100741. https://doi.org/10.1016/j.cdc.2021.100741 

Sarvagalla, S., Syed, S. B., & Coumar, M. S. (2019). An Overview of 

Computational Methods, Tools, Servers, and Databases for Drug Repurposing. 

In In Silico Drug Design: Repurposing Techniques and Methodologies. 

Elsevier Inc. https://doi.org/10.1016/B978-0-12-816125-8.00025-0 

Selick, H. E., Beresford, A. P., & Tarbit, M. H. (2002). The emerging importance 

of predictive ADME simulation in drug discovery. Drug Discovery Today, 

7(2), 109–116. https://doi.org/10.1016/S1359-6446(01)02100-6 

Sharma, V., Wakode, S., & Kumar, H. (2021). Structure- and ligand-based drug 

design: Concepts, approaches, and challenges. Chemoinformatics and 

Bioinformatics in the Pharmaceutical Sciences, January, 27–53. 

https://doi.org/10.1016/B978-0-12-821748-1.00004-X 

Shinoda, W., & Mikami, M. (2003). Rigid-body dynamics in the isothermal-

isobaric ensemble: A test on the accuracy and computational efficiency. 

Journal of Computational Chemistry, 24(8), 920–930. 

https://doi.org/10.1002/jcc.10249 

Shivanika, C., Deepak Kumar, S., Ragunathan, V., Tiwari, P., Sumitha, A., & 

Brindha Devi, P. (2022). Molecular docking, validation, dynamics 

simulations, and pharmacokinetic prediction of natural compounds against the 

SARS-CoV-2 main-protease. Journal of Biomolecular Structure and 

Dynamics, 40(2), 585–611. https://doi.org/10.1080/07391102.2020.1815584 

Sorkun, M. C., Khetan, A., & Er, S. (2019). AqSolDB, a curated reference set of 

aqueous solubility and 2D descriptors for a diverse set of compounds. 

Scientific Data, 6(1), 1–8. https://doi.org/10.1038/s41597-019-0151-1 

Srivastava, N., Garg, P., Srivastava, P., & Seth, P. K. (2021). A molecular dynamics 

simulation study of the ACE2 receptor with screened natural inhibitors to 

identify novel drug candidate against COVID-19. PeerJ, 9, 1–18. 

https://doi.org/10.7717/peerj.11171 



61 

 

 

Su, J., Sun, T., Wang, Y., & Shen, Y. (2022). Conformational Dynamics of 

Glucagon-like Peptide-2 with Different Electric Field. Polymers, 14(2722). 

https://doi.org/https://doi.org/10.3390/polym14132722 

Summerfield, S. G., Stevens, A. J., Cutler, L., Osuna, M. D. C., Hammond, B., 

Tang, S. P., Hersey, A., Spalding, D. J., & Jeffrey, P. (2006). Improving the in 

vitro prediction of in vivo central nervous system penetration: Integrating 

permeability, P-glycoprotein efflux, and free fractions in blood and brain. 

Journal of Pharmacology and Experimental Therapeutics, 316(3), 1282–

1290. https://doi.org/10.1124/jpet.105.092916 

Sunani, Andani, M., Kamaludin, A., Stannia, N., Helmi, P., Mei, K., Guspira, Y., 

Sabetta, O., & Aulifa, D. (2022). In Silico Study of Compounds in Bawang 

Dayak ( Eleutherine palmifolia ( L ) Merr .) Bulbs on Alpha Estrogen 

Receptors. Indonesian Journal of Cancer Chemoprevention, June, 83–93. 

Sung, H., Ferlay, J., Siegel, R. L., Laversanne, M., Soerjomataram, I., Jemal, A., & 

Bray, F. (2021). Global Cancer Statistics 2020: GLOBOCAN Estimates of 

Incidence and Mortality Worldwide for 36 Cancers in 185 Countries. CA: A 

Cancer Journal for Clinicians, 71(3), 209–249. 

https://doi.org/10.3322/caac.21660 

Surabhi, S., & Singh, B. (2018). Computer Aided Drug Design: an Overview. 

Journal of Drug Delivery and Therapeutics, 8(5), 504–509. 

https://doi.org/10.22270/jddt.v8i5.1894 

Tam, B., Sinha, S., & Wang, S. M. (2020). Combining Ramachandrán plot and 

molecular dynamics simulation for structural-based variant classification: 

Using TP53 variants as model. Computational and Structural Biotechnology 

Journal, 18, 4033–4039. https://doi.org/10.1016/j.csbj.2020.11.041 

Tilaoui, M., Ait Mouse, H., & Zyad, A. (2021). Update and New Insights on Future 

Cancer Drug Candidates From Plant-Based Alkaloids. Frontiers in 

Pharmacology, 12(December), 1–19. 

https://doi.org/10.3389/fphar.2021.719694 

Tran, N. T., Jakovlić, I., & Wang, W.-M. (2015). In silico characterisation, 

homology modelling and structure-based functional annotation of blunt snout 

bream (Megalobrama amblycephala) Hsp70 and Hsc70 proteins. Journal of 



62 

 

 

Animal Science and Technology, 57(1), 1–9. https://doi.org/10.1186/s40781-

015-0077-x 

Trott, O., & Olson, A. J. (2009). AutoDock Vina: Improving the Speed and 

Accuracy of Docking with a New Scoring Function, Efficient Optimization, 

and Multithreading. Journal of computational chemistry, 31(2), 174–182. 

https://doi.org/10.1002/jcc.21334 

Waks, A. G., & Winer, E. P. (2019). Breast Cancer Treatment: A Review. JAMA - 

Journal of the American Medical Association, 321(3), 288–300. 

https://doi.org/10.1001/jama.2018.19323 

Wallner, B. (2006). Identification of correct regions in protein models using 

structural, alignment, and consensus information. Protein Science, 15(4), 900–

913. https://doi.org/10.1110/ps.051799606 

Wang, A., & Durrant, J. D. (2022). Open-Source Browser-Based Tools for 

Structure-Based Computer-Aided Drug Discovery. Molecules, 27(4623), 1–

14. https://doi.org/https://doi.org/10.3390/ molecules27144623 

Wang, D., Zhang, W., Zhang, X., Li, M., Wu, Q., Li, X., Zhao, L., Yuan, Q., Yu, 

Y., Lu, J., Zhao, J., Dong, Z., Liu, K., & Jiang, Y. (2023). Daurisoline 

suppresses esophageal squamous cell carcinoma growth in vitro and in vivo 

by targeting MEK1/2 kinase. Molecular Carcinogenesis, December 2022. 

https://doi.org/10.1002/mc.23503 

Wilding, B., Scharn, D., Böse, D., Baum, A., Santoro, V., Chetta, P., Schnitzer, R., 

Botesteanu, D. A., Reiser, C., Kornigg, S., Knesl, P., Hörmann, A., Köferle, 

A., Corcokovic, M., Lieb, S., Scholz, G., Bruchhaus, J., Spina, M., Balla, J., 

… Neumüller, R. A. (2022). Discovery of potent and selective HER2 

inhibitors with efficacy against HER2 exon  20 insertion-driven tumors, which 

preserve wild-type EGFR signaling. Nature Cancer, 3(7), 821–836. 

https://doi.org/10.1038/s43018-022-00412-y 

Wiltgen, M. (2018). Algorithms for structure comparison and analysis: Homology 

modelling of proteins. In Encyclopedia of Bioinformatics and Computational 

Biology: ABC of Bioinformatics (Vol. 1–3). Elsevier Ltd. 

https://doi.org/10.1016/B978-0-12-809633-8.20484-6 

Wu, M. Y., Wang, S. F., Cai, C. Z., Tan, J. Q., Li, M., Lu, J. J., Chen, X. P., Wang, 



63 

 

 

Y. T., Zheng, W., & Lu, J. H. (2017). Natural autophagy blockers, dauricine 

(DAC) and daurisoline (DAS), sensitize cancer cells to camptothecin-induced 

toxicity. Oncotarget, 8(44), 77673–77684. 

https://doi.org/10.18632/oncotarget.20767 

Yang, C., Xia, A. J., Du, C. H., Hu, M. X., Gong, Y. L., Tian, R., Jiang, X., & Xie, 

Y. M. (2022). Discovery of highly potent and selective 7-ethyl-10-

hydroxycamptothecin-glucose conjugates as potential anti-colorectal cancer 

agents. Frontiers in Pharmacology, 13(November), 1–12. 

https://doi.org/10.3389/fphar.2022.1014854 

Yee, S. (1997). In Vitro Permeability Across Caco-2 Cells (Colonic) Can Predict 

In Vivo (Small Intestinal) Absorption in Man-Fact or Myth. Pharmaceutical 

Research, 14(6), 763–764. 

Zhang, Z., Olland, A. M., Zhu, Y., Cohen, J., Berrodin, T., Chippari, S., Appavu, 

C., Li, S., Wilhem, J., Chopra, R., Fensome, A., Zhang, P., Wrobel, J., 

Unwalla, R. J., Lyttle, C. R., & Winneker, R. C. (2005). Molecular and 

pharmacological properties of a potent and selective novel  nonsteroidal 

progesterone receptor agonist tanaproget. The Journal of Biological 

Chemistry, 280(31), 28468–28475. https://doi.org/10.1074/jbc.M504144200 

 

  


	DAFTAR PUSTAKA

