ANALISIS HUBUNGAN KUANTITATIF STRUKTUR DAN AKTIVITAS SENYAWA TURUNAN
BENZOHIDRAZIDA SEBAGAI
ANTIKANKER SEL KOLON
ERZA NURFIRA FAHMA, Prof. Dr. Mudasir, M. Eng.; Drs. Igmal Tahir, M.Si.
UNIVERSITAS

GADJAH MADA Universitas Gadjah Mada, 2018 | Diunduh dari http://etd.repository.ugm.ac.id/

DAFTAR PUSTAKA

Abid, 1., 2017, Kajian Hubungan Kuantitatif Struktur dan Aktivitas (HKSA)
Antikanker Payudara Turunan o-Mangostin Menggunakan Deskriptor
Hasil Perhitungan Metode Ab Initio Hartree-Fock, Skripsi, Fakultas
Matematika dan Ilmu Pengetahuan Alam, Universitas Gadjah Mada,
Yogyakarta.

Akamatsu, M., 2011, Importance of Physicochemical Properties for the Design of
New Pesticide, J. Agric. Food Chem., 59, 2909-2917.

Al-Omary, F.A.M., Hassan, G.S., EI-Messery, S.M., and EI-Subbagh, H.I., 2012,
Substituted Thiazoles V. Synthesis and Antitumor Activity of Novel
Thiazolo[2,3-B] Quinazoline and Pyrido[4,3-D]Thiazolo[3,2-
A]Pyrimidine Analogues, Eur. J. Med. Chem, 47, 65-72.

André, T., Boni, C., Mounedji-Boudiaf, L., Navarro, M., Tabernero, J., Hickish,
T., Topham, C., Zaninelli, M., Clingan, P., Bridgewater, J., Tabah-Fisch,
I., and de Gramont, A., 2004, Oxaliplatin, Fluorouracil, and Leucovorin as
Adjuvant Treatment for Colon Cancer, N. Engl. J. Med., 350, 2343-51.

Andre, T., Boni, C., Navarro, M., Tabernero, J., Hickish, T., Topham, C., Bonetti,
A., Clingan, P., Bridgewater, J., Rivera, F., and de Gramount, A., 2009,
Improved Overall Survival With Oxaliplatin, Fluorouracil,and Leucovorin
As Adjuvant Treatment in Stage Il or Il Colon Cancer in the MOSAIC
Trial, J. Clinical Onconology, 27(19), 3109-3116.

Becke, A.D., 1988, Density-Functional Exchange-Energy Approximation with
Correct Asymtotic Behaviour, Phys. Rev. A., 38, 3098-3100.

Charifson, P.S., 1997, Practical Application of Computer-Aided Drug Design,
Marcel Dekker, Inc., New York.

Da Silva, C.M., da Silva, D.L., Modolo, L.V., Alves, R.B., de Resende, M.A.,
Martins, C.V.B., and de Fatima, A., 2011, Schiff bases: A Short Review
Of Their Antimicrobial Activities, J. Adv. Research, 2, 1-8.

Dahlan, M., 2017, Desain Senyawa Turunan 2-Metiltio-5-(4-Amino-2-
Metilpirimidin-5-11)-1,3,4-Oxadiazol Sebagai Anti-Tobacco Mosaic Virus
(TMV) Berdasarkan Hasil Analisis Hubungan Kuantitatif Struktur-
Aktivitas (HKSA),Tesis, Fakultas Matematika dan llmu Pengetahuan
Alam, Universitas Gadjah Mada, Yogyakarta.

Ferreira, M.M.C., 2002, Multivariate QSAR, J. Braz. Chem. Soc., 13(6), 742-753.

51



ANALISIS HUBUNGAN KUANTITATIF STRUKTUR DAN AKTIVITAS SENYAWA TURUNAN
BENZOHIDRAZIDA SEBAGAI
ANTIKANKER SEL KOLON

ERZA NURFIRA FAHMA, Prof. Dr. Mudasir, M. Eng.; Drs. Igmal Tahir, M.Si.

(%JAI\IIDIJXEHRSI\/I[]/-\P]\DSA Universitas Gadjah Mada, 2018 | Diunduh dari http://etd.repository.ugm.ac.id/ 52

Golbraikh, A., Shen, M., Xiao, Z., Xiao, Y., and Lee, K., 2003, Rational Selection
of Training and Test Sets for the Development of Validated QSAR
Models, J. Comp.-Aid. Mol. Des., 17, 241-253.

Goodarzi, M., Freitas, M.P., and Ghasemi, N., 2010, QSAR Studies of
Bioactivities of 1-(Azacyclyl)-3-Arylsulfonyl-1H-Pyrrolo[2,3-b] Pyridines
as 5-HT6 Receptor Ligands Using Physicochemical Descriptors and MLR
and ANN-Modeling, Eur. J. Med. Chem., 45, 3911-3915.

IARC, 2017, World Cancer Report 2017, World Health Organization.

Irmansyah, M., 2017, Analisis Hubungan Kuantitatif Struktur-Aktivitas (HKSA)
dan  Desain  Senyawa Fungisida Baru  Turunan  2-Aril-3,4-
Dihidroksikuinolin-2-ium, Tesis, Fakultas Matematika dan Illmu
Pengetahuan Alam, Universitas Gadjah Mada, Yogyakarta.

Ismudewa, D., 2017, Studi Hubungan Kuantitatif Struktur-Aktivitas Senyawa
Antimalaria Turunan 1,10-Fenantrolin Menggunakan Metode MLR, PCR
dan ANN, Skripsi, Fakultas Matematika dan llmu Pengetahuan Alam,
Universitas Gadjah Mada, Yogyakarta.

Jensen, F., 2007, Introduction to Computational Chemistry, Second Edition, John
Wiley & Sons, Ltd. Chichester.

Johnson, R.A., and Wichern, D.W., 1992, Applied Multivariate Statistical
Analysis, 18th Ed., Prentice Hall, New Jersey.

Kamuhabwa, A., Nashimo, C., and de Witte, P., 2000, Cytotoxicity of Some
Medicinal Plant Extracts Used In Tanzanian Traditional Medicine,
J.Ethnopharmacol., 70 (2), 143-149.

Karelson, M., Lobanov, V.S., and Katrizky, A.R., 1996, Quantum-Chemical
Descriptors in QSAR/QSPR Studies, Chem. Rev., 96, 1027-1044.

Katritzky, A.R., 1995, Quantum-Chemical Descriptors in QSAR/QSPR Studies,
Center for Heterocyclic Compounds, Department of Chemistry, University
of Florida.

Kholish, A., 2016, Analisis QSAR untuk Desain Senyawa Antikanker Prostat,
Pankreas, dan Kolon dari Analog Kurkumin Monoketon, Tesis, Fakultas
Matematika dan Illmu Pengetahuan Alam, Universitas Gadjah
Mada, Y ogyakarta.

Kilo, J.L., 2014, Kajian Hubungan Kuantitatif Struktur-Aktivitas Antimalaria
turunan  Quinolon-4(1H)-Imine  Menggunakan  Deskriptor  Hasil



ANALISIS HUBUNGAN KUANTITATIF STRUKTUR DAN AKTIVITAS SENYAWA TURUNAN
BENZOHIDRAZIDA SEBAGAI

ANTIKANKER SEL KOLON

ERZA NURFIRA FAHMA, Prof. Dr. Mudasir, M. Eng.; Drs. Igmal Tahir, M.Si.

(%JAI\IIDIJXEHRSI\/I[]/-\P]\DSA Universitas Gadjah Mada, 2018 | Diunduh dari http://etd.repository.ugm.ac.id/ 53

Perhitungan Metode Ab Initio Hartree-Fock, Tesis, Fakultas Matematika
dan llmu Pengetahuan Alam, Universitas Gadjah Mada, Yogyakarta.

Kruse, H., Goerigk, L., and Grimme, S., 2012, Why the Standard B3LYP/6-31*
Model Chemistry Should Not Be Used in DFT Calculations of Molecular
Thermochemistry: Understanding and Correcting the Problems, J. Org.
Chem., 77, 10824-10834.

Kubinyi, H., 1993, QSAR : Hansch Analysis and Related Approaches, VCH
Publishers, New York.

Kumar, A., Srivastava, A.K., Gangwar, S., Misra, N., Mondal, A., and
Brahmachari, G., 2015, Combined Experimental (FT-IR, UV-Visible
Spectra, NMR) and Theoretical Studies on the Molecular Structure,
Vibrational Spectra, HOMO, LUMO, MESP Surface, Reactivity
Descriptor and Molecular Docking of Phomarin, J. Mol. Struct., 1096, 94-
101.

Kumar, P., Narasimhan, B., Ramasamy, K., Mani, V., Mishra, R. K., and Majeed,
A. B. A, 2017, Synthesis, Antimicrobial, Anticancer Evaluation and
QSAR Studies of 2/3-bromo-N’-(substitutedbenzylidene/3-
phenylallylidene) Benzohydrazides, Arab. J. Chem., 10, 3740-3748.

Leach, A.R., 2001, Molecular Modelling: Principle and Application, 2nd ed.,
Longman Singapura.

Lee, C., Yang, W., and Parr, R.G., 1988, Development of the Colle-Salvetti
Correlation-Energy Formula Into a Functional of the Electron Density,
Phys. Rev., 37(2), 785-789.

Lee, KW., Kwon, S.Y., Hwang, S., Lee, J.U. and Kim, H., 1996, Quantitative
Structure Activity Relationship (QSAR) Study on C-7 Substituted
Quinolone, Bulletin of The Kor. Chem. Soc. 17, 147-152.

Lipinski, C.A., Lombardo, F., Dominy, B.W., and Feeny, P.J., 1997, Experimental
and Computational Approaches to Estimate Solubility and Permeability in
Drug Discovery and Development Setting, Adv. Drug. Deliv. Rev., 23, 3-
25.

Liu, P., dan Long, W., 2009, Current Mathematical Methods Used in
QSAR/QSPR Studies, Int. J. Mol. Sci., 10, 1978-1998.

Lockshin, R.A., and Zakeri, Z., 2007, Cell Death in Health and Disease, J. Cell.
Mol. Med., 11 (6), 1214-1224.



ANALISIS HUBUNGAN KUANTITATIF STRUKTUR DAN AKTIVITAS SENYAWA TURUNAN
BENZOHIDRAZIDA SEBAGAI
ANTIKANKER SEL KOLON

ERZA NURFIRA FAHMA, Prof. Dr. Mudasir, M. Eng.; Drs. Igmal Tahir, M.Si.

(%JAI\IIDIJXEHRSI\/I[]/-\P]\DSA Universitas Gadjah Mada, 2018 | Diunduh dari http://etd.repository.ugm.ac.id/ 54

Marley, A. R., dan Nan, H., 2016, Epidemiology of Colorectal Cancer, Int. J. Mol.
Epidemiol Genet., 7(3), 105-114.

Mayuresh, S., J. Tukaram, C. Ujjawala, Mahanthesh M.C., and Manish, B., 2010,
QSAR-A Novel Tool in Drug Design, Int. J. Pharmct. Appli., 1 (2): 62-75.

Miller, J.N., and Miller, J.C., 2010, Statistic and Chemometrics for Analytical
Chemistry, 4" Ed., Prentice Hall, London.

Mishra, M., Mishra, V.K., Senger, P., Pathak, A.K., and Kashaw, S.K., 2013,
Exploring QSAR Studies On 4-substituted Quinazoline Derivatives As
Antimalarial Compounds For The Development of Predictive Models,
Med. Chem. Res., 23(3), 1397-1405.

Motta, L.F. and Almeida, W.P., 2011. Quantitative Structure-Activity
Relationships (QSAR) of A Series of Ketone Derivatives as Anti-Candida
Albicans, Int. J. Drug Disc., 3(2), 100-117.

Mulyadi, M., 1997, Kanker: Karsinogen & Karsinogenesis dan Antikanker, Tiara
Wacana, Yogyakarta.

Nogrady, T. and Weaver, D.F., 2005, Medicinal Chemistry: A Molecular and
Biochemical Approach 3rd ed., Oxford University Press, Inc., New York.

Pangaribowo, D.A., 2014, Molecular Docking Sintesis dan Uji Aktivitas
Sitotoksik Senyawa 1-Benzoil-1,3dimetilure, J.Indo.Appi.Chem, 2(1), 6-6.

Ponco, I., Rosdiyana, I.T., and Tahir, 1., 2007, Hubungan Kuantitatif Struktur dan
Aktivitas Antikanker Senyawa Turunan Estradiol Hasil Perhitungan
Metode Semi Empiris PM3, Berkala MIPA, 17(1), 12-21.

Pranowo, H.D., and Hetadi, A.K.R., 2011, Pengantar Kimia Komputasi, Lubuk
Agung, Bandung.

Puzyn, T., Leszczynski, J., and Cronin, M.T., 2010, Recent Advances in QSAR
Studies: Methods and Applications, Springer, New York.

Ranjit, P.M., Rahaman, S.A., Kumar, K.P., Prasad, Y.R., Santhipriya, T.,
Manikanta, G.C.V.S., and Sudeepthi, N.R.L., 2013, Synthesis, Screening
and In Vitro Anticancer Activity of Piperazine Nucleus Containing Novel
Chalcones On Different Cell Lines, Int. J. PharmTech Res., 5 (1), 284—
293.

Rifai, A. A., Kasmui, and Subiyanto H., 2014, Kajian HKSA Senyawa Turunan
Deoksibenzoin terhadap Aktivitas Antioksidan Menggunakan Analisis
Regresi Multilinear, Ind. J. Chem. Sci., 3(3): 222-226.



ANALISIS HUBUNGAN KUANTITATIF STRUKTUR DAN AKTIVITAS SENYAWA TURUNAN
BENZOHIDRAZIDA SEBAGAI
ANTIKANKER SEL KOLON

ERZA NURFIRA FAHMA, Prof. Dr. Mudasir, M. Eng.; Drs. Igmal Tahir, M.Si.

(%JAI\IIDIJXEHRSI\/I[]/-\P]\DSA Universitas Gadjah Mada, 2018 | Diunduh dari http://etd.repository.ugm.ac.id/ 55

Saini, M., Kumar, P., Kumar, M., Ramasamy, K., Mani, V., Mishra, R. K.,
Majeed, A. B. A., and Narasimhan, B., 2014, Synthesis, in Vitro
Antimicrobial, Anticancer Evaluation and Qsar Studies of N’-
(Substituted)-4-(Butan-2-Lideneamino)Benzohydrazides, Arab. J. Chem.,
7, 448-460.

Saputra, A., Wijaya, K., and Tahir, I., 2013, Hubungan Kuantitatif Struktur
Elektronik dan Aktivitas Anti Tumor Senyawa Turunan Amino Pirimido
Isokuinolin Kuinon Dengan Pendekatan Regresi Komponen Utama,
Chemistry Progress, 6(1): 10-17.

Seydel, J.K., 1990, Mild Career Training in Pharmacochemistry, Summary
Lecture Course QSAR, Fakultas Farmasi UGM, Yogyakarta.

Siswandono dan Soekarjo, B, 1995, Kimia Medisinal, Edisi 1, Universitas
Airlangga Press, Surabaya.

Suvitha, A., Periandy, S., Boomadevi, S., and Govindrajan, M., 2014, Vibrational
Frequency Analysis, FT-IR, FT-Raman, Ab Initio, HF and DFT Studies,
NBO, HOMO-LUMO and Electronic Structure Calculations on
Pycolinaldehyde Oxime, Spectrochim, Acta—Part A Mol. Biomol.
Spectrosc., 117, 216-224.

Tahlan, S., Kumar, P., Ramasamy, K., Mani, V., Mishra, R. K., Majeed, A. B. A.,
and Narasimhan, B., 2017, Synthesis, Antimicrobial, Anticancer
Evaluation And QSAR Studies of N’-Substituted Benzylidene/2-
Hydroxynaphthalen-1-YImethylene/3-Phenylallylidene/5-Oxopentylidene-
4-(2-Ox02(4H1,2,4-Triazol-4-Y1) Methylamino)Benzohydrazides, Arab. J.
Chem., 10, 2009-2017.

Todeschini, R., Consonni, V., Pavan, M., Mauri, A., Ballabio, D., and Alberto M.,
2006, Molecular Descriptors, Milano Chemometrics and QSAR Research
Group, Department of Environmental Sciences Department Sciences
University of Milano, Italy.

Ursu, O., Costescu, A., Diudea, M. V., dan Parv, B., 2006, QSAR Modeling of
Antifungal Activity of Some Heterocyclic Compounds, Croatica Chimica
Acta, 79(3), 483-488.

Van Damme, S., and Bultinck, P., 2007, A New Computer Progam for QSAR-
Analysis:ARTE-QSAR, J. Comput. Chem., 28, 1924-1928.

Verma, R.P. and Hansch, C., 2011, Use of 13C NMR Chemical Shift as
QSAR/QSPR Descriptor, Chem. rev., 111(4), 2865-2899.



ANALISIS HUBUNGAN KUANTITATIF STRUKTUR DAN AKTIVITAS SENYAWA TURUNAN
BENZOHIDRAZIDA SEBAGAI
ANTIKANKER SEL KOLON

ERZA NURFIRA FAHMA, Prof. Dr. Mudasir, M. Eng.; Drs. Igmal Tahir, M.Si.

(%JA[\IIDIJXEHRSI\/I[]/-\P]\DSA Universitas Gadjah Mada, 2018 | Diunduh dari http://etd.repository.ugm.ac.id/ 56

Wibowo, M.Y., 2011, Desain Senyawa Insektisida Turunan Organofosfat
berdasarkan Persamaan HKSA, Tesis Fakultas Matematika dan Iimu
Pengetahuan Alam, Universitas Gadjah Mada, Yogyakarta.

Wirayanti, Setiawan A., and Susanto, B., 2011, Studi Simulasi Tentang Penerapan
Grafik Pengendalian Berdasarkan Analisis Komponen Utama (Principal
Component Analysis), Matematika dan Pendidikan Karakter dalam
Pembelajaran, Yogyakarta.

Young, D.C., 2001, Computational Chemistry : A Practical Guide for Applying
Technique to Real-World Problems, John Wiley and Sons Inc., New York.

Yuliana, Pranowo, H.D., Jumina, dan Tahir, I., 2010, Quantitative Electronic
Structure-Activity Relationships Analysis Antimutagenic Benzalacetone
Derivatives by Principal Component Regression Approach, Indo. J.
Chem., 4(1), 72-77.





