
 

 

 
 

47 

 
 

 

 

 

DAFTAR PUSTAKA 

 
Ali, A., Muhammad, N., Hussain, S., Jamil, M. I., Uddin, A., Aziz, T., Tufail, M. 

K., Guo, Y., Wei, T., Rasool, G., Fan, Z., & Guo, L. (2021). Kinetic and 

thermal study of ethylene and propylene homo polymerization catalyzed by 

ansa-zirconocene activated with alkylaluminum/borate: Effects of 

alkylaluminum on polymerization kinetics and polymer structure. Polymers, 

13(2), 1–20. https://doi.org/10.3390/polym13020268 

Bakowies, D., & Von Lilienfeld, O. A. (2021). Density Functional Geometries and 

Zero-Point Energies in Ab Initio Thermochemical Treatments of Compounds 

with First-Row Atoms (H, C, N, O, F). Journal of Chemical Theory and 

Computation, 17(8), 4872–4890. https://doi.org/10.1021/acs.jctc.1c00474 

Bardají, D. K. R. (2020). Polyethylene microplastics: Thermal decomposition and 

chemical modifications. Environmental Science and Pollution Research, 27, 

28295–28303. 

Benassi, R. (1996). Furans and their Benzo Derivatives: Structure. Comprehensive 

Heterocyclic Chemistry II, 259–295. https://doi.org/10.1016/B978-

008096518-5.00044-7 

Boese, A. D., & Martin, J. M. L. (2004). Development of Novel Density Functionals 

for Thermochemical Kinetics. J. Chem. Phys, 303431(2.2), 1. 

Bursch, M., Mewes, J.-M., Hansen, A., & Grimme, S. (2022). Best Practice DFT 

Protocols for Basic Molecular Computational Chemistry. Angewandte 

Chemie, 61, 1–27. https://doi.org/10.26434/chemrxiv-2022-n304h 

Caminiti, R., Pandolfi, L., & Ballirano, P. (2000). Structure of Polyethylene from 

X-Ray Powder Diffraction: Influence of the Amorphous Fraction on Data 

Analysis. Journal of Macromolecular Science - Physics, 39(4), 481–492. 

https://doi.org/10.1081/MB-100100400 

Foresman, J. B., & Frisch, Æ. (2015). Exploring Chemistry With Electronic 

Structure Methods. Gaussian Inc. 

Haitamisyah. (2010). Pemodelan Molekul Heksametil Propilen Amin Oksim 

(HMPAO) sebagai Ligan Pembentuk Radiofarmaka Senyawa Kompleks 99m 

Tc-HMPAO untuk Pencitra Otak Haitamisyah - Program Studi Kimia. UIN 

Syarif Hidayatullah. 

Hansen, E. W., Blom, R., & Bade, O. M. (1997). N.M.R. Characterization Of 

Polyethylene With Emphasis on Internal Consistency of Peak Intensities and 

Estimation of Uncertainties in Derived Branch Distribution Numbers. 

Polymer, 38(17), 4295–4304. 



 

 

48 
 

 

 

Hehre, W. J., Radom, L., Schleyer, P. v. R., & Pople, J. A. (1986). Ab Initio 

Molecular Orbital Theory. Wiley. 

Hendri, J., Ginting Suka, I., & Simanjuntak, W. (2008). Characteristic Of Acrylic 

Acid Grafted Polyethylene Film Prepared By Gamma Irradiation Method 

Karakteristik Film Polietilen Tergrafting Asam Akrilat yang Diperoleh dengan 

Metoda Radiasi Gamma. In Indo. J. Chem (Vol. 8, Issue 1). 

Hu, W., & Chen, M. (2021). Editorial: Advances in Density Functional Theory and 

Beyond for Computational Chemistry. In Frontiers in Chemistry (Vol. 9). 

Frontiers Media S.A. https://doi.org/10.3389/fchem.2021.705762 

Huang, Z., Chen, M. S., Woroch, C. P., Markland, T. E., & Kanan, M. W. (2021). 

A framework for automated structure elucidation from routine H-NMR 

spectra. Chemical Science, 12(46), 15329–15338. 

https://doi.org/10.1039/d1sc04105c 

Huck, S. W. (2014). Reading Statistics and Research (5th ed.). Pearson/Allyn dan 

Bacon. 

Imamura, S., Kasagi, A., & Yoshida, E. (2024). Accurate and Fast Geometry 

Optimization with Time Estimation and Method Switching. ArXiv Preprint 

ArXiv, 2404.12842, 1–24. https://arxiv.org/pdf/2404.12842 

Ismail, I. A., Riga, R., Suryani, O., Insani, M., Pernadi, N. L., & Febriyanti, A. 

(2022). Analisis Spektrum 1 H-NMR: Penjelasan Sederhana. International 

Journal of Academic Multidisciplinary Research (IJMAR), 6(12), 336–342. 

https://www.researchgate.net/publication/366712582 

Jalil Baari, M., Na, L. A., Anindita, F., Alif, A., Huzniati Andas, N., Prasetya, A., 

& Permana, D. (2023). Implementasi Software Hyperchem sebagai Media 

Praktikum Elektronik Visualisasi Struktur dan Sifat Senyawa Kimia di SMAN 

1 Mawasangka Timur. Dimasejati: Jurnal Pengabdian Kepada Masyarakat, 

54(3), 54–64. https://doi.org/10.24235/dimasejati.202353.13507 

Jensen, F. (2017). Introduction to Computational Chemistry. Wiley. 

Johnson, J. B., Walsh, K. B., Naiker, M., & Ameer, K. (2023). The Use of Infrared 

Spectroscopy for the Quantification of Bioactive Compounds in Food: A 

Review. In Molecules (Vol. 28, Issue 7). MDPI. 

https://doi.org/10.3390/molecules28073215 

Kumar, P. , S. R. , & G. A. (2021). Recent Advances in Biopolymer Research: A 

Review. Journal of Polymer Research, 28(5), 1–15. 

Kurniawan, B., Yusuf, M., Rafsanzani, M. B., & Reka, L. A. (2023). Kajian 

Komputasi Perhitungan Celah Energi dan Analisis UV Senyawa Kompleks 

Bis(Trifluoroacetylacetone)2Zr Menggunakan Metode Semi Empiris PM3. 



 

 

49 
 

 

 

CHEDS: Journal of Chemistry, Education, and Science, 7(2), 129–136. 

https://doi.org/10.30743/cheds.v7i1.7841 

Kwon, H. Y., Curtin, G. M., Morrow, Z., Kelley, C. T., & Jakubikova, E. (2023). 

Adaptive basis sets for practical quantum computing. International Journal of 

Quantum Chemistry, 123(14), 1–14. https://doi.org/10.1002/qua.27123 

Lambert, J. B., Shurvell, H. F., Lightner, D. A., & Cooks, R. G. (2017). Organic 

Structural Analysis. Pearson. 

Levine, & Ira N. (2013). Quantum Chemistry. Pearson. 

www.pearsonhighered.com/advchemistry. 

Male, Y. T., Wayan Sutapa, I., & Merion Ranglalin, O. (2015a). Computational 

Study Natural Color Essence (Dyes) As Active Material On Organic Solar Cell 

With Density Functional Theory (DFT) Studi Komputasi Zat Warna (Dyes) 

Alami sebagai Material Aktif pada Sel Surya Organik Menggunakan Teori 

Fungsional Kerapatan (Density Functional Theory, Dft). In J. Chem. Res (Vol. 

2). 

Male, Y. T., Wayan Sutapa, I., & Merion Ranglalin, O. (2015b). Studi Komputasi 

Zat Warna (Dyes) Alami sebagai Material Aktif pada Sel Surya Organik 

Menggunakan Teori Fungsional Kerapatan (Density Functional Theory, DFT). 

J. Chem. Res, 2, 205–212. 

Mroz, A. M., Posligua, V., Tarzia, A., Wolpert, E. H., & Jelfs, K. E. (2022). Into 

the Unknown: How Computation Can Help Explore Uncharted Material 

Space. In Journal of the American Chemical Society (Vol. 144, Issue 41, pp. 

18730–18743). American Chemical Society. 

https://doi.org/10.1021/jacs.2c06833 

Nauval, M. F., Dewi Kencana Wungu, T., Studi Fisika, P., Matematika dan Ilmu 

Pengetahuan Alam, F., & Teknologi Bandung, I. (2021). Penggunaan 

Potensial Morse untuk Menjelaskan Interaksi Dua Atom untuk Membantu 

Proses Pembelajaran. Jurnal Ilmu Fisika Dan Pembelajarannya (JIFP), 5(1), 

8–13. http://jurnal.radenfatah.ac.id/index.php/jifp/ 

Nurfadhila, L. , M. D. , N. D. A. , R. D. S. , H. H. , & F. H. (2023). Review Artikel: 

Pemanfaatan Kimia Komputasi Dengan Berbagai Metode Dalam Menentukan 

Desain Senyawa Baru. Journal of Pharmaceutical and Sciences, 6(2), 555–

566. 

Odegard, G. M. (2018). 6.2 Computational Multiscale Modeling – Nanoscale to 

Macroscale. Comprehensive Composite Materials II, 6, 28–51. 

https://doi.org/10.1016/B978-0-12-803581-8.10021-9 

Oliveira, M. (2020). Microplastic contamination in freshwater ecosystems: A 



 

 

50 
 

 

 

global perspective. Science of the Total Environment, 705. 

Papajak, E., & Truhlar, D. G. (2010). Efficient Diffuse Basis Sets for Density 

Functional Theory. Journal of Chemical Theory and Computation, 6(3), 597–

601. 

Paramita, S., Permata, M., Vaulina, E., & Iswanto, P. (2020). Indonesian Journal of 

Chemical Research Pemilihan Metode Perhitungan Kimia Komputasi Semi-

empiris untuk Pengembangan 1,3,4-Thiadiazole Selection of Semi-empirical 

Calculation Method in Computational Chemistry for The Development of 

1,3,4-Thiadiazole. J. Chem. Res, 8(1), 51–56. 

https://doi.org/10.30598//ijcr.2020.8-pon 

Pexaton, R., Smith, J., & Johnson, L. (2019). Structural and Mechanical Properties 

of Polyethylene: A Review. Journal of Polymer Science, 57(3), 123–134. 

Pranowo, H. dwi, & H. A. K. R. (2011). Pengantar Kimia Komputasi. Lubuk 

Agung. 

Prianto, B. (2010). Pemodelan kimia komputasi. Berita Dirgantara, 8 (1). 

Puspitaasari, M., Sabrina, A. P., Herawati, E., Angelica, E. O., Tania, E., & 

Yuniarsih, N. (2023). Review Artikel : Berbagai Polimer Yang Berperan 

Dalam Sistem Penghantaran Obat Tertarget Kolon. Jurnal Pendidikan Dan 

Konseling, 5(1), 41–49. 

Rosmainar, L., Niholan Tukan, D., & Deviyanti, M. (2021). Perbandingan Plastik 

Dari Material-Material Bioplastik. Jurnal Jejaring Matematika Dan Sains, 

3(1), 19–28. https://doi.org/10.36873/jjms.2021.v3.i1.505 

Saputra, A., Wijaya, K., Ahmad, M. N., & Tahir, I. (2013). Penggunaan Metode 

Semiempirik AM1 Untuk Pemilihan Monomer Fungsional Efektif Pada 

Prasintesis Polimer Tercetak Diazinon. Valensi, 3(1), 1–9. 

Sari Duwila, N., & Muhammad Amin, dan. (2023). Density Functional Theory 

Senyawa Kompleks Ni 2+ , Zn 2+ Dan Pt 2+ Pirolidin-Ditiokarbamat. 

Saintifik, 8(1), 23–31. 

Schneiderman, D. K. , & Hillmyer, M. A. (2017). 50th Anniversary Perspective: 

There is a great future in sustainable polymers . Macromolecules, 50, 3733–

3749. 

Schwab, S. T., Baur, M., Nelson, T. F., & Mecking, S. (2024). Synthesis and 

Deconstruction of Polyethylene-type Materials. In Chemical Reviews (Vol. 

124, Issue 5, pp. 2327–2351). American Chemical Society. 

https://doi.org/10.1021/acs.chemrev.3c00587 

Smith, J. T., & Williams, R. D. (2018). Computational Modeling of Short Polymer 



 

 

51 
 

 

 

Chains: Applications in Materials Science. . Journal of Computational 

Chemistry, 39(5), 345–357. 

Sunarmi, N. (2022). Analisis Persamaan Energi Menggunakan Metode Parametrik 

Nikiforov-Uvarov Untuk Atom Berelektron Tunggal Dengan potensial 

Hulthen. Jurnal Pendidikan Fisika Dan Sains (JPFS), 5(2), 68–74. 

https://doi.org/10.52188/jpfs.v5i2.275 

Syah, y. M. (2016). Dasar-dasar penentuan spektrum molekul berdasarkan data 

spektrum H & C H-NMR, lab spektroskopis Massa dan H-NMR. ITB. 

Tanjung, D. A., & Sirmas Munte, M. (2023). Pembuatan Komposit Bioplastik. 

LEMKOMINDO. https://penerbit.lemkomindo.org/ 

Thoriq, Ragil, M., & Nurfadilla Chandra, D. (2025). Stability Analysis of Several 

Glycine Conformations Using a Molecular Quantum Mechanics 

Computational Approach. CHEMVIRO: Jurnal Kimia Dan Ilmu Lingkungan, 

3(1), 187–201. 

Wang, Z., Lee, S. L., Huang, T. C., Lin, G. S., Tung, K. L., & Yoshioka, T. (2022). 

Molecular modelling and simulation of membrane formation. 60 Years of the 

Loeb-Sourirajan Membrane: Principles, New Materials, Modelling, 

Characterization, and Applications, 463–497. https://doi.org/10.1016/B978-

0-323-89977-2.00017-8 

Yusuf, M. (2023). Theoretical study to determine the band gap of the 

bis(benzoylacetone)zirconium complex compound using the PM3 semi-

empirical computational method. Jurnal Pendidikan Kimia, 15(1), 23–28. 

https://doi.org/10.24114/jpkim.v15i1.41764 

Zaichenko, A., & Autschbach, J. (2024). Triplet-Singlet Emission of d-Block Metal 

Complexes Characterized by Spin-Orbit Natural Transition Orbitals. 

ChemistryOpen, 13(8). https://doi.org/10.1002/open.202300291 

Zhang, Y. , C. L. , & W. J. (2023). Thermal Properties of Novel Polymer Blends . 

International Journal of Polymer Analysis and Characterization, 28(2), 200–

210. 

  


