Kajian Stabilitas Defective g-GaN menggunakan Density-Functional Theory (DFT)
Malika Fadlliyana, Prof. Drs. Pekik Nurwantoro, MS, Ph.D. dan Sholihun, S.Si., M.SC., Ph.D53t

Universitas Gadjah Mada, 2024 | Diunduh dari http://etd.repository.ugm.ac.id/

UNIVERSITAS
GADJAH MADA

DAFTAR PUSTAKA

Abdul Rahman, 1., & Purgon, A. (2015). Studi Density Functional Theory (DFT)
dan Aplikasinya Pada Perhitungan Struktur Elektronik Monolayer MoS 2.
Prosiding Skf 2015, 497-503.

Al Balushi, Z. Y., Wang, K., Ghosh, R. K., Vila, R. A,, Eichfeld, S. M., Caldwell,
J.D., Qin, X, Lin, Y. C., Desario, P. A., Stone, G., Subramanian, S., Paul, D.
F., Wallace, R. M., Datta, S., Redwing, J. M., & Robinson, J. A. (2016). Two-
dimensional gallium nitride realized via graphene encapsulation. Nature
Materials, 15(11), 1166-1171. https://doi.org/10.1038/nmat4742

Amalia, W. (2018). Kajian Kestabilan Mono- Dan Divacancy Pada H-Bn: First-
Principles Calculations. Tesis, 01(Universitas Gadjah Mada), Yogyakarta.

Amalia, W., Nurwantoro, P., & Sholihun. (2019). Density-functional-theory
calculations of structural and electronic properties of vacancies in monolayer
hexagonal boron nitride (h-BN). Computational Condensed Matter, 18.
https://doi.org/10.1016/j.cocom.2018.e00354

Bezyazychnaya, T. V., Kabanau, D. M., Kabanov, V. V., Lebiadok, Y. V.,
Ryabtsev, A. G., Ryabtsev, G. I., Zelenkovskii, V. M., & Mehta, S. K. (2015).
Vakansi jy jtaka indZio atom y pasiskirst ymui InGaAs ir InGaN junginiuose.
Lithuanian Journal of Physics, 55(1), 10-16.
https://doi.org/10.3952/physics.v55i1.3053

Brock, C. N., Baer, B. B., & Walker, D. G. (2021). Low-valency gallium PAW for
faster defect calculations in GaN using plane wave DFT. Computational
Materials Science, 187(October 2020), 110106.
https://doi.org/10.1016/j.commatsci.2020.110106

Chu, K., Wang, X., Li, Y., Huang, D., Geng, Z., & Zhao, X. (2018). Thermal
properties of graphene / metal composites with aligned graphene. Materials &
Design, 140, 85-94. https://doi.org/10.1016/j.matdes.2017.11.048



Kajian Stabilitas Defective g-GaN menggunakan Density-Functional Theory (DFT)
Malika Fadlliyana, Prof. Drs. Pekik Nurwantoro, MS, Ph.D. dan Sholihun, S.Si., M.SC., Ph.D53%

Universitas Gadjah Mada, 2024 | Diunduh dari http://etd.repository.ugm.ac.id/

UNIVERSITAS
GADJAH MADA

Corsetti, F., & Mostofi, A. A. (2011). System-size convergence of point defect
properties: The case of the silicon vacancy. Physical Review B - Condensed
Matter and Materials Physics, 84(3), 1-9.
https://doi.org/10.1103/PhysRevB.84.035209

Cui, Z., Wang, X., Ding, Y., Li, E., Bai, K., Zheng, J., & Liu, T. (2020). Adsorption
of CO, NH3, NO, and NO2 on pristine and defective g-GaN: Improved gas
sensing and functionalization. Applied Surface Science, 530(2), 147275.
https://doi.org/10.1016/j.apsusc.2020.147275

Fatomi, Z. S., Nugraheni, A. D., & Sholihun. (2022). Vibrational effect on vacancy
concentration in diamond: The density-functional-theory calculation.
Computational Condensed Matter, 32.
https://doi.org/10.1016/j.cocom.2022.e00708

Gonzélez, R., Lopez-Pérez, W., Gonzéalez-Garcia, A., Moreno-Armenta, M. G., &
Gonzalez-Hernandez, R. (2018). Vacancy charged defects in two-dimensional
GaN. Applied Surface Science, 433(April 2019), 1049-1055.
https://doi.org/10.1016/j.apsusc.2017.10.136

Han, N. T., Dien, V. K., Chang, T. R., & Lin, M. F. (2023). Optical excitations of
graphene-like materials: group Il1-nitrides. Nanoscale Advances, 5(18), 5077—
5093. https://doi.org/10.1039/d3na00306j

Hastuti, D. P., Nurwantoro, P., & Sholihun. (2019). Stability study of germanene
vacancies:  The  first-principles  calculations.  Materials  Today
Communications, 19, 459-463.
https://doi.org/10.1016/j.mtcomm.2019.04.003

Hautakangas, S., Ranki, V., Makkonen, I., Puska, M. J., Saarinen, K., Liszkay, L.,
Seghier, D., Gislason, H. P., Freitas, J. A., Henry, R. L., Xu, X., & Look, D.
C. (2006). Gallium and nitrogen vacancies in GaN: Impurity decoration
effects. Physica B: Condensed Matter, 376-377(1), 424-427.
https://doi.org/10.1016/j.physb.2005.12.109



Kajian Stabilitas Defective g-GaN menggunakan Density-Functional Theory (DFT)
Malika Fadlliyana, Prof. Drs. Pekik Nurwantoro, MS, Ph.D. dan Sholihun, S.Si., M.SC., Ph.Ds3p

Universitas Gadjah Mada, 2024 | Diunduh dari http://etd.repository.ugm.ac.id/

UNIVERSITAS
GADJAH MADA

Huang, Z., L4, T. Y., Wang, H. Q., Yang, S. W., & Zheng, J. C. (2017). Electronic
and thermoelectric properties of the group-111 nitrides (BN, AIN and GaN)
atomic sheets under biaxial strains. Computational Materials Science, 130,
232-241. https://doi.org/10.1016/j.commatsci.2017.01.013

Igbal, M. A., Ashraf, N., Shahid, W., Afzal, D., Idrees, F., & Ahmad, R. (2016).
Fundamentals of Density Functional Theory: Recent Developments,
Challenges and Future Horizons. IntechOpen, DOI:
http://dx.doi.org/10.5772/intechopen.99019

Jiang, H., Wan, P., Yang, J., Xu, X,, Li, W., & Li, X. (2023). Analysis of radiation
defects in gallium nitride using deep level transient spectra and first principles
methods. Nuclear Instruments and Methods in Physics Research, Section B:
Beam Interactions with Materials and Atoms, 545(September 2022), 165120.
https://doi.org/10.1016/j.nimb.2023.165120

Lam, W. H., Lam, W. S., & Lee, P. F. (2023). The Studies on Gallium Nitride-
Based Materials: A  Bibliometric  Analysis. Materials, 16(1).
https://doi.org/10.3390/mal16010401

Lyons, J. L., Wickramaratne, D., & Van De Walle, C. G. (2021). A first-principles
understanding of point defects and impurities in GaN. Journal of Applied
Physics, 129(11). https://doi.org/10.1063/5.0041506

Moskalyk, R. R. (2003). Gallium: The backbone of the electronics industry.
Minerals Engineering, 16(10), 921-929.
https://doi.org/10.1016/j.mineng.2003.08.003

Onen, A., Kecik, D., Durgun, E., & Ciraci, S. (2016). GaN: From three- to two-
dimensional single-layer crystal and its multilayer van der Waals solids.
Physical Review B, 93(8), 1-11. https://doi.org/10.1103/PhysRevB.93.085431

Sahin, H., Sivek, J., Li, S., Partoens, B., & Peeters, F. M. (2013). Stone-Wales
defects in silicene: Formation, stability, and reactivity of defect sites. Physical
Review B - Condensed Matter and Materials Physics, 88(4), 1-7.



Kajian Stabilitas Defective g-GaN menggunakan Density-Functional Theory (DFT)
Malika Fadlliyana, Prof. Drs. Pekik Nurwantoro, MS, Ph.D. dan Sholihun, S.Si., M.SC., Ph.D&¢

Universitas Gadjah Mada, 2024 | Diunduh dari http://etd.repository.ugm.ac.id/

UNIVERSITAS
GADJAH MADA

https://doi.org/10.1103/PhysRevB.88.045434

Shen, P., Li, E., Zheng, Y., Zhang, L., Zhao, H., Ma, D., & Cui, Z. (2021).
Investigation of C60 fullerenes modified g-GaN monolayer based on DFT
study. Vacuum, 191(May), 110356.
https://doi.org/10.1016/j.vacuum.2021.110356

Singh, V., Joung, D., Zhai, L., Das, S., Khondaker, S. I., & Seal, S. (2011).
Graphene based materials: Past, present and future. Progress in Materials
Science, 56(8), 1178-1271. https://doi.org/10.1016/j.pmatsci.2011.03.003

Tiwari, S. K., Pandey, S. K., Pandey, R., Wang, N., Bystrzejewski, M., Mishra, Y.
K., & Zhu, Y. (2023). Stone—Wales Defect in Graphene. Small, 19(44), 1-32.
https://doi.org/10.1002/smll.202303340

Van Mourik, T., Buhl, M., & Gaigeot, M. P. (2014). Density functional theory
across chemistry, physics and biology. Philosophical Transactions of the
Royal Society A: Mathematical, Physical and Engineering Sciences,
372(2011). https://doi.org/10.1098/rsta.2012.0488

Xiao, H. Y., Jiang, X. D., Duan, G., Gao, F., Zu, X. T., & Weber, W. J. (2010).
First-principles calculations of pressure-induced phase transformation in AIN
and GaN. Computational Materials Science, 48(4), 768-772.
https://doi.org/10.1016/j.commatsci.2010.03.028

Xie, K., Jia, Q., Zhang, X., Fu, L., & Zhao, G. (2018). Electronic and magnetic
properties of stone—Wales defected graphene decorated with the half-
metallocene of M (M = Fe, Co, Ni): A first principle study. Nanomaterials,
8(7). https://doi.org/10.3390/nan08070552

Yadav, S., Agrawal, B. K., & Yadav, P. S. (2021). Vacancy Induced Magnetism
and Spin Filtering in 2D GaN Monolayer. Indian Journal of Pure and Applied
Physics, 59(12), 795-802. https://doi.org/10.56042/ijpap.v59i12.55601

Yin, X., Hou, Q., Chen, H., & Zhao, C. (2023). Effect of different valence cation
vacancies and interstitial H on the photocatalytic performance of two-



Kajian Stabilitas Defective g-GaN menggunakan Density-Functional Theory (DFT)
Malika Fadlliyana, Prof. Drs. Pekik Nurwantoro, MS, Ph.D. dan Sholihun, S.Si., M.SC., Ph.D&t

Universitas Gadjah Mada, 2024 | Diunduh dari http://etd.repository.ugm.ac.id/

UNIVERSITAS
GADJAH MADA

dimensional GaN:(O/C). Chemical Physics, 565(September 2022), 111731.
https://doi.org/10.1016/j.chemphys.2022.111731

Zaharo, A., Purgon, A., (2016). PROSIDING SNIPS 2016 Studi Prinsip Pertama
Struktur Elektronik Gallium Nitride Didoping Rare Earth Menggunakan
Metoda Density Functional Theory. 949-958.



