
List of publications related to thesis
• S. B. Pillai, B. Joseph, P. K. Jha, Brucite (Mg(OH)2) under small perturbation: A combined first

principles and synchrotron X-ray diffraction study, J. Phys. Chem. Solids., 154, 110078, (2021).

• S. B. Pillai, D. Upadhyay, P. K. Jha, B. Joseph, A combined synchrotron diffraction and first-principles
investigation on structural properties of Co(OH)2 under pressure up to 7 GPa, EPL, 133, 16002, (2021).

• S. B. Pillai, B. Joseph, D. Upadhyay, C. Marini, P. K. Jha, Pressure Induced Hydrogen OrderDisorder
Transition in β-Ni(OH)2, J. Phys. Chem. C., 125, 2785–2792, (2021).

• S. B. Pillai, P. K. Jha, A. Padmalal, D. M. Maurya, and L. S. Chamyal, First principles study of
hydrogen bond symmetrization in δ-AlOOH, J. Appl. Phys. 123, 115901, (2018).

• Stability limit of high-pressure monoclinic phase of Lawsonite (To be communicated)

List of publications not related to thesis
Journals

• S. B. Pillai, B. A Baraiya, D. Upadhyay, V Mankad, P. K. Jha, Catalytic activity and underlying
atomic rearrangement in monolayer CoOOH towards HER and OER, Int. J. Hydrog. Energy. 45,
23900-23907, (2020).

• S. B. Pillai, H. R. Soni, P. K. Jha, First principles high pressure studies on group-14 element pernitrides,
J. Alloys Compd., 819, 153193, (2020).

• D. Kurzydłowski, A. Oleksiak, S. B. Pillai, P. K. Jha, High-pressure phase transitions of zinc difluoride
up to 55 GPa, Inorg. Chem. 59, 2584-2593, (2020).

• D. Kurzydłowski, S. Kobyakov, Z Mazej, S. B. Pillai, B Chakraborty, P. K. Jha, Unexpected persistence
of cis-bridged chains in compressed AuF3, Chem. Commun. 56, 4902-4905, (2020).

• S. B. Pillai, S. D. Dabhi and P. K. Jha, Hydrogen evolution reaction and electronic structure calculation
of two dimensional bismuth and its alloys, Int. J. Hydrog. Energy. 43, 21649-21654, (2018).

• S. B. Pillai, V. Mankad and P. K. Jha, Vibrational and Raman Spectroscopic Study of Cubic Boron
Nitride Under Pressure Using Density Functional Theory, J. Electron. Mater. 46, 5259–5264, (2017).

Book Chapter

• S. B. Pillai, H. R. Soni and P. K. Jha, Strain-Induced Changes in Vibrational Properties of Arsenene
and Antimonene, Advances in Spectroscopy: Molecules to Materials In: Advances in Spectroscopy:
Molecules to Materials. Springer Proceedings in Physics, vol 236. Springer, Singapore, (2019).

Conference proceedings

• S. B. Pillai, H. Soni and P. K. Jha, Lattice thermal conductivity of SiN2, GeN2 and SnN2, AIP Conf.
Proc. 2265, 030448, (2020).

• D. Chodvadiya, S. B. Pillai, B Chakraborty, P. K. Jha, Strain effect on Mexican-hat dispersion and
electronic band gap of 2D α-CN, AIP Conf. Proc. 2265, 030377, (2020).

• S. B. Pillai, S. Narayan S. D. Dabhi and P. K. Jha, Strain effect on electronic and lattice dynamical
behaviour of two dimensional Bi, BiAs and BiSb, AIP Conf. Proc. 1942, 090022, (2018)

• S. B. Pillai, S. Narayan S. D. Dabhi and P. K. Jha, Strain induced changes in phonon band structure
of antimony monolayer using density functional theory calculations, AIP Conf. Proc. 1832, 090046,
(2017).

• S. B. Pillai, S. Narayan, S. D. Dabhi and P. K. Jha, First principles calculation of two dimensional
antimony and antimony arsenide, AIP Conf. Proc. 1731, 090024, (2016)

https://doi.org/10.1016/j.jpcs.2021.110078
https://doi.org/10.1016/j.jpcs.2021.110078
https://doi.org/10.1209/0295-5075/133/16002
https://doi.org/10.1209/0295-5075/133/16002
https://doi.org/10.1021/acs.jpcc.0c11012
https://doi.org/10.1021/acs.jpcc.0c11012
https://doi.org/10.1063/1.5019586
https://doi.org/10.1063/1.5019586
https://doi.org/10.1016/j.ijhydene.2020.03.075
https://doi.org/10.1016/j.ijhydene.2020.03.075
https://doi.org/10.1016/j.jallcom.2019.153193
https://doi.org/10.1021/acs.inorgchem.9b03553
https://doi.org/10.1021/acs.inorgchem.9b03553
https://doi.org/10.1039/D0CC01374A
https://doi.org/10.1039/D0CC01374A
https://doi.org/10.1016/j.ijhydene.2018.04.009
https://doi.org/10.1016/j.ijhydene.2018.04.009
https://doi.org/10.1007/s11664-017-5527-4
https://doi.org/10.1007/s11664-017-5527-4
https://doi.org/10.1007/978-981-15-0202-6_29
https://doi.org/10.1007/978-981-15-0202-6_29
https://doi.org/10.1063/5.0016951
https://doi.org/10.1063/5.0016975
https://doi.org/10.1063/5.0016975
https://doi.org/10.1063/1.5028937
https://doi.org/10.1063/1.5028937
https://doi.org/10.1063/1.4980599
https://doi.org/10.1063/1.4980599
https://doi.org/10.1063/1.4947988
https://doi.org/10.1063/1.4947988

