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XCo03 (X= Nd, Pr) from first-principles investigations

Abu Bakar, Ayash O. Alrashdi, Muhammad M. Fadhali, A. Afaq, H. M. Yakout,
Muhammad Asif, Journal of Materials Research and Technology, 19 (2022) 4233
(IF=6.267).

First Principles calculations to investigate electronic, magnetic anisotropy energy and
optical properties of MnCrP half-Heusler alloy

Ayash O Alrashdi, Anila Asif, Mohammed M. Fadhali, A. Afaq, and Abu Bakar, Journal
of Materials Research and Technology, 7 (2022) 45353. (IF=6.267).

Investigating the structural, mechanical, optical and magnetic attributes of

LaFe-xCrx Oz ferromagnetic materials by using DFT, Saad Tariq, Afag Ahmed, A. A.
Mubarak, Journal of Computational Electronics, 21 (2022) 1202 (IF=1.807).
First-Principles Investigations of Thermoelectric Behavior of RuCrX (X = Si, Ge, Sn),
Muhammad Asif, Ayash O Alrashdi, Mohammed M. Fadhali, A. Afaqg, and Abu Bakar,
ACS Omega, 7 (2022) 45353 (IF=4.132)

Structural stability, mechanical, and optoelectronic properties of A;TIBilg (A= Cs and
Rb) for energy harvesting: A first principles investigation, Anwar ul Haga, Sadia Sagar
Igbal, Afag Ahmad, Tasawer Shahzad Ahmad, Abu Bakar, Shahid M. Ramay, Journal of
Physics and Chemistry of Solids, 176 (2023)111225 (IF= 4.383).

Synergistically investigating the structural, magnetic, optoelectronic, and thermo-elastic
traits of LaFe;-xNixOz for novel electronic applications,

Saad Tariq, Ayash O Alrashdi, Afag Ahmed, and A A Mubarak, Physica Scripta, 98
(2023) 025706 (IF=3.081).

Elucidating the Effect of Pressure on Structural, Electronic, Magnetic, Mechanical and
Thermal Properties of Mn2ZrZ (Z=Ge and Si): DFT Overview

Shamsa Kanwa,1 M. Imran Jamil, Saad Tarig, Afaqg Ahmed, and Ayash O Alrashdi, ECS
Journal of Solid State Science and Technology, 12 (2023) 013003.
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99. Precursor concentration-dependent structural, optical and electrical properties of titanium
dioxide nanostructures
Asif Majeed, Muhammad Naheem Ahmed , Syed Raza Ali Raza, Abdul Jalil, Ayaz Arif
Khan, Afaq Ahmed, Materials Chemistry and Physics, 304 (2023) 127786.

100. Opto-electronic and thermoelectric properties of XMgY (X=Li, Na; Y=AIl, Ga)
alloys: GGA and SCAN based approaches
Abu Bakar, Ayash O. Alrashdi, Saif Ali, Sajid Ur Rehman, A. Afag, Muhammad Asif,
Materials Today Communications, 36 (2023) 106451.

101. Optical properties of strontium titanate (STO) thin films using transfer
matrix method
M. Asif, A. Afag, M. Amin, Khalid Raouf, Asif Majeed, Muhammad Asif d, Materials
Today Communications, 37 (2023) 106966.

102. Cs2TIRhX6 (X = ClI, Br, I): promising halide double perovskites for energy harvesting
in photovoltaic and thermoelectric applications
Muhammad Amin, Anwar ul Hag, G M Mustifa, A Afaq, Shahid M Ramay, Abu baker
Ahmed Siddig, Ramesh Sharma and Athar Hanif, Phys. Scr., 98 (2023) 125983.

103. Effects of nonlocal correlation functionals on electron-phonon interactions in NbC
Abu Bakarl, Muhammad Shahbaz and A. Afaq, Phys. Scr., 98 (2023) 105961.

104. Wall Induced-oscillations in Photo detachment of Homo Nuclear Diatomic Molecular
Negative ion

105. Saif Rasool, Afag Ahmad and Mohammad Ashraf, PJEST, 4(3) (2023) 1.
Electron affinity measurement of hydrogen negative ion
Muhammad Usman Ghani, M. Imran Jamil, Afaqg Ahmad, Saad Tariq, PJEST, 4(2)
(2023) 1.

2024 ... (IF=22.3)

106. Transmittance properties of one-dimensional photonic hypercrystals
Ariba Salah, A. Afag, Munazza Zulfigar Ali, Muhammad Asif, Materials Letters, 364

(2024) 136336.
19



107. Electronic, phonon and thermoelectric properties of MnCrX (X = As, P, Sb) half Heusler
alloys: a DFT study
A Afaq, S E A Akhtar, A Bakar and S M Ramay,
Indian J Phys., 88 (2024) 1.

108. A DFT study to explore structural, elastic, mechanical, phonon, electronic and optical
properties of halide perovskites AgXFs (X=Be, Ca) with PBEsol, TB-mBJ and SCAN
functionals
H. Bushra Munir, A. Afaq, Abdelaziz Gassoumi, Muhammad Ahmed, Abu Bakar,
International Journal of Quantum Chemistry, 124 (2024) 27447.

109. Determination of the optical properties of tungsten trioxide thin film using the transfer
matrix method
M Adnan, M | Jamil, B Ramzan, T Hussain, A Ahmad and M U Ghani,
Indian J Phys., 99 (2025) 1645.

110. Probing the Structural, Mechanical, Electronic and Optical Properties of TIGeXs (X =
Cl, Br, 1) for Optoelectronic Applications
A Afaqg, Abu Bakar, Muhammad Ahmed, Saff e Awal Akhtar, Shahid M. Ramay, Journal
of Inorganic and Organometallic Polymers and Materials, 35(3) (2024)1521.

111. Revealing the remarkably improved structural, phonon, elastic, optoelectronic and
thermoelectric properties of TIXF3(X = Ca, Cd) for energy applications using first-
principles approach with hybrid and range-separated hybrid functionals
Abu Bakar, A. Afaq, Muhammad Ahmed, Zahoor Ahmad, Shahid M. Ramay, Solid State
Communications, 394 (2024) 115699.

112. Superconductivity in LaO: a density functional theory study with local, semilocal, and
nonlocal exchange-correlation functionals
Habeeb-ur- Rehman, Muhammad S
hahbaz and A Afaq, Phys. Scr., 99 (2024) 115953.
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113. Theoretical Prediction of the Physical Properties of Novel Fluoro-Perovskites InXF3(X
= Sn, Pb) for Advanced Optoelectronic and Thermoelectric Applications Using DFT
Calculations
Soukaina Bouhmaidi, Muhammad Ahmed, Abdelouahid Azouaoui, A. Afaq, Larbi Setti,
Journal of Inorganic and Organometallic Polymers and Materials, 35 (2025) 6581.

114. Structural, electronic, phonon, thermodynamic and hydrogen storage properties of
BeXH3(X = Si, Ge) Hydride Perovskites: A DFT approach

A. Afag, Mehboob Alam, H. Bushra Munir, Abu Bakar, H. Elhosiny Ali, International
Journal of Hydrogen Energy, 127 (2025) 127.

115. A first-principles investigation of structural, dynamical, electronic and phonon-
mediatedsuperconductingpropertiesofB3-TMCs(TM=Pd,Pt)using local, semilocal, and
nonlocal functionals
Abu Bakara, Muhammad Shahbazb, A. Afaq Journal of Materialia, MTLA 39 (2025)
102329, (IF=2.9)

116. First-Principles insights to probe structural and opto-electronic properties of AgYF3
(Y=Mg, Sr) halide perovskites with variety of DFT methods
Rida Fatima, A. Afaq, Muhammad Ahmed, Abdul Quader, Abu Bakar, Abdulmohsen
Alruwaili. Journal of Chemical Physics, 588 (2025) 112443, (IF=3.1)

117. ab-initio insights of BeXH3(X = In,Sn,Sb) hydrides for structural, phonon, electronic,
thermodynamic and hydrogen storage properties
Abu Bakar, Hafiz Muhammad, A.Afaq, Gulnaz K. Toleubay, Erik O. Shalenov, H.
Elhosiny Ali, Journal of Energy Storage 132 (2025) 117817, (1F=9.8)

118. A study of quasi-electrostatic and magneto-quasi static wave propagation in a
waveguide filled with anisotropic dispersive metamaterial
Yasir Masheh, A. Afaq, Burhan Zamir, Solid State Communications, 404 (2025) 116122.



119. First principles investigations on physical properties and phonon-mediated
superconductivity in CsTaC
Hafiz Muhammad, Abu Bakar, A. Afaq, Erik O. Shalenov, H. Elhosiny Ali
Journal of Radiation Physics and Chemistry, VVolume 238, January 2026, 113178,(1F=)
https://doi.org/10.1016/j.radphyschem.2025.113178

BOOK PUBLISHED (2024)

Afag Ahmad, “Interferences in the Photo-detachment of Negative lon Systems:

Two-center Model and Theoretical Imaging Method” Verlag (2010).

CONFERENCE PRESENTATIONS [46]:

1. Photo-detachment of H- near a partial reflecting surface using closed orbit
22


https://www.sciencedirect.com/journal/radiation-physics-and-chemistry
https://www.sciencedirect.com/journal/radiation-physics-and-chemistry/vol/238/suppl/C
https://doi.org/10.1016/j.radphyschem.2025.113178

theory at Seminar Room Block-A, CIIT Lahore on May 05, 2008.

Photo-detachment of H™ near a partial reflecting surface at Seminar Room Block-A,
CIIT Lahore on August 04, 2008.

Interferences in the photo-detachment of Hydrogen Negative ion near an
inelastic surface using closed-orbit theory, 4"International Symposium
onQuantum Optics, 3-4 August 2009 held at COMSATS Institute of Information

Technology Islamabad.

“Classification of partially reflecting surfaces using Photo-detached electron
spectrum”, at Centre of Excellence in Solid State Physics, University of the Punjab
Lahore on 29" December 2010.

“A mathematical model to investigate the photo-detachment of a non-linear
triatomic negative anion” at NUST Conference on Applications and Methods of
Physics 2011, November 21-22, 2011 held at National University of Science and
Technology (NUST) under Centre for Advanced Mathematics and Physics (CAMP)
Sector H-12, Islamabad, Pakistan.

Closed Orbit Theory for Hydrogen Fluoride Anion

Muhammad Hanif, A. Afaq, poster presentation at International Scientific Spring — 2012,
March 05th - 09th, 2012 held at National Centre for Physics Shahdrah Valley Road,
Islamabad.

“Kohn-Sham  Equations and their numerical solutions”  at
2"InternationalWorkshop on Materials Modeling and Simulations, May 21-24,

2012, held at Department of Physics, University of Malakand.

Structural and Electronic Properties of Ni-Doped ZnO in Zinc-blende Phase: A
DFT Investigations

23



10.

11.

12.

13.

BukhtiarUIHag, R. Ahmed, A. Afaq, Shaari. A, and M. Zarshenas
The 2nd International Conference on Fundamental and Applied Sciences (ICFAS
2012) Kualalumpur, 12-14 June 2012.

Photo-detachment microscopy of the hydrogen negative ion near a dielectric thin
film

Afaq Ahmad

International Conference on Condensed Matter Physics and Engineering, 27-29 Dec.

2012, held at Department of Physics, BahauddinZakria University Multan.

Photo-detachment of a hetero-nuclear diatomic molecular negative ion near an
interface

Afag Ahmad

3rd International Workshop on Materials Modeling and Simulations (IWMMS-2013), July
3-6, 2013 held at Department of Physics, University of MalakandChakdara, Dir, KPK.

Theoretical study of Photo-detachment Microscopy of H™ ion near an interface
Maryam Nawaz, Afag Ahmad
International Conference on Solid State Physics (ICSSP13), December 1-6, 2013, held at

Center of Excellence in Solid State Physics, University of the Punjab Lahore.

Band-gap Tailoring of ZnO with the addition of 3d Transition Metal lons
Afaq Ahmad, Muhammad Ashraf
International Conference on Solid State Physics (ICSSP13), December 1-6, 2013, held at

Center of Excellence in Solid State Physics, University of the Punjab Lahore.

Structural, elastic and mechanical properties of XCoO3s (X=Nd, Pr) from first
principle calculations

Abu Bakar, A. Afag, A Iftikhar, Najm-ulAarifeen

International Conference on Solid State Physics (ICSSP15), December 13-17, 2015, held

at Center of Excellence in Solid State Physics, University of the Punjab Lahore.
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14,

15.

16.

17.

18.

19.

Spherical Surface Effects in Closed Orbit Theory
A Afaq
International Conference on Solid State Physics (ICSSP15), December 13-17, 2015, held

at Center of Excellence in Solid State Physics, University of the Punjab Lahore.

Elastic and mechanical properties of Fe-based Heusler alloys RuzFeZ (Z = Ge, Si,
Sn) using DFT

A Iftikhar, A. Afaq, Iftikhar Ahmad, Najm-ul-Arifeen

International Conference on Solid State Physics (ICSSP15), December 13-17, 2015, held

at Center of Excellence in Solid State Physics, University of the Punjab Lahore

First Principles study of BiXOs (X=Fe, Mn, Cr) for Structural and Magnetic
properties

Bushra Munir, Afag Ahmad

International Conference on Solid State Physics (ICSSP15), December 13-17, 2015, held

at Center of Excellence in Solid State Physics, University of the Punjab Lahore.

Photodetachment of H- near a Metal surface: Below Threshold Study
Maryam Ajmal, A. Afaq
International Conference on Solid State Physics (ICSSP15), December 13-17, 2015, held

at Center of Excellence in Solid State Physics, University of the Punjab Lahore.

Structural, electronic and magnetic properties of BaUOs by mBJ functional
Najm-ul-Aarifeen, A. Afaq, A Iftikhar
International Conference on Solid State Physics (ICSSP15), December 13-17, 2015, held

at Center of Excellence in Solid State Physics, University of the Punjab Lahore.

Hydrostatic investigations of structural and opto-electronic properties of
PbZrOs: DFT Overview
Saad Tariq, Afag Ahmed
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20.

21.

22.

23.

24,

International Conference on Solid State Physics (ICSSP15), December 13-17, 2015, held

at Center of Excellence in Solid State Physics, University of the Punjab Lahore.

SEMICLASSICAL DESCRIPTION OF ION IN A GRADIENT ELECTRIC
FIELD

Ariba Salah, A. Afaq

International Conference on Solid State Physics (ICSSP15), December 13-17, 2015, held

at Center of Excellence in Solid State Physics, University of the Punjab Lahore.

Modified Closed Orbit Theory to investigate Curvature Effects

Afaq Ahmad

8™ International Meeting on Particles and Fields, on April 20-22, 2016, held at
Department of Physics, COMSATS Lahore.

DFT Study on BaUOs
Afaq Ahmad
International Conference on Computational Physics, April 09, 2017, held at

Department of Physics, University of Lahore.

Photo-detachment of H~ near a spherical solid surface with geometry-
dependent classical action
A Afaq

1%t International Conference simulation of Emerging Materials, July 2-4, 2018, held
at Department of Physics, Abbottabad University of Science and Technology.

Reststrahlen Band Investigations of Half Heusler Compounds RuCrX (X = Si,
Ge, Sn) for FIR-Devices

Abu Bakar, A. Afaq

1%t International Conference simulation of Emerging Materials, July 2-4, 2018, held

at Department of Physics, Abbottabad University of Science and Technology.
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25.

26.

217.

28.

29.

30.

31.

32.
33.

34.

DFT and its Application on CuCoMnA (A=Si, Sn, Sb) for FIR-Devices
A Afaq

1t International Physics Conference on Innovation in Materials Science and
Nanotechnology, December 18-19, 2018, held at Department of Physics, Lahore

Garrison University Lahore.

Reststrahlen Band in RuCrX (X=Si, Ge, Sn) Alloys: A DFT Study

Symposium on Semiconductor Physics, November 27, 2019, Virtual University
Lahore

Reststrahlen Band Investigations in Heusller Alloys for FIR-devices

ICSSP 19, December 9-13, 2019, CSSP Lahore

Nanomaterial: A Theoretical Approach

International Workshop on Progress in Nanomaterials and Technology, January 20-
22,2020

Density Functional Theory and Its Application to SmXO3 (X=Al, Co)
Pervskites for IR-devices

4™ International Conference on Materials Science & Nonotechnology 2020, March
3-5, 2020

Electron Affinity for Hydrogen Negative lon in Photodetachment Microscopy
Emerging Scientists 2020, March 20, 2020, Fasalabad.

Photo detachment of H™ near two perpendicular elastic interfaces

15t International Congress on Natural Sciences (ICNAS-2021) (Online), 10-12 Sept.
2021, Ata Turk University Turkey.

DFT and its application to Lattice Dynamics

2" International Conference on Advances in Material Science, held online on October 5-

6, 2021, Department of Physics, University of Education Lahore.

Transfer matrix method and optical properties of a thin-film

International Conference on Innovation in Chemistry and Physics (ICP), March 14-15,

2022 held at University of Education Faisalabad Campus.
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35.

36.

37.

38.

39.

40.

41.

42.

43.

44,

First Principles study of optoelectronic and mechanical properties of Cs2AgAIXs
(X=Cl, Br, I) for energy harvesting

International School on Physics and Applied Discipline (ISPAD), March 14-18, 2022
held at National Centre of Physics (NCP)

Special Functions and their applications

Capacity Teaching Building Workshop for University Teachers and Graduate
Students in Physics, June 23-25,2022 held at Institute of Physics Gomal University
D. I. Khan.

Transfer matrix method and optical properties of a thin-film
National One Day Workshop, September 31, 2022 held at Lahore University of
Management Sciences (LUMS)

Optical Properties of Perovskite SrTiOs Thin Films using Transfer Matrix Method:
A Comparative Study

4™ International Workshop on Materials Modeling and Simulation (ICWMMS), October
24-26, 2022 held at University of Malakand, KP.

Optical Band Gap of a Thin Film Using Transfer Matrix Method
3 International conference on Advances in Material Sciences (AIMS), December 15-16,
2022 held at University of Education Lahore.

Transfer Matrix Method for Thin Film Optics

1t National Conference on Emerging Horizons in Science and Technology (NCEHST),
December 26-27, 2022.

Theoretical Study of a Thin-Film Optics

3rd International Conference on Emerging Science and Technologies (ICEST-2023-
GIGCCL) to be held on March 1st and 2nd 2023.

THEORETICAL STUDY OF A THIN-FILM OPTICS

A lecture given at Department of Physics, UAJ&K on 17 March 2023

Quantum Tunneling in Semiconductor Nanostructures by Matrix Method

5th Annual International Conference on Advances in Materials Science

(AIMS-2024) November 27-28, 2024, Department of Physics Division of Science and
Technology University of Education, Lahore.

Resonant Tunneling Through Single and Double-barrier Structures

2nd international conference on “Emerging Trends in Physics”. The conference is

scheduled on 6th to 8th of May 2024, 1UB Bahawalpur.
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45. OPTICAL PROPERTIES OF THIN FILMS BY MATRICES

4th International Conference on Emerging Science and Technologies (ICEST-2023-
GIGCCL) to be held on March 1st and 2nd 2024

46. Transfer Matrix Method and Transmission Spectra of Thin Films
1st International Conference on Emerging Trends in Physics, March, 7-8, 2024,
Department of Physics, UMT Lahore

47. Optical Properties of Thin Films: A Theoretical Study
5th International Conference on Emerging Science and Technology and 8th Science
Exhibition
Govt. Islamia graduate college Civil Lines. Department of Physics, Lahore,
February,24,2025

48. A Thin film as fabry-Perot Cavity For Optical Fiber Sensing technology

UMT 2™ International conference on Emerging Trends in Physics (ICP-2025)
Renewable energy Sources and Climate Change Mitigation

Department of Physics & department of Mathematics, School of science, UMT,
Lahore, April 14-15, 2025

M. PHIL THESES SUPERVISED: [109]

The following M.Phil students’ theses have been supervised:

Session 2008-2010

1. Sadia Ashiq (SSP0802, PU Lahore)

Thesis Title: Bond length calculation of a diatomic anion and its classical limit using
two center model.

2. M. Asif Toseef (SSP0810, PU Lahore)

Thesis Title: Theoretical investigation of structural and Optical properties of ScixYxN.
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3. Farooq Khan (SSP0823, PU Lahore)

Thesis Title: Interferences in photo-detachment of Non-linear triatomic anion.

Session 2009-2011

&

Bakhtiar Ul Haq (SSP0915, PU Lahore)
Thesis Title: Characterization of Co doped ZnO based diluted magnetic
semiconductors.
5. Marayam Nawaz (SSP0903, PU Lahore)
Thesis Title: Photo-detachment of hetero-nuclear diatomic anions near a reflecting wall.
M. Hanif (SSP0909, PU Lahore)

Thesis Title: Photo-detachment of hetero-nuclear diatomic anions using closed-orbit

Sk

theory.
7. M. Fahim Afsar (SSP0916, PU Lahore)
Thesis Title: Analysis of Floquet Formulation of Time-Dependent Density-Functional
Theory.

Session 2010-2012

8. Ayesha Amjad (SSP1001, PU Lahore)

Thesis Title: Photo-detachment of Hydrogen Halide Anions near a wall.
9. Tayyiba Fiazi (SSP1004, PU Lahore)

Thesis Title: Photo-detachment of H™ near a dielectric thin film.

10. Sanober Kanwal (SSP1013, PU Lahore)
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Thesis Title: Interferences in photo-detachment of a tri-atomic negative ion near a
reflecting wall.

11. Muhammad Ashraf (SSP1019, PU Lahore)

Thesis Title: Bandgap Tailoring of ZnO with the Addition of 3d tTransition Metal lons.

Session 2011-2013

12. Salman Ahmad (SSP1109, PU Lahore)
Thesis Title: Structural, electronic and magnetic properties of Cr-doped PbS alloys.
13. Aneela Arshad (SSP1105, PU Lahore)
Thesis Title: Structural and Optical Properties of BP, BSb, and their alloys.
14. Farhan Shabir Ahmad (SSP1106, PU Lahore)
Thesis Title: Structural and Optical Properties of XZrOs (X=Ba, Sr, Pb) perovskite
crystals.
15. Qandeel Fida (SSP1107, PU Lahore)
Thesis Title: Photo-detachment Microscopy of H™ near a Dielectric Slab.
16. Ali Asad (SSP1117, PU Lahore)
Thesis Title: Pressure dependent Structural and Optical Properties of XSe (X=Zn, Cd).

Session 2012-2014

17. Hafsa Naz (SSP1209, PU Lahore)
Thesis Title: Polarization-dependent photo-detachment of Hydrogen negative ion
18. Muhammad Saad Tarigq Mirza (SSP1212, PU Lahore)

Thesis Title: Structural and Electronic properties of cubic Pervoskites XZrOs (X=Ba,

Sr, Pb) under pressure: A DFT Study
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19.

20.

21.

22.

23.

24.

25.

26.

27.

28.

Ghazanfar Nazir (SSP1213, PU Lahore)

Thesis Title: Optical Properties of ubic Pervoskites XZrOs (X=Ba, Sr, Pb) under
pressure: A DFT Study

Session 2013-2015
Maryam Ajmal (SSP1301, PU Lahore)

Thesis Title: Photodetachmnet Cross Section of Hydrogen Negative lon below

Threshold Energy

Rafia Ifikhar (SSP1302, PU Lahore)

Thesis Title: Semi-classical description of Fullerene Ceo and Metallic Clusters
Anam Lashari (SSP1303, PU Lahore)

Thesis Title: Photodetachment of H™ in a Circular Microcavity
Bilal Adeel Kazmi (SSP1305, PU Lahore)

Thesis Title: Structural and Electronic Properties of Zn:1xCdxSe
Ariba Salah (SSP1306, PU Lahore)

Thesis Title: Influence of a Gradient Electric Field on H™ A semi-classical Description
Muhammad Saad Tanvir (SSP1311, PU Lahore)

Thesis Title: Photo-detachment of H™ near a Non-absorbing Metal Surface
Hafiza Bushra Munir (SSP1315, PU Lahore)

Thesis Title: Structural and Magnetic Properties of BiXOs (X = Fe, Cr, Mn)
Abdul Muteen (SSP1323, PU Lahore)

Thesis Title: Photo-detachment of H™ in a soft microcavity.

Session 2014-2016

Abu Bakar (SSP1418, PU Lahore)

Thesis Title: First Principles Study of Elastic and Mechanical Properties of AlZrs,
AlCus, and AlCuz2Zr

Session 2015-2017
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29.

30.

31.

32.

33.

34.

35.

36.

37.

38.

39.

Ameer Hamza (SSP 1501, PU Lahore)
Thesis Title: DFT study on RuzFeZ (Z=Si, Ge) Heusler Alloys for Structural and
Thermodynamic Properties
Shafaqg Naseer (SSP 1503, PU Lahore)
Thesis Title: Structural and Electronic Properties of Zn-substituted CdS Alloys under
Pressure
Shaista Itefaq (SSP 1507, PU Lahore)
Thesis Title: Photo-detachment of H™ lon near a Soft Spherical Surface
Kiran Sijawal (SSP 1516, PU Lahore)
Thesis Title: Structural and Electronic Properties of Zn-substituted CdTe Alloys under
Pressure
Muhammad Rizwan khan (SSP 1519, PU Lahore)
Thesis Title: DFT study on RuzFeX (X=Si, Ge) Heusler Alloys for Elastic and Vibrational
Properties

Session 2016-2018

Muhammad Aftab Fareed (SSP1601F16, PU Lahore)
Thesis Title: Lattice Dynamics of XMgAl (X=Li, Na) Alloys
Ayesha Asif (SSP1604F16, PU Lahore)
Thesis Title: Computational Reststrahlen Band investigations in CuCoMnA
(A=Si, Sn, Sb) FIR-Devices
Hafiz Shamsheer Islam (SSP1606F16, PU Lahore)
Thesis Title: Photo Detachment of Hydrogen Anion near a Spherical Surface and Study
of Geometry Dependent Classical Action using TIM
Shanian (SSP1608F16, PU Lahore)
Thesis Title: Computational Investigation of structural elastic and mechanical properties
of CuCoMnZ (Z=Si, Sn, Sh) Alloys
Sidra Latif (SSP1610F16, PU Lahore)
Thesis Title: Structural and Optical Properties of Rutile Sn 1xTix02 (0<x<1):
A DFT Study
Igra Asif (SSP1612F16, PU Lahore)

Thesis Title: Structural, Electronic and Magnetic Properties of VFe204: A DFT Study
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40.

41.

42.

43.

44,

45.

46.

47.

48.

49.

50.

Khush Bakht Waris Ali (SSP1618F16, PU Lahore)
Thesis Title: Energy Loss Function for Metals (Fe, Mo) and Insulators (BaTiOs,
SmAIO:)
Muhammad Sabeeh Ashraf (SSP1603FF16, PU Lahore)
Thesis Title:

Aamer Zaman (SSP1621F16, PU Lahore)
Thesis Title: Plane Wave Propagation through Multilayer system

Session 2017-2019

Muhammad Ahmed (SSP02F17, PU Lahore)
Thesis Title: Reststrahlen Band Investigations of CoFeCrZ (Z=Al, Si, Ga and Ge) for
FIR Applications
Rida Fatima (SSPO3F17, PU Lahore)
Thesis Title: Temperature Dependent Structural Properties of VFe204: A DFT Study
Tahir Shakeel (SSPO9F17, PU Lahore)
Thesis Title: Computational Study of Elastic and Mechanical Properties of RuCrXx
(X=Si, Ge, Sn)
Nimra Khan (SSP19F17, PU Lahore)
Thesis Title: Vibrational Properties of SmX0O3 (X=Al, Co): A DFT Study
Farid Ullah (SSP20F17, PU Lahore)
Thesis Title: Magnetic Anisotropy Energy of Vanadium Ferrite (VFe20s): A DFT Study
Said Alam (SSP21F17, PU Lahore)
Thesis Title: Complex Conductivity Dependent Birefringence Via Rotatory Photon Drag
Through a Chiral Metallic Medium
Allah Ditta (SSPR0O2F17, CSSP, PU, Lahore) (2019)
Thesis Title: DFT Study for Electronic and Optical Properties of Pyrocholore X2Zr.07
(X=La, Nd)
Amir Junaid (SSPR21F17, CSSP, PU, Lahore) (2019)
Thesis Title: Optical Properties of Chromium Substituted Zinc Sulfide (ZnS): A DFT
Study
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51.

52.

53.

o4,

55.

56.

S57.

58.

59.

60.

61.

62.

Muhammad Ashfaq (SSPR33F17, CSSP, PU, Lahore) (2019)

Thesis Title: Optical Properties of Cr-Substituted ZnSe Using Density Functional Theory

Zanib Saeed Khan (SSPR23F17, PU Lahore)
Thesis Title: H Photo-detachment in a Wall-Field System: A QM Study
Muhammad Waheed Arshad (SSPR36F17, CSSP, PU, Lahore) (2019)
Thesis Title: Optical Properties of Cd-Substituted ZnSe Using Density Functional
Theory
Muhammad Aleem (SSPR41F17, CSSP, PU, Lahore) (2019)
Thesis Title: Optical Properties of Cadmium (Cd) Substituted Zinc Sulfide (ZnS): A
DFT Study
Ayesha Sadigah (SSPR46F17, PU Lahore)
Thesis Title: H Photo-detachment in a Wall-Field System: A COT Study
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