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Summary of Qualification and Experience:

Gain administrative, Research and industrial project experience as an Assistant Professor Department of Physics, Assistant Director Higher Studies & Research (ADHS&R) and  Research Associate in the Office of Research, Innovations & commercialization (ORIC), Islamia College University Peshawar. Has gained experience as a Postdoctoral researcher in Korea Institute of Science and Technology and Korea Research Institute of Standards and Science. Have active Research Collaborations with national and international universities and institutes. Has PhD in Nano Fusion Technology from Pusan National University South Korea. Have Master of Science in Physics from Kyungpook National University South Korea. I have Working experience as reviewer of American Chemical Society (ACS), Royal Society of Chemistry (RSC) advances, Current Analytical Chemistry (Cambridge) and Physical Chemistry and Chemical Physics (PCCP).
1. Educational Qualification:
· Assistant Professor. ( 2016 ~ ) Department of Physics, University of Peshawar

· Assistant Professor. ( 2014 ~ 2016) Department of Physics, Islamia College University Peshawar

· Postdoc. ( 2013 ~ 2014) Korea Institute of Science and Technology (KIST) Seoul, Korea

· Postdoc. (2012 ~ 2013) Korea Research Institute of Standards and Science (KRISS) Daejeon, Korea 
· Ph.D. (2012), Nano Fusion Technology  Pusan National University Korea 

· Title:  Density Functional Theory (DFT) Study of Catechol adhesion on Dry and Wet Silica Surfaces
· Ph.D. (2006 ~ 2007),  Applied Physics, Department of  Physics, Kyungpook National University, Korea (Course Work only) 
· M.S (2006), Applied Physics, Kyungpook National University Korea. 

· Title: Simulation Study for Tungsten Scintillator Calorimeter 
· B. Sc (1994) Applied Physics, Islamia College Peshawar University Pakistan.
Patent Filed: 
·  Shabeer Ahmad Mian, Zia Mohy Ud Din, Samir Iqbal, “Stimulus Controlled Detachment of the Strongly Attached Mussel Adhesive Protein for Critical Biomedical and Technological Applications”
2. Supervision of Graduate Students:
· One, MS student is working on Cu3Si electrode material for Lithium Ion Battery

· Two BS students are working on dissociation mechanism of CO2 to methanol using copper as a catalysts

· One Ph. D students, working on adsorption of mussel proteins on Silica surface in dry and wet environment a prominent candidate for bioadhesive materials 

· Eight MS & M. Phil students are working on Li2Se, Li2S ion battery, metal fluoride hydrates, Ionic liquids as electrolytes, Silver doping in amorphous Silica, electrode materials for Solar Cell, Hydrogen storage materials and grapheme like 2D nanostructures

· Currently BS 6 students are under my supervision Working on, Optical, electronic, structural and mechanical properties of  BaTiO3, CdS, CdTe, ZnS and ZnSe
3. Project  Completed: 

1. Unrevealing Formation Mechanism of Solid Electrolyte Interface on Silicon Anode Using Ethylene Carbonate for Lithium Ion Battery by Density Functional Theory Simulation
2. Investigation of the Electronic and Optical Properties of  Cadmium Sulphide (CdS) using Density Functional Theory Study (DFT)
3. Density Functional Theory Study of the Electronic and Optical Properties of  Cadmium Telluride (CdTe) Semiconductor Compound
4. Electronic and Optical Properties Calculation of Zinc Sulphide  Using Density Functional Theory Approach

5. Study of The Solar Cell Electrode Material Zinc Selenide (ZnSe) Electronic and Optical Properties  Using Density Functional Theory
6. Density Functional Theory Study of Glycine adsorption on Silica Surface for Bio-adhesive materials, 2015 By Higher Education Commission (HEC) of Pakistan.
7. Density Functional Theory Study of Catechol adhesion on dry and wet silica surfaces
8. Fundamental Understanding of  Catechol and Water Adsorption on a Hydrophilic Silica Surface: Exploring the Underwater Adhesion Mechanism of Mussels on an Atomic Scale

9. Carbon nanotube deposition on silicon surface

10. Catechol Adsorption on Silica Surface for bioadhesive materials

11. Silicon anode and Solid Electrolyte Interphase formation for Lithium Ion Battery 80% is completed.

12. As2 dissociation mechanism on gallium surface without using catalyst for GaAs nanowires 
4. Employment History:

a. 16/02/2016 ~ Assistant Professor, Department of Physics, University of Peshawar.
b. 26/08/2015 ~ 15/02/2016 Assistant Director Higher Studies (ADHS),  Department of  Physics, Islamia College Peshawar

c. 16/06/2015 ~15/02/2016  Research Associate in the Office of Research, Innovation and Commercialization (ORIC), Isla 4 mia College Peshawar  

d. 23/09/2014 ~15/02/2015 Assistant Professor, Department of Physics, Islamia College University Peshawar, Pakistan.
e. 06/2013(07/2014: Research Scientist, Institute of Multidisciplinary Convergence of Matter, Center for Computational Science, Korea Institute of Science and Technology, Seoul, Republic of  Korea.
f. 09/2012( 05/2013: Research Scientist, Center for Nanocharacterization Division of Industrial Metrology, Korea Research Institute of Standards and Science, Daejon, Republic of  Korea.
g. 09/2007(08/2012: Research Assistant, College of Nano Science and Nano Technology Department of Nanomaterials Engineering Pusan National University, Republic of Korea. 
h. 03/2010(12/2011: Teaching Assistant, Department of Nanomaterials Engineering Pusan National University, Republic of Korea. 
i. 03/2003(12/2005: Research Assistant, Center for High Energy Physics Kyungpook National University, Republic of Korea. 
j. 08/2002(02/2003: Supervisor in Charge of All Euronaid (EA's) Pakistan based monitoring activities” Peshawar, Khyber Pukhtoon Khwa Pakistan.
k. 01/2001( 03/2002: IPMS Clerk Petroleum Mechanical Trading Co., Doha Qatar.
l. 04/1991(04/1993:  Science Teacher Sunshine Public School & College Peshawar, Khyber Pukhtoon Khwa Pakistan.
5. Research Collaboration:

a. Dr. Eric Ganz, Associate Professor, School of Physics and Astronomy, University of Minnesota, Minneapolis, Minnesota 55455, U.S.A.
b. Dr. Leton Chandra Saha, Research Scientist, Frontier Energy Research Division, Kyushu University, Fukuoka, Japan.

c. Research Collaboration with Department of Physics GC University Lahore.  

d. Research Collaboration with Ghulam Ishaq Khan Institute (GIKI) Using Super Computer facility for Computational Nano Fusion Technology Department of Physics Islamia College Peshawar.
e. Started Research Collaboration with Department of Physical Chemistry, Institute of Chemical Sciences University of Peshawar for sharing expertise and available resources.
f. In Research Collaboration with Department of Physics University of Peshawar by sharing expertise, available Resources and search for funding agencies to sponsor research and development projects. 

g. Dr. Ejaz Ahmad, Senior Scientist, Pakistan Institute of Nuclear Science and Technology (PINSTECH), Nilore, Islamabad, Pakistan.
6. Reviewer of Journals

Currently work as reviewer for several professional journals.

a. Royal Society of Chemistry (RSC) Advances 
b. Physical Chemistry Chemical Physics (PCCP)
c. American Chemical Society Langmuir
d. Current Analytical Chemistry (Cambridge)

7. Skills and Expertise:
a. 9 years of experience in Density Functional Theory calculation using SIESTA simulation package.  Expertise  in handling all kind of DFT and AIMD simulation techniques, frequency, DOS and PDOS, binding energy, reaction and solvation energy, potential energy surface curve calculation etc.
b. 9 years of experience using Gaussian quantum simulation package. Experience of DFT, hybrid DFT and PCM model calculation.
c. 9 years experience using Dl-poly classical molecular dynamics simulation software.  
d. 9 years experience of materials modeling from simplest to the most complicated structures molecule, polymers, surface, crystal structures, intrinsic and extrinsic doping, charge & partial charge calculation, dipole moment etc. using Materials 
Studio and Discovery Studio.
e. 4 years of experience in DFT , AIMD using Vienna Ab-initio Simulation Package (VASP), NEB (TS-state), DOS, PDOS calculation.
f. 4 years of experience using Q-Chem simulation package. Experience of DFT, hybrid-DFT, Transition State calculation.
g. 9 years of experience using different visualization and data analysis software, VMD, Gauss View, Molden,  Crystal maker, J-ice and VESTA. Experience of calculation radial distribution function, density of state, partial density of state, chare density.
h. 13 years of experience using linux operating system and linux cluster system. 
Experience of installing SISTA, Gaussian, Q-Chem, Dl-Poly, software under linux and window system using Cygwin environment.
i. 9 years of experience using origin software for data analysis.
j. 9 years of experience using adobe photo shop software.
k. 13 years of experience of windows installation, server installation, disk partitioning, networking configuration etc.   
l. Familiarity with FORTRAN code
8. Research Interests

a. Hydrogen storage materials

b. Science of Surface Interaction: Adsorption, Chemical Reaction and relative DFT studies

c. Solar and other Fuel Cells designing and characterization using DFT.
d.  CO2 dissociation mechanism instead of intensive energy process
e. Hydrocarbon and their interaction with transition metals

f. Nano & Nano-bio materials

g. Keen interest in small molecules for drug design
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The most recent paper which I published in the American Chemical Society journal Langmuir entitled “A Fundamental Understanding of Catechol and Water Adsorption on a Hydrophilic Silica Surface: Exploring the Underwater Adhesion Mechanism of Mussels on an Atomic Scale” was selected for the press release of ACS Office of Public Affairs’ Weekly June 04, 2014 due to the quality and importance of this work especially in biomedical applications.
 http://www.acs.org/content/acs/en/pressroom/presspacs/2014/acs-presspac-june-4-2014/understanding-mussels-stickiness-could-lead-to-better-surgical-and-underwater-glues.html.
 
Later on a news reporter “Boer Dang” from the Economist contacted me that they are going to write a detailed story about the work I published in Langmuir. She interviewed me about the work and asked several questions about the important applications of my work. Finally the Economist published their story on June 24th, 2014 By B. D. |WASHINGTON D .C. The link for the story published by the Economist is http://www.economist.com/blogs/babbage/2014/06/molecular-adhesion .
Manuscript Preparation from University of Peshawar
· Mussel Adhesive Protein (Alanine and Catechol) Adsorption on Cristobalite Silica Surface and their Desorption using External Electric Field for Critical Biomedical and Technological Applications:  An ab-initio Approach.
· Density functional Theory study of Lithium Adsorption and Ethylene Carbonate Dissociation Mechanism on Silicon anode for Lithium Ion Battery (will be submitted from KIST).
· Unraveling Formation Mechanism of Solid-Electrolyte Interface on Si Anode for Lithium-Ion Battery Using Ab-initio Molecular Dynamics Simulation (will be submitted from KIST).
· As2 dissociation mechanism on gallium surface for GaAs nanowire using density functional Theory.
Publications:
1. GUL RAHMAN, OH-SHIM JOO, SANG YOUN CHAE, ANWAR-UL-HAQ ALI SHAH, SHABEER AHMAD MIAN, “Enhanced Water Oxidation Photoactivity of Nano-Architectured α-Fe2O3–WO3 Composite Synthesized by Single-Step Hydrothermal Method”, Journal of ELECTRONIC MATERIALS, 1-7, 2018
2. Shabeer Ahmad Mian, Salem Ul Azzam, Gul Rahman, Ejaz Ahmed, "Density Functional Theory Study of Mussel Adhesive Protein (L-Dopa and Catechol) Cross-Linking", MOJ Biorg. Org. Chem., 2017, 1, 00037.
3. Gul Rahman, Shabeer Ahmad Mian, "Recent Trends in the Development of Electrochemical Glucose Biosensors" Int. J. Biosen. Bioelectron, 2017, 3, 00051.
4. Shabeer Ahmad Mian, Younas Khan, "The Adhesion Mechanism of Marine Mussel’s Foot Protein (mefp): Adsorption of L-Dopa on α- & β-cristobalite Silica using Density Functional Theory (DFT)", Journal of Chemistry 2017, 2017, Article ID 8756519, 6. 
5. Shabeer Ahmad Mian, Muhammad Muzammil, Gul Rahman, Ejaz Ahmed, "First Principle Study of Structural, Elastic, Electronic and Optical Properties of CsYx I(1-x)(Y=F, Cl, Br) " Materials Science-Poland, 2017, 35, 197-210. 
6. Shabeer Ahmad Mian,Younas Khan, Muhammad Ajmal, Mohammad Adil Khan, Safeer Ahmad, "Investigation of the adhesion mechanism of Marine Mussel’s foot protein: Adsorption of L-dopa on silica α- & β-cristobalite using density functional theory (DFT)", Materials Today: Proceedings 4 (2017) 4912–4918.
7. Muhammad Ajmal, Tauseef Ali, Shabeer Ahmad Mian, Mohammad Adil Khan, Safeer Ahmad, Aqib Ali Khan, "Effects of Ce3+-doping concentration on the luminescent properties of La2O3:Ce3+ phosphors" Materials Today: Proceedings 4 (2017) 4924–4929.
8. Muhammad Ajmal, Tauseef Ali, Mohammad Adil Khan, Safeer Ahmad, Shabeer Ahmad Mian, Abdul Waheed, Sardar Ali, Structural and optical properties of La2O3:Ho3+ and La(OH)3:Ho3+
Crystalline particles", Materials Today: Proceedings 4 (2017) 4900–4905.
9. Shabeer Ahmad Mian, Younas Khan, Uzair Ahmad, Mohammad Adil Khan,Gul Rahman, Shahid Ali "Investigating the Adsorption Mechanism of Glycine in Comparison of Catechol on Silica (001) Surface Using Density Functional Theory for Bio adhesive Materials", RSC Adv., 2016, 6, 114313–114319. 
10. Gul Rahman, Oh-Shim Joo, Shabeer Ahmed Mian, “Electrocatalytic Behavior of Glassy Carbon Electrode Modified with Ruthenium Nanoparticles and Ruthenium Film”  J. Appl. Electrochem 2016 46, 459–468.
11. Shabeer Ahmad Mian,

 Li-Ming Yang,2 Leton Chandra Saha,1 E. Ahmed,3 Ajmal Muhammad,1 Eric Ganz,4 “A Fundamental Understanding of Catechol and Water Adsorption on a Hydrophilic Silica Surface: Exploring the Underwater Adhesion Mechanism of Mussels on an Atomic Scale” Langmuir 2014, 30, 6906−6914.
12. L. C. Saha, Shabeer A. Mian and J. Jang “Molecular Dynamics Simulation Study on the Carbon Nanotube Interacting with a Polymer” Bull. Korean Chem. Soc. 33, 893-896, 2012.
13. L. C. Saha, Shabeer A. Mian, H. Kim, J. K. Saha, M. A. Matin, and J. Jang “Deformation of Carbon Nanotubes Colliding with a Silicon Surface and its Dependence on Temperature” J. Nanosci. Nanotechnol 12, 674-679, 2011.
14. Shabeer A. Mian, X. Gao, S. Nagase, J. Jang “Adsorption of Catechol on a Wet Silica Surface: Density Functional Theory Study” Theo. Chem. Acc. 130, 333–339, 
2011. 

15. L. C. Saha, Shabeer A. Mian, H. Kim, J. K. Saha, M. A. Matin, and J. Jang “Molecular Dynamics of Carbon Nanotubes Deposited on a Silicon Surface via Collision: Temperature Dependence”  Bull. Korean Chem. Soc. 32, 515, 2011.
16. Shabeer A. Mian, L. C. Saha, J. Jang, L. Wang, X. Gao, and S. Nagase “Density Functional Theory Study of Catechol Adhesion on Silica   Surfaces ” J. Phys. Chem. C  114, 20793–20800, 2010.
17. L. C. Saha, Shabeer A. Mian, H. Kim, and J. Jang “Molecular Dynamics for Surface Deposition of a Carbon Nanotube via Collision” J. Phys. Chem. C 113, 16668–16673, 2009.
Graduate Student Supervision:
· Jointly supervised of one Ph.D. student in his research in the area of renewable energy and one M.S student in the research area of lithiation and delithiation mechanism of silicon nanowire for the lithium ion battery system.

· Mentored one Ph.D. student in his project for the quantum calculation of infrared band of methyl cation and protonated methyl cation.
· Supervised 4 undergraduate students in their undergraduate projects DFT study of isolated adenine and glycine.
· Instructed one Ph.D. student in her project of the DFT study of the energy change of N3 dye after interaction with MPPA.
Awards 
· Brain Korea (BK21) Doctoral Fellowship, Pusan National University South Korea

· Korean Research Foundation (KRF) Doctoral Fellowship, Pusan National University South Korea
Professional Membership
· Member of the American Chemical Society (ACS)
· Member of the Korean Chemical Society, Since March 1, 2008.
· Member of the Korean Physical Society, Since March 1, 2003.
Conferences & Presentations

· 30~31/2016: “The Adhesion Mechanism of Bio-adhesive Materials in Marine Environment: Density Functional Theory Study” International Conference on Engineering Science and Technology (ICEST2016 Key Note Speaker) 
· 04/2015:  “The Adhesion Mechanism of Bioadhesive Materials in Marine Environment: Density Functional Theory Study” Materials 2015 Conference, department of Physics University of Peshawar. (Key Note Speaker)
· 05/2014:
"Lithium adsorption and Ethylene Carbonate Dissociation Mechanism on Silicon Surface for Lithium Ion Battery using AIMD Simulation" KIST-IMCM Symposium for Spectrum Conversion Technology and Applications" Korea Institute of Science and Technology, Seoul, Republic of  Korea. (Poster)
· 06/2013:
“Adsorption of Catechol and water on dry and wet Silica Surface: A Density Functional Theory Study”, Korea Institute of Science and Technology, Seoul, Republic of Korea. (Oral)
· 06/2012:
“Adsorption of Catechol on Silica Surface: Density Functional Theory Study”, Korea Research Institute of Standards and Science, Daejon, Republic of Korea. (Oral)
· 12/2011:
“Adsorption of Catechol on wet silica surface: density functional theory study", Workshop on Computational Bio-, Nano-Science (Oral)

· 10/2011:
“Catechol Adsorption on Wet Silica Surface: Density Functional Theory Study”, Shizouka University International Symposium. (Poster)
· 04/2011:
“Density Functional Theory Study of Catechol Adsorption on Wet 
Silica Surface”, the 107th National Meeting of the Korean Chemical Society. (Poster)
· 10/2010:
“Comparative Study of Catechol and Water Adhesion on Silica Surfaces”, the 106th National Meeting of the Korean Chemical Society. (Poster)
· 10/2005:
“Simulation Study for Tungsten Scintillator Calorimeter”, Korean 
Physical Society       meeting, Cheonbuk National University, Republic of Korea. (Oral)
· 04/2005: 
“Simulation Study for Tungsten Scintillator Calorimeter”, Korean Physical Society meeting, Ewha Womens University, Korea. (Poster)
Workshops Attended
· 11/2014: ICTP-NCP School on LHC Physics, National Center for Physics (NCP), Islamabad, Pakistan. 

· 06/2005:
8th international ICFA Workshop organized by Center for High Energy Physics (CHEP) Kyungpook National University, Daegu, Republic of Korea. 
· 04/2004:
3rd international workshop on High Energy Physics Data Grid. 
· 07/2004:
High Energy Physics Summer Institute, Daegu, Republic of Korea. 
· 07/2004:
Workshops on High Intensity Hadron Facility Nuclear and Particle Physics Experiments,    CHEP Kyungpook National University, Daegu, Republic of Korea. 
· 10/2004:
7th international ICFA Workshop organized by CHEP Kyungpook National University, Daegu, Republic of Korea. 
· 11/2004:
Center for High Energy Physics  Annual meeting, CHEP Kyungpook National University, Daegu, Republic of  Korea 
· 06/2003:
2nd international workshop on High Energy Physics Data Grid, CHEP Kyungpook National University, Daegu, Republic of Korea. 
· 07/2003:
High Energy Physics Summer Institute, CHEP Kyungpook National University, Daegu, Republic of Korea. 
· 07/2003:
6th international ICFA Workshop organized by CHEP Kyungpook National University, Daegu, Republic of Korea. 
· 11/2003:  
Center for High Energy Physics Annual meeting, CHEP Kyungpook National University, Daegu, Republic of Korea. 
· 12/2002:
Successful Completion Of Workshop On "Managing Conflict at Workplace" Organized by the British Council. 
Extra Curriculum Activities:
· 2004 ( 2005: President of International Students Organization (ISO) Kyungpook National University, Republic of Korea.
· 1996 ( 1997:   Senior Secretary of the Science Society Peshawar University Pakistan
