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• Molecular Approaches to the Mechanism of CO<sub>2 </sub>Reduction to Methanol by Cobalt Phthalocyanine JOURNAL OF THE
AMERICAN CHEMICAL SOCIETY
DeLuca, E. E., Park, C., Basera, P., Kang, R., Taylor, J. M., Shen, H., Patterson, R. L., Chen, H., Weddle, L. R., Keller, B. L., Head-Gordon, M.,
Bajdich, M., Cordones, et al
2026

• Electronic Role of a Buried Platinum Layer in TiO<sub>2</sub> for Selective Two-Electron Water Oxidation to H<sub>2</sub>O<sub>2</
sub> JOURNAL OF PHYSICAL CHEMISTRY C
Hamkins, K., Basera, P., Zheng, X., Bajdich, M.
2026

• Quantum confinement <i>vs.</i> mesoporosity in SnO<sub>2</sub>: oxygen vacancies dictate dominant formate selectivity in hybrid
CO<sub>2</sub> electrolysis with unprecedented 480 mV energy savings JOURNAL OF MATERIALS CHEMISTRY A
Ganguly, S., Basera, P., Dutta, K., Saha, S., Dutta, A., Sharma, A., Jayamurugan, G., Ahmed, S., Loha, C., Ghosh, S.
2026

• Crossing the Oxo-Peroxo Wall for Selective Electrochemical Epoxidation. Advanced science (Weinheim, Baden-Wurttemberg, Germany)
Basera, P., Mandal, S. C., Abild-Pedersen, F., Bajdich, M.
2025: e17229

• The Role of Cu3+ in the Oxygen Evolution Activity of Copper Oxides. Journal of the American Chemical Society
Basera, P., Zhao, Y., Garcia-Esparza, A. T., Babbe, F., Bothra, N., Vinson, J., Sokaras, D., Yano, J., Boettcher, S. W., Bajdich, M.
2025

• Rationalizing the Superior Catalytic Efficiency of Nickel Nitride vs Nickel Sulfide for Alkaline Hydrogen Evolution Reaction from Bubble
Dynamics Study and Density Functional Theory (DFT) Calculations ACS CATALYSIS
Tyagi, C., Basera, P., Lagrost, C., Bouquet, V., Tessier, F., Jullien, M., Fabre, B.
2025

• Bidentate Lewis Base Ligand-Mediated Surface Stabilization and Modulation of the Electronic Structure of CsPbBr3 Perovskite
Nanocrystals. Journal of the American Chemical Society
Hassan, M. S., Basera, P., Khan, B., Portniagin, A. S., Vighnesh, K., Wu, Y., Rusanov, D. A., Babak, M., He, J. H., Bajdich, M., Rogach, A. L.
2024

• Trace Ru Incorporation Boosted Co2P Nanorods for Superior Water Electrolysis and Substrate-Paired Electrolysis Toward Value-Added
Chemicals in Alkaline Medium. Small (Weinheim an der Bergstrasse, Germany)
Ganguly, S., Basera, P., Ahmed, S., Saha, S., Dutta, A., Loha, C., Ghosh, S.
2024: e2405056

• Oxidizing Role of Cu Cocatalysts in Unassisted Photocatalytic CO2Reduction Using p-GaN/Al2O3/Au/Cu Heterostructures. ACS nano
Zoric, M. R., Basera, P., Palmer, L. D., Aitbekova, A., Powers-Riggs, N., Lim, H., Hu, W., Garcia-Esparza, A. T., Sarker, H., Abild-Pedersen, F.,
Atwater, H. A., Cushing, S. K., Bajdich, et al

Page 1 of 4



Pooja Basera
http://cap.stanford.edu/profiles/Pooja_Basera/

2024

• Ligand Driven Control and F-Doping of Surface Characteristics in FASnI<sub>3</sub> Lead-Free Perovskites: Relation Between Molecular
Dipoles, Surface Dipoles, Work Function Shifts, and Surface Strain ADVANCED MATERIALS INTERFACES
Basera, P., Traore, B., Jiang, P., Pedesseau, L., Kepenekian, M., Even, J., Katan, C.
2024; 11 (22)

• A-Site Modulation of Co-Ir Based Double Perovskite Oxides (A<sub>2</sub>CoIrO<sub>6</sub>, A = Sr, Nd, Pr, and Sm) for Maximization
of Water Oxidation and Hybrid Electrolysis Derived Isopropanol Upconversion in Acid Medium ACS SUSTAINABLE CHEMISTRY &
ENGINEERING
Ganguly, S., Datta, R., Basera, P., De, S., Mistry, K., Loha, C., Ghosh, S.
2023; 12 (2): 849-859

• Interfacial engineering to modulate surface dipoles, work functions and dielectric confinement of halide perovskites NANOSCALE
Basera, P., Traore, B., Even, J., Katan, C.
2023; 15 (28): 11884-11897

• Chalcogenide Perovskites (ABS<sub>3</sub>; A = Ba, Ca, Sr; B = Hf, Sn): An Emerging Class of Semiconductors for
Optoelectronics JOURNAL OF PHYSICAL CHEMISTRY LETTERS
Basera, P., Bhattacharya, S.
2022; 13 (28): 6439-6446

• A Theoretical Framework for Microscopic Surface and Interface Dipoles, Work Functions, and Valence Band Alignments in 2D and 3D
Halide Perovskite Heterostructures ACS ENERGY LETTERS
Traore, B., Basera, P., Ramadan, A. J., Snaith, H. J., Katan, C., Even, J.
2022; 7 (1): 349-357

• Capturing excitonic and polaronic effects in lead iodide perovskites using many-body perturbation theory JOURNAL OF MATERIALS
CHEMISTRY C
Basera, P., Singh, A., Gill, D., Bhattacharya, S.
2021; 9 (47): 17113-17123

• Theoretical insights to excitonic effect in lead bromide perovskites APPLIED PHYSICS LETTERS
Jain, M., Gill, D., Bhumla, P., Basera, P., Bhattacharya, S.
2021; 118 (19)

• Understanding the efficient electrocatalytic activities of MoSe<sub>2</sub>-Cu<sub>2</sub>S nanoheterostructures JOURNAL OF
MATERIALS CHEMISTRY A
Hassan, M., Basera, P., Gahlawat, S., Ingole, P. P., Bhattacharya, S., Sapra, S.
2021; 9 (15): 9837-9848

• Lead-Free Alloyed Double-Perovskite Nanocrystals of Cs<sub>2</sub>(Na<sub><i>x</i></sub>Ag<sub>1-<i>x</i></sub>)BiBr<sub>6</
sub> with Tunable Band Gap JOURNAL OF PHYSICAL CHEMISTRY C
Lamba, R., Basera, P., Singh, S., Bhattacharya, S., Sapra, S.
2021; 125 (3): 1954-1962

• Understanding the role of Sn substitution and Pb-□ in enhancing the optical properties and solar cell efficiency of CH(NH<sub>2</
sub>)<sub>2</sub>Pb<sub>1-<i>x</i>-<i>y</i></sub>Sn<i><sub>x</sub></i>□<i><sub>y</sub></i>Br<sub>3</sub> JOURNAL OF
MATERIALS CHEMISTRY C
Jain, M., Singh, A., Basera, P., Kumar, M., Bhattacharya, S.
2020; 8 (30): 10362-10368

• Understanding the Ionic Diffusivity in the (Meta)Stable (Un)doped Solid-State Electrolyte from First-Principles: A Case Study of
LISICON JOURNAL OF PHYSICAL CHEMISTRY C
Gill, D., Kumar, M., Basera, P., Bhattacharya, S.
2020; 124 (32): 17485-17493

• Role of Defects in Photocatalytic Water Splitting: Monodoped vs Codoped SrTiO<sub>3</sub> JOURNAL OF PHYSICAL CHEMISTRY C
Kumar, M., Basera, P., Saini, S., Bhattacharya, S.
2020; 124 (19): 10272-10279
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• Reducing lead toxicity in the methylammonium lead halide MAPbI<sub>3</sub>: Why Sn substitution should be preferred to Pb vacancy
for optimum solar cell efficiency PHYSICAL REVIEW B
Basera, P., Kumar, M., Saini, S., Bhattacharya, S.
2020; 101 (5)

• Enhanced Photocurrent Owing to Shuttling of Charge Carriers across 4-Aminothiophenol-Functionalized MoSe<sub>2</sub>-
CsPbBr<sub>3</sub> Nanohybrids ACS APPLIED MATERIALS & INTERFACES
Hassan, M., Basera, P., Bera, S., Mittal, M., Ray, S., Bhattacharya, S., Sapra, S.
2020; 12 (6): 7317-7325

• <i>Ab</i>-<i>initio</i> study on opto-electronic properties of non-metal doped TiO<sub>2</sub>
Basera, P., Saini, S., Arora, E., Singh, A., Bhattacharya, S.
ELSEVIER.2020: 94-96

• Thermodynamic stability and electronic structure of bimetallic clusters (TM<sub>x</sub>Mg<sub>y</sub>O<sub>z</sub>)
Saini, S., Basera, P., Bhattacharya, S.
ELSEVIER.2020: 134-137

• Self energy and excitonic effect in (un)doped TiO<sub>2</sub> anatase: a comparative study of hybrid DFT, GW and BSE to explore
optical properties JOURNAL OF MATERIALS CHEMISTRY C
Basera, P., Saini, S., Bhattacharya, S.
2019; 7 (45): 14284-14293

• Band Gap Engineering in Cs<sub>2</sub>(Na<sub>x</sub>Ag<sub>1-x</sub>)BiCl<sub>6</sub> Double Perovskite
Nanocrystals JOURNAL OF PHYSICAL CHEMISTRY LETTERS
Larnba, R., Basera, P., Bhattacharya, S., Sapra, S.
2019; 10 (17): 5173-5181

• Stability of non-metal dopants to tune the photo-absorption of TiO<sub>2</sub> at realistic temperatures and oxygen partial pressures: A
hybrid DFT study SCIENTIFIC REPORTS
Basera, P., Saini, S., Arora, E., Singh, A., Kumar, M., Bhattacharya, S.
2019; 9: 11427

• Unraveling Thermodynamic Stability, Catalytic Activity, and Electronic Structure of [TM<i><sub>x</sub></i>Mg<i><sub>y</sub></
i>O<i><sub>z</sub></i>]<SUP>+/0/-</SUP> Clusters at Realistic Conditions: A Hybrid DFT and <i>ab Initio</i> Thermodynamics
Study JOURNAL OF PHYSICAL CHEMISTRY C
Saini, S., Basera, P., Arora, E., Bhattacharya, S.
2019; 123 (25): 15495-15502

• Elucidating the origin of magnetic ordering in ferroelectric BaTiO<sub>3-δ</sub> thin film via electronic structure modification JOURNAL
OF PHYSICS-CONDENSED MATTER
Majumder, S., Basera, P., Tripathi, M., Choudhary, R. J., Bhattacharya, S., Bapna, K., Phase, D. M.
2019; 31 (20): 205001

• Elucidating the Role of Temperature and Pressure to the Thermodynamic Stability of Charged Defects in Complex Metal-Hydrides: A Case
Study of NaAlH<sub>4</sub> JOURNAL OF PHYSICAL CHEMISTRY C
Arora, E., Saini, S., Basera, P., Kumar, M., Singh, A., Bhattacharya, S.
2019; 123 (1): 62-69

• Electronic, Magnetic and Optical properties of C, N-Doped TiO<sub>2</sub> Anatase: A Hybrid Density Functional Study
Basera, P., Saini, S., Arora, E., Singh, A., Bhattacharya, S.
edited by Biswas, A., Sharma, V. K., Yusuf, S. M.
AMER INST PHYSICS.2019

• Electronic Structure and Thermodynamic Stability of Ternary Clusters (Ni<sub>1</sub>Mg<sub>1</sub>O<i><sub>x</sub></i>)
Saini, S., Basera, P., Arora, E., Bhattacharya, S.
edited by Biswas, A., Sharma, V. K., Yusuf, S. M.
AMER INST PHYSICS.2019

• Structure and Electronic Properties of Transition-Metal/Mg Bimetallic Clusters at Realistic Temperatures and Oxygen Partial
Pressures JOURNAL OF PHYSICAL CHEMISTRY C
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Saini, S., Sarker, D., Basera, P., Levchenko, S., Ghiringhelli, L. M., Bhattacharya, S.
2018; 122 (29): 16788-16794
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