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• Machine learning-based screening of Mn-PNP catalysts for the CO<sub>2</sub> reduction reaction using a region-wise ligand-encoded feature
matrix ENERGY ADVANCES

Das, A., Roy, D., Mandal, S., Pathak, B.

2024

• Unravelling CO2 Reduction Reaction Intermediates on High Entropy Alloy Catalysts: An Interpretable Machine Learning Approach To Establish Scaling
Relations. Chemistry (Weinheim an der Bergstrasse, Germany)

Roy, D., Charan Mandal, S., Das, A., Pathak, B.

2023: e202302679

• Classification of Adsorbed Hydrocarbons Based on Bonding Configurations of the Adsorbates and Surface Site Stabilities ACS CATALYSIS

Mandal, S., Abild-Pedersen, F.

2023: 13663-13671

• Organic additive for the selective C-2-product formation on Cu(100): a density functional theory mechanistic study CATALYSIS SCIENCE &
TECHNOLOGY

Das, A., Mandal, S., Pathak, B.

2023

• Energy level alignments between organic and inorganic layers in 2D layered perovskites: conjugation vs. substituent. Nanoscale

Mahal, E., Mandal, S. C., Roy, D., Pathak, B.

2023

• Subsurface Li Monolayer on Cu(111) Surfaces for Upgrading Ethanol to n-Butanol: A Computational Study ACS APPLIED NANO MATERIALS

Pathak, B., Tiwari, M., Mandal, S., Das, A.

2023

• Ga and Zn Atom-Doped CuAl2O4(111) Surface-Catalyzed CO2 Conversion to Dimethyl Ether: Importance of Acidic Sites JOURNAL OF PHYSICAL
CHEMISTRY C

Pathak, B., Das, A., Mandal, S., Das, S.

2022; 126 (51): 21628-21637


