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Documents (GS)
Defect and solvent engineering of optoelectronic response in 2D materials: A DFT study on

graphene, silicon carbide, and boron nitride for solar cell sensitizers

Design High Light Harvesting Device from Two-Dimension Materials: A DFT Investigation

Principle

Improved light harvesting with graphene/boron nitride nano-heteroislands: a high-efficiency

photosensitizer design
Ethanol properties effects on its reaction with Mo-doped SnO2 clusters: A gas sensor model

Unveiling the potential of graphene and S-doped graphene nanostructures for toxic gas sensing

and solar sensitizer cell devices: insights from DFT calculations

Investigation of Nitrogen Dioxide Gas Sensing Characteristics in Boron Nitride and Aluminum

Nitride Nanoribbons: A First Principles Study

Temperature and humidity effects on the acetone gas sensing of pristine and Pd-doped WO3

clusters: A transition state theory study
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Prospective utilization of boron nitride and beryllium oxide nanotubes for Na, Li, and K-ion

batteries: a DFT-based analysis

Degradation of Indigo Dye Using Quantum Mechanical Calculations

A Review on the Potential Applications for Cadmium Selenide and Graphene Materials

Study adsorption ability of pure single walled carbon nano tube to detection some toxic gases

using DFT calculation

Investigation Ability of Single Walled Carbon Nanotubes to Detection Toxic Gases Utilizing DFT

Calculations

Investigation the ability of pure and Al-doped graphene nano materials to detect toxic gases using

first principle study

Comparative adsorption calculations for carbon mono-oxide and hydro cyanide gas molecules

interaction with graphene material using density function theory

Theoretical study on dye-sensitized solar cells using graphene quantum dot and curcumin,

pahthalocyanine dyes

Effect of metal ad-atoms on the structural, electrical, and optical properties of boron-nitride

nanostructures towards optoelectronics: a DFT based study

DFT Study of Chemical Adsorption of NO2 Gas on Graphene Nano Material

Investigation adsorption mechanism of methane gas in graphene and copper doped nano-ribbon

using density function theory

Dft study of chemical adsorption of No<sub>2</sub> gas on graphene nano material

Studying the adsorption energy of CO gas molecule in different nano-systems using density

function theory

Investigation Ability of Two-Dimensional Nano Materials for Detection Toxic Gases

Study Adsorption Energy of CO Gas Molecule on the Surface of Pure Graphene Nano-Ribbon using
DFT Calculation
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