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Shedding light on the optical and nonlinear optical properties of superalkali-doped borophene..
Journal of Molecular Modeling, 2022, 28, 46

Exploration of a Bimetallic NiSe2@CoSe2 Nanosphere as a Proficient Electrode for Electrochemical

Activity. Energy &amp; Fuels, 2022, 36, 1726-1734 401

Exploring the inhibitory potential of novel bioactive compounds from mangrove actinomycetes
against nsp10 the major activator of SARS-CoV-2 replication.. Chemical Papers, 2022, 1-14

Current understandings and perspectives of petroleum hydrocarbons in Alzheimer’s disease and

Parkinson'’s disease: a global concern.. Environmental Science and Pollution Research, 2022, 29, 10928 0

U1

Shedding Light on the Synthesis, Crystal Structure, Characterization, and Computational Study of
Optoelectronic Properties and Bioactivity of Imine derivatives.. ACS Omega, 2022, 7, 5217-5230

Polymer microgels for the stabilization of gold nanoparticles and their application in the catalytic
reduction of nitroarenes in aqueous media.. RSC Advances, 2022, 12, 5105-5117 37 5

Recent Advancement of the Current Aspects of g-C N for its Photocatalytic Applications in
Sustainable Energy System.. Chemical Record, 2022, €202100310

Antioxidant, molecular docking and computational investigation of new flavonoids. Journal of
Molecular Structure, 2022, 1254, 132189 34

Spectroscopic, quantum mechanical, electronic excitation properties (Ethanol solvent), DFT
investigations and molecular docking analysis of an anti-cancer drug Bendamustine. Journal of
Molecular Structure, 2022, 1253, 132211

Synthesis and investigation of anti-COVID19 ability of ferrocene Schiff base derivatives by quantum ;
chemical and molecular docking.. Journal of Molecular Structure, 2022, 1253, 132242 34

Insighting the functionally modified C60 fullerenes as an efficient nonlinear optical materials: A
quantum chemical study. Materials Science in Semiconductor Processing, 2022, 141, 106421

Fabrication of Ce doped TiO for efficient organic pollutants removal from wastewater.. 3
Chemosphere, 2022, 293, 133540 43

Multivariate Investigation of Toxic and Essential Metals in the Serum from Various Types and
Stages of Colorectal Cancer Patients. Biological Trace Element Research, 2022, 200, 31-48

Anti-microbial activity, molecular profiling, electronic properties and molecular docking
investigations of 5[-hydroxyBiisopropylamino)ethyl] benzenefl,3diol. Journal of Molecular 3.4 5
Structure, 2022, 1247, 131299

Pyridine nitrogen position controlled molecular packing and stimuli-responsive solid-state
fluorescence switching: supramolecular complexation facilitated turn-on fluorescence.
CrystEngComm, 2022, 24, 2642-2649

Anti-obesity effect and UHPLC-QTOF-MS/MS based metabolite profiling of Solanum nigrum leaf ;
extract. Asian Pacific Journal of Tropical Biomedicine, 2022, 12, 164 4

The photovoltaic application and optics of ZnOCdO and ZnONIiO nanocomposite binary system

2022, 207190
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Molecular Structure, Spectroscopic Assessment, PDOS, Topology Evaluation and Docking Studies of
2-Chloro-5-nitrobenzophenone. Analytical Chemistry Letters, 2022, 12, 198-220

Fe-POM/attapulgite composite materials: Efficient catalysts for plastic pyrolysis.. Waste
Management and Research, 2022, 734242X221080084

Structural Modifications on Chalcone Framework for Developing New Class of Cholinesterase
Inhibitors.. International Journal of Molecular Sciences, 2022, 23,

Computational Study on the Inhibitory Effect of Natural Compounds against the SARS-CoV-2
Proteins.. Bioinorganic Chemistry and Applications, 2022, 2022, 8635054

3 Critical role of nitric oxide in impeding COVID-19 transmission and prevention: a promising
37 possibility.. Environmental Science and Pollution Research, 2022, 1 51

Synthesis, Characterization, Biological Activity and Molecular Docking Studies of Novel
Organotin(lV) Carboxylates.. Frontiers in Pharmacology, 2022, 13, 864336

Experimental spectra, electronic energies (liquid and gaseous phases) quantum computational
376 strategies and potential biological activity studies of (1E, 4E)-1, 5-bis (4-methoxyphenyl) 6 o)
penta-1,4-dien-3-one: An antiviral agent. Journal of Molecular Liquids, 2022, 356, 119012

Synthesis of hybrid biosorbent based on 1,2-cyclohexylenedinitrilotetraacetic acid modified
crosslinked chitosan and organo-functionalized calcium alginate for adsorptive removal of Cu(ll)..
International Journal of Biological Macromolecules, 2022, 209, 132-143

Synthesis and Application of Egg Shell Biochar for As(V) Removal from Aqueous Solutions. Catalysts
374 2022, 12, 431 4 2

3D CoMoO nanoflake arrays decorated disposable pencil graphite electrode for selective and
sensitive enzyme-less electrochemical glucose sensors.. Mikrochimica Acta, 2022, 189, 200

Revealing the role of the benzyloxy pharmacophore in the design of a new class of monoamine
372 oxidase-B inhibitors.. Archiv Der Pharmazie, 2022, €2200084 43

DFT investigation of graphene quantum dot-Ixora floral natural dye (GQD-NDIX) nanocomposites
as visible light harvesters in dye-sensitized solar cells. Journal of Molecular Liquids, 2022, 119531

o Modified alginate-chitosan-TiO composites for adsorptive removal of Ni(ll) ions from aqueous
37 medium. /nternational Journal of Biological Macromolecules, 2021, 194, 117-127 79

Coumaronochromone as antibacterial and carbonic anhydrase inhibitors from (Burm.f.) Merr.:
experimental and first-principles approaches. Zeitschrift Fur Naturforschung - Section C Journal of
Biosciences, 2021, 76, 71-78

A DFT+U study of the effect of transition metal replacements on optoelectronic and elastic
properties of TmCu3S4 (Tm =V, Ta, Nb). Optik, 2021, 250, 168289 25

Multifunctional Magnetic Nanomedicine Drug Delivery and Imaging-Based Diagnostic Systems.
Particle and Particle Systems Characterization, 2021, 38, 2100179

Facile Synthesis of Iron-Based MOFs MIL-100(Fe) as Heterogeneous Catalyst in Kabachnick
Reaction. Catalysts, 2021, 11, 1451 4

Polymer hydrogels for stabilization of inorganic nanoparticles and their application in catalysis for

degradation of toxic chemicals. Environmental Technology (United Kingdom), 2021, 1-11
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Nanostructure Engineering via Intramolecular Construction of Carbon Nitride as Efficient
Photocatalyst for CO Reduction.. Nanomaterials, 2021, 11, 54 7

Highly enhanced dye adsorption of MoO nanoplates fabricated by hydrothermal-calcination
approach in presence of chitosan and thiourea. Chemosphere, 2021, 132926

Enhanced Solar Photocatalytic Reduction of Cr(VI) Using a (ZnO/CuO) Nanocomposite Grafted onto
a Polyester Membrane for Wastewater Treatment. Polymers, 2021, 13, 45 3

evaluation of NO donor heterocyclic vasodilators as SARS-CoV-2 M protein inhibitor. Journal of

Biomolecular Structure and Dynamics, 2021, 1-18

Developing Efficient Small Molecule Acceptors with sp -Hybridized Nitrogen at Different Positions
by Density Functional Theory Calculations, Molecular Dynamics Simulations and Machine Learning. 48 22
Chemistry - A European Journal, 2021,

Structural, vibrational, electronic properties, hirshfeld surface analysis topological and molecular
docking studies of N-[2-(diethylamino)ethyl]-2-methoxy-5-methylsulfonylbenzamide. Heliyon, 2021,

7,e08186

Isolation of phytochemicals from Malva neglecta Wallr and their quantum chemical, molecular
docking exploration as active drugs against COVID-19. Journal of Saudi Chemical Society, 2021, 101358

N

3 2

Synthesis of pure and lanthanum-doped barium Ferrite nanoparticles for efficient removal of toxic

pollutants. Journal of Hazardous Materials, 2021, 424, 127604

Potential of NO donor furoxan as SARS-CoV-2 main protease (M) inhibitors: analysis. Journal of

Biomolecular Structure and Dynamics, 2021, 39, 5804-5818 36 12

Excited state absorption of Cu-doped barium borate nanostructures under nanopulsed laser
excitation. European Physical Journal D, 2021, 75, 1

Growth of ZnSexO1Kd Nanorods and Their Photoelectrochemical Properties. Energy &amp; Fuels,
2021, 35, 6289-6297 4.1

Quaternary CuFeSnS/PVP/rGO Composite for Supercapacitor Applications. ACS Omega, 2021, 6, 9471-9489

Cobalt-based derivatives oxygen evolution reaction. Applied Nanoscience (Switzerland), 2021, 11, 1367-13A8 2

Exploring the new potential antiviral constituents of Moringa oliefera for SARS-COV-2
pathogenesis: An molecular docking and dynamic studies. Chemical Physics Letters, 2021, 767, 138379 2

COVID-19 and Domestic Animals: Exploring the Species Barrier Crossing, Zoonotic and Reverse
Zoonotic Transmission of SARS-CoV-2. Current Pharmaceutical Design, 2021, 27, 1194-1201 33

Effect of cationic, anionic, and mixed surfactant role on manganese oxide nanoparticles for energy
storage applications. Applied Nanoscience (Switzerland), 2021, 11, 1769-1775

Recyclable polymer microgel stabilized rhodium nanoparticles for reductive degradation of
para-nitrophenol. Zeitschrift Fur Physikalische Chemie, 2021,

Glycerol Conversion to Solketal: Catalyst and Reactor Design, and Factors Affecting the Yield.

ChemBioEng Reviews, 2021, 8, 227-238
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Lipase-PDA-TiO2 NPs: An emphatic nano-biocatalyst for optimized biodiesel production from

346 Jatropha curcas oil. Renewable Energy, 2021, 169, 1026-1037 81 20

The Chronicle of COVID-19 and Possible Strategies to Curb the Pandemic. Current Medicinal
Chemistry, 2021, 28, 2852-2886

A Study on Optoelectronic Properties of Copper Zinc Tin Sulfur Selenide: A Promising Thin-Film L
344 Material for Next Generation Solar Technology. Crystal Research and Technology, 2021, 56, 2000159 &

Adsorption behavior of mercury over hydrated lime: Experimental investigation and adsorption
process characteristic study. Chemosphere, 2021, 271, 129504

Counteraction of Biofilm Formation and Antimicrobial Potential of Functionalized Silver
342 Nanoparticles against and Multidrug-Resistant Gram-Negative and Gram-Positive Bacteria. 49 10
Antibiotics, 2021, 10,

NiMoO nanorods photocatalytic activity comparison under UV and visible light. Environmental
Research, 2021, 197, 111073

o Leaves; UHPLC-QTOF-MS/MS Based Metabolite Profiling and Molecular Docking Insights to Explore
34 Bioactives Role Towards Inhibition of Pancreatic Lipase. Plants, 2021, 10, 4-5

Synthesis, antioxidant, and computational investigation of 2,5-dihydroxyacetophenone derived
chloro-substituted hydroxychalcones, hydroxyflavanones and hydroxyflavindogenides. Journal of
Biomolecular Structure and Dynamics, 2021, 1-13

3 Sources, chemistry, bioremediation and social aspects of arsenic-contaminated waters: a review. L
33 Environmental Chemistry Letters, 2021, 19, 3859-3886 33

Effects of expandable graphite on char morphology and pyrolysis of epoxy based intumescent
fire-retardant coating. Journal of Applied Polymer Science, 2021, 138, 51206

6 An Efficient Synthesis, Spectroscopic Characterization, and Optical Nonlinearity Response of Novel
33 Salicylaldehyde Thiosemicarbazone Derivatives. ACS Omega, 2021, 6, 16058-16065 39

Current Progress in Quinazoline Derivatives as Acetylcholinesterase and Monoamine Oxidase
Inhibitors. ChemistrySelect, 2021, 6, 7162-7182

A Superficial Intramolecular Alignment of Carbon Nitride through Conjugated Monomer for

334 Optimized Photocatalytic CO2 Reduction. Catalysts, 2021, 11, 935 4 1

Influence of crystal size on structural, magnetic, mechanical, and dielectric properties of Ni-Cu-Zn
nanoferrites. Journal of Materials Science: Materials in Electronics, 2021, 32, 19786-19797

Deciphering the detailed structure-activity relationship of coumarins as Monoamine oxidase
332 enzyme inhibitors-An updated review. Chemical Biology and Drug Design, 2021, 98, 655-673 29 5

Exploring the potential of novel phenolic compounds as potential therapeutic candidates against
SARS-CoV-2, using quantum chemistry, molecular docking and dynamic studies. Bioorganic and
Medicinal Chemistry Letters, 2021, 43, 128079

Theoretical investigation of structural and magnetic properties of MnTiX (X = Si, Ge, Se, Te)
339 half-Heusler alloys. Indian Journal of Physics, 2021, 95, 841-849 4 3

Natural rubber composites containing low and high dielectric constant fillers and their application

as substrates for compact flexible antennas. Polymers and Polymer Composites, 2021, 29, 233-245
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Comparative Adsorption of Pb2+ on Nanostructured IronZirconium Oxide with Fe-to-Zr Molar
328 Ratio of 1:1 and 1:2: Thermodynamic and Kinetic Studies. Arabian Journal for Science and 25 1
Engineering, 2021, 46, 287-300

Inorganic nanoparticles for reduction of hexavalent chromium: Physicochemical aspects. Journal of

Hazardous Materials, 2021, 402, 123535 12.8

A review on the waste biomass derived catalysts for biodiesel production. Environmental

326 Technology and Innovation, 2021, 21, 101200 7 44

Exploring the effect of oligothiophene and acene cores on the optoelectronic properties and
enhancing p- and n-type ability of semiconductor materials. Journal of Sulfur Chemistry, 2021, 42, 180-1 923

Exploring the twisted molecular configurations for tuning their optical and nonlinear optical
324 response properties: A quantum chemical approach. Journal of Molecular Graphics and Modelling, 28 5
2021,102, 107766

An exploration of the optoelectronic nature of
4,4-difluoro-8-(C4H3X)-4-bora-3a,4a-diaza-s-indacene (X = O, S, Se) (BODIPY) systems. Journal of
Computational Electronics, 2021, 20, 368-376

Superior supercapacitive performance of Cu2MnSnS4 asymmetric devices. Nanoscale Advances,

322 2021, 3, 486-498

51 10

Stabilization of silver nanoparticles in crosslinked polymer colloids through chelation for catalytic
degradation of p-nitroaniline in aqueous medium. Chemical Physics Letters, 2021, 763, 138263

Effect of expandable graphite and ammonium polyphosphate on the thermal degradation and

320 weathering of intumescent fire-retardant coating. Journal of Applied Polymer Science, 2021, 138, 50310

N

9 4

Design, facile synthesis, spectroscopic characterization, and medicinal probing of metal-based new
sulfonamide drugs: A theoretical and spectral study. Applied Organometallic Chemistry, 2021, 35,

Synthesis of Urease Inhibitory 2, 4-bis (4-cyanobenzyl)glycoluril using Sandmeyer Reaction and L
Density Functional Theory Investigation. Current Organic Synthesis, 2021, 18, 592-597 9

Molecular structure controlled self-assembly of pyridine appended fluorophores: multi-stimuli
fluorescence responses and fabricating rewritable/self-erasable fluorescent platforms. Materials
Advances, 2021, 2, 996-1005

Exploring the optoelectronic and third-order nonlinear optical susceptibility of cross-shaped
molecules: insights from molecule to material level. Journal of Molecular Modeling, 2021, 27, 12

Recent advances in excited state intramolecular proton transfer mechanism-based solid state
fluorescent materials and stimuli-responsive fluorescence switching. CrystEngComm, 2021, 23, 3771 -378%3

. Digera muricata (L.) Mart. mediated synthesis of antimicrobial and enzymatic inhibitory zinc oxide
314 bionanoparticles. Green Processing and Synthesis, 2021, 10, 476-484 39

Design of a flexible waterproof antenna for Internet of Things applications. Journal of
Electromagnetic Waves and Applications, 2021, 35, 874-887

A butterfly shaped organic heterojunction photocatalyst for effective photocatalytic CO2

312 reduction. CrystEngComm, 2021, 23, 4963-4974 33 3

Exploring the electron-hole transport nature and optoelectronic properties of

4-nitro-4?-amino-azobenzene-based dyes. Structural Chemistry, 2021, 32, 1113-1121
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Nanobiocatalysts for Biodiesel Synthesis through TransesterificationB Review. Catalysts, 2021,

310 11,171 + 4

Push-pull effect on the charge transport characteristics in V-shaped organic semiconductor
materials. Bulletin of Materials Science, 2021, 44, 1

308 SARS-CoV-2 Genome from the Khyber Pakhtunkhwa Province of Pakistan. ACS Omegaq, 2021, 6, 6588-65999 2

Novel W-Shaped Oxygen Heterocycle-Fused Fluorene-Based Non-Fullerene Acceptors: First
Theoretical Framework for Designing Environment-Friendly Organic Solar Cells. Energy &amp; Fuels,
2021, 35, 12436-12450

Effect of the Active Layer Thickness of Pentacene Thin Film Transistor; Illumination Effect. Journal
of Electronic Materials, 2021, 50, 5701-5712 19

Design and investigation of novel Maraviroc analogues as dual inhibition of CCR-5/SARS-CoV-2 M.
Journal of Biomolecular Structure and Dynamics, 2021, 1-16

° Investigation on (Zn) doping and anionic surfactant (SDS) effect on SnO nanostructures for
394 enhanced photocatalytic RhB dye degradation. Environmental Research, 2021, 199, 111312 79 5

Exploration of electronic properties, radical scavenging activity and QSAR of oxadiazole derivatives
by molecular docking and first-principles approaches. Saudi Journal of Biological Sciences, 2021, 28, 741 697421

Silver nanoparticles supported on smart polymer microgel system for highly proficient catalytic

392 reduction of Cr+6 to Cr+3 with Formic acid. Applied Organometallic Chemistry, 2021, 35, e6405 35

Structural (monomer and dimer), wavefunctional, NCI analysis in aqueous phase, electronic and
excited state properties in different solvent atmosphere of 6
3-{(E)-[(3,4-dichlorophenyl)imino]methyl} benzene-1,2-diol. Journal of Molecular Liquids, 2021, 336, 116335

Phenolic and flavonoid contents in Malva sylvestris and exploration of active drugs as antioxidant
300 and anti-COVID19 by quantum chemical and molecular docking studies. Journal of Saudi Chemical 43 8
Society, 2021, 25, 101277

Organic heterostructure modified carbon nitride as apprehension for Quercetin Biosensor.
Synthetic Metals, 2021, 278, 116813

508 Gold nanoparticles and polymer microgels: Last five years of their happy and successful marriage.
9 Journal of Molecular Liquids, 2021, 336, 116270

A molecular amalgamation of carbon nitride polymer as emphasized photocatalytic performance.

International Journal of Energy Research, 2021, 45, 19921

Computational investigation, comparative approaches, molecular structural, vibrational spectral,
296 non-covalent interaction (NCI), and electron excitations analysis of benzodiazepine derivatives. 2 5
Journal of Molecular Modeling, 2021, 27, 266

Combinatorial synthesis of tin antimony sulfide thin films for solar cell application. /nternational
Journal of Energy Research, 2021, 45, 21527

5 Poly(styrene@N-isopropylmethacrylamide-co-methacrylic acid)@Ag hybrid particles with excellent
94 catalytic potential. Journal of Molecular Liquids, 2021, 335, 116106

Flower-like CuO/NiO nanostructures decorated activated carbon nanofiber membranes for flexible,

sensitive, and selective enzyme-free glucose detection. Journal of Materials Science: Materials in
Electronics, 2021, 32, 24775
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Pyrazines with terminal donor groups for third-order nonlinear optics: effect of graphene oxide on

nonlinear absorption. Journal of Chemical Sciences, 2021, 133, 1 18 1

292

Metal incorporated aminothiazole-derived compounds: synthesis, density function theory analysis,
antibacterial and antioxidant evaluation. Royal Society Open Science, 2021, 8, 210910 33

Synthesis, characterization, anti-proliferative activity and DFT study of
290 1H-benzo[f]chromene-2-carbothioamide derivatives. Journal of Molecular Structure, 2021, 1240, 130542 34
Quantum chemical analysis and molecular dynamics simulations to study the impact of
electron-deficient substituents on electronic behavior of small molecule acceptors. Computational
and Theoretical Chemistry, 2021, 1204, 113387

Synthesis, spectral and quantum mechanical studies and molecular docking studies of Schiff base
288  (E)2-hydroxy-5-(((4-(N-pyrimidin-2-yl)sulfamoyl)phenyl)imino)methyl benzoic acid from 5-formyl 11
salicylic acid and sulfadiazine. Journal of the Indian Chemical Society, 2021, 98, 100144

2D materials For bone therapy. Advanced Drug Delivery Reviews, 2021, 178, 113970

Constructing anatase TiO/Amorphous NbO heterostructures to enhance photocatalytic
286 degradation of acetaminophen and nitrogen oxide. Journal of Colloid and Interface Science, 2021, 93 9
601, 346-354

Meteloxetin (1) Novel Phenolic Amino-Oxetane Cholinesterase Inhibitors from Datura metel Linn
and First-Principle Investigations. Arabian Journal for Science and Engineering, 2021, 46, 5681-5690

Synthesis of Copper(ll) Coordination Complex, Its Molecular Docking and Computational
Exploration for Novel Functional Properties: A Dual Approach. ChemistrySelect, 2021, 6, 738-745

Structure and composition characterization of biocomposites filled with soldel bioglasses from
the CaOBiO2RP205Bg20 systems. Journal of Rubber Research (Kuala Lumpur, Malaysia), 2021, 24, 77-92

Molecular Docking, Structural Examination, Reactive Sites Identification (Homollumo, Mep) of
282  6-Phenylpteridine 2, 4, 7-triamine: Potential Bacterial Inhibitor. Analytical Chemistry Letters, 2021, 1 1
11, 886-898

Spectroscopic (FT-IR, FT-Raman, UV-Visible), Quantum Mechanical Based Computational Studies
and Molecular Docking Analysis of 2-Amino-3,5-dichloropyridine. Analytical Chemistry Letters, 2021,
11, 848-861

An Implicit Numerical Approach for 2D Rayleigh Stokes Problem for a Heated Generalized Second

280 Grade Fluid with Fractional Derivative. Fractal and Fractional, 2021, 5, 283

Wet chemical development of CuO/GO nanocomposites: its augmented antimicrobial, antioxidant,
and anticancerous activity. Journal of Materials Science: Materials in Medicine, 2021, 32, 151

3 Spectroscopic profiling, DFT computations, molecular docking and molecular dynamic simulation of 6
27 biologically active 5-isoquinolinesulfonic acid. Journal of Biomolecular Structure and Dynamics, 2021, 1-1 v ©
Synthesis and characterization of poly(N-isopropylmethacrylamide-acrylic acid) smart polymer

microgels for adsorptive extraction of copper(ll) and cobalt(ll) from aqueous medium: kinetic and 5.1
thermodynamic aspects. Environmental Science and Pollution Research, 2020, 27, 28169-28182

Core-shell microgel stabilized silver nanoparticles for catalytic reduction of aryl nitro compounds.

276 Applied Organometallic Chemistry, 2020, 34, e5742 37

Synthesis, characterizations, crystal structures, and theoretical studies of copper(ll) and nickel(ll)

coordination complexes. Journal of Coordination Chemistry, 2020, 73, 1256-1279
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Extraction of cobalt ions from aqueous solution by microgels for in-situ fabrication of cobalt
274 nanoparticles to degrade toxic dyes: A two fold-environmental application. Chemical Physics Letters 25 24
, 2020, 754, 137645

3D Flower-Like FeWO/CeO Hierarchical Architectures on rGO for Durable and High-Performance
Microalgae Biophotovoltaic Fuel Cells. Applied Biochemistry and Biotechnology, 2020, 192, 751-769

Highly enhanced bifunctional electrocatalytic activity of mixed copperdopper oxides on nickel
272 foam via composition control. New Journal of Chemistry, 2020, 44, 11993-12001
An experimental and computational study of pyrimidine based bis-uracil derivatives as efficient
candidates for optical, nonlinear optical, and drug discovery applications. Synthetic Communications
, 2020, 50, 2199-2225

Natural rubber composites containing fillers of soldel glasses and glassderamics in the
279 Ca0Bi02B205 system. /ranian Polymer Journal (English Edition), 2020, 29, 799-810 23
Facile Synthesis, Spectral (IR, Mass, UVNis, NMR), Linear and Nonlinear Investigation of the Novel
Phosphonate Compounds: A Combined Experimental and Simulation Study. ChemistrySelect, 2020,
5,2994-3006

Systematic study of catalytic degradation of nitrobenzene derivatives using core@shell composite
268 micro particles as catalyst. Colloids and Surfaces A: Physicochemical and Engineering Aspects, 2020, 51 11
594, 124646

UHPLC-QTOF-MS/MS metabolites profiling and antioxidant/antidiabetic attributes of Cuscuta
reflexa grown on Casearia tomentosa: exploring phytochemicals role via molecular docking.
International Journal of Food Properties, 2020, 23, 918-940

Equilibrium, kinetics and artificial intelligence characteristic analysis for Zn (ll) ion adsorption on

266 rice husks digested with nitric acid. Paddy and Water Environment, 2020, 18, 455-468

1.6 3

A Temperature Sensor Based on Al/p-Si/CuCdO2/Al Diode for Low Temperature Applications.
Journal of Electronic Materials, 2020, 49, 2317-2325

Thermal Conductivity of Multiwalled Carbon Nanotubes-Kapok Seed Oil-Based Nanofluid. Chemical

264 Engineering and Technology, 2020, 43, 1638-1647

Carbonic anhydrase and cholinesterase inhibitory activities of isolated flavonoids from Oxalis
corniculata L. and their first-principles investigations. /ndustrial Crops and Products, 2020, 148, 112285

Synthesis, Crystal Structure, and Nonlinear Optical Properties of Zn(Il) Complex with
262 4,4 ,4"-Tri-tert-Butyl-2,2":6',2"-Terpyridine: A Dual Exploration. Russian Journal of Inorganic .5 1
Chemistry, 2020, 65, 368-377

Withdrawal Notice: Pharmacological analysis of Cannabis sativa L.: A potent herbal plant.
Mini-Reviews in Medicinal Chemistry, 2020,

Rubber-ceramic composites applicable in flexible antennas. Journal of Polymer Engineering, 2020,

260 40 666-675 14

Effect of fluorination on exciton binding energy and electronic coupling in small molecule
acceptors for organic solar cells. Computational and Theoretical Chemistry, 2020, 1179, 112797

Antidiabetic functionality of Vitex negundo L. leaves based on UHPLC-QTOF-MS/MS based

258 bioactives profiling and molecular docking insights. Industrial Crops and Products, 2020, 152, 112445 59 14

Waste paper derived three-dimensional carbon aerogel integrated with ceria/nitrogen-doped

reduced graphene oxide as freestanding anode for high performance and durable microbial fuel
cells. Bioprocess and Biosystems Engineering, 2020, 43, 97-109
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Characteristically Insights, Artificial Neural Network (ANN), Equilibrium, and Kinetic Studies of Pb(ll)
256 lon Adsorption on Rice Husks Treated with Nitric Acid. /nternational Journal of Environmental 29 9
Research, 2020, 14, 43-60

Experimental investigations on the regeneration of desulfurized 1-butyl-3-methylimidazolium
tetrachloroferrate [Bmim][FeCl4] and 1-butyl-3-methylimidazolium thiocyanate [Bmim][SCN] ionic
liquids: A raman spectroscopic study. Journal of Raman Spectroscopy, 2020, 51, 546-554

Synthesis, characterization and quantum chemical study of optoelectronic nature of ferrocene

254 derivatives. Bulletin of Materials Science, 2020, 43, 1 7 11

Polymorphs of a copper coordination compound: interlinking active sites enhance the
electrocatalytic activity of the coordination polymer compared to the coordination complex.
CrystEngComm, 2020, 22, 425-429

Natural rubberBased composites filled with bioglasses from a Ca0O-SiO2-P205-Ag20 system.
252 Effect of Ag20 concentration in the filler on composite properties. Polymers for Advanced 32 2
Technologies, 2020, 31, 574-588

Fe304-PDA-Lipase as Surface Functionalized Nano Biocatalyst for the Production of Biodiesel
Using Waste Cooking Oil as Feedstock: Characterization and Process Optimization. Energies, 2020,
13,177

o Vanadium Sulfide@Sulfur Composites as High-Performance Cathode for Advanced LithiumBulfur L
23 Batteries. Energy Technology, 2020, 8, 1901163 35 J
Electron donating effect of amine groups on charge transfer and photophysical properties of
1,3-diphenyl-1H-pyrazolo[3,4-b]quinolone at molecular and solid state bulk levels. Optik, 2020, 208, 164009

3 Statistical Assessment of Toxic and Essential Metals in the Serum of Female Patients with Lung
24 Carcinoma from Pakistan. Biological Trace Element Research, 2020, 197, 367-383 45 4
Physicochemical aspects of reduction of 3-Nitroaniline using methacrylamide based nano-hybrid

catalyst. Chemical Physics Letters, 2020, 759, 137992

Catalytic degradation of malachite green using a crosslinked colloidal polymeric system loaded

with silver nanoparticles. /nternational Journal of Environmental Analytical Chemistry, 2020, 1-17 18 16

246

Silver nanoparticles stabilized in polymer hydrogels for catalytic degradation of azo dyes.
Ecotoxicology and Environmental Safety, 2020, 202, 110924

Exploring the impact of central core modifications among several push-pull configurations to

244 enhance nonlinear optical response. Journal of Molecular Graphics and Modelling, 2020, 100, 107665 2815

Promising architectures modifying the D-EA architecture of
2,3-dipentyldithieno[3,2-f:2?,3?-h]quinoxaline-based dye as efficient sensitizers in dye-sensitized
solar cells: A DFT study. Materials Science in Semiconductor Processing, 2020, 120, 105260

Porous Titanium Oxide Microspheres as Promising Catalyst for LithiumDxygen Batteries. Energy
242 Technology, 2020, 8, 1901257 354
Natural Products Database Screening for the Discovery of Naturally Occurring SARS-Cov-2 Spike
Glycoprotein Blockers. ChemistrySelect, 2020, 5, 13309-13317

Zirconium-Ferrite Nanoparticles As Improved Adsorbent for Co2+, Cu2+, and Zn2+: Thermodynamic

249 and Kinetic Studies. Russian Journal of Physical Chemistry A, 2020, 94, 2797-2809

Detailed spectra, electronic properties, qualitative non-covalent interaction analysis,

solvatochromism, docking and molecular dynamics simulations in different solvent atmosphere of
cenobamate. Structural Chemistry, 2020, 31, 2475-2485
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238  Alkali metals (Li, Na and K) encapsulated Al12N12 nanocages. Journal of Theoretical and 1.8 30
Computational Chemistry, 2020, 19, 2050031

Exploration of electronic nature and intrinsic mobility of 10-(1,3-dithiol-2-ylidene)anthracene based
organic semiconductor materials. Optik, 2020, 224, 165530

Synthesis, Structure Study, First-Principles Investigations and Luminescence Properties of

236 Europium and Terbium Complexes. Journal of Fluorescence, 2020, 30, 1345-1355

24 1

Hole transport nature exploration of 4,4-Difluoro-8-(C4H3X)-4-bora-3a,4a-diaza-s-indacene (X = O,
S, Se) (BODIPY) systems. Molecular Simulation, 2020, 46, 1334-1339

Zero valent iron nanoparticles as sustainable nanocatalysts for reduction reactions. Catalysis

234 Reviews - Science and Engineering, 2020, 1-70 126 4

Design and synthesis of organic dyes with various donor groups: promising dyes for dye-sensitized
solar cells. Bulletin of Materials Science, 2020, 43, 1

Chemical reduction of methylene blue in the presence of nanocatalysts: a critical review. Reviews in
232 Chemical Engineering, 2020, 36, 749-770 5 4
Hybrid Microgels for Catalytic and Photocatalytic Removal of Nitroarenes and Organic Dyes From
Aqueous Medium: A Review. Critical Reviews in Analytical Chemistry, 2020, 50, 513-537
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