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d-amino acid dehydrogenase in autotrophic and
heterotrophic cultures of the Sulfur-Oxidizing
Bacterium Starkeya novella

Endometriosis
Umbilical endometriosis post-laparoscopic surgery:
A case of subcutaneous seeding and neoumbilicus
creation

Energy metabolism
The influence of quantitative alterations of steroid
hormones on energy metabolism of prostate tumors

Entropy generation
Exploring MHD convective based SWCNT-
MWCNT-GO ternary hybrid nanofluids with
variable viscosity and exothermic reactions

Environmental exposure
Impact of lead acetate oral administration on wistar
rat lung health: Histological evaluation

Environmental toxicity
Beta-caryophyllene ameliorates environmental
toxicants-induced experimental nephrotoxicity
through regulation of redox system and
inflammation

Enzyme activity
Bisphenol B: An inhibitor of mitochondrial electron
transport chain protein

Enzyme assays
Assessing the HMG-CoA reductase inhibitory
potential of five fatty acids
The HMG-CoA reductase inhibitory potential of
fatty acid amides

Enzyme inhibitors
Aryloxyacetic acid derivatives as inhibitors of the
HPPD enzyme: A quantitative structure-activity
relationship analysis

Epigenetic surveillance
Environmental and lifestyle factors in epigenetic
regulation of bladder cancer: Impact on CALCA and
CCNAL1 gene methylation

ERK1
Unveiling the mitigating effect of matcha-silver
nanoparticles on radiation-induced ovarian injury in
rats

Esculin
Exploration of DNA binding mode of Coumarin
Glycoside Esculin by Multispectral and Molecular
dynamics approaches

Estradiol 17-beta-dehydrogenase
Investigating the role of phytochemicals from
Euphorbia pulcherrima and Ricinus communis in
modulating estradiol 17-beta -dehydrogenase 1
activity for breast cancer treatment

Euphorbia pulcherrima
Investigating the role of phytochemicals from
Euphorbia pulcherrima and Ricinus communis in
modulating estradiol 17-beta -dehydrogenase 1
activity for breast cancer treatment

955

1030

349

766

469

138

426

969

17

882

1389

724

998

733
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Ex vivo model
From 2D to 3D: decoding tuberculosis pathobiology
and drug development with ex vivo disease models

Excretion
Exploring benzothiazole derivatives: Promising
PLK1 Inhibitors for cancer therapy through Virtual
screening, Molecular docking, and ADMET
evaluation

Exosomes
BMSC-derived exosomes regulate the miR-
133b/NLRP3 axis to protect against injury to the
spinal cord

Fasting blood sugar
Biochemical predictor for polycystic ovary
syndrome

Fatty acids
Identification of potential therapeutic targets of fatty
acids for inflammatory bowel diseases: An in silico
approach

Ferroptosis
Regulatory role of SLC3A2 in Ferroptosis and its
impact on head and neck squamous cell carcinoma:
A bioinformatics study

Fertilizers
Exploring the role of plant associating bacteria as
bioinoculants and their beneficial effects in
phytostimulation: A review

FE-SEM
Zinc Oxide Nanorods from Prunus domestica L.:
Bio-Assisted Synthesis, Characterization,
Antioxidant and Cytotoxic Activities

Ficus lacor
Evaluation of osteogenic activity of Plaksha (Ficus
lacor Buch. Ham.) stem bark on human dental pulp
derived mesenchymal stem cells

Field screening
Morpho-molecular screening of chickpea (Cicer
arietinum L.) genotypes for resistance to Botrytis
grey mould disease

Finite element method
Advanced photonic crystal fiber-based surface
plasmon resonance biosensors for transformative RI
sensing

Flow Cytometry
Benzo (a)pyrene exposure reduces CD54 expression
on alveolar macrophages and alters apoptosis and
inflammatory responses in the lungs

Follicle stimulating hormone (FSH)
Biochemical predictor for polycystic ovary
syndrome

Food security
Structure-based inhibition of Rhizoctonia solani in
rice sheath blight Beta-glucosidase by natural
terpenoids

253

584

654

1032

754

1069

567

78

131

381

54

607

1032

1351

Forecasting
Mathematical modelling of time series data for
tuberculosis notified cases in India using neural
networks models: CNN, NNAR, and ANFIS models
integrated with wavelets

FoxM1 inhibitors
Camptothecin exerts anti-cancer effects through
FoxM1 Inhibition

FT-IR
Quantum chemical analysis and anticancer
evaluation of 1,4-benzenedicarboxylic acid bis(2-
Ethylhexyl) ester: Topological indices, reduced
density gradient, molecular electrostatic potential,
natural bond orbital

FTIR
Zinc Oxide Nanorods from Prunus domestica L.:
Bio-Assisted Synthesis, Characterization,
Antioxidant and Cytotoxic Activities

Fucoidan
Evaluation of marine algal sulphated
polysaccharides as Glucose 6 phosphatase catalytic
subunit 1 (G6PC1) inhibitors-A computational
approach

Fungal infection
Phyto-fabrication and characterization of silver
nanoparticles from Trachyspermum ammi (Ajwain)
seeds and assessment of their antifungal activity

G6PD variant
Structural analysis of Glucose-6-Phosphate
Dehydrogenase (G6PD) variants from Northeast
India and natural antioxidants as a pharmacological
agent to alleviate G6PD deficiency associated
challenges- An in silico approach

Galleria mellonella
Investigations on novel aedesin-derived peptides
against ESKAPE pathogens

Gamma radiation
Unveiling the mitigating effect of matcha-silver
nanoparticles on radiation-induced ovarian injury in
rats

GC-MS analysis
Insights into anti-tuberculosis activity of partially
purified bioactive fraction from Vitex negundo L.
petroleum ether extracts against Mycobacterium
smegmatis -An in vitro and in silico approach

Withania somnifera modulates glucose metabolism
by inhibiting SGLT2, a- glucosidase and a-amylase:
An in silico and in vitro study

GC-MS
GC-MS, DFT, LOL, ELF, NCI-RDG, kinetic
energy, reactivity, stability, topological molecular
descriptors evaluation on 2-propanone, 1-hydroxy-,
Isopropyl alcohol and Glycerin: For NLO
application

1455
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78
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1429

25
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724
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518

615
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Green synthesis, structural characterization, DFT,
molecular docking and biological evaluation of some
novel anti-cancer compounds

Gene editing
CRISPR/Cas systems in therapeutics: Transforming
gene editing into medical solutions

Gene expression omnibus
Bioinformatic analysis of cervical cancer-associated
hub genes and repurposing of 5-fluorouracil and
gemcitabine as potential therapeutic agents

Gene expression
Benzo (a)pyrene exposure reduces CD54 expression
on alveolar macrophages and alters apoptosis and
inflammatory responses in the lungs

Gene ontology
Identification of potential therapeutic targets of fatty
acids for inflammatory bowel diseases: An in silico
approach

Gene ontology
The phytochemicals present in Vitex negundo leaf
extract transcriptionally regulates colorectal cancer:
An In vitro study using HCT-116 cells

Genetic diversity
Marker and CKX2 gene expression-based selection
of high yielding tomato (Lycopersicon esculentum
Mill.) germplasms
SSR marker-based genetic diversity assessment of
turmeric (Curcuma spp.) germplasm lines for
molecular characterization

Genome editing
Computational tools for CRISPR Off-target
detection: An overview

Germplasm conservation
SSR marker-based genetic diversity assessment of
turmeric (Curcuma spp.) germplasm lines for
molecular characterization

GH9
Localization of cellulolytic system and de novo
transcriptome analysis of whole larval gut of
Zophobas morio (Coleoptera: Tenebrionidae)
disclosed the existence of glycosyl hydrolase
family-9

Gibberellic acid (GA3)
Comprehensive in silico analysis of upstream
sequences of TaNRT2 gene family of bread wheat:
Unveiling effects of hormonal cross-talk on
differential homeolog expressions of TaNRT2.1-6
under low nitrogen conditions

Gluconeogenesis
Evaluation of marine algal sulphated
polysaccharides as Glucose 6 phosphatase catalytic
subunit 1 (G6PC1) inhibitors-A computational
approach

861

813

1258

607

754

1015

961

1396

1047

1396

69

1187

896

Glucose homeostasis
Evaluation of marine algal sulphated
polysaccharides as Glucose 6 phosphatase catalytic
subunit 1 (G6PC1) inhibitors-A computational
approach

Glutathione peroxidase 4
Regulatory role of SLC3A2 in Ferroptosis and its
impact on head and neck squamous cell carcinoma:
A bioinformatics study

Glutathione
Regulatory role of SLC3A2 in Ferroptosis and its
impact on head and neck squamous cell carcinoma:
A bioinformatics study

Glutathione-S-transferase
Genomic and structural studies on S-Glutathione
transferases to confer herbicide tolerance in rice
through computational approach

Glycogen levels, Lead acetate
Impact of lead acetate oral administration on wistar
rat lung health: Histological evaluation

Glycogenolysis
Evaluation of marine algal sulphated
polysaccharides as Glucose 6 phosphatase catalytic
subunit 1 (G6PC1) inhibitors-A computational
approach

Glycolysis
The influence of quantitative alterations of steroid
hormones on energy metabolism of prostate tumors

Gold particles
Biohybrid molecules: Integrating natural and
synthetic components for advanced biochemical
applications

GPR116
Adhesion G-protein-coupled receptor (GPCR) and
Triple-negative breast cancer (TNBC): A new
perspective for the therapeutic effect of GPR116 in
TNBC

G-protein-coupled receptor
Adhesion G-protein-coupled receptor (GPCR) and
Triple-negative breast cancer (TNBC): A new
perspective for the therapeutic effect of GPR116 in
TNBC

G-quadruplex structure
Chromatin higher order structure and possible
therapeutic target

Granuloma
From 2D to 3D: decoding tuberculosis pathobiology
and drug development with ex vivo disease models

Green energy
Synthesis and characterization of gold nanoparticle-
mediated bamboo biochar nanocomposite-based
electrode and analysis of its electrochemical
behaviour

896

1069

1069

533

469

896

349

107

60

60

237

253

169



Green synthesis
Synthesis and characterization of gold nanoparticle-
mediated bamboo biochar nanocomposite-based
electrode and analysis of its electrochemical
behaviour

Phyto-fabrication and characterization of silver
nanoparticles from Trachyspermum ammi (Ajwain)
seeds and assessment of their antifungal activity

Groove binding mode
Exploration of DNA binding mode of Coumarin
Glycoside Esculin by Multispectral and Molecular
dynamics approaches

Growth factor
Insight into the etiology of preeclampsia

GSK-3p inhibitors
Virtual screening study to identify GSK-3f3
inhibitors: A combined ligand-based and structure-
based drug discovery approach

Guide RNA
Computational tools for CRISPR Off-target
detection: An overview

Guillain-Barré Syndrome (GBS)
Immune system involvement and neuropathology in
Guillain-barré syndrome: Approaches to therapy

H,0,
Zinc Oxide Nanorods from Prunus domestica L.:
Bio-Assisted Synthesis, Characterization,
Antioxidant and Cytotoxic Activities

Halymenia refugium
Extraction, purification, and bioevaluation of
phycoerythrin from Halymenia refugium against
pathogenic bacteria and A549 lung cancer cell line

Heat source
Exploring MHD convective based SWCNT-
MWCNT-GO ternary hybrid nanofluids with
variable viscosity and exothermic reactions

Heat transfer
Exploring MHD convective based SWCNT-
MWCNT-GO ternary hybrid nanofluids with
variable viscosity and exothermic reactions

Hemocompatibility
Phyto-fabrication and characterization of silver
nanoparticles from Trachyspermum ammi (Ajwain)
seeds and assessment of their antifungal activity

Henna DSSM
The efficiency development of TiO2 and Henna dye-
coated solar wafers by Pulsed Nd: YAG laser
treatment

Hepatotoxicity
Lipid peroxidation level and histological changes in
rat liver after the cisplatin and dexamethasone
separate and combined action

169

1429

998

449

978

1047

1315

78

1277

766

766

1429

1382

480

HEPG2 cell lines
Investigations on novel aedesin-derived peptides
against ESKAPE pathogens

Herbicide
Genomic and structural studies on S-Glutathione
transferases to confer herbicide tolerance in rice
through computational approach

High-affinity nitrate transporter (NRT2)
Comprehensive in silico analysis of upstream
sequences of TaNRT2 gene family of bread wheat:
Unveiling effects of hormonal cross-talk on
differential homeolog expressions of TaNRT2.1-6
under low nitrogen conditions

Himalayan region
Detection of root-knot nematode disease in
cucumber under protected cultivation in Kumaon
region

Histological changes
Lipid peroxidation level and histological changes in
rat liver after the cisplatin and dexamethasone
separate and combined action

Histone deacetylase 8
Computational analysis of N2-Aryl-1,2,3-triazoles as
potential multi-target inhibitors

HMG-CoA reductase
HMG-CoA Reductase inhibition targeted
hypercholesterolemic potential of phytoconstituents
of an aqueous shoot extract of Calligonum
polygonoides L.: Insight from in vitro, in vivo and in
silico assessments

hnRNPs
Advances in myogenic differentiation: Role of stem
cells, RNA-binding proteins, Molecular pathways,
and Detection techniques

Homology models
Antagonists binding at 5-HT3Rx, 5-HT3Rp and 5-
HT;Rc can potentially counteract nicotine binding

HTVS
Virtual screening study to identify GSK-3f
inhibitors: A combined ligand-based and structure-
based drug discovery approach

Human dental pulp stem cells
Evaluation of osteogenic activity of Plaksha (Ficus
lacor Buch. Ham.) stem bark on human dental pulp
derived mesenchymal stem cells

Hydrogels
Self-assembly of novel ureido dipeptide esters and
investigation of its gelation property

Hydrophobic
Exploring the therapeutic potential of Zonisamide
derivatives through molecular docking and dynamic
studies with GABARAP

1457
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480
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301

919

978

131

909

786
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Hypercholesterolemia
HMG-CoA Reductase inhibition targeted
hypercholesterolemic potential of phytoconstituents
of an aqueous shoot extract of Calligonum
polygonoides L.: Insight from in vitro, in vivo and in
silico assessments

Hyperglycemia
Circulating myokines and apelin-13 levels as
predictive biomarkers for newly diagnosed type 2
diabetes mellitus

Hyperinsulinemia
Circulating myokines and apelin-13 levels as
predictive biomarkers for newly diagnosed type 2
diabetes mellitus

[llumina
Localization of cellulolytic system and de novo
transcriptome analysis of whole larval gut of
Zophobas morio (Coleoptera: Tenebrionidae)
disclosed the existence of glycosyl hydrolase
family-9

Imaging
Advances in myogenic differentiation: Role of stem
cells, RNA-binding proteins, Molecular pathways,
and Detection techniques

Immobilization
Fabrication of an efficient hydroquinone biosensor
with laccase immobilized on multiwalled carbon
nanotubes

Immune response
Predictive analysis of structural interaction among
HIV-1 proteins and Class I MHC molecule: A
computational approach for therapeutic target

Immunological triggers
Immune system involvement and neuropathology in
Guillain-barré syndrome: Approaches to therapy

In silico docking analysis
Inhibition of Botulinum neurotoxin A protease
activity by Quercetagetin

In silico study
Integrating network pharmacology and molecular
docking to assess Catharanthus roseus as a natural
alternative for leukemia therapy

In silico
Computational insights into Curcumin's modulation
of Epithelial-mesenchymal transition in pulmonary
fibrosis

Inflammation
Beta-caryophyllene ameliorates environmental
toxicants-induced experimental nephrotoxicity
through regulation of redox system and
inflammation

Benzo (a)pyrene exposure reduces CD54 expression
on alveolar macrophages and alters apoptosis and
inflammatory responses in the lungs

935

798

798

69

301

46

1198

1315

161

1211

1111

138

607

Inflammatory bowel disease
Identification of potential therapeutic targets of fatty
acids for inflammatory bowel diseases: An in silico
approach

Inhibition
Inhibition of Botulinum neurotoxin A protease
activity by Quercetagetin

Inhibitors
Phosphodiesterase 4 as a candidate therapeutic target
of cancer

Insulin resistance
Circulating myokines and apelin-13 levels as
predictive biomarkers for newly diagnosed type 2
diabetes mellitus

Insulin
Exploring the potential of Laurus nobilis as
activators of insulin receptor activity

Integrative taxonomy
Detection of root-knot nematode disease in
cucumber under protected cultivation in Kumaon
region

Iron content
Structural elucidation and evaluation of antioxidant
and In vitro anti-hemolytic properties of
polysaccharide-iron complexes from Piper betel and
Triticum aestivum

Iron
Structural elucidation and evaluation of antioxidant
and In vitro anti-hemolytic properties of
polysaccharide-iron complexes from Piper betel and
Triticum aestivum

Isovitexin
Exploration of phytochemical compounds from
Millets as NRF2 activators using molecular docking
and molecular dynamics simulation approaches

ISSR Marker
Marker and CKX2 gene expression-based selection
of high yielding tomato (Lycopersicon esculentum
Mill.) germplasms

ITS
Detection of root-knot nematode disease in
cucumber under protected cultivation in Kumaon
region

Ivermectin
Comparative binding efficacy of Ivermectin and
Remdesivir against the spike protein of Omicron
variants: An in silico perspective

Kaempferol
Exploration of phytochemical compounds from
Millets as NRF2 activators using molecular docking
and molecular dynamics simulation approaches

Laccase assay
Fabrication of an efficient hydroquinone biosensor
with laccase immobilized on multiwalled carbon
nanotubes

754

161

213

798

431

1299

88

88

372

961

1299

1369

372

46



Ladakh
Identification and in silico impact assessment of
missense mutations in key genes associated with
hypoxic stress in Changthangi goats

Leukemia disease
Integrating network pharmacology and molecular
docking to assess Catharanthus roseus as a natural
alternative for leukemia therapy

Leukocyte
Biochemical predictor for polycystic ovary
syndrome

Leutenizing hormone (LH)
Biochemical predictor for polycystic ovary
syndrome

Ligand
Chromatin higher order structure and possible
therapeutic target

Limit of detection
Quantitative estimation of Pyrophosphate ions
released during loop-mediated isothermal
amplification

Lipids
Assessing the HMG-CoA reductase inhibitory
potential of five fatty acids

Lipinski rule
Exploring benzothiazole derivatives: Promising
PLK1 Inhibitors for cancer therapy through Virtual
screening, Molecular docking, and ADMET
evaluation

Liver cancer
Overexpression of DDx49 promotes cell
proliferation and associated with poor prognosis in
liver cancer: In silico analysis

Lon protease
Phenotypic antibiotic resistance: Involvement of
genes and additional factors

Lung cancer
Benzo (a)pyrene exposure reduces CD54 expression
on alveolar macrophages and alters apoptosis and
inflammatory responses in the lungs

Lung histoarchitecture
Impact of lead acetate oral administration on wistar
rat lung health: Histological evaluation

Malondialdehyde
Lipid peroxidation level and histological changes in
rat liver after the cisplatin and dexamethasone
separate and combined action

Mammalian
Tracing the evolutionary history of novel hormone
asprosin: An in silico study across vertebrates

MaQxan™ (20:2)
Evaluation of Tagetes Erecta (Marigold) Extract
(MaQxan™ (20:2)) potency in induced learning and
memory deficit by modulating neurotransmission
and synaptic plasticity

854

1211

1032

1032

237

1101

969

584

147

281

607

469

480

700

355

Mar operon
Phenotypic antibiotic resistance: Involvement of
genes and additional factors

Marine metabolites
Marine natural products as novel therapeutic
approaches in Psoriasis: A comprehensive review

Masson trichome
HMG-CoA Reductase inhibition targeted
hypercholesterolemic potential of phytoconstituents
of an aqueous shoot extract of Calligonum
polygonoides L.: Insight from in vitro, in vivo and in
silico assessments

MATLAB
Mathematical modelling of time series data for
tuberculosis notified cases in India using neural
networks models: CNN, NNAR, and ANFIS models
integrated with wavelets

MBNL
Advances in myogenic differentiation: Role of stem
cells, RNA-binding proteins, Molecular pathways,
and Detection techniques

MD simulations
Identification of novel compound against STAT3
mediated liver fibrosis: An MD simulation based
study

MDA-MB 231 cells
Adhesion G-protein-coupled receptor (GPCR) and
Triple-negative breast cancer (TNBC): A new
perspective for the therapeutic effect of GPR116 in
TNBC

Medicine
CRISPR/Cas systems in therapeutics: Transforming
gene editing into medical solutions

Meloidogyne
Detection of root-knot nematode disease in
cucumber under protected cultivation in Kumaon
region

Mesenchymal stem cells
Evaluation of osteogenic activity of Plaksha (Ficus
lacor Buch. Ham.) stem bark on human dental pulp
derived mesenchymal stem cells

Metabolic proteins
In silico based profiling and characterization of
functional microRNAs and their crucial targets in
Saccharum officinarum

Metabolism
Exploring benzothiazole derivatives: Promising
PLK1 Inhibitors for cancer therapy through Virtual
screening, Molecular docking, and ADMET
evaluation

Metastasis
Phosphodiesterase 4 as a candidate therapeutic target
of cancer

1459
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178
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813
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154
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Virtual screening and molecular dynamic simulation
to identify the potent SOX2-inhibiting drugs

Methyl orange
Study of antibacterial and photocatalytic potential of
phytomediatically synthesized ZnO nanoparticles
from Prunus domestica L.

Methylation-specific PCR
Environmental and lifestyle factors in epigenetic
regulation of bladder cancer: Impact on CALCA and
CCNAL gene methylation

Methylene blue
Study of antibacterial and photocatalytic potential of
phytomediatically synthesized ZnO nanoparticles
from Prunus domestica L.

Microbial fuel cell
Synthesis and characterization of gold nanoparticle-
mediated bamboo biochar nanocomposite-based
electrode and analysis of its electrochemical
behaviour

Microwaves
Size-driven fluorescent properties in Nanophotonics

Millets
Exploration of phytochemical compounds from
Millets as NRF2 activators using molecular docking
and molecular dynamics simulation approaches

Minerals
Standardization of germination conditions for
nutritional enhancement of underutilized basil seeds

Minimal inhibitory concentration
Investigations on novel aedesin-derived peptides
against ESKAPE pathogens

miR-133b
BMSC-derived exosomes regulate the miR-
133b/NLRP3 axis to protect against injury to the
spinal cord

miR-29b
CircHelz inhibition protects against angiotensin II-
induced cardiac fibrosis via miR-29b modulation

miRNA
In silico based profiling and characterization of
functional microRNAs and their crucial targets in
Saccharum officinarum
Identification of hub genes in monocyte
macrophages of high and low peak bone mass
populations and early diagnostic biomarkers for
osteoporosis

Mitochondria
An overview of response pathways for protection of
mitochondria from protein misfolding stress
Bisphenol B: An inhibitor of mitochondrial electron
transport chain protein

Mitophagy
An overview of response pathways for protection of
mitochondria from protein misfolding stress

596

1417

1389

1417

169

1290

372

391

1142

654

154

743

287

426

287

MMGBSA calculations
Exploration of DNA binding mode of Coumarin
Glycoside Esculin by Multispectral and Molecular
dynamics approaches

Modulator
Exploring the therapeutic potential of Zonisamide
derivatives through molecular docking and dynamic
studies with GABARAP

Molecular docking & simulation
Virtual screening of rice phytochemical scaffolds
targeting peptide deformylase of Xanthomonas
Oryzae pv. Oryzae for the control of bacterial leaf
blight

Molecular docking
Structural analysis of Glucose-6-Phosphate
Dehydrogenase (G6PD) variants from Northeast
India and natural antioxidants as a pharmacological
agent to alleviate G6PD deficiency associated
challenges- An in silico approach

In silico molecular docking and virtual screening of
natural compounds against Tubulin-7-
Aminonoscapine complex (6Y6D) for estimation of
anticancer potential

Identification of novel compound against STAT3
mediated liver fibrosis: An MD simulation based
study

Computational screening of FDA-approved and
natural compounds against Mpox Dual specificity
protein phosphatase (H1)

Spectroscopic study, Quantum Chemical
Investigations, /n silico and Drug Likeness of 4-
Chloro-6,7-dimethoxyquinazoline: A potent study of
new anti-alzheimer agent

Bisphenol B: An inhibitor of mitochondrial electron
transport chain protein

Exploring the potential of Laurus nobilis as
activators of insulin receptor activity

Neural network based prediction of site-specific
stable mutants in wild type CFTR protein

Withania somnifera modulates glucose metabolism
by inhibiting SGLT2, a- glucosidase and a-amylase:
An in silico and in vitro study

In silico approach for uncovering inhibitors of
SARS-CoV-2 by targeting TMPRSS2 via molecular
networking-based strategies

Pharmacoinformatic based screening of
phytochemicals from Ashwagandha (Withania
somnifera) against serine/arginine splicing factor 1
protein in treatment of pancreatic cancer

In silico exploration of selected coumarin derivatives
as potential antioxidant: Insights from DFT, NBO,
Hirshfeld surface, ADMET profiling, Molecular
docking and Dynamics simulations

Ajmaline-acetylcholinesterase interaction: Insights
from Docking, Molecular dynamics, and Predictive
machine learning models

Computational insights into Curcumin's modulation

of Epithelial-mesenchymal transition in pulmonary
fibrosis

998

786

1220

25

117

178

398

406

426

431

511

518

544

632

827

990

1111



Quantum chemical analysis and anticancer
evaluation of 1,4-benzenedicarboxylic acid bis(2-
Ethylhexyl) ester: Topological indices, reduced
density gradient, molecular electrostatic potential,
natural bond orbital

Comparative binding efficacy of Ivermectin and
Remdesivir against the spike protein of Omicron
variants: An in silico perspective

Molecular dynamic simulation
Structural analysis of Glucose-6-Phosphate
Dehydrogenase (G6PD) variants from Northeast
India and natural antioxidants as a pharmacological
agent to alleviate G6PD deficiency associated
challenges- An in silico approach

Force fields for simulating intrinsically disordered
proteins: Assessing conformational sampling and
structural dynamics

Computational screening of FDA-approved and
natural compounds against Mpox Dual specificity
protein phosphatase (H1)

Understanding the conformational dynamics of an
intrinsically disordered protein bound to a small
molecule

Virtual screening study to identify GSK-3f
inhibitors: A combined ligand-based and structure-
based drug discovery approach

Insights into anti-tuberculosis activity of partially
purified bioactive fraction from Vitex negundo L.
petroleum ether extracts against Mycobacterium
smegmatis -An in vitro and in silico approach

Molecular dynamics
Spectroscopic study, Quantum Chemical
Investigations, In silico and Drug Likeness of 4-
Chloro-6,7-dimethoxyquinazoline: A potent study of
new anti-alzheimer agent

In silico exploration of selected coumarin derivatives
as potential antioxidant: Insights from DFT, NBO,
Hirshfeld surface, ADMET profiling, Molecular
docking and Dynamics simulations

Heterocyclic organic compounds extracted from
Artemisia judaica (L.) induced caspase-dependent
mitochondrial pathway in different breast and liver
cancer cell lines: /n silico and in vitro studies

Molecular modelling
Predictive analysis of structural interaction among
HIV-1 proteins and Class I MHC molecule: A
computational approach for therapeutic target

Molecular networking
In silico approach for uncovering inhibitors of
SARS-CoV-2 by targeting TMPRSS2 via molecular
networking-based strategies

Morus macroura- Extract
Antimicrobial and antibiofilm potential of Morus
macroura against Streptococcus pneumoniae

MRPL2?2
Identification and in silico impact assessment of
missense mutations in key genes associated with
hypoxic stress in Changthangi goats

1325

1369

25

38

398

712

978

1077

406

827

1233

1198

544

665

854

MTT
Zinc Oxide Nanorods from Prunus domestica L.:
Bio-Assisted Synthesis, Characterization,
Antioxidant and Cytotoxic Activities

Multiwalled carbon nanotubes
Fabrication of an efficient hydroquinone biosensor
with laccase immobilized on multiwalled carbon
nanotubes

Mycelial morphology
Aspergillus niger acidogenic metabolism: A biased
view from the C and N interface

Mpycobacterium tuberculosis
From 2D to 3D: decoding tuberculosis pathobiology
and drug development with ex vivo disease models
Transport mediated antibiotic resistance in
Mycobacterium tuberculosis

Mycolic acid synthesis proteins
Insights into anti-tuberculosis activity of partially
purified bioactive fraction from Vitex negundo L.
petroleum ether extracts against Mycobacterium
smegmatis -An in vitro and in silico approach

N2-Aryl-1,2,3-triazoles
Computational analysis of N2-Aryl-1,2,3-triazoles as
potential multi-target inhibitors

NADPH
Structural analysis of Glucose-6-Phosphate
Dehydrogenase (G6PD) variants from Northeast
India and natural antioxidants as a pharmacological
agent to alleviate G6PD deficiency associated
challenges- An in silico approach

Nanog
Potential effects of hesperidin isolated from
Zanthoxylum rhetsa against NTERA-2 cancer stem
cells

Nanogel
Phyto-fabrication and characterization of silver
nanoparticles from Trachyspermum ammi (Ajwain)
seeds and assessment of their antifungal activity

Nanomaterials
Biohybrid molecules: Integrating natural and
synthetic components for advanced biochemical
applications

Nanoparticle
Green biosynthesis, characterization, and anticancer
activity of Sargassum cinctum zinc nanoparticles

Study of antibacterial and photocatalytic potential of
phytomediatically synthesized ZnO nanoparticles
from Prunus domestica L.

Green synthesized copper oxide nanoparticles from
Ocimum tenuiflorum fabricated in PVC for
antibacterial, antioxidant, and anticancer biomedical
applications

Nanostructures
Self-assembly of novel ureido dipeptide esters and
investigation of its gelation property
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Nanotechnology
Green Synthesis of Nickel Oxide Nanoparticles
using Vitex negundo Leaf for Antibacterial and Anti-
inflammatory Activities

Natural products
Computational screening of FDA-approved and
natural compounds against Mpox Dual specificity
protein phosphatase (H1)

Nd: YAG pulsed laser
The efficiency development of TiO2 and Henna dye-
coated solar wafers by Pulsed Nd: YAG laser
treatment

Neoumbilicus
Umbilical endometriosis post-laparoscopic surgery:
A case of subcutaneous seeding and neoumbilicus
creation

Nephrotoxicity
Beta-caryophyllene ameliorates environmental
toxicants-induced experimental nephrotoxicity
through regulation of redox system and
inflammation

Neurodegeneration
Ajmaline-acetylcholinesterase interaction: Insights
from Docking, Molecular dynamics, and Predictive
machine learning models

Neuropathic consequences
Immune system involvement and neuropathology in
Guillain-barré syndrome: Approaches to therapy

Neurotransmission
Evaluation of Tagetes Erecta (Marigold) Extract
(MaQxan™ (20:2)) potency in induced learning and
memory deficit by modulating neurotransmission
and synaptic plasticity

Nickel Oxide Nanoparticles
Green Synthesis of Nickel Oxide Nanoparticles
using Vitex negundo Leaf for Antibacterial and Anti-
inflammatory Activities

Nicotine antagonists
Antagonists binding at 5-HT3Raa, 5S-HT3R4p and 5-
HT;R4c can potentially counteract nicotine binding

Nicotine
Existence of differential epigenetic control in a pair
of cultivated tobacco (Nicotiana tabacum L.)
cultivars harbouring contrast nicotine levels-457

Nitric oxide
Insight into the etiology of preeclampsia

Nitrogen metabolism
Aspergillus niger acidogenic metabolism: A biased
view from the C and N interface

Nitrogen starvation
Aspergillus niger acidogenic metabolism: A biased
view from the C and N interface
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355

363

919

449

321

321

NLO
GC-MS, DFT, LOL, ELF, NCI-RDG, kinetic
energy, reactivity, stability, topological molecular
descriptors evaluation on 2-propanone, 1-hydroxy-,
Isopropyl alcohol and Glycerin: For NLO
application

NLRP3 inflammasome
BMSC-derived exosomes regulate the miR-
133b/NLRP3 axis to protect against injury to the
spinal cord

NMA analysis
Virtual screening and molecular dynamic simulation
to identify the potent SOX2-inhibiting drugs

Non canonical DNA
Chromatin higher order structure and possible
therapeutic target

Non-vertebrates
Tracing the evolutionary history of novel hormone
asprosin: An in silico study across vertebrates

Notch
Advances in myogenic differentiation: Role of stem
cells, RNA-binding proteins, Molecular pathways,
and Detection techniques

NRF2
Exploration of phytochemical compounds from
Millets as NRF2 activators using molecular docking
and molecular dynamics simulation approaches

Obesity
Circulating myokines and apelin-13 levels as
predictive biomarkers for newly diagnosed type 2
diabetes mellitus

Occupational exposure
Environmental and lifestyle factors in epigenetic
regulation of bladder cancer: Impact on CALCA and
CCNAL1 gene methylation

Ocimum tenuiflorum
Green synthesized copper oxide nanoparticles from
Ocimum tenuiflorum fabricated in PVC for
antibacterial, antioxidant, and anticancer biomedical
applications

Oct4
Potential effects of hesperidin isolated from
Zanthoxylum rhetsa against NTERA-2 cancer stem
cells

Oestrogen-sensitive cancers
Heterocyclic organic compounds extracted from
Artemisia judaica (L.) induced caspase-dependent
mitochondrial pathway in different breast and liver
cancer cell lines: In silico and in vitro studies

Off-target
Computational tools for CRISPR Off-target
detection: An overview

Oleamide
The HMG-CoA reductase inhibitory potential of
fatty acid amides
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Omicron
Comparative binding efficacy of Ivermectin and
Remdesivir against the spike protein of Omicron
variants: An in silico perspective

O-phenylenediamine
Quantitative estimation of Pyrophosphate ions
released during loop-mediated isothermal
amplification

Oral activity
Exploring the therapeutic potential of Zonisamide
derivatives through molecular docking and dynamic
studies with GABARAP

Organoid
From 2D to 3D: decoding tuberculosis pathobiology
and drug development with ex vivo disease models

Osteogenesis
Evaluation of osteogenic activity of Plaksha (Ficus
lacor Buch. Ham.) stem bark on human dental pulp
derived mesenchymal stem cells

Osteonectin
Evaluation of osteogenic activity of Plaksha (Ficus
lacor Buch. Ham.) stem bark on human dental pulp
derived mesenchymal stem cells

Ovarian cancer
CDK members and ribosomal proteins, a crucial role
players in serous capillary ovarian cancer: Insights
from gene expression and protein interaction
networks

ovX
Identification of hub genes in monocyte
macrophages of high and low peak bone mass
populations and early diagnostic biomarkers for
osteoporosis

Oxidative stress
Beta-caryophyllene ameliorates environmental
toxicants-induced experimental nephrotoxicity
through regulation of redox system and
inflammation
The effects of lipoic acid on rat submandibular
salivary gland in valproic acid induced oxidative
stress

p53 pathway
Potential effects of hesperidin isolated from
Zanthoxylum rhetsa against NTERA-2 cancer stem
cells

p53
Unveiling the mitigating effect of matcha-silver
nanoparticles on radiation-induced ovarian injury in
rats

Palustric acid
Structure-based inhibition of Rhizoctonia solani in
rice sheath blight Beta-glucosidase by natural
terpenoids
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253
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490

743

138
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502
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Pancreatic cancer
Pharmacoinformatic based screening of
phytochemicals from Ashwagandha (Withania
somnifera) against serine/arginine splicing factor 1
protein in treatment of pancreatic cancer

PDB ID:6Y6D
In silico molecular docking and virtual screening of
natural compounds against Tubulin-7-
Aminonoscapine complex (6Y6D) for estimation of
anticancer potential

PDMeOH-ZnONRs
Zinc Oxide Nanorods from Prunus domestica L.:
Bio-Assisted Synthesis, Characterization,
Antioxidant and Cytotoxic Activities

PE_PPE family
Transport mediated antibiotic resistance in
Mycobacterium tuberculosis

PEGylation
Biohybrid molecules: Integrating natural and
synthetic components for advanced biochemical
applications

Peroxidase activity
Size-driven fluorescent properties in Nanophotonics

PGP bacteria
Exploring the role of plant associating bacteria as
bioinoculants and their beneficial effects in
phytostimulation: A review

Pharmacophore modelling
In silico approach for uncovering inhibitors of
SARS-CoV-2 by targeting TMPRSS2 via molecular
networking-based strategies

Phosphatase inhibitors
Computational screening of FDA-approved and
natural compounds against Mpox Dual specificity
protein phosphatase (H1)

Phosphodiesterase 4
Phosphodiesterase 4 as a candidate therapeutic target
of cancer

Phycoerythrin
Extraction, purification, and bioevaluation of
phycoerythrin from Halymenia refugium against
pathogenic bacteria and A549 lung cancer cell line

Physicochemical properties
Tracing the evolutionary history of novel hormone
asprosin: An in silico study across vertebrates

Phytochemical
Exploring the potential of Laurus nobilis as
activators of insulin receptor activity
Eco-friendly plant based disease control: Exploring
Terminalia species extracts as bio-pesticide against
fungal pathogen

Phytoconstituents
In silico molecular docking and virtual screening of
natural compounds against Tubulin-7-
Aminonoscapine complex (6Y6D) for estimation of
anticancer potential
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Phytohormone
Exploring the role of plant associating bacteria as
bioinoculants and their beneficial effects in
phytostimulation: A review

Phytomedicine
Ajmaline-acetylcholinesterase interaction: Insights
from Docking, Molecular dynamics, and Predictive
machine learning models

PIGF (Placental growth factor)
Insight into the etiology of preeclampsia

Plaksha
Evaluation of osteogenic activity of Plaksha (Ficus
lacor Buch. Ham.) stem bark on human dental pulp
derived mesenchymal stem cells

Plant health
Exploring the role of plant associating bacteria as
bioinoculants and their beneficial effects in
phytostimulation: A review

Plaque psoriasis
Marine natural products as novel therapeutic
approaches in Psoriasis: A comprehensive review

Pneumococci
Antimicrobial and antibiofilm potential of Morus
macroura against Streptococcus pneumoniae

Polo like kinasel (PLK1)
Exploring benzothiazole derivatives: Promising
PLK1 Inhibitors for cancer therapy through Virtual
screening, Molecular docking, and ADMET
evaluation

Polycystic ovary syndrome (PCOS)
Biochemical predictor for polycystic ovary
syndrome

Polyhouse
Detection of root-knot nematode disease in
cucumber under protected cultivation in Kumaon
region

Polymorphism
SSR marker-based genetic diversity assessment of
turmeric (Curcuma spp.) germplasm lines for
molecular characterization

Polysaccharide iron complex
Structural elucidation and evaluation of antioxidant
and /n vitro anti-hemolytic properties of
polysaccharide-iron complexes from Piper betel and
Triticum aestivum

Polyvinyl chloride
Green synthesized copper oxide nanoparticles from
Ocimum tenuiflorum fabricated in PVC for
antibacterial, antioxidant, and anticancer biomedical
applications

Porous medium
Exploring MHD convective based SWCNT-
MWCNT-GO ternary hybrid nanofluids with
variable viscosity and exothermic reactions

567

990

449

131

567
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665

584

1032

1299

1396

88
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Potential of mean force
Understanding the conformational dynamics of an
intrinsically disordered protein bound to a small
molecule

Preclinical validation
Computational insights into Curcumin's modulation
of Epithelial-mesenchymal transition in pulmonary
fibrosis

Prediabetes
Circulating myokines and apelin-13 levels as
predictive biomarkers for newly diagnosed type 2
diabetes mellitus

Prostate cancer
The influence of quantitative alterations of steroid
hormones on energy metabolism of prostate tumors

Protease activity
Inhibition of Botulinum neurotoxin A protease
activity by Quercetagetin

Protein A/G
Development of a sensitive and affordable
alternative ELISA method for detection of human
IgG antibodies

Protein interaction
Predictive analysis of structural interaction among
HIV-1 proteins and Class | MHC molecule: A
computational approach for therapeutic target

Protein kinase
CDK members and ribosomal proteins, a crucial role
players in serous capillary ovarian cancer: Insights
from gene expression and protein interaction
networks

Protein misfolding
An overview of response pathways for protection of
mitochondria from protein misfolding stress

Protein structure
Neural network based prediction of site-specific
stable mutants in wild type CFTR protein

Protein-protein interaction
Computational insights into Curcumin's modulation
of Epithelial-mesenchymal transition in pulmonary
fibrosis

Proteostasis
An overview of response pathways for protection of
mitochondria from protein misfolding stress

Proteotoxicity
An overview of response pathways for protection of
mitochondria from protein misfolding stress

Prunus domestica L.
Study of antibacterial and photocatalytic potential of
phytomediatically synthesized ZnO nanoparticles
from Prunus domestica L.

Pulmosphere
From 2D to 3D: decoding tuberculosis pathobiology
and drug development with ex vivo disease models
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1007
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490

287

511

1111

287

287
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QSPR analysis
Quantum chemical analysis and anticancer
evaluation of 1,4-benzenedicarboxylic acid bis(2-
Ethylhexyl) ester: Topological indices, reduced
density gradient, molecular electrostatic potential,
natural bond orbital

Quantitative structure-activity relationship
Aryloxyacetic acid derivatives as inhibitors of the
HPPD enzyme: A quantitative structure-activity
relationship analysis

Quantum size
Size-driven fluorescent properties in Nanophotonics

Quercetagetin
Inhibition of Botulinum neurotoxin A protease
activity by Quercetagetin

Quercetin
Adhesion G-protein-coupled receptor (GPCR) and
Triple-negative breast cancer (TNBC): A new
perspective for the therapeutic effect of GPR116 in
TNBC

Rate-limiting enzyme
Assessing the HMG-CoA reductase inhibitory
potential of five fatty acids

RBC
Structural analysis of Glucose-6-Phosphate
Dehydrogenase (G6PD) variants from Northeast
India and natural antioxidants as a pharmacological
agent to alleviate G6PD deficiency associated
challenges- An in silico approach

Reactive oxygen spaces
Lipid peroxidation level and histological changes in
rat liver after the cisplatin and dexamethasone
separate and combined action
Regulatory role of SLC3A2 in Ferroptosis and its
impact on head and neck squamous cell carcinoma:
A bioinformatics study

Recurrence biomarker
Environmental and lifestyle factors in epigenetic
regulation of bladder cancer: Impact on CALCA and
CCNAL gene methylation

Respiratory health
Impact of lead acetate oral administration on wistar
rat lung health: Histological evaluation

Rhizosphere
Exploring the role of plant associating bacteria as
bioinoculants and their beneficial effects in
phytostimulation: A review

Ribosomal proteins
CDK members and ribosomal proteins, a crucial role
players in serous capillary ovarian cancer: Insights
from gene expression and protein interaction
networks

Rice
Genomic and structural studies on S-Glutathione
transferases to confer herbicide tolerance in rice
through computational approach

1325

882

1290

161

60

969

25

480

1069

1389

469

567

490

533

Rice sheath blight
Structure-based inhibition of Rhizoctonia solani in
rice sheath blight Beta-glucosidase by natural
terpenoids

Ricinus communis
Identification of novel compound against STAT3
mediated liver fibrosis: An MD simulation based
study
Investigating the role of phytochemicals from
Euphorbia pulcherrima and Ricinus communis in
modulating estradiol 17-beta -dehydrogenase 1
activity for breast cancer treatment

Roflumilast
Phosphodiesterase 4 as a candidate therapeutic target
of cancer

Rolipram
Phosphodiesterase 4 as a candidate therapeutic target
of cancer

Salicylic acid (SA)
Comprehensive in silico analysis of upstream
sequences of TaNRT2 gene family of bread wheat:
Unveiling effects of hormonal cross-talk on
differential homeolog expressions of TaNRT2.1-6
under low nitrogen conditions

Salmonella
Quantitative estimation of Pyrophosphate ions
released during loop-mediated isothermal
amplification

Sargassum
Green biosynthesis, characterization, and anticancer
activity of Sargassum cinctum zinc nanoparticles

SARS-CoV-2
Comparative binding efficacy of Ivermectin and
Remdesivir against the spike protein of Omicron
variants: An in silico perspective

Scanning electron microscopy
Fabrication of an efficient hydroquinone biosensor
with laccase immobilized on multiwalled carbon
nanotubes

Screen printed electrode
Fabrication of an efficient hydroquinone biosensor
with laccase immobilized on multiwalled carbon
nanotubes

SDS
Identification and in silico impact assessment of
missense mutations in key genes associated with
hypoxic stress in Changthangi goats

Self-assembly
Self-assembly of novel ureido dipeptide esters and
investigation of its gelation property

SEM
Green biosynthesis, characterization, and anticancer
activity of Sargassum cinctum zinc nanoparticles
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213

213
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187

1369

46

46
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Sequencing
Detection of root-knot nematode disease in
cucumber under protected cultivation in Kumaon
region

Shear thinning
Self-assembly of novel ureido dipeptide esters and
investigation of its gelation property

Shh
Advances in myogenic differentiation: Role of stem
cells, RNA-binding proteins, Molecular pathways,
and Detection techniques

Signal transduction and extracellular matrix
Identification of potential therapeutic targets of fatty
acids for inflammatory bowel diseases: An in silico
approach

SNPs
Identification and in silico impact assessment of
missense mutations in key genes associated with
hypoxic stress in Changthangi goats

Sodium salicylate
Phenotypic antibiotic resistance: Involvement of
genes and additional factors

Solar wafer
The efficiency development of TiO2 and Henna dye-
coated solar wafers by Pulsed Nd: YAG laser
treatment

Solute carrier family 3 member 2
Regulatory role of SLC3A2 in Ferroptosis and its
impact on head and neck squamous cell carcinoma:
A bioinformatics study

Soret effect
Exploring MHD convective based SWCNT-
MWCNT-GO ternary hybrid nanofluids with
variable viscosity and exothermic reactions

Spectral analysis
Synthesis, characterization and anticancer activity of
novel schiff base ligand and its metal complexes

Spectroscopic studies
Exploration of DNA binding mode of Coumarin
Glycoside Esculin by Multispectral and Molecular
dynamics approaches

Spheroid
From 2D to 3D: decoding tuberculosis pathobiology
and drug development with ex vivo disease models

Spinal cord injury (SCT)
BMSC-derived exosomes regulate the miR-
133b/NLRP3 axis to protect against injury to the
spinal cord

Sprague-Dawley (SD) male rats
Evaluation of Tagetes Erecta (Marigold) Extract
(MaQxan™ (20:2)) potency in induced learning and
memory deficit by modulating neurotransmission
and synaptic plasticity

1299

909
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754

854

281

1382

1069

766

929

998

253

654

355

SRSF1 receptor
Pharmacoinformatic based screening of
phytochemicals from Ashwagandha (Withania
somnifera) against serine/arginine splicing factor 1
protein in treatment of pancreatic cancer

SSR markers
SSR marker-based genetic diversity assessment of
turmeric (Curcuma spp.) germplasm lines for
molecular characterization

Starkeya novella
Differences in d-amino acid metabolism mediated by
d-amino acid dehydrogenase in autotrophic and
heterotrophic cultures of the Sulfur-Oxidizing
Bacterium Starkeya novella

Stearamide
The HMG-CoA reductase inhibitory potential of
fatty acid amides

Stem-loop structures
In silico based profiling and characterization of
functional microRNAs and their crucial targets in
Saccharum officinarum

Stemness
Potential effects of hesperidin isolated from
Zanthoxylum rhetsa against NTERA-2 cancer stem cells

Steroid hormones
The influence of quantitative alterations of steroid
hormones on energy metabolism of prostate tumors

STMS
Morpho-molecular screening of chickpea (Cicer
arietinum L.) genotypes for resistance to Botrytis
grey mould disease

Stoke shift
Size-driven fluorescent properties in Nanophotonics

Subcutaneous seeding
Umbilical endometriosis post-laparoscopic surgery: A
case of subcutaneous seeding and neoumbilicus creation

Submandibular salivary gland
The effects of lipoic acid on rat submandibular
salivary gland in valproic acid induced oxidative
stress

Sulfonamide
Exploring the therapeutic potential of Zonisamide
derivatives through molecular docking and dynamic
studies with GABARAP

Sustainability
Structure-based inhibition of Rhizoctonia solani in
rice sheath blight Beta-glucosidase by natural
terpenoids

Swiss ADME
Virtual screening and molecular dynamic simulation
to identify the potent SOX2-inhibiting drugs
Computational insights into Curcumin's modulation
of Epithelial-mesenchymal transition in pulmonary
fibrosis
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381
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Synaptic plasticity
Evaluation of Tagetes Erecta (Marigold) Extract 355
(MaQxan™ (20:2)) potency in induced learning and
memory deficit by modulating neurotransmission
and synaptic plasticity

Targeted therapy
Chromatin higher order structure and possible 237
therapeutic target

TCGA
Overexpression of DDx49 promotes cell 147
proliferation and associated with poor prognosis in
liver cancer: In silico analysis

Terminalia Spp.
Eco-friendly plant based disease control: Exploring 1410
Terminalia species extracts as bio-pesticide against
fungal pathogen

Therapeutics
CRISPR/Cas systems in therapeutics: Transforming 813
gene editing into medical solutions

Thermal conductivity
Exploring MHD convective based SWCNT- 766
MWCNT-GO ternary hybrid nanofluids with
variable viscosity and exothermic reactions

Thermodynamic Properties
GC-MS, DFT, LOL, ELF, NCI-RDG, kinetic 615
energy, reactivity, stability, topological molecular
descriptors evaluation on 2-propanone, 1-hydroxy-,
Isopropyl alcohol and Glycerin: For NLO
application

Thermostable mutants
Neural network based prediction of site-specific 511
stable mutants in wild type CFTR protein

Thixotropic
Self-assembly of novel ureido dipeptide esters and 909
investigation of its gelation property

Time-kill assay
Insights into anti-tuberculosis activity of partially 1077
purified bioactive fraction from Vitex negundo L.
petroleum ether extracts against Mycobacterium
smegmatis -An in vitro and in silico approach

TiO, thin film
The efficiency development of TiO2 and Henna dye- 1382
coated solar wafers by Pulsed Nd: YAG laser
treatment

TMPRSS2
In silico approach for uncovering inhibitors of 544
SARS-CoV-2 by targeting TMPRSS2 via molecular
networking-based strategies

Tobacco smoking
Environmental and lifestyle factors in epigenetic 1389
regulation of bladder cancer: Impact on CALCA and
CCNAL gene methylation

Tomato
Marker and CKX2 gene expression-based selection 961
of high yielding tomato (Lycopersicon esculentum
Mill.) germplasms

Topological indices
GC-MS, DFT, LOL, ELF, NCI-RDG, kinetic energy,
reactivity, stability, topological molecular descriptors
evaluation on 2-propanone, 1-hydroxy-, Isopropyl
alcohol and Glycerin: For NLO application

Toxicity prediction
Computational insights into Curcumin's modulation of
Epithelial-mesenchymal transition in pulmonary fibrosis

Toxicology
Bisphenol B: An inhibitor of mitochondrial electron
transport chain protein

Transcription factor
Camptothecin exerts anti-cancer effects through
FoxM1 Inhibition

Transcriptome
Identification and in silico impact assessment of
missense mutations in key genes associated with
hypoxic stress in Changthangi goats
Localization of cellulolytic system and de novo
transcriptome analysis of whole larval gut of Zophobas
morio (Coleoptera: Tenebrionidae) disclosed the
existence of glycosyl hydrolase family-9
The phytochemicals present in Vitex negundo leaf
extract transcriptionally regulates colorectal cancer:
An In vitro study using HCT-116 cells

Transportation
In silico based profiling and characterization of
functional microRNAs and their crucial targets in
Saccharum officinarum

Transporters
Transport mediated antibiotic resistance in
Mycobacterium tuberculosis

Triple-negative breast cancer (TNBC)
Adhesion G-protein-coupled receptor (GPCR) and
Triple-negative breast cancer (TNBC): A new
perspective for the therapeutic effect of GPR116 in
TNBC

Tri-spectroscopy
Heterocyclic organic compounds extracted from
Artemisia judaica (L.) induced caspase-dependent
mitochondrial pathway in different breast and liver
cancer cell lines: In silico and in vitro studies

Tuberculosis
From 2D to 3D: decoding tuberculosis pathobiology
and drug development with ex vivo disease models
Mathematical modelling of time series data for
tuberculosis notified cases in India using neural
networks models: CNN, NNAR, and ANFIS models
integrated with wavelets

Umbilical endometriosis
Umbilical endometriosis post-laparoscopic surgery: A
case of subcutaneous seeding and neoumbilicus creation

Umbrella sampling
Understanding the conformational dynamics of an
intrinsically disordered protein bound to a small
molecule

Unstructured proteins
Force fields for simulating intrinsically disordered
proteins: Assessing conformational sampling and
structural dynamics
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UPRM'
An overview of response pathways for protection of
mitochondria from protein misfolding stress

Uric acid by creatinine ratio
Biochemical predictor for polycystic ovary
syndrome

Urothelial carcinoma
Environmental and lifestyle factors in epigenetic
regulation of bladder cancer: Impact on CALCA and
CCNAL gene methylation

UV-Vis
Zinc Oxide Nanorods from Prunus domestica L.:
Bio-Assisted Synthesis, Characterization,
Antioxidant and Cytotoxic Activities
Quantum chemical analysis and anticancer
evaluation of 1,4-benzenedicarboxylic acid bis(2-
Ethylhexyl) ester: Topological indices, reduced
density gradient, molecular electrostatic potential,
natural bond orbital

Valproic acid
The effects of lipoic acid on rat submandibular
salivary gland in valproic acid induced oxidative
stress

VEGF (Vascular endothelial growth factor)
Insight into the etiology of preeclampsia

Viral evasion
Predictive analysis of structural interaction among
HIV-1 proteins and Class I MHC molecule: A
computational approach for therapeutic target

Viral replication inhibition
Computational screening of FDA-approved and
natural compounds against Mpox Dual specificity
protein phosphatase (H1)

Virtual screening
Computational analysis of N2-Aryl-1,2,3-triazoles as
potential multi-target inhibitors

Vitamin C
Standardization of germination conditions for
nutritional enhancement of underutilized basil seeds

Vitex negundo leaf
Green Synthesis of Nickel Oxide Nanoparticles
using Vitex negundo Leaf for Antibacterial and Anti-
inflammatory Activities

Vitex negundo
The phytochemicals present in Vitex negundo leaf
extract transcriptionally regulates colorectal cancer:
An In vitro study using HCT-116 cells

Vitexin
Exploration of phytochemical compounds from
Millets as NRF2 activators using molecular docking
and molecular dynamics simulation approaches

Water models
Force fields for simulating intrinsically disordered
proteins: Assessing conformational sampling and
structural dynamics

Waveguide
Advanced photonic crystal fiber-based surface
plasmon resonance biosensors for transformative RI
sensing
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391

363
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38

54

Wavelength sensitivity
Advanced photonic crystal fiber-based surface plasmon
resonance biosensors for transformative RI sensing

Wavelet denoising
Mathematical modelling of time series data for
tuberculosis notified cases in India using neural
networks models: CNN, NNAR, and ANFIS models
integrated with wavelets

Wheat
Comprehensive in silico analysis of upstream
sequences of TaNRT2 gene family of bread wheat:
Unveiling effects of hormonal cross-talk on
differential homeolog expressions of TaNRT2.1-6
under low nitrogen conditions

Wistar albino rats
Impact of lead acetate oral administration on wistar
rat lung health: Histological evaluation

Withania somnifera
Withania somnifera modulates glucose metabolism
by inhibiting SGLT2, a- glucosidase and a-amylase:
An in silico and in vitro study
Pharmacoinformatic based screening of
phytochemicals from Ashwagandha (Withania
somnifera) against serine/arginine splicing factor 1
protein in treatment of pancreatic cancer

Wnt
Advances in myogenic differentiation: Role of stem
cells, RNA-binding proteins, Molecular pathways,
and Detection techniques

XRD
Zinc Oxide Nanorods from Prunus domestica L.:
Bio-Assisted Synthesis, Characterization,
Antioxidant and Cytotoxic Activities
Green biosynthesis, characterization, and anticancer
activity of Sargassum cinctum zinc nanoparticles

Yield
Marker and CKX2 gene expression-based selection
of high yielding tomato (Lycopersicon esculentum
Mill.) germplasms

Zinc oxide
Study of antibacterial and photocatalytic potential of
phytomediatically synthesized ZnO nanoparticles
from Prunus domestica L.

Zophobas morio
Localization of cellulolytic system and de novo
transcriptome analysis of whole larval gut of
Zophobas morio (Coleoptera: Tenebrionidae)
disclosed the existence of glycosyl hydrolase
family-9

a- glucosidase
Withania somnifera modulates glucose metabolism
by inhibiting SGLT2, a- glucosidase and a-amylase:
An in silico and in vitro study

a-amylase
Standardization of germination conditions for
nutritional enhancement of underutilized basil seeds

a-amylase
Withania somnifera modulates glucose metabolism
by inhibiting SGLT2, a- glucosidase and a-amylase:
An in silico and in vitro study
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