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Conformational ensembles were generated for a target test set taken from the Directory
for Useful Decoys. The results showed that molecular dynamics-based conformational
ensembles provided remarkable improvements on 2 of the targets tested due to the
enhanced capacity to properly dock compounds in otherwise restricted structures. The
last Chapter of the thesis is a general discussion on the work of the thesis and a
proposal on how all can be integrated within the drug discovery and development
pipeline." -This book reviews the advances and challenges of structure-based drug design in the
preclinical drug discovery process, addressing various diseases, including malaria,
tuberculosis and cancer. Written by internationally recognized researchers, this edited
book discusses how the application of the various in-silico techniques, such as
molecular docking, virtual screening, pharmacophore modeling, molecular dynamics
simulations, and residue interaction networks offers insights into pharmacologically
active novel molecular entities. It presents a clear concept of the molecular mechanism
of different drug targets and explores methods to help understand drug resistance. In
addition, it includes chapters dedicated to natural-product- derived medicines,
combinatorial drug discovery, the CryoEM technique for structure-based drug design
and big data in drug discovery. The book offers an invaluable resource for graduate and
postgraduate students, as well as for researchers in academic and industrial
laboratories working in the areas of chemoinformatics, medicinal and pharmaceutical
chemistry and pharmacoinformatics.
The pharmaceutical industry relies on numerous well-designed experiments involving
high-throughput techniques and in silico approaches to analyze potential drug targets.
These in silico methods are often predictive, yielding faster and less expensive
analyses than traditional in vivo or in vitro procedures. In Silico Technologies in Drug
Target Identification and Validation addresses the challenge of testing a growing
number of new potential targets and reviews currently available in silico approaches for
identifying and validating these targets. The book emphasizes computational tools,
public and commercial databases, mathematical methods, and software for interpreting
complex experimental data. The book describes how these tools are used to visualize a
target structure, identify binding sites, and predict behavior. World-renowned
researchers cover many topics not typically found in most informatics books, including
functional annotation, siRNA design, pathways, text mining, ontologies, systems
biology, database management, data pipelining, and pharmacogenomics. Covering
issues that range from prescreening target selection to genetic modeling and valuable
data integration, In Silico Technologies in Drug Target Identification and Validation is a
self-contained and practical guide to the various computational tools that can accelerate
the identification and validation stages of drug target discovery and determine the
biological functionality of potential targets more effectively. Daniel E. Levy, editor of the
Drug Discovery Series, is the founder of DEL BioPharma, a consulting service for drug
discovery programs. He also maintains a blog that explores organic chemistry.
This new edition discusses drug transporters that influence absorption, distribution, and
elimination of drugs in the body. Retaining its predecessor's basic structure, the 2nd
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edition presents up-to-date information on drug transport families, principles of drug
transport, and associated techniques for studying drug transport. New chapters cover
multidrug and toxin extrusion proteins, placental transport, in silico approaches in drug
discovery, and regulatory guidance for drug development. As a result, this new edition
combines the current state of the field with a perspective on future directions.
In this book we discuss both the technical and non-technical reasons science has been
unable to find cures for inherited diseases such as CF, despite the exponential increase
in knowledge of disease mechanisms we currently witness. New directions in scientific
research and protocols are suggested that may help bring about actual cures for
genetic diseases through medicinal gene therapy. A new computational approach,
called the omega algorithm, is developed, implemented and applied to find compounds
that could potentially correct the delta F508 mutation responsible for cystic fibrosis.
Links to downloadable files, including an extensive chemical reaction database, are
given in an appendix to assist the reader with their own further studies. All computer
code in the book is written in the Mathematica language.
This book series brings updated reviews to readers interested in advances in the
development of anti-infective drug design and discovery. The scope of the book series
covers a range of topics including rational drug design and drug discovery, medicinal
chemistry, in-silico drug design, combinatorial chemistry, high-throughput screening,
drug targets, recent important patents, and structure-activity relationships. Frontiers in
Anti-Infective Drug Discovery is a valuable resource for pharmaceutical scientists and
post-graduate students seeking updated and critically important information for
developing clinical trials and devising research plans in this field. The ninth volume of
this series features 5 reviews that cover some aspects of clinical and pre-clinical
antimicrobial drug development, with 2 chapters focusing on drugs to treat
leishmaniasis and dengue fever, respectively. - Use of preclinical and early clinical data
for accelerating antimicrobial drug development - Post-translational modifications: host
defence mechanism, pathogenic weapon, and emerged target of anti-infective drugs Scope and limitations on the potent antimicrobial activities of hydrazone derivatives Current scenario of anti-leishmanial drugs and treatment - Dengue hemorrhagic fever:
the potential repurposing drugs
Frontiers in Drug Design and Discovery Volume 9 is a book series devoted to
publishing the latest and the most important advances in drug design and discovery.
Eminent scientists have contributed chapters focused on all areas of rational drug
design and drug discovery including medicinal chemistry, in-silico drug design,
combinatorial chemistry, high-throughput screening, drug targets, and structure-activity
relationships. This book series should prove to be of interest to all pharmaceutical
scientists who are involved in research in drug design and discovery and who wish to
keep abreast of rapid and important developments in the field. The ninth volume of this
series brings together reviews covering topics related to the treatment of neoplasms,
systems biology, respiratory diseases among others. Topics included in this volume
are: -Prognostic biomarkers in prostate cancer -Chemoresistance in cancer cells
-GPCRS in systems and synthetic biology -Mechanisms of action of ribavirin in different
diseases -Carbon nanotubes and drug targets -The role of phosphatase I inhibitors in
Minkowski spaces -Phosphodiesterase targeting for treating respiratory diseases

This second edition book explores breakthrough technologies in the field of drug
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target identification and validation. The volume emphasizes particularly
revolutionary technologies, such as CRISPR-related screening, “big data,” and
in silico approaches, as well as in vivo applications of CRISPR and best uses of
animal models in drug development. Written for the highly successful Methods in
Molecular Biology series, chapters include introductions to their respective topics,
lists of the necessary materials and reagents, step-by-step, readily reproducible
laboratory protocols, and tips on troubleshooting and avoiding known pitfalls.
Fully updated and authoritative, Target Identification and Validation in Drug
Discovery: Methods and Protocols, Second Edition is an ideal guide for molecular
and cellular biologists, pharmacologists, pathologists, bioinformaticians, clinical
researchers, or investigators, as well as experts in other fields that need a quick
overview of these state-of-the-art technologies.
This book highlights the genomic findings, observations, and analysis of
DNA/RNA sequences and protein structure of the dreadful virus of this decadeCOVID-19. The Corona group of viruses though known species, the strain that
caused the Pandemic of 2019 is a completely new strain, belonging to the same
corona family with a novel genetic make-up. This makes it a new pathogen which
is causing the current outbreak leaving the global scientific community clueless of
any therapeutic breakthrough. NCOV enjoys life threatening pathogenicity with
mysterious genetic annotations. This book details and offers insights into its viral
genetic arrangement, Virulence factors, probable mutations leading to the
evolution of this new strain and more. It contains chapters on Virus evolutionary
status and Genetic makeup leading to its pathogenicity which can be a new
insight in understanding the nature of this clever microorganism and can pave
way to the development of new drugs and Vaccines or a novel diagnostic
approach for the early prognosis of the disease. A dedicated chapter on
annotation of NCOV-19 virulence genes, translation of the genes to protein
product, annotation of the antigenic sites on these proteins is also included. In all,
this brief is a complete genomic annotation insight of NCOV-19 using AI, Data
analytics and Bioinformatics analysis. In the current situation, this book is an
extensive preliminary resource for Medical practitioners, Researchers,
Academicians, Scientists, Biochemists, Bioinformaticians and other professionals
interested in understanding the genetics of Novel Coronavirus 19, the best
possible drug targets, ideal vaccine candidates and novel prognostic and
diagnostic biomarkers.
Drug discovery is an expensive, time-consuming process and the modern drug
discovery community is constantly challenged not only with discovering novel
bioactive agents to combat resistance from known diseases and fight against
new ones, but to do so in a way that is economically effective. Advances in both
experimental and theoretical/computational methods envisage that the greatest
challenges in drug discovery can be most successfully addressed by using a
multi-scale approach, drawing on the specialties of a whole host of different
disciplines. Multi-Scale Approaches to Drug Discovery furnishes chemists with
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the detail they need to identify drug leads with the highest potential before
isolating and synthesizing them to produce effective drugs with greater swiftness
than classical methods may allow. This significantly speeds up the search for
more efficient therapeutic agents. After an introduction to multi-scale approaches
outlining the need for and benefits of their use, the book goes on to explore a
range of useful techniques and research areas, and their potential applications to
this process. Profiling drug binding by thermodynamics, machine learning for
predicting enzyme sub-classes, and multitasking models for computer-aided
design and virtual compound screening are discussed, before the book goes on
to review Alkaloid Menispermaceae leads, natural chemotherapeutic agents and
methods for speeding up the design and virtual screening of therapeutic
peptides. Flavonoids as multi-target compounds are then explored, before the
book concludes with a review of Quasi-SMILES as a novel tool. Collecting
together reviews and original research contributions written by leading experts in
the field, Multi-Scale Approaches to Drug Discovery highlights cutting-edge
approaches and practical examples of their implementation for those involved in
the drug discovery process at many different levels. Using the combined
knowledge of medicinal, computational, pharmaceutical and bio- chemists, it
aims to support growth in the multi-scale approach to promote greater success in
the development of new drugs. Offers practical guidance on ways to implement
multiscale approaches for increased efficiency in drug discovery Draws on the
experience of a highly skilled team of authors under the editorial guidance of one
of the field's leading experts Includes cutting-edge techniques at the forefront of
medicinal chemistry and drug discovery optimization
This book series brings updated reviews to readers interested in advances in the
development of anti-infective drug design and discovery. The scope of the book
series covers a range of topics including rational drug design and drug discovery,
medicinal chemistry, in-silico drug design, combinatorial chemistry, highthroughput screening, drug targets, recent important patents, and structureactivity relationships. Frontiers in Anti-Infective Drug Discovery is a valuable
resource for pharmaceutical scientists and post-graduate students seeking
updated and critically important information for developing clinical trials and
devising research plans in this field. The eighth volume of this series features 8
chapters that cover methods for antimicrobial drug discovery (with 2 chapters that
focus on genomics) as well as updates on drug development against
Helicobacter pylori and emerging coronaviruses, among other interesting topics: Eradication of Helicobacter pylori Infection with Non-Bismuth Quadruple
Concomitant Therapy - Drug Discovery Strategies Against Emerging
Coronaviruses: A Global Threat - Opportunities Offered By Fragment-Based
Drug Design in Antibiotic Development - Phage therapy as a Tool for Control of
Foodborne Diseases: Advantages and Limitations - Subtractive Genomics
Approaches: Towards Anti-Bacterial Drug Discovery - Recent Advances in the
Discovery of Antimicrobials through Metagenomics - Phyto-Nano-Antimicrobials:
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Synthesis, Characterization, Discovery, and Advances - Aptamers as Antiinfective Agents.
Frontiers in Anti-Cancer Drug Discovery is an Ebook series devoted to publishing
the latest and the most important advances in Anti-Cancer drug design and
discovery. Eminent scientists write contributions on all areas of rational drug
design and drug discovery, including medicinal chemistry, in-silico drug design,
combinatorial chemistry, high-throughput screening, drug targets, recent
important patents, and structure-activity relationships. The Ebook series should
prove to be of interest to all pharmaceutical scientists involved in research in AntiCancer drug design and discovery. Each volume is devoted to the major
advances in Anti-Cancer drug design and discovery. The Ebook series is
essential reading for all scientists involved in drug design and discovery who wish
to keep abreast of rapid and important developments in the field.
Frontiers in Anti-Cancer Drug Discovery is an Ebook series devoted to publishing
the latest and the most important advances in Anti-Cancer drug design and
discovery. Eminent scientists write contributions on all areas of rational drug
design and drug discovery including medicinal chemistry, in-silico drug design,
combinatorial chemistry, high-throughput screening, drug targets, recent
important patents, and structure-activity relationships. The Ebook series should
prove to be of interest to all pharmaceutical scientists involved in research in AntiCancer drug design and discovery. Each volume is devoted to the major
advances in Anti-Cancer drug design and discovery. The Ebook series is
essential reading to all scientists involved in drug design and discovery who wish
to keep abreast of rapid and important developments in the field.
Frontiers in Anti-Cancer Drug Discovery is a book series devoted to publishing
the latest and the most important advances in anti-cancer drug design and
discovery. Eminent scientists write contributions on all areas of rational drug
design and drug discovery including medicinal chemistry, in-silico drug design,
combinatorial chemistry, high-throughput screening, drug targets, recent
important patents, and structure-activity relationships. The book series should
prove to be of interest to all pharmaceutical scientists involved in research in anticancer drug design and discovery. Each volume is devoted to the major
advances in anti-cancer drug design and discovery. The book series is essential
reading to all scientists involved in drug design and discovery who wish to keep
abreast of rapid and important developments in the field. The eighth volume of
the series features chapters covering the following topics: - T cells in
gastrointestinal cancers - The pharmacology of adjudin - a male contraceptive
with anti-cancer properties - Manipulating the tumor microenvironment Treatment of hepatocellular carcinoma - Gold-based compounds as potential anticancer drug candidates - Oral nanostructure drug delivery for anti-cancer
treatment
A collection of readily reproducible bioinformatic methods to advance the drug discovery
process from gene identification to protein modeling to the identification of specific drug
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candidates. The authors demonstrate these techniques, including microarray analysis, the
analysis of genes as potential drug targets, virtual screening and in silico protein design, and
cheminformatics, in a variety of practical situations. Because these technologies are still
emergent, each chapter contains an extended introduction that explains the theory and
application of the technology and techniques described.
Frontiers in Drug Design and Discovery is a book series devoted to publishing the latest and
the most important advances in drug design and discovery. Eminent scientists have
contributed chapters focused on all areas of rational drug design and drug discovery including
medicinal chemistry, in-silico drug design, combinatorial chemistry, high-throughput screening,
drug targets, and structure-activity relationships. This book series should prove to be of interest
to all pharmaceutical scientists who are involved in research in drug design and discovery and
who wish to keep abreast of rapid and important developments in the field. The tenth volume of
this series brings together reviews covering topics related to the treatment of neoplasms,
systems biology, respiratory diseases among others. Topics included in this volume are: Recombinant Protein Production: from Bench to Biopharming - Plant Virus Nanoparticles and
Virus like Particles (VLPs): Applications in Medicine - MAO Inhibitory Activity Of 4, 5-Dihydro-1
HPyrazole Derivatives: A Platform To Design Novel Antidepressants - Flavonoids Antagonize
Effects of Alcohol in Cultured Hippocampal Neurons: A Drug Discovery Study - Hybrid Smart
Materials for Topical Drug Delivery: Application of Scaffolds.
Infectious diseases caused by viruses, parasites, bacteria, and fungi are the number one
cause of death worldwide. Although new technologies have improved diagnosis of infectious
diseases, the efficacy of all known current anti-infective agents is threatened by the spread of
drug-resistant forms of the pathogens. Hence, there remains an urgent need to develop antiinfective agents that target drug-resistant pathogens. In Silico Models for Drug Discovery
presents a comprehensive look at the role in silico models play in understanding infectious
diseases and in developing novel therapeutics to treat them. Written by leading experts in the
field, chapters cover topics such as techniques to derive novel antimicrobial targets, methods
of interpreting polypharmacology-based drug target networks, and molecular dynamics
techniques used to compute binding energies of drugs to their target proteins, to name a few.
Written in the successful Methods in Molecular BiologyTM series or in review article format,
chapters include introductions to their respective topics, lists of the necessary materials and
reagents, step-by-step, readily reproducible protocols, and notes on troubleshooting and
avoiding known pitfalls. Authoritative and easily accessible, In Silico Models for Drug Discovery
seeks to serve both professionals and novices involved in the study and treatment of infectious
diseases.
This volume focuses on how to increase the efficiency of drug discovery and development. It is
written by experienced discovery scientists from diverse disciplines, including chemistry, drug
metabolism, and development sciences. The volume details in silico, in vitro, and in vivo tools
for prediction, measurement, and application of compound properties to select and improve
potential drug candidates.
Understanding and quantifying the effects of membrane transporters within the human body is
essential for modulating drug safety and drug efficacy. In this first volume on Drug
Transporters, the current knowledge and techniques in the transporter sciences and their
relations to drug metabolism and pharmacokinetics are comprehensively reviewed. The
second volume of the book is specifically dedicated to emerging science and technologies,
highlighting potential areas for future advances within the drug transporter field. The topics
covered in both volumes ensure that all relevant aspects of transporters are described across
the drug development process, from in silico models and preclinical tools through to the
potential impact of transporters in the clinic. Contributions are included from expert leaders in
the field, at-the-bench industrial scientists, renowned academics and international regulators.
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Case studies and emerging developments are highlighted, together with the merits and
limitations of the available methods and tools, and extensive references to reviews on specific
in-depth topics are also included for those wishing to pursue their knowledge further. As such,
this text serves as an essential handbook of information for postgraduate students, academics,
industrial scientists and regulators who wish to understand the role of transporters in
absorption, distribution, metabolism, and excretion processes. In addition, it is also a useful
reference tool on the models and calculations necessary to predict their effect on human
pharmacokinetics and pharmacodynamics.
This detailed volume examines computer-aided drug discovery (CADD), a crucial component
of modern drug discovery programs that is widely utilized to identity and optimize bioactive
compounds for the development of new drugs. With a focus on the methods that are commonly
used in the early stage of drug discovery, chapters explore computer simulation, structure
prediction, conformational sampling, binding site mapping, docking and scoring, in silico
screening, and fragment-based drug design. In addition to the state-of-the-art theoretical
concept, this book also includes step-by-step, readily reproducible computational protocols as
well as examples of various CADD strategies. The limitations and potential pitfalls of different
computational methods are discussed by experts, and tips and advice for their applications are
suggested. Practical and thorough, Computer-Aided Drug Discovery serves as an ideal
addition to the Methods in Pharmacology and Toxicology series, guiding researchers toward
their lab's goals with this exciting and versatile technology.
In Silico Drug Discovery and Design: Theory, Methods, Challenges, and Applications provides
a comprehensive, unified, and in-depth overview of the current methodological strategies in
computer-aided drug discovery and design. Its main aims are to introduce the theoretical
framework and algorithms, discuss the range of validity, strengths and limitations of each
methodology, and present applications to real world problems in the drug discovery arena.
Special emphasis has been given to the emerging and most pressing methodological
challenges in in silico drug discovery and design. The book assumes a basic knowledge of
physical principles and molecular modeling. Particular attention has been paid to outline the
underlying physico-chemical foundation of the methods described, thus providing the
necessary background to avoid a -black-box- approach. In each self-contained chapter, this is
presented together with the latest developments and applications, and the challenges that lie
ahead. Assembling a unique team of experts to weigh in on the most important issues
influencing modern computational drug discovery and design, this book constitutes both a
desktop reference to academic and industrial researchers in the field, and a textbook for
students in the area of molecular modeling and drug discovery. Comprised of 18 chapters and
divided into three parts, this book: Provides a comprehensive, unified, and in-depth overview of
the current methodological strategies in computer-aided drug discovery and design Outlines
the underlying physico-chemical foundation of the methods described Presents several
applications of computational methods to real world problems in the drug design field Helps to
avoid a -black-box- approach to in silico drug discovery Constitutes an actual textbook for
students in the area of molecular modeling and drug discovery Gives the reader the adequate
background to face the current challenges of the field In Silico Drug Discovery and Design:
Theory, Methods, Challenges, and Applications describes the theoretical framework, methods,
practical applications and case examples relevant to computer-aided drug lead discovery and
design. This text will surely aid in understanding the underlying physical foundation of
computational tools and their range of application, thus facilitating the interpretation of
simulation results.
This book provides up-to-date information on bioinformatics tools for the discovery and
development of new drug molecules. It discusses a range of computational applications,
including three-dimensional modeling of protein structures, protein-ligand docking, and
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molecular dynamics simulation of protein-ligand complexes for identifying desirable drug
candidates. It also explores computational approaches for identifying potential drug targets and
for pharmacophore modeling. Moreover, it presents structure- and ligand-based drug design
tools to optimize known drugs and guide the design of new molecules. The book also
describes methods for identifying small-molecule binding pockets in proteins, and summarizes
the databases used to explore the essential properties of drugs, drug-like small molecules and
their targets. In addition, the book highlights various tools to predict the absorption, distribution,
metabolism, excretion (ADME) and toxicity (T) of potential drug candidates. Lastly, it reviews in
silico tools that can facilitate vaccine design and discusses their limitations.
In Silico Drug Design: Repurposing Techniques and Methodologies explores the application of
computational tools that can be utilized for this approach. The book covers theoretical
background and methodologies of chem-bioinformatic techniques and network modeling and
discusses the various applied strategies to systematically retrieve, integrate and analyze
datasets from diverse sources. Other topics include in silico drug design methods,
computational workflows for drug repurposing, and network-based in silico screening for drug
efficacy. With contributions from experts in the field and the inclusion of practical case studies,
this book gives scientists, researchers and R&D professionals in the pharmaceutical industry
valuable insights into drug design. Discusses the theoretical background and methodologies of
useful techniques of cheminformatics and bioinformatics that can be applied for drug
repurposing Offers case studies relating to the in silico modeling of FDA-approved drugs for
the discovery of antifungal, anticancer, antiplatelet agents, and for drug therapies against
diseases Covers tools and databases that can be utilized to facilitate in silico methods for drug
repurposing
This handbook provides the first-ever inside view of today's integrated approach to rational
drug design. Chemoinformatics experts from large pharmaceutical companies, as well as from
chemoinformatics service providers and from academia demonstrate what can be achieved
today by harnessing the power of computational methods for the drug discovery process. With
the user rather than the developer of chemoinformatics software in mind, this book describes
the successful application of computational tools to real-life problems and presents solution
strategies to commonly encountered problems. It shows how almost every step of the drug
discovery pipeline can be optimized and accelerated by using chemoinformatics tools -- from
the management of compound databases to targeted combinatorial synthesis, virtual screening
and efficient hit-to-lead transition. An invaluable resource for drug developers and medicinal
chemists in academia and industry.
This new volume focuses on clinical biochemistry fundamentals, cell culture techniques, and
drug discovery and development concepts. It deals with three different fields of clinical
research: cell culture, clinical biochemistry, and drug discovery and development. The book
introduces cell animal and bacterial culture techniques and their potential uses as well as cell
culture techniques. The biochemistry aspect of the book covers the principles of clinical
biochemistry and biochemical analysis, biochemical aids to clinical diagnosis, measurement,
and quality control. The book also presents important concepts in cell membrane receptor
signal transduction pathways as drug targets. The drug development focus of the book
discusses the fundamentals of human disease and drug discovery. Various in silico, in vitro,
and in vivo approaches for drug discovery are examined, along with a discussion on drug
delivery carriers and clinical trials. Overall, the volume provides an overview of the journey
from clinical fundamentals to clinical output.
The sixteen chapters of this book summarize the current status and recent developments in
computer-aided drug-design methodology. The book is organized into four sections, with the
first dedicated to current methods for identifying potential hits for target proteins and predicting
the binding affinity between protein and ligands
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Frontiers in Anti-Cancer Drug Discovery is a book series devoted to publishing the latest
advances in anti-cancer drug design and discovery. In each volume, eminent scientists
contribute reviews relevant to all areas of rational drug design and drug discovery including
medicinal chemistry, in-silico drug design, combinatorial chemistry, high-throughput screening,
drug targets, recent important patents, and structure-activity relationships. The book series
should prove to be of interest to all pharmaceutical scientists involved in research in anticancer drug design and discovery. The book series is essential reading to all scientists
involved in drug design and discovery who wish to keep abreast of rapid and important
developments in the field. This volume of the series focuses on reviews of treatments derived
from natural sources (cannabinoid-based medicines and turmeric), immunotherapy,
biomarkers for glioblastoma and some new drug targets for anti-cancer treatment. The reviews
included in this volume are: - Cannabinoid-Based Anticancer Strategies: - The Beneficial
Effects of Turmeric and Its Active Constituent in Cancer Treatment - Immunotherapy
Approaches Focusing on Cancer Stem Cells - Immunotherapy for the Treatment of
Hepatocellular Carcinoma - Role of Biomarkers in Developing Therapies for Glioblastoma
Multiforme - Poly (ADP-ribose) Polymerases as New Drug Targets in Cancer Treatment.
Frontiers in Cardiovascular Drug Discovery is an eBook series devoted to publishing the latest
and the most important advances in Cardiovascular drug design and discovery. Eminent
scientists write contributions on all areas of rational drug design and drug discovery including
medicinal chemistry, in-silico drug design, combinatorial chemistry, high-throughput screening,
drug targets, recent important patents, and structure-activity relationships. The eBook series
should prove to be of interest to all pharmaceutical scientists involved in research in
cardiovascular drug design and discovery. Each volume is devoted to the major advances in
cardiovascular drug design and discovery. The eBook series is essential reading to all
scientists involved in drug design and discovery who wish to keep abreast of rapid and
important developments in the field.
This essential volume explores a variety of tools and protocols of structure-based (homology
modeling, molecular docking, molecular dynamics, protein-protein interaction network) and
ligand-based (pharmacophore mapping, quantitative structure-activity relationships or QSARs)
drug design for ranking and prioritization of candidate molecules in search of effective
treatment strategy against coronaviruses. Beginning with an introductory section that
discusses coronavirus interactions with humanity and COVID-19 in particular, the book then
continues with sections on tools and methodologies, literature reports and case studies, as well
as online tools and databases that can be used for computational anti-coronavirus drug
research. Written for the Methods in Pharmacology and Toxicology series, chapters include the
kind of practical detail and implementation advice that ensures high quality results in the lab.
Comprehensive and timely, In Silico Modeling of Drugs Against Coronaviruses: Computational
Tools and Protocols is an ideal reference for researchers working on the development of novel
anti-coronavirus drugs for SARS-CoV-2 and for coronaviruses that will likely appear in the
future.
Serving as a practical handbook about ADMET for drug therapy, this book presents effective
technologies, methods, applications, data interpretation, and decision-making tactics for
pharmaceutical and preclinical scientists. Chapters cover case studies and in vivo, in vitro, and
computational tools for drug discovery and development, with new translational approaches to
clinical drug investigations in various human populations. Illustrates ADME properties, from
bedside to bench and bench to bedside, for the design of safe and effective medicine in human
populations Provides examples that demonstrate the integration of in vitro, in vivo, and in silico
data to address human PKPD and TKTD and help determine the proper therapeutic dosage
Presents successful tools for evaluating drugs and covers current translational ADMET with
regulatory guidelines Offers a hands-on manual for researchers and scientists to design and
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execute in vitro, in silico, preclinical, and clinical studies Includes discussion of IND / NDA filing
and drug labeling to support drug registration and approval
Computer-aided drug design and in silico screening have contributed to the discovery of
several compounds that have either reached the market or entered clinical trials. In silico Lead
Discovery is a compilation of the efforts of several experts on bioinf
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