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An Introduction To Computational Chemistry
Essentials of Computational Chemistry provides a balanced introduction to this dynamic subject. Suitable for both experimentalists and
theorists, a wide range of samples and applications are included drawn from all key areas. The book carefully leads the reader thorough the
necessary equations providing information explanations and reasoning where necessary and firmly placing each equation in context.
The aim of this highly original book is to survey a number of chemical compounds that some chemists, theoretical and experimental, find
fascinating. This is the first book to feature compounds/classes of compounds of theoretical interest that have been studied theoretically but
have defied synthesis. It is hoped that this collection of idiosyncratic molecules will appeal to chemists who find the study of chemical oddities
interesting and, on occasion, even rewarding.
Computational Chemistry Using the PC, Third Edition takes the reader from a basic mathematical foundation to beginning research-level
calculations, avoiding expensive or elaborate software in favor of PC applications. Geared towards an advanced undergraduate or
introductory graduate course, this Third Edition has revised and expanded coverage of molecular mechanics, molecular orbital theory,
molecular quantum chemistry, and semi-empirical and ab initio molecular orbital approaches. With significant changes made to adjust for
improved technology and increased computer literacy, Computational Chemistry Using the PC, Third Edition gives its readers the tools they
need to translate theoretical principles into real computational problems, then proceed to a computed solution. Students of computational
chemistry, as well as professionals interested in updating their skills in this fast-moving field, will find this book to be an invaluable resource.
Density Functional Theory (DFT) is currently receiving a great deal of attention as chemists come to realize its important role as a tool for
chemistry. This book covers the theoretical principles of DFT, and details its application to several contemporary problems. All current
techniques are covered, many are critically assessed, and some proposals for the future are reviewed. The book demonstrates that DFT is a
practical solution to the problems standard ab initio methods have with chemical accuracy. The book is aimed at both the theoretical chemist
and the experimentalist who want to relate their experiments to the governing theory. It will prove a useful and enduring reference work.
A practical, easily accessible guide for bench-top chemists, thisbook focuses on accurately applying computational chemistrytechniques to
everyday chemistry problems. Provides nonmathematical explanations of advanced topics incomputational chemistry. Focuses on when and
how to apply different computationaltechniques. Addresses computational chemistry connections to biochemicalsystems and polymers.
Provides a prioritized list of methods for attacking difficultcomputational chemistry problems, and compares advantages anddisadvantages of
various approximation techniques. Describes how the choice of methods of software affectsrequirements for computer memory and
processing time.
Computational chemistry has become extremely important in the last decade, being widely used in academic and industrial research. Yet
there have been few books designed to teach the subject to nonspecialists. Computational Chemistry: Introduction to the Theory and
Applications of Molecular and Quantum Mechanics is an invaluable tool for teaching and researchers alike. The book provides an overview of
the field, explains the basic underlying theory at a meaningful level that is not beyond beginners, and it gives numerous comparisons of
different methods with one another and with experiment. The following concepts are illustrated and their possibilities and limitations are given:
- potential energy surfaces; - simple and extended Hückel methods; - ab initio, AM1 and related semiempirical methods; - density functional
theory (DFT). Topics are placed in a historical context, adding interest to them and removing much of their apparently arbitrary aspect. The
large number of references, to all significant topics mentioned, should make this book useful not only to undergraduates but also to graduate
students and academic and industrial researchers.
Providing an accessible introduction to a range of modern computational techniques, this book is perfect for anyone with only a limited
knowledge of physics. It leads readers through a series of examples, problems, and practical-based tasks covering the basics to more
complex ideas and techniques. The focus is placed on the dynamic area of modern physics, helping readers understand the power and uses
of computational physics. * Leads the reader from a basic introduction to more sophisticated techniques * Provides the skill-building exercises
necessary to tackle more complex problems * Applies essential techniques to a wide range of key problems
Frontiers in Computational Chemistry presents contemporary research on molecular modeling techniques used in drug discovery and the
drug development process: computer aided molecular design, drug discovery and development, lead generation, lead optimization, database
management, computer and molecular graphics, and the development of new computational methods or efficient algorithms for the simulation
of chemical phenomena including analyses of biological activity. The fifth volume of this series features these six chapters: - Recent
Advances and Role of Computational Chemistry in Drug Designing and Development on Viral Diseases - Molecular Modeling Applied to
Design of Cysteine Protease Inhibitors – A Powerful Tool for the Identification of Hit Compounds Against Neglected Tropical Diseases Application of Systems Biology Methods in Understanding the Molecular Mechanism of Signalling Pathways in the Eukaryotic System Implementation of the Molecular Electrostatic Potential over GPUs: Large Systems as Main Target - Molecular Electron Density Theory: A
New Theoretical Outlook on Organic Chemistry - Frontier Molecular Orbital Approach to the Cycloaddition Reactions

Introduction to Computational Chemistry 3rd Edition provides a comprehensive account of the fundamental principles
underlying different computational methods. Fully revised and updated throughout to reflect important method
developments and improvements since publication of the previous edition, this timely update includes the following
significant revisions and new topics: Polarizable force fields Tight-binding DFT More extensive DFT functionals, excited
states and time dependent molecular properties Accelerated Molecular Dynamics methods Tensor decomposition
methods Cluster analysis Reduced scaling and reduced prefactor methods Additional information is available at:
www.wiley.com/go/jensen/computationalchemistry3
This handbook is a guide to current methods of computational chemistry, explaining their limitations and advantages and
providing examples of their applications. The first part outlines methods, the balance of volumes present numerous
important applications.
This corrected second edition contains new material which includes solvent effects, the treatment of singlet diradicals,
and the fundamentals of computaional chemistry. "Computational Chemistry: Introduction to the Theory and Applications
of Molecular and Quantum Mechanics" is an invaluable tool for teaching and researchers alike. The book provides an
overview of the field, explains the basic underlying theory at a meaningful level that is not beyond beginners, and it gives
numerous comparisons of different methods with one another and with experiment. The following concepts are illustrated
and their possibilities and limitations are given: - potential energy surfaces; - simple and extended Hueckel methods; - ab
initio, AM1 and related semiempirical methods; - density functional theory (DFT). Topics are placed in a historical context,
adding interest to them and removing much of their apparently arbitrary aspect. The large number of references, to all
significant topics mentioned, should make this book useful not only to undergraduates but also to graduate students and
academic and industrial researchers.
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Green chemistry already draws on many techniques and approaches developed by theoretical chemists, whilst
simultaneously revealing a whole range of interesting new challenges for theoretical chemists to explore. Highlighting
how work at the intersection of these fields has already produced beneficial results, Green Chemistry and Computational
Chemistry: Shared Lessons in Sustainability is a practical, informative guide to combining green and theoretical
chemistry principles and approaches in the development of more sustainable practices. Beginning with an introduction to
both theoretical chemistry and green chemistry, the book goes on to explore current approaches being taken by
theoretical chemists to address green and sustainable chemistry issues, before moving on to highlight ways in which
green chemists are employing the knowledge and techniques of theoretical chemistry to help in developing greener
processes. The future possibilities for theoretical chemistry in addressing sustainability issues are discussed, before a
selection of case studies provides good insight into how these interactions and approaches have been successfully used
in practice. Highlights the benefits of green and theoretical chemistry groups working together to tackle sustainability
issues across both academia and industry Supports readers in easily selecting the most appropriate path through the
book for their own needs Presents a range of examples examining the practical implications and outcomes of
interdisciplinary approaches
Computational Phytochemistry explores how recent advances in computational techniques and methods have been
embraced by phytochemical researchers to enhance many of their operations, thus refocusing and expanding the
possibilities of phytochemical studies. By applying computational aids and mathematical models to extraction, isolation,
structure determination and bioactivity testing, researchers can extract highly detailed information about phytochemicals
and optimize working approaches. This book aims to support and encourage researchers currently working with, or
looking to incorporate, computational methods into their phytochemical work. Topics in this book include computational
methods for predicting medicinal properties, optimizing extraction, isolating plant secondary metabolites and building
dereplicated phytochemical libraries. The role of high-throughput screening, spectral data for structural prediction, plant
metabolomics and biosynthesis are all reviewed, before the application of computational aids for assessing bioactivities
and virtual screening are discussed. Illustrated with detailed figures and supported by practical examples, this book is an
indispensable guide for all those involved with the identification, extraction and application of active agents from natural
products. Includes step-by-step protocols for various computational and mathematical approaches applied to
phytochemical research Features clearly illustrated chapters contributed by highly reputed researchers Covers all key
areas in phytochemical research, including virtual screening and metabolomics
The present status of Density Functional Theory (DFT), which has evolved as the main technique for the study of matter
at the atomistic level, is described in this volume. Knowing the behavior of atoms and molecules provides a sure avenue
for the design of new materials with specific features and properties in many areas of science and technology. A
technique based on purely first principles allowing large savings in time and money greatly benefits the specialist or
designer of new materials. The range of areas where DFT is applied has expanded and continues to do so. Any area
where a molecular system is the center of attention can be studied using DFT.The scope of the 22 chapters in this book
amply testifies to this.
Computational and Data-Driven Chemistry Using Artificial Intelligence: Volume 1: Fundamentals, Methods and
Applications highlights fundamental knowledge and current developments in the field, giving readers insight into how
these tools can be harnessed to enhance their own work. Offering the ability to process large or complex data-sets,
compare molecular characteristics and behaviors, and help researchers design or identify new structures, Artificial
Intelligence (AI) holds huge potential to revolutionize the future of chemistry. Volume 1 explores the fundamental
knowledge and current methods being used to apply AI across a whole host of chemistry applications. Drawing on the
knowledge of its expert team of global contributors, the book offers fascinating insight into this rapidly developing field
and serves as a great resource for all those interested in exploring the opportunities afforded by the intersection of
chemistry and AI in their own work. Part 1 provides foundational information on AI in chemistry, with an introduction to the
field and guidance on database usage and statistical analysis to help support newcomers to the field. Part 2 then goes on
to discuss approaches currently used to address problems in broad areas such as computational and theoretical
chemistry; materials, synthetic and medicinal chemistry; crystallography, analytical chemistry, and spectroscopy. Finally,
potential future trends in the field are discussed. Provides an accessible introduction to the current state and future
possibilities for AI in chemistry Explores how computational chemistry methods and approaches can both enhance and
be enhanced by AI Highlights the interdisciplinary and broad applicability of AI tools across a wide range of chemistry
fields
This book covers the essentials of Computational Science and gives tools and techniques to solve materials science
problems using molecular dynamics (MD) and first-principles methods. The new edition expands upon the density
functional theory (DFT) and how the original DFT has advanced to a more accurate level by GGA+U and hybridfunctional methods. It offers 14 new worked examples in the LAMMPS, Quantum Espresso, VASP and MedeA-VASP
programs, including computation of stress-strain behavior of Si-CNT composite, mean-squared displacement (MSD) of
ZrO2-Y2O3, band structure and phonon spectra of silicon, and Mo-S battery system. It discusses methods once
considered too expensive but that are now cost-effective. New examples also include various post-processed results
using VESTA, VMD, VTST, and MedeA.
Computational Quantum Chemistry removes much of the mystery of modern computer programs for molecular orbital calculations by showing
how to develop Excel spreadsheets to perform model calculations and investigate the properties of basis sets. Using the book together with
the CD-ROM provides a unique interactive learning tool. In addition, because of the integration of theory with working examples on the CDROM, the reader can apply advanced features available in the spreadsheet to other applications in chemistry, physics, and a variety of
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disciplines that require the solution of differential equations. This book and CD-ROM makes a valuable companion for instructors, course
designers, and students. It is suitable for direct applications in practical courses in theoretical chemistry and atomic physics, as well as for
teaching advanced features of Excel in IT courses.
Computational Quantum Chemistry, Second Edition, is an extremely useful tool for teaching and research alike. It stipulates information in an
accessible manner for scientific investigators, researchers and entrepreneurs. The book supplies an overview of the field and explains the
fundamental underlying principles. It also gives the knowledge of numerous comparisons of different methods. The book consists of a wider
range of applications in each chapter. It also provides a number of references which will be useful for academic and industrial researchers. It
includes a large number of worked-out examples and unsolved problems for enhancing the computational skill of the users. Features
Includes comprehensive coverage of most essential basic concepts Achieves greater clarity with improved planning of topics and is readerfriendly Deals with the mathematical techniques which will help readers to more efficient problem solving Explains a structured approach for
mathematical derivations A reference book for academicians and scientific investigators Ram Yatan Prasad, PhD, DSc (India), DSc (hc)
Colombo, is a Professor of Chemistry and former Vice Chancellor of S.K.M University, Jharkhand, India. Pranita, PhD, DSc (hc) Sri Lanka,
FICS, is an Assistant Professor of Chemistry at Vinoba Bhave University, India.
This is the first book to present both classical and quantum-chemical approaches to computational methods, incorporating the many new
developments in this field from the last few years. Written especially for "non"-theoretical readers in a readily comprehensible and
implemental style, it includes numerous practical examples of varying degrees of difficulty. Similarly, the use of mathematical equations is
reduced to a minimum, focusing only on those important for experimentalists. Backed by many extensive tables containing detailed data for
direct use in the calculations, this is the ideal companion for all those wishing to improve their work in solid state research.
Ab initio quantum chemistry has emerged as an important tool in chemical research and is appliced to a wide variety of problems in chemistry
and molecular physics. Recent developments of computational methods have enabled previously intractable chemical problems to be solved
using rigorous quantum-mechanical methods. This is the first comprehensive, up-to-date and technical work to cover all the important
aspects of modern molecular electronic-structure theory. Topics covered in the book include: * Second quantization with spin adaptation *
Gaussian basis sets and molecular-integral evaluation * Hartree-Fock theory * Configuration-interaction and multi-configurational selfconsistent theory * Coupled-cluster theory for ground and excited states * Perturbation theory for single- and multi-configurational states *
Linear-scaling techniques and the fast multipole method * Explicity correlated wave functions * Basis-set convergence and extrapolation *
Calibration and benchmarking of computational methods, with applications to moelcular equilibrium structure, atomization energies and
reaction enthalpies. Molecular Electronic-Structure Theory makes extensive use of numerical examples, designed to illustrate the strengths
and weaknesses of each method treated. In addition, statements about the usefulness and deficiencies of the various methods are supported
by actual examples, not just model calculations. Problems and exercises are provided at the end of each chapter, complete with hints and
solutions. This book is a must for researchers in the field of quantum chemistry as well as for nonspecialists who wish to acquire a thorough
understanding of ab initio molecular electronic-structure theory and its applications to problems in chemistry and physics. It is also highly
recommended for the teaching of graduates and advanced undergraduates.
This comprehensive text provides upper-level undergraduates and graduate students with an accessible introduction to the implementation of
quantum ideas in molecular modeling, exploring practical applications alongside theoretical explanations. Topics include the Hartree-Fock
method; matrix SCF equations; implementation of the closed-shell case; introduction to molecular integrals; and much more. 1998 edition.
Annual Reports in Computational Chemistry is a new periodical providing timely and critical reviews of important topics in computational
chemistry as applied to all chemical disciplines. Topics covered include quantum chemistry, molecular mechanics, force fields, chemical
education, and applications in academic and industrial settings. Each volume is organized into (thematic) sections with contributions written
by experts. Focusing on the most recent literature and advances in the field, each article covers a specific topic of importance to
computational chemists. Annual Reports in Computational Chemistry is a 'must' for researchers and students wishing to stay up-to-date on
current developments in computational chemistry. * Broad coverage of computational chemistry and up-to-date information * The topics
covered include quantum chemistry, molecular mechanics, force fields, chemical education, and applications in academic and industrial
settings * Each chapter reviews the most recent literature on a specific topic of interest to computational chemists
Introduction to Computational ChemistryJohn Wiley & Sons
Molecular processes in nature affect human health, the availability of resources and the Earth’s climate. Molecular modelling is a powerful
and versatile toolbox that complements experimental data and provides insights where direct observation is not currently possible. Molecular
Modeling of Geochemical Reactions: An Introduction applies computational chemistry to geochemical problems. Chapters focus on
geochemical applications in aqueous, petroleum, organic, environmental, bio- and isotope geochemistry, covering the fundamental theory,
practical guidance on applying techniques, and extensive literature reviews in numerous geochemical sub-disciplines. Topics covered
include: • Theory and Methods of Computational Chemistry • Force Field Application and Development • Computational Spectroscopy •
Thermodynamics • Structure Determination • Geochemical Kinetics This book will be of interest to graduate students and researchers
looking to understand geochemical processes on a molecular level. Novice practitioners of molecular modelling, experienced computational
chemists, and experimentalists seeking to understand this field will all find information and knowledge of use in their research.
This graduate-level text explains the modern in-depth approaches to the calculation of electronic structure and the properties of molecules.
Largely self-contained, it features more than 150 exercises. 1989 edition.
This book addresses the construction and application of the major types of basis sets for computational chemistry calculations. In addition to
a general introduction, it includes mathematical basics and a discussion of errors arising from incomplete or inappropriate basis sets. The
different chapters introduce local orbitals and orbital localization as well as Slater-type orbitals and review basis sets for special applications,
such as those for correlated methods, solid-state calculations, heavy atoms and time-dependent adaptable Gaussian bases for quantum
dynamics simulations. This detailed review of the purpose of basis sets, their design, applications, possible problems and available solutions
provides graduate students and beginning researchers with information not easily obtained from the available textbooks and offers valuable
supporting material for any quantum chemistry or computational chemistry course at the graduate and/or undergraduate level. This book is
also useful as a guide for researchers who are new to computational chemistry but are willing to extend their research tools by applying such
methods.
Computational chemistry is a means of applying theoretical ideas using computers and a set of techniques for investigating chemical
problems within which common questions vary from molecular geometry to the physical properties of substances. Theory and Applications of
Computational Chemistry: The First Forty Years is a collection of articles on the emergence of computational chemistry. It shows the
enormous breadth of theoretical and computational chemistry today and establishes how theory and computation have become increasingly
linked as methodologies and technologies have advanced. Written by the pioneers in the field, the book presents historical perspectives and
insights into the subject, and addresses new and current methods, as well as problems and applications in theoretical and computational
chemistry. Easy to read and packed with personal insights, technical and classical information, this book provides the perfect introduction for
graduate students beginning research in this area. It also provides very readable and useful reviews for theoretical chemists. * Written by wellknown leading experts * Combines history, personal accounts, and theory to explain much of the field of theoretical and compuational
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chemistry * Is the perfect introduction to the field
The renowned Oxford Chemistry Primers series, which provides focused introductions to a range of important topics in chemistry, has been
refreshed and updated to suit the needs of today's students, lecturers, and postgraduate researchers. The rigorous, yet accessible, treatment
of each subject area is ideal for those wanting a primer in a given topic to prepare them for more advanced study orresearch.Computational
Chemistry provides a user-friendly introduction to this powerful way of characterizing and modelling chemical systems. This primer provides
the perfect introduction to the subject, leading the reader through thebasic principles before showing a variety of ways in which computational
chemistry is applied in practice to study real molecules, all illustrated by frequent examples.
Frontiers in Computational Chemistry presents contemporary research on molecular modeling techniques used in drug discovery and the
drug development process: computer aided molecular design, drug discovery and development, lead generation, lead optimization, database
management, computer and molecular graphics, and the development of new computational methods or efficient algorithms for the simulation
of chemical phenomena including analyses of biological activity. The third volume of this series features four chapters covering in silico
approaches to computer aided drug design, modeling of platinum and adjuvant anti-cancer drugs, allostery in proteins and studies on the
theory of chemical space in electron systems.
Introduction to Computational Chemistry, Second Edition provides a comprehensive account of the fundamental principles underlying
different methods, ranging from classical to the sophisticated. Although comprehensive in its coverage, this textbook focuses on calculating
molecular structures and (relative) energies and less on molecular properties or dynamical aspects. No prior knowledge of concepts specific
to computational chemistry are assumed, but the reader will need some understanding of introductory quantum mechanics, linear algebra,
and vector, differential and integral calculus.
This comprehensive text offers a solid introduction to the biochemical principles and skills required for any researcher applying computational
tools to practical problems in biochemistry. Each chapter includes an introduction to the topic, a review of the biological concepts involved, a
discussion of the programming and applications used, key references, and problem sets and answers. Providing detailed coverage of
biochemical structures, enzyme reactions, metabolic simulation, genomic and proteomic analyses, and molecular modeling, this is the perfect
resource for students and researchers in biochemistry, bioinformatics, bioengineering and computational science.
Computational Quantum Chemistry presents computational electronic structure theory as practised in terms of ab initio waveform methods
and density functional approaches. Getting a full grasp of the field can often prove difficult, since essential topics fall outside of the scope of
conventional chemistry education. This professional reference book provides a comprehensive introduction to the field. Postgraduate
students and experienced researchers alike will appreciate Joseph McDouall's engaging writing style. The book is divided into five chapters,
each providing a major aspect of the field. Electronic structure methods, the computation of molecular properties, methods for analysing the
output from computations and the importance of relativistic effects on molecular properties are also discussed. Links to the websites of widely
used software packages are provided so that the reader can gain first hand experience of using the techniques described in the book. Dr
McDouall has more than 25 years experience in theoretical chemistry; as a reader at the University of Manchester his research interests
include the application of quantum chemical methods to the elucidation of chemical problems and the development and implementation of
electronic structure methods that permit the accurate prediction of chemical structures and molecular properties.

Introduction to Computational Chemistry Second Edition provides a comprehensive account of the fundamental principles
underlying different methods, ranging from classical to the sophisticated. Although comprehensive in its coverage, this
textbook focuses on calculating molecular structures and (relative) energies and less on molecular properties or
dynamical aspects. No prior knowledge of concepts specific to computational chemistry are assumed, but the reader will
need some understanding of introductory quantum mechanics, linear algebra, and vector, differential and integral
calculus.
Computational methods are rapidly becoming major tools of theoretical, pharmaceutical, materials, and biological
chemists. Accordingly, the mathematical models and numerical analysis that underlie these methods have an
increasingly important and direct role to play in the progress of many areas of chemistry. This book explores the research
interface between computational chemistry and the mathematical sciences. In language that is aimed at non-specialists,
it documents some prominent examples of past successful cross-fertilizations between the fields and explores the
mathematical research opportunities in a broad cross-section of chemical research frontiers. It also discusses cultural
differences between the two fields and makes recommendations for overcoming those differences and generally
promoting this interdisciplinary work.
The Second Edition demonstrates how computational chemistry continues to shed new light on organic chemistry The
Second Edition of author Steven Bachrach’s highly acclaimed Computational Organic Chemistry reflects the tremendous
advances in computational methods since the publication of the First Edition, explaining how these advances have
shaped our current understanding of organic chemistry. Readers familiar with the First Edition will discover new and
revised material in all chapters, including new case studies and examples. There’s also a new chapter dedicated to
computational enzymology that demonstrates how principles of quantum mechanics applied to organic reactions can be
extended to biological systems. Computational Organic Chemistry covers a broad range of problems and challenges in
organic chemistry where computational chemistry has played a significant role in developing new theories or where it has
provided additional evidence to support experimentally derived insights. Readers do not have to be experts in quantum
mechanics. The first chapter of the book introduces all of the major theoretical concepts and definitions of quantum
mechanics followed by a chapter dedicated to computed spectral properties and structure identification. Next, the book
covers: Fundamentals of organic chemistry Pericyclic reactions Diradicals and carbenes Organic reactions of anions
Solution-phase organic chemistry Organic reaction dynamics The final chapter offers new computational approaches to
understand enzymes. The book features interviews with preeminent computational chemists, underscoring the role of
collaboration in developing new science. Three of these interviews are new to this edition. Readers interested in
exploring individual topics in greater depth should turn to the book’s ancillary website www.comporgchem.com, which
offers updates and supporting information. Plus, every cited article that is available in electronic form is listed with a link
to the article.
The gap between introductory level textbooks and highly specialized monographs is filled by this modern textbook. It
provides in one comprehensive volume the in-depth theoretical background for molecular modeling and detailed
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descriptions of the applications in chemistry and related fields like drug design, molecular sciences, biomedical, polymer
and materials engineering. Special chapters on basic mathematics and the use of respective software tools are included.
Numerous numerical examples, exercises and explanatory illustrations as well as a web site with application tools
(http://www.amrita.edu/cen/ccmm) support the students and lecturers.
This book will revolutionize the way physical chemistry is taught by bridging the gap between the traditional "solve a
bunch of equations for a very simple model" approach and the computational methods that are used to solve research
problems. While some recent textbooks include exercises using pre-packaged Hartree-Fock/DFT calculations, this is
largely limited to giving students a proverbial black box. The DIY (do-it-yourself) approach taken in this book helps
student gain understanding by building their own simulations from scratch. The reader of this book should come away
with the ability to apply and adapt these techniques in computational chemistry to his or her own research problems, and
have an enhanced ability to critically evaluate other computational results. This book is mainly intended to be used in
conjunction with an existing physical chemistry text, but it is also well suited as a stand-alone text for upper level
undergraduate or intro graduate computational chemistry courses.
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