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Introduction to Quantum Chemistry by AK Chandra: A Comprehensive Overview

introduction to quantum chemistry by ak chandra serves as a foundational resource for
students and enthusiasts eager to delve into the fascinating world where chemistry meets quantum
mechanics. This text stands out not only for its clear explanations but also for its ability to bridge
complex theoretical concepts with practical chemical applications. For anyone intrigued by how the
microscopic world of atoms and molecules obeys the strange yet precise laws of quantum physics,
AK Chandra’s work offers an accessible yet thorough introduction.

Understanding the Essence of Quantum Chemistry

Quantum chemistry is a discipline that applies the principles of quantum mechanics to chemical
systems. It helps in explaining and predicting the behavior of atoms and molecules, which classical
chemistry alone cannot fully describe. The book "Introduction to Quantum Chemistry by AK
Chandra" begins by laying the groundwork—introducing the quantum postulates, wave-particle
duality, and the Schrodinger equation—concepts that are crucial for grasping how atoms bond and
interact.

The Importance of Quantum Mechanics in Chemistry

Traditional chemistry describes reactions and molecular structures based on observed phenomena,
but it does not explain why electrons behave the way they do. Quantum chemistry fills this gap by
providing a mathematical framework to understand electron configurations, energy levels, and
molecular orbitals. AK Chandra skillfully unpacks these ideas, making the subject approachable
through detailed derivations and real-world examples.

Key Topics Covered in AK Chandra’s Introduction to
Quantum Chemistry

The text meticulously covers a broad range of topics, each contributing to a deeper understanding of
molecular behavior from a quantum perspective. Some of the pivotal areas explored include:

Wave Mechanics and the Schrodinger Equation

One of the book’s core strengths is its clear explanation of the Schrodinger equation—the
cornerstone of quantum mechanics. AK Chandra explains how this equation is used to determine the
wavefunction of particles, which in turn provides probabilities of finding electrons in specific regions



around the nucleus. This section equips readers with a solid understanding of how quantum states
are described mathematically.

Quantum Numbers and Atomic Orbitals

The introduction to quantum chemistry by AK Chandra elaborates on quantum numbers, which
define the unique quantum state of an electron. Understanding these numbers helps in visualizing
atomic orbitals and their shapes, which is essential for predicting chemical bonding and molecular
geometry.

Approximate Methods: Variational and Perturbation Theory

Since exact solutions to the Schrodinger equation exist only for the simplest systems, AK Chandra
introduces approximation techniques like the variational method and perturbation theory. These
methods are crucial for studying more complex atoms and molecules, enabling chemists to calculate
energies and properties with reasonable accuracy.

Molecular Orbital Theory

Delving into the behavior of electrons in molecules, the book explains molecular orbital theory,
which describes electrons as delocalized over the entire molecule rather than localized between
atoms. This perspective is key to understanding chemical bonding, reactivity, and spectra. AK
Chandra’s presentation clarifies how atomic orbitals combine to form bonding and antibonding
molecular orbitals.

Why AK Chandra’s Approach Resonates with Learners

Many students and educators praise the introduction to quantum chemistry by AK Chandra because
of its balanced combination of theory and application. The text does not merely present abstract
equations; it contextualizes them with chemical phenomena and experimental evidence, making the
content relatable and easier to grasp.

Clear Explanations and Logical Progression

From fundamental principles to advanced topics, the book follows a logical sequence that builds
understanding step-by-step. Readers appreciate how complex ideas are broken down into
manageable sections without oversimplification, ensuring conceptual clarity.



Worked Examples and Practice Problems

One of the standout features is the inclusion of worked-out problems and exercises that reinforce
learning. These examples offer practical insights into how quantum chemistry principles are applied,
helping readers solidify their knowledge and develop problem-solving skills.

Integration of Mathematical Rigor and Chemical Intuition

While quantum chemistry inherently involves mathematical complexity, AK Chandra strikes a fine
balance by weaving in chemical intuition. This approach helps readers not only perform calculations
but also interpret their physical and chemical significance.

Applications of Quantum Chemistry Highlighted in the
Book

The introduction to quantum chemistry by AK Chandra doesn’t stop at theories; it extends into real-
world applications that showcase the power of quantum mechanics in chemistry.

Predicting Molecular Spectra

Quantum chemistry explains the origin of spectral lines observed in atomic and molecular
spectroscopy. AK Chandra elucidates how energy transitions between quantum states correspond to
absorption or emission of light, which is fundamental in analytical chemistry.

Understanding Chemical Bonding and Molecular Structure

The book demonstrates how quantum chemistry predicts bond lengths, bond angles, and molecular
geometries—information vital for designing new materials and understanding biological molecules.

Computational Chemistry Foundations

Though the book is primarily theoretical, it lays the groundwork for computational methods widely
used in modern chemistry. By understanding the principles discussed by AK Chandra, readers gain
insight into how quantum calculations are performed using computers to model complex chemical
systems.



Tips for Making the Most of AK Chandra’s Text

For students embarking on their quantum chemistry journey with this book, here are some helpful
suggestions to maximize learning:

e Build a strong mathematical foundation: Familiarity with calculus, linear algebra, and
differential equations enhances comprehension of quantum mechanics concepts.

¢ Focus on conceptual understanding: Instead of just memorizing formulas, aim to grasp the
physical significance behind them.

¢ Work through examples thoroughly: Don't skip the solved problems; they provide valuable
insights into applying theory.

¢ Supplement with visual aids: Diagrams of atomic orbitals and molecular structures can help
visualize abstract concepts.

e Engage with additional resources: Combining this book with online lectures or simulation
software can deepen understanding.

The Role of Quantum Chemistry in Modern Science

By studying the introduction to quantum chemistry by AK Chandra, readers appreciate how quantum
theory revolutionized the way we perceive chemical phenomena. From explaining the stability of
matter to predicting reaction mechanisms, quantum chemistry acts as a bridge connecting physics
and chemistry. Its principles underpin innovations in pharmaceuticals, materials science, and
nanotechnology, making the knowledge gained from AK Chandra’s book not just academically
enriching but practically valuable.

Exploring this introduction opens the door to countless possibilities—whether it’s understanding the
colors in fireworks, the behavior of enzymes, or the design of quantum computers. The clarity and
depth offered by AK Chandra’s work encourage learners to embrace the complexity of the quantum
world with confidence and curiosity.

Frequently Asked Questions

What is the main focus of 'Introduction to Quantum
Chemistry' by A.K. Chandra?

The book primarily focuses on explaining the fundamental principles and applications of quantum
mechanics to chemistry, providing a thorough introduction to quantum chemistry concepts.



Who is the target audience for A.K. Chandra's 'Introduction to
Quantum Chemistry'?

The book is aimed at undergraduate and postgraduate students of chemistry and related fields, as
well as researchers seeking a comprehensive understanding of quantum chemistry basics.

Does the book cover the mathematical foundations of
quantum chemistry?

Yes, A.K. Chandra's book includes detailed explanations of the mathematical tools and methods used
in quantum chemistry, such as wave functions, operators, and the Schrodinger equation.

Are there solved examples and problems in 'Introduction to
Quantum Chemistry' by A.K. Chandra?

Yes, the book contains numerous solved examples and exercises that help readers grasp complex
quantum chemistry concepts and apply them practically.

How does the book address the application of quantum
mechanics to molecular systems?

The book discusses the application of quantum mechanics to atoms and molecules, including
electronic structure, molecular orbitals, and spectroscopy, illustrating how quantum principles
explain chemical behavior.

Is prior knowledge of advanced physics necessary to
understand this book?

While some familiarity with basic physics and chemistry is helpful, the book is written to be
accessible to students with a fundamental science background, gradually building up quantum
chemistry concepts.

What editions of 'Introduction to Quantum Chemistry' by A.K.
Chandra are available?

Several editions of the book have been published, with updated content and improved explanations;
readers should look for the latest edition for the most current information.

How does A.K. Chandra's approach in this book compare to
other quantum chemistry textbooks?

A.K. Chandra's book is known for its clear, concise explanations and practical approach, making
complex topics more understandable compared to some other more mathematically intensive
quantum chemistry texts.



Additional Resources

Introduction to Quantum Chemistry by AK Chandra: A Professional Review

introduction to quantum chemistry by ak chandra stands as a foundational text in the realm of
physical chemistry, bridging the intricate theories of quantum mechanics with chemical phenomena.
Since its inception, this work has been pivotal for students and professionals seeking a rigorous yet
accessible understanding of quantum chemistry. AK Chandra, a respected name in chemical
literature, artfully presents complex concepts with clarity, making this book a frequently cited
resource in academic and research circles.

In-depth Analysis of "Introduction to Quantum
Chemistry" by AK Chandra

The book’s approach to quantum chemistry is methodical and comprehensive, covering both
theoretical frameworks and practical applications. What distinguishes this text is its balance
between mathematical rigor and conceptual explanations, which caters to a diverse audience
ranging from undergraduate students to researchers venturing into molecular quantum mechanics.

AK Chandra begins with a detailed introduction to the principles of quantum mechanics—wave
functions, operators, the Schrodinger equation—before delving into their specific application in
chemistry. This structured progression helps readers build foundational knowledge before tackling
more complex topics such as electronic structure and molecular bonding theories.

One notable feature of "Introduction to Quantum Chemistry by AK Chandra" is its inclusion of

problem sets and illustrative examples, which reinforce theoretical concepts through practical
engagement. This pedagogical style supports active learning and critical thinking, essential for
mastering the nuances of quantum chemistry.

Key Features and Content Overview

The book’s content is organized to facilitate both learning and reference:

¢ Basic Quantum Mechanics: The text starts with an exploration of fundamental quantum
theories, including wave-particle duality, uncertainty principles, and postulates of quantum
mechanics.

* Mathematical Foundations: It provides a detailed explanation of linear algebra tools like
matrices and eigenvalues, crucial for understanding quantum operators and states.

e Atomic Structure: The book examines hydrogen and multi-electron atoms using quantum
mechanical models, which is essential for understanding chemical properties and spectra.

¢ Molecular Quantum Mechanics: AK Chandra introduces molecular orbital theory, valence
bond theory, and approximations like the Born-Oppenheimer approach.



e Applications: Practical examples include the study of chemical bonding, spectroscopy, and
reaction dynamics, demonstrating the real-world relevance of quantum chemistry.

Comparative Perspective

When compared to other textbooks in the field, such as Ira N. Levine’s "Quantum Chemistry" or
Donald A. McQuarrie’s "Quantum Chemistry," AK Chandra’s work stands out due to its uniquely
clear exposition and emphasis on foundational understanding. While Levine often leans toward
advanced mathematical detail and McQuarrie incorporates computational methods extensively,
Chandra maintains a middle ground that appeals to those new to the subject without oversimplifying
critical concepts.

This accessibility does not come at the expense of depth. For instance, the treatment of the
Schrodinger equation and approximation methods is thorough, providing readers with the tools to

solve complex chemical problems. This balanced approach makes the book a valuable starting point
and a reliable reference throughout one’s academic journey.

Relevance to Contemporary Quantum Chemistry Education

In today’s educational landscape, where quantum chemistry is increasingly integrated with
computational techniques and interdisciplinary studies, "Introduction to Quantum Chemistry by AK
Chandra" remains relevant. Its clear explanations of fundamental theories underpin modern
advances in molecular modeling, drug design, and materials science.

Furthermore, the book’s focus on conceptual clarity aids students in understanding the principles

behind software packages used in computational chemistry. By grasping the theory first, learners
can better interpret computational results and develop critical analytical skills.

Pros and Cons of the Text

No academic text is without its limitations, and recognizing these helps potential readers make
informed choices.
e Pros:
o Clear and systematic presentation of quantum chemistry fundamentals.
o Inclusion of practical examples and problem sets promotes active learning.
o Balances theoretical rigor with accessibility for a broad audience.

o Comprehensive coverage of both atomic and molecular quantum mechanics.



e Cons:
o Lacks extensive coverage of recent computational methods and software applications.

o Some sections may feel dense for absolute beginners without a strong background in
mathematics.

o Limited visual aids and diagrams compared to more modern textbooks.

Target Audience and Educational Use

"Introduction to Quantum Chemistry by AK Chandra" is best suited for undergraduate and early
graduate students in chemistry, physics, and related fields who require a solid grounding in
quantum chemical principles. The text is also beneficial for educators constructing curricula that
emphasize fundamental understanding over computational applications.

For professionals and researchers, the book serves as a reliable refresher on the core theories that
underpin advanced quantum chemical methods. However, those seeking extensive computational
chemistry training might complement this text with more specialized literature focusing on
numerical techniques and software.

Impact and Legacy

Since its publication, AK Chandra’s textbook has been widely adopted in universities across India
and internationally, reflecting its global acceptance. The book’s influence extends beyond traditional
chemistry departments, impacting interdisciplinary research areas where quantum mechanics plays
a crucial role.

Moreover, it has contributed to the standardization of quantum chemistry education by establishing
a clear, coherent framework for the subject. This has facilitated smoother transitions for students
advancing from classical chemistry to the quantum realm, an essential step in modern scientific
training.

The enduring popularity of "Introduction to Quantum Chemistry by AK Chandra" can be attributed to
its timeless content and pedagogical strength. While the field of quantum chemistry continues to
evolve rapidly, this book remains a steadfast resource for those building their knowledge from the
ground up.

As the scientific community progressively embraces computational methods and machine learning
within quantum chemistry, foundational texts like AK Chandra’s serve as the indispensable
groundwork—ensuring that learners appreciate the theory behind the tools they employ.



In summary, "Introduction to Quantum Chemistry by AK Chandra" offers a well-rounded, accessible,
and authoritative entry point into a complex but fascinating field, harmonizing theoretical depth with
educational clarity.
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introduction to quantum chemistry by ak chandra: Principles and Applications of Quantum
Chemistry V.P. Gupta, 2015-10-15 Principles and Applications of Quantum Chemistry offers clear
and simple coverage based on the author's extensive teaching at advanced universities around the
globe. Where needed, derivations are detailed in an easy-to-follow manner so that you will
understand the physical and mathematical aspects of quantum chemistry and molecular electronic
structure. Building on this foundation, this book then explores applications, using illustrative
examples to demonstrate the use of quantum chemical tools in research problems. Each chapter also
uses innovative problems and bibliographic references to guide you, and throughout the book
chapters cover important advances in the field including: Density functional theory (DFT) and
time-dependent DFT (TD-DFT), characterization of chemical reactions, prediction of molecular
geometry, molecular electrostatic potential, and quantum theory of atoms in molecules. - Simplified
mathematical content and derivations for reader understanding - Useful overview of advances in the
field such as Density Functional Theory (DFT) and Time-Dependent DFT (TD-DFT) - Accessible level
for students and researchers interested in the use of quantum chemistry tools

introduction to quantum chemistry by ak chandra: Textbook of Physical Chemistry H. K.
MOUDGIL, 2010-07 This comprehensive textbook covers the principal areas of physical chemistry,
such as thermodynamics, quantum chemistry, molecular spectroscopy, chemical kinetics,
electrochemistry and nanotechnology. In a methodical and accessible style, the book discusses
classical, irreversible and statistical thermodynamics and statistical mechanics, and describes
macroscopic chemical systems, steady states and thermodynamics at a molecular level. It elaborates
the underlying principles of quantum mechanics, molecular spectroscopy, X-ray crystallography and
solid state chemistry along with their applications. The book explains various instrumentation
techniques such as potentiometry, polarography, voltametry, conductometry and coulometry. It also
describes kinetics, rate laws and chemical processes at the electrodes. In addition, the text deals
with chemistry of corrosion and nanomaterials. This book is primarily designed for the
undergraduate and postgraduate students of chemistry (B.Sc. and M.Sc.) for courses in physical
chemistry. Key Features: Gives a thorough treatment to ensure a solid grasp of the material.
Presents a large number of figures and diagrams that help amplify key concepts. Contains several
worked-out examples for better understanding of the subject matter. Provides numerous chapter-end
exercises to foster conceptual understanding.
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Lewars, 2007-05-08 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 Huckel
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.

introduction to quantum chemistry by ak chandra: Quantum Chemistry, 2/e Awode,
Mahendra R., For B.Sc., M.Sc., B.E. and B.Tech and other Competitve Examinations. Includes 112
solved problems also.

introduction to quantum chemistry by ak chandra: Reviews in Computational
Chemistry, Volume 14 Kenny B. Lipkowitz, Donald B. Boyd, 2009-09-22 THIS VOLUME, WHICH IS
DESIGNED FOR STAND-ALONE USE IN TEACHING AND RESEARCH, FOCUSES ON QUANTUM
CHEMISTRY, AN AREA OF SCIENCE THAT MANY CONSIDER TO BE THE CENTRAL CORE OF
COMPUTATIONAL CHEMISTRY. TUTORIALS AND REVIEWS COVER * HOW TO OBTAIN SIMPLE
CHEMICAL INSIGHT AND CONCEPTS FROM DENSITY FUNCTIONAL THEORY CALCULATIONS, *
HOW TO MODEL PHOTOCHEMICAL REACTIONS AND EXCITED STATES, AND * HOW TO
COMPUTE ENTHALPIES OF FORMATION OF MOLECULES. * A FOURTH CHAPTER TRACES
CANADIAN RESEARCH IN THE EVOLUTION OF COMPUTATIONAL CHEMISTRY. * ALSO
INCLUDED WITH THIS VOLUME IS A SPECIAL TRIBUTE TO QCPE. FROM REVIEWS OF THE
SERIES Reviews in Computational Chemistry proves itself an invaluable resource to the
computational chemist. This series has a place in every computational chemist's library.-JOURNAL
OF THE AMERICAN CHEMICAL SOCIETY

introduction to quantum chemistry by ak chandra: QUANTUM MECHANICS IN PHYSICS
AND CHEMISTRY WITH APPLICATIONS TO BIOLOGY RABI MAJUMDAR, 2014-12-03 This book
provides a comprehensive treatment of the principles and applications of quantum mechanics with
equal emphasis on concept building and problem solving. The book follows an integrated approach
to expose the students to applications of quantum mechanics in both physics and chemistry streams.
A chapter is devoted to biological applications as well, to evince the interest of the students pursuing
courses in Biotechnology and Bioinformatics. Such unique organization of the book makes it suitable
for both Quantum Mechanics and Quantum Chemistry courses, where the common areas like
molecular structure and spectroscopy are emphasized. The book, in its second edition, continues to
serve as an ideal textbook for the first-year postgraduate students of both physics and chemistry as
well as for senior undergraduate students pursuing honours courses in these disciplines. It has been
thoroughly revised and enlarged with the introduction of a new chapter on “Quantum Statistics and
Planck's Law of Black-Body Radiation”, some important sections in various chapters and more
worked-out examples. The book helps students learn difficult concepts of quantum mechanics with
simpler mathematics and intuitive language, but without sacrificing rigour. It has informal classroom
type approach suitable for self-learning. Key Features ¢ Gives about 200 worked-out examples and
chapter-end problems with hints and answers related to different areas of modern science including
biology. ¢ Highlights important technological developments based on Quantum Mechanics, such as
electron microscope, scanning tunnelling microscope, lasers, Raman spectroscopy and Nuclear
Magnetic Resonance (NMR). ¢ Provides adequate number of illustrations. ¢ Includes detailed
mathematical derivations separately in Appendices for a more rigorous approach.

introduction to quantum chemistry by ak chandra: Introduction To Time-dependent



Quantum Mechanics With Python Atanu Bhattacharya, Elliot R Bernstein, 2023-10-18 Computational
spectroscopy and computational quantum chemical dynamics is a vast field in physical chemistry.
Significant part of this field is developed based on the concepts of time-dependent quantum
mechanics and its numerical implementations.This book gives an introduction to the
Time-Dependent Quantum Chemistry for use with any introductory college/university course in
optics, spectroscopy, kinetics, dynamics, or experimental physical chemistry or chemical physics of
the kind usually taken by undergraduate and graduate students in physical chemistry. In this book,
different concepts of time-dependent quantum mechanics are systematically presented by first
giving emphasis on the contrasting viewpoint of classical and quantum mechanical motion of a
particle, then by demonstrating the ways to find classical flavour in quantum dynamics, thereafter by
formally defining the wavepacket which represents a quantum particle and finally by demonstrating
numerical methods to explore the wavepacket dynamics in one dimension. Along with the analytical
theory, accompanying Python chapters in this book take readers to a hands-on tour with Python
programming by first giving them a quick introduction to the Python programming, then by
introducing the position-space grid representation of the wavefunction, thereafter, by making them
familiarized with the Fourier transform to represent the discretized wavefunction in momentum
space, subsequently by showing the Python-based methodologies to express Hamiltonian operator in
matrix form and finally by demonstrating the entire Python program which solves the wavepacket
dynamics in one dimension under influence of time-independent Hamiltonian following split-operator
approach.Rigorous class-testing of the presented lecture notes at the Indian Institute of Science,
GITAM University and at NPTEL platform reveals that physical chemistry students, after thoroughly
going through all chapters, not only develop an in-depth understanding of the wavepacket dynamics
and its numerical implementations, but also start successfully writing their own Python code for
solving any one dimensional wavepacket dynamics problem.

introduction to quantum chemistry by ak chandra: Advances in Physical Chemistry ,

introduction to quantum chemistry by ak chandra: Advances in Quantum Chemistry,
1985-03-29 Advances in Quantum Chemistry

introduction to quantum chemistry by ak chandra: Current Science , 1985

introduction to quantum chemistry by ak chandra: The Application of Quantum Mechanics
in Reactivity of Molecules Sérgio F. Sousa, 2021-03-19 Over recent decades, the increase in
computational resources, coupled with the popularity of competitive quantum mechanics
alternatives (particularly DFT), has promoted the widespread penetration of quantum mechanics
calculations into a variety of fields targeting the reactivity of molecules. This book presents a
selection of original research papers and review articles illustrating diverse applications of quantum
mechanics in the study of problems involving molecules and their reactivity.

introduction to quantum chemistry by ak chandra: Journal of Scientific & Industrial
Research , 1976

introduction to quantum chemistry by ak chandra: Chemical Reactivity Savas Kaya,
Laszlo von Szentpaly, Goncagul Serdaroglu, Lei Guo, 2023-05-15 The growth of technology for
chemical assessment has led to great developments in the investigation of chemical reactivity in
recent years, but key information is often dispersed across many different research fields. Exploring
both traditional and advanced methods, Chemical Reactivity, Volume 2: Approaches and
Applications present the latest approaches and strategies for the computational assessment of
chemical reactivity.Following an insightful introduction, the book begins with an overview of
conformer searching techniques before progressing to explore numerous different techniques and
methods, including confined environments, quantum similarity descriptors, volume-based
thermodynamics and polarizability. A unified approach to the rules of aromaticity is followed by
methods for assessing interaction energies and the role of electron density for varied different
analyses. Algorithms for confirmer searching, partitioning and a whole range of quantum chemical
methods are also discussed.Consolidating the knowledge of a global team of experts in the field,
Chemical Reactivity, Volume 2: Approaches and Applications is a useful resource for both students



and researchers interested in applying and refining their use of the latest approaches for assessing
chemical reactivity in their own work. - Compiles a broad range of contemporary methods and
approaches for reactivity and structure prediction - Highlights the application of chemical reactivity
strategies for the investigation of such areas as aromaticity, halogen bonds, and electronic materials
- Includes discussion of computational tools for exploring molecular spaces from different angles,
including interaction energies, quantum similarity, and electron density

introduction to quantum chemistry by ak chandra: Applications of Density Functional
Theory to Chemical Reactivity Mihai V. Putz, D. Michael P. Mingos, 2013-01-18 The series
Structure and Bonding publishes critical reviews on topics of research concerned with chemical
structure and bonding. The scope of the series spans the entire Periodic Table and addresses
structure and bonding issues associated with all of the elements. It also focuses attention on new
and developing areas of modern structural and theoretical chemistry such as nanostructures,
molecular electronics, designed molecular solids, surfaces, metal clusters and supramolecular
structures. Physical and spectroscopic techniques used to determine, examine and model structures
fall within the purview of Structure and Bonding to the extent that the focus is on the scientific
results obtained and not on specialist information concerning the techniques themselves. Issues
associated with the development of bonding models and generalizations that illuminate the reactivity
pathways and rates of chemical processes are also relevant. The individual volumes in the series are
thematic. The goal of each volume is to give the reader, whether at a university or in industry, a
comprehensive overview of an area where new insights are emerging that are of interest to a larger
scientific audience. Thus each review within the volume critically surveys one aspect of that topic
and places it within the context of the volume as a whole. The most significant developments of the
last 5 to 10 years should be presented using selected examples to illustrate the principles discussed.
A description of the physical basis of the experimental techniques that have been used to provide the
primary data may also be appropriate, if it has not been covered in detail elsewhere. The coverage
need not be exhaustive in data, but should rather be conceptual, concentrating on the new principles
being developed that will allow the reader, who is not a specialist in the area covered, to understand
the data presented. Discussion of possible future research directions in the area is welcomed.
Review articles for the individual volumes are invited by the volume editors. Readership: research
scientists at universities or in industry, graduate students Special offer For all customers who have a
standing order to the print version of Structure and Bonding, we offer free access to the electronic
volumes of the Series published in the current year via SpringerLink.

introduction to quantum chemistry by ak chandra: Problems in Quantum Chemistry
Poul Jgrgensen, Jens Oddershede, 1983

introduction to quantum chemistry by ak chandra: Perspectives in Electronic Structure
Theory Roman F. Nalewajski, 2012-03-26 The understanding in science implies insights from
several different points of view. Alternative modern outlooks on electronic structure of atoms and
molecules, all rooted in quantum mechanics, are presented in a single text. Together these
complementary perspectives provide a deeper understanding of the localization of electrons and
bonds, the origins of chemical interaction and reactivity behavior, the interaction between the
geometric and electronic structure of molecules, etc. In the opening two parts the basic principles
and techniques of the contemporary computational and conceptual quantum chemistry are
presented, within both the wave-function and electron-density theories. This background material is
followed by a discussion of chemical concepts, including stages of the bond-formation processes,
chemical valence and bond-multiplicity indices, the hardness/softness descriptors of molecules and
reactants, and general chemical reactivity/stability principles. The insights from Information Theory,
the basic elements of which are briefly introduced, including the entropic origins and Orbital
Communication Theory of the chemical bond, are the subject of Part IV. The importance of the
non-additive (interference) information tools in exploring patterns of chemical bonds and their
covalent and ionic components will be emphasized.

introduction to quantum chemistry by ak chandra: Journal of the Indian Institute of Science



Indian Institute of Science, Bangalore, 1983
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