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Thisis acomprehensive overview of state-of-the-art computational methods based on orbital-free
formulation of density functional theory completed by the most recent developments concerning the exact
properties, approximations, and interpretations of the relevant quantities in density functiona theory.

The book is a compilation of contributions stemming from a series of workshops which had been taking
place since 2002. It not only chronicles many of the latest developments but also summarises some of the
more significant ones. The chapters are mainly reviews of sub-domains but also include original research.

Contents:

- Part 1. Density Functional for the Kinetic Energy and Its Applicationsin Orbital-Free DFT
Simulations:
= From the Hohenberg-K ohn Theory to the Kohn-Sham Equations (Y A Wang & P Xiang)
= Accurate Computation of the Non-Interacting Kinetic Energy from Electron Densities (F A Bulat & W
Yang)
s The Single-Particle Kinetic Energy of Many-Fermion Systems: Transcending the Thomas-Fermi plus
Von Weizsacker Method (G G N Angilella & N H March)
= An Orbital Free ab initio Method: Applicationsto Liquid Metals and Clusters (A Aguado, D J Gonzalez,
L E Gonzalez, J M Lépez, SNUfiez& M J Sott)
o Electronic Structure Calculations at Macroscopic Scales Using Orbital-Free DFT (B G Radhakrishnan
& V Gavini)
- Properties of Hot and Dense Matter by Orbital-Free Molecular Dynamics (F Lambert, J Clérouin, J-F
Dandl, L Kazandjian & SMazevet)
= Shell-Correction and Orbital-Free Density-Functional Methods for Finite Systems (C Yannouleas & U
Landman)
o Finite Element Approximations in Orbital-Free Density Functional Theory (H Chen & A Zhou)
- Part 2: The Functional for the Non-Additive Kinetic Energy and I ts Applicationsin Numerical
Simulations:
o Non-Additive Kinetic Energy and Potential in Analytically Solvable Systems and Their Approximated
Counterparts (T A Wesolowski & A Savin)
o Towards the Description of Covalent Bonds in Subsystem Density-Functional Theory (Ch R Jacob & L
Visscher)
o Orbital-Free Embedding Calculations of Electronic Spectra (J Neugebauer)
» On the Principal Difference Between the Exact and Approximate Frozen-Density Embedding Theory
(O V Gritsenko)
- Part 3: Kinetic Energy Functional and I nformation Theory:
= Analytic Approach and Monte Carlo Sampling for Electron Correlations (L M Ghiringhelli & L Delle
Ste)
» Kinetic Energy and Fisher Information (A Nagy)
= Quantum Fluctuations, Dequantization, Information Theory and Kinetic-Energy Functionals (I P



Hamilton, RA Mosna & L Delle Ste)
- Part 4. Appendix:
« Semilocal Approximations for the Kinetic Energy (F Tran & T A Wesol owski)

Reader ship: Graduate students, academics and researchersin computational chemistry. Atomic & molecular
physicists, theoretical physicists, theoretical chemists, physical chemists and chemical physicists.
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From reader reviews:
CoraMorrdl:

Information is provisions for those to get better life, information currently can get by anyone from
everywhere. The information can be a expertise or any news even a huge concern. What people must be
consider while those information which isinside the former life are challenging be find than now's taking
seriously which one is suitable to believe or which one the resource are convinced. If you find the unstable
resource then you buy it as your main information we will see huge disadvantage for you. All those
possibilities will not happen within you if you take Recent Progress in Orbital-free Density Functional
Theory: 6 (Recent Advances in Computational Chemistry) as the daily resource information.

Cheryl Cooley:

This book untitled Recent Progressin Orbital-free Density Functional Theory: 6 (Recent Advancesin
Computational Chemistry) to be one of several books that best seller in this year, that's because when you
read this book you can get alot of benefit into it. Y ou will easily to buy this particular book in the book shop
or you can order it through online. The publisher on this book sells the e-book too. It makes you quickly to
read this book, as you can read this book in your Smart phone. So there is no reason for you to past this
reserve from your list.

Cathie Moss:

The book untitled Recent Progress in Orbital-free Density Functional Theory: 6 (Recent Advancesin
Computational Chemistry) is the reserve that recommended to you to learn. Y ou can see the quality of the
reserve content that will be shown to anyone. The language that publisher use to explained their way of
doing something is easily to understand. The writer was did alot of exploration when write the book, hence
the information that they share to you is absolutely accurate. Y ou also can get the e-book of Recent Progress
in Orbital-free Density Functional Theory: 6 (Recent Advances in Computational Chemistry) from the
publisher to make you much more enjoy free time.

LisaYang:

In thistime globalization it is important to someone to obtain information. The information will make
professionals understand the condition of the world. The fitness of the world makes the information much
easier to share. You can find alot of sourcesto get information example: internet, classifieds, book, and
soon. You can view that now, alot of publisher this print many kinds of book. Typically the book that
recommended to your account is Recent Progress in Orbital-free Density Functional Theory: 6 (Recent
Advances in Computational Chemistry) this publication consist alot of the information of the condition of
thisworld now. This specific book was represented how do the world has grown up. The language styles that
writer use to explainiit is easy to understand. Often the writer made some study when he makes this book.
That's why this book appropriate al of you.
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