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Databases; 1.3 Progress in Multivariate Data Analysis; 1.4 Scope of this
Book; References; 2 3D QSAR: The Integration of QSAR with Molecular
Modeling; 2.1 Chemometrics and Molecular Modeling; 2.1.1
Introduction; 2.1.2 QSAR Methodology using Molecular Modeling and
Chemometrics; 2.1.2.1 Search for the Geometric Pharmacophore;
2.1.2.2 Quantitative Correlation between Molecular Properties and
Activity; 2.1.2.3 Computer Programs; 2.1.3 lllustrative Examples

2.1.3.1 Amnesia-Reversal Compounds2.1.3.2 Non-Peptide Angiotensin
Il Receptor Antagonists; 2.1.3.3 HMG-CoA Reductase Inhibitors; 2.1.3.4
Antagonists at the 5-HT3 Receptor; 2.1.3.5 Polychlorinated Dibenzo-
p-dioxins; 2.1.4 Conclusions; References; 2.2 3D QSAR Methods; 2.2.1
Introduction; 2.2.2 3D QSAR of a Series of Calcium Channel Agonists;
2.2.2.1 Molecular Alignment; 2.2.2.2 Charges; 2.2.2.3 Generating 3D
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Fields; 2.2.2.4 Compilation of GRID Maps; 2.2.2.5 Inclusion of
Macroscopic Descriptors with 3D Field Data; 2.2.3 Statistical Analysis;
2.2.3.1 Results of the Analysis

2.2.3.2 Testing the Model2.2.4 Conclusions; References; 2.3 GOLPE
Philosophy and Applications in 3D QSAR; 2.3.1 Introduction; 2.3.1.1 3D
Molecular Descriptors and Chemometric Tools; 2.3.1.2 Unfolding
Three-way Matrices; 2.3.2 The GOLPE Philosophy; 2.3.2.1 Variable
Selection; 2.3.3 Applications; 2.3.3.1 PCA on the Target Matrix; 2.3.3.2
PCA on the Probe Matrix; 2.3.3.3 PLS Analysis on the Target Matrix;
2.3.3.4 PLS on Target Matrix as a Strategy to Ascertain the Active
Conformation; 2.3.3.5 GOLPE with Different 3D Descriptors; 2.3.4
Conclusions and Perspectives; References

3 Rational Use of Chemical and Sequence Databases3.1 Molecular
Similarity Analysis: Applications in Drug Discovery; 3.1.1 Introduction;
3.1.2 Similarity-Based Compound Selection; 3.1.2.1 Similarity Measures
and Neighborhoods; 3.1.2.2 Application of 2D and 3D Similarity
Measures; 3.1.2.3 Application of Dissimilarity-Based Compound
Selection for Broad Screening; 3.1.3 Structure-Activity Maps (SAMs);
3.1.3.1 A Visual Analogy; 3.1.3.2 Representing Inter-Structure
Distances; 3.1.3.3 Structure Maps; 3.1.3.4 Coloring a Structure Map;
3.1.4 Field-Based Similarity Methods

3.1.4.1 Field-Based Similarity Measures3.1.4.2 Field-Based Molecular
Superpositions; 3.1.4.3 An Example of Field-Based Fitting: Morphine
and Clonidine; 3.1.5 Conclusions; References; 3.2 Clustering of
Chemical Structure Databases for Compound Selection; 3.2.1
Introduction; 3.2.2 Review of Clustering Methods; 3.2.2.1 Hierarchical
Clustering Methods; 3.2.2.2 Non-Hierarchical Clustering Methods;
3.2.3 Choice of Clustering Method; 3.2.3.1 Computational
Requirements; 3.2.3.2 Cluster Shapes; 3.2.3.3 Comparative Studies
3.2.4 Examples of the Selection of Compounds from Databases by
Clustering Techniques

The use of powerful computers has revolutionized molecular design

and drug discovery. Thoroughly researched and well-structured, this
comprehensive handbook covers highly effective and efficient
techniques in 3D-QSAR and advanced statistical analysis. The emphasis
is on showing users how to apply these methods and avoid costly and
time-consuming methodical errors.Topics covered include*

combination of statistical methods and molecular modeling tools*

rational use of databases* advanced statistical techniques* neural
networks and expert systems in molecular design<br
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Principalement fondées sur des enquétes de terrain, ces études
examinent la situation actuelle des petits éditeurs et établissent un
bilan démographique des mouvements de création et de disparition de
maisons d’édition entre 1988 et 2005. Elles décrivent notamment les
conditions de fonctionnement de ces maisons, la spécificité de leurs
choix éditoriaux et leurs difficultés d’accés au marché, tout en
replacant dans le contexte général de la profession les perspectives et
les attentes de ces petites structures éditoriales. These studies, which
are based mainly on on-the-spot surveys, examine the present
situation of small publishers and provide a “demographic” record of the
birth and demise of publishing houses from 1988 to 2005. The studies
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1932 : the decisive year -- Spreading the word -- Emigration or
welfare movement? -- After the pogrom -- Conflicts and resolutions.

The emigration of Jewish teenagers to Palestine to escape Hitler's
Germany. While the future darkened for the Jews of Germany as Hitler
and his followers assumed and consolidated power in Germany, a
number of efforts, at first random, uncoordinated, and often at cross-
purposes with one another, were set underway both within and without
German cities to facilitate the departure of Jews. Among them was the
organization, "Youth Aliyah" (aliyah refers to the Zionist goal of a
homecoming for Jews in historic Israel). To this day Youth Aliyah is
considered by Israelis as
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Chapter 1: Introduction -- Chapter 2: GDP Shortcomings and a Brief
History of Creating General Measures of Socio-Economic Development
-- Chapter 3: Conceptual and Theoretical Basis of Balanced
Development Index (BDI) -- Chapter 4: To Weight or Not to Weight? --
Chapter 5: Four Domains of Socio-Economic Development and their
Indicators as BDI Components -- Chapter 6: International Differences in
the Level and Pace of Socio-Economic Development -- Chapter 7:
Chainges in BDI, its Four Components and GDP -- Chapter 8: BDI,
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Happiness -- Chapter 9: Case Study: Poland -- Chapter 10: Emotional
and Rational Countries -- Chapter 11: Development and Socio-
Economic Balance -- Chapter 12: Conclusions.

This book presents the Balanced Development Index (BDI), measuring
socioeconomic development in twenty-two European OECD member
countries in a period 1999-2017. Compared to other composite
measures of development, BDI looks beyond traditional development
indicators, such as GDP, to create an index which gives equal weight to
social, economic, objective, and subjective aspects of development. The
BDI aggregates forty-two detailed indicators into four composite
middle-level indexes: external economic (characterizing functioning of
national economies in their international surroundings), internal
economic (characterizing various aspects of domestic economic
conditions), social expectations (public hopes and fears concerning
economic, political and social conditions), and current social condition
(including both objective and subjective social indicators)—which are,

in turn, aggregated into the general BDI index.
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