1. Record Nr. UNINA9910628099103321
Autore Solazzi, Siro

Titolo Per la data della collatio mosaicarum et romanarum legum : nota
presentata all'Accademia di scienze morali e politiche della Societa reale
di Napoli / Siro Solazzi

Pubbl/distr/stampa Napoli, : Tip. loele e Aliberti, 1936
Descrizione fisica 31p.;24cm
Disciplina 340.54
Locazione FGBC
Collocazione Bibl. Solazzi Busta S 264
Busta 1 (13) 7
IV M 47
Lingua di pubblicazione Italiano
Formato Materiale a stampa
Livello bibliografico Monografia
Note generali Estr. da: Atti dell'Accademia di scienze morali e politiche della Societa

reale di Napoli, v. 57.



2. Record Nr.
Titolo

Pubbl/distr/stampa
ISBN

Descrizione fisica

Collana

Altri autori (Persone)
Disciplina

Soggetti

Lingua di pubblicazione
Formato

Livello bibliografico
Note generali

Nota di bibliografia
Nota di contenuto

UNINA9911019502003321

Advanced computer-assisted techniques in drug discovery / / edited by
Han van de Waterbeemd

Weinheim ; ; New York, : VCH, ¢1995

9786611842888
9781281842886
1281842885
9783527615674
3527615679
9783527615667
3527615660

1 online resource (367 p.)
Methods and principles in medicinal chemistry ; ; v. 3

WaterbeemdHan van de

615/.19/00285

Pharmaceutical chemistry - Data processing
Drugs - Design - Data processing

Drugs - Research - Data processing

QSAR (Biochemistry)

Inglese

Materiale a stampa

Monografia

Description based upon print version of record.
Includes bibliographical references and index.

Advanced Computer- Assisted Techniques in Drug Discovery; Preface;
A Personal Foreword; Contents; 1 Introduction; 1.1 3D QSAR; 1.2
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;



Sommario/riassunto

2.2.2.1 Molecular Alignment; 2.2.2.2 Charges; 2.2.2.3 Generating 3D
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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Heaven may not be what you think it is.We often think of heaven in two
extremes: It's either a dreamy existence where we float around on
clouds with nothing much to do, or it's something far off in the future
that we don't want to happen until we accomplish all that we want to in
this life.Both of these are flat wrong, and Tony Evans looks to Scripture
to set the record straight. Simple and straight-forward, Eternity is a
short book on what eternity with God will really be like."God hasn't told
us everything [about heaven],” writes Evans, "but Scripture gives us
enough glimpses and enough promises about heaven for us to know
we don't want to miss this place of eternal joy."Walk through Scripture
with Evans as he plainly explains what heaven is like, who will be there,
and what they'll be doing. With engaging illustrations and practical
insights, you'll know what awaits believers forever and how that
matters for life today.



