Computational Research and Modeling in Materials Science and Materials Application

ISBN(softcover): 978-3-0364-0950-4  ISBN(eBook): 978-3-0364-1950-3

Table of Contents

Preface

Chapter 1: Computational Materials Physics

The Time-Dependent Hartree-Fock Formalism of the Double Excited States of the Helium
Atom
D. Naranchimeg, S. Ochir and G. Munkhsaikhan

Direct Determination of the Photoelectron Momentum Distribution from the Wave
Function
I. Adiyadoljin, Z. Gombosuren, K. Lochin, A. Ochirbat and A. Chuluunbaatar

Direct Determination of the Fully Differential Cross Section by the Time-Dependent Wave
Function
Z. Gombosuren, K. Lochin, A. Chuluunbaatar and A. Ochirbat

First-Principles Study of Structural, Electronic and Optical Properties of Trans-4-
(Trifluoromethyl) Cinnamic Acid
N. Naranbilegt, U. Nergui, B. Khongorzul, J. Davaasambuu and N. Tsogbadrakh

Modeling of Sound Propagation in Liquid Medium Depending on the Size of Air Bubbles
B.B. Damdinov, A.I. Lyamkin and V.A. Prigozhikh

Chapter 2: Numerical Study of Structural Materials and Technologies

Predicting Engineering Stress-Strain Curve of AZ91/Graphene Composites with Linear
Regression Machine Learning
Y. Adityawardhana and S.J. Huang

Optimization of Honeycomb Structures for Sandwich Panels by Response Surface
Methodology (RSM)
W. Laotaweesub, K. Ubontip, P. Suwankan and S. Hoochaiyaphum

Evaluation of Different Die Angles in the ECAP Process of AA6061 Using Simulation
Models
N.P.N. Minh, P.Q. Trung, D.D. Khoa and N.G. Lam

Chapter 3: Modelling Particle Behaviour in Technological Flow

Testing Micro- and Nanoparticles in a Dynamic Environment
V. Pasternak, A. Ruban, D. Bazaliiev, K. Pasynchuk and J. Telak

Application of Numerical Methods for the Analysis of Particle Agglomeration and
Dispersing Processes
V. Pasternak, A. Ruban, D. Polishchuk, O. Bilotil and R. Stawicki

Development of a Computer-Simulation Model for Particle Filling Based on Molecular
Dynamics
V. Pasternak, A. Ruban, V. Kovalchuk, O. Zemlianskyiy and O. Telak

Chapter 4: Materials for Biomedical Applications

New Trends in Enhancing Biological Efficacy and Safety of Proton Therapy: State of Art
and Prospective
A. Chirakadze, N. Khuskivadze, I. Nadiradze and Z. Buachidze

Development and Testing of Components for Combined Cancer Treatment in Strongly
Localized Therapy: Georgian Experience
A. Chirakadze, N. Khuskivadze, I. Nadiradze and Z. Buachidze

Review on Spectroscopy Methods for Studying Viral Nanomaterials
T. Bzhalava, L. Chakhvashvili, S. Kapanadze and A. Palavandishvili

11

19

27

39

49

55

61

69

81

93

107

123

133



Study of Reduction Process of Silver Ions on G4 PAMAM (Polyamidoamine) Dendrimers
with Different Terminal Functional Groups: NH, and OH
I. Khutsishvili, T. Giorgadze, S. Gogichaishvili and V. Bregadze 145



	Table of Contents

