Contents

1 A Quantum Chemistry Approach for the Design and
Analysis of Nanosensors for Fissile Materials ................c...cccocoenine.
Narendra Kumar and Jorge M. Seminario

2 Distinct Diameter Dependence of Redox Property
for Armchair, Zigzag Single-walled, and Double-walled
Carbon Nanotubes ............ccccoccoiviiininininecccceereeeeee e
Wenming Sun, Yuxiang Bu and Yixuan Wang

3 Design and Applications of Nanomaterial-Based
and Biomolecule-Based Nanodevices and Nanosensors .......................
Ke Xu, Mohsen Purahmad, Kimber Brenneman, Xenia Meshik,
Sidra Farid, Shripriya Poduri, Preeti Pratap, Justin Abell, Yiping Zhao,
Barbara Nichols, Eugene Zakar, Michael Stroscio and Mitra Dutta

4 Gas Sensing and Thermal Transport Through Carbon-
Nanotube-Based Nanodevices ...................cocooeiiiiiioiiiiiiiiceeec e
Y. Pouillon, A. Pérez Paz, J. Méklin, N. Halonen, Y. Leroy,
D. Mowbray, J.M. Garcia Lastra, G. Toth, K. Kordas, Z. Koénya,
A. Kukovecz and A. Rubio

5 Challenges Associated to the Multi-Scale Modeling of Fuel
Electro-Oxidation for Fuel Cell Applications ...............c.ccccoceniinnnne.
King-Ki Fung, Purnima Kharidehal and Daniela S. Mainardi

6 Molecular Dynamics Studies of Graphite Exfoliation Using
Supereritical CO, ...
Jose L. Gomez-Ballesteros, Alejandro Callejas-Tovar,

Luiz A. F. Coelho and Perla B. Balbuena



vi

10

11 Theoretical Study of bi Layer Graphene used as Gas Detector

Functionalized Graphene and Cobalt Phthalocyanine Based

Materials with Potential Use for Electrical Conduction .................

Gloria I. Cardenas-Jiron, Paola Leon-Plata and Jorge M. Seminario

Computational Nanochemistry Report of the Molecular
Structure, Properties and Chemical Reactivity

of Pheophorbide A ............cccoooiiiiiiiie e

Daniel Glossman-Mitnik

The Local Ionization Energy as a Guide

to Site Reactivities on Graphenes ................ccccocoiviiiniiniinnienee,

Jane S. Murray, Zenaida Peralta-Inga Shields and Peter Politzer

Moiré Patterns Observed in Bi Layer Graphene Irradiated

with High Energetic Protons ..............ccocccooivvviiiiiiinnenieieeeee,

D. H. Galvan, A. Posada Amarillas, S. Mejia,
C. Wing and M. José-Yacaman

Diana Barraza-Jimenez, M. A. Flores-Hidalgo and D. H. Galvan

Contents



2 Springer
http://www.springer.com/978-94-017-8847-2

Design and Applications of Nanomaterials for Sensors
Seminario, J.M. (Ed.)

2014, X, 290 p. 150 illus., 50 illus, in color., Hardcover
ISBN: 278-24-017-BB47-2



	Contents



