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	10th  Southern School on Computational Chemistry and Material Science 



	Schedule of Events



	Thursday, April, 22, 2010

School of Engineering Building

	Registration
	8:00 A. M. – 8:30 A.M.
	[image: image1.wmf]

	
	
	LSMAMP

	Continental Breakfast
	8:00 A. M.  – 8:30 A. M.
	[image: image2.wmf]

	Welcome


	8:30 A. M.  - 9:00 A. M.
	Felix A. Okojie

Mark G. Hardy

	Speakers


	9:00A.M. – 10:00 A.M.
	Simon Rhodes

	
	
	Jack L. Schmit

	Student Panel
	9:00A.M. – 10:00A.M.
	Derrick White

	
	
	Angela Fortner McKoy

	
	
	William Hardy

	
	
	Samuel Haile

	 Break
	10:00 A. M. – 10:15 A. M.
	[image: image3.wmf]

	Oral Presentations
	10:15 A.M. – 11:30A.M.
	

	Lunch

Keynote Address
	12:00 P. M. – 1:30 P. M.
	Don Cole

	Oral Presentations
	2:00 P. M. – 3:00 P. M.
	

	Poster Presentations
	3:00 P.M.-4:00 P.M
	

	Break
	4:00 P.M. – 4:30 P.M.
	

	Awards Ceremony
	4:30 P.M. – 5:00 P.M.
	

	Chemistry Night Awards Banquet
	6:00 P.M. – 8:00 P.M.
	Student Center

3rd Floor


	Schedule of Events



	Friday, April, 23, 2010

	Registration
	8:00 A. M. - 5:00 P. M.
	[image: image4.wmf]

	Continental Breakfast
	8:00 A. M.  - 8:45 A. M.
	[image: image5.wmf]

	Opening Remarks


	8:45 A. M.  - 9:00 A. M.
	Felix A. Okojie

Mark G. Hardy

	1st Session


	
	

	
	9:00 A. M. – 9.50 A. M.
	Vincent H. Crespi

	
	9:50 A. M.  – 10.10 A. M.
	Andrzej Sygula

	
	10:10 A. M. – 10.30 A. M.
	Devashis Majumdar

	Coffee Break
	10:30 A. M. – 11:00 A. M.
	[image: image6.wmf]

	2nd Session


	11:00 A. M.  – 11:40 A. M.
	Joany Jackman

	
	11:40 A. M. – 12:00 P. M.
	Ramu Ramachandran

	
	12:00 P. M. – 12:20 P. M.
	Yong Zhang 

	
	12:00 P. M. – 12:40 P. M.
	Dinadayalane Tandabany

	Lunch
	12:40 P. M. – 2:00 P. M.
	[image: image7.wmf]


	3rd Session


	2:00 P. M.– 2:40 P. M.
	P. M. Ajayan

	
	2:40 P. M. – 3:00 P. M.
	Satish R. Wate 

	
	3:00 P. M. 3:20 P. M.
	Ruomei Gao

	
	3:20 P. M.– 3.40P. M.
	Sharmila Banerjee Basu

	Coffee Break
	3.40 P. M.–4:00 P. M.
	[image: image8.wmf]

	4th Session


	4:00 P. M. – 4.50 P. M.
	Charles B. Harris

	
	4:50 P. M. – 5:10 P. M.
	Paresh C. Ray

	
	5:10 P. M. – 5:30 P. M.
	H. M. Hwang

	
	
	

	Coffee Break
	5:30 P. M. – 6:00 P. M.
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	Poster Session
	6:00 P. M. – 7:30 P. M.
	[image: image10.wmf]

	 Dinner
	7:30 P. M. – 9:00 P. M.
	[image: image11.wmf]


	Schedule of Events



	Saturday, April, 24, 2010

	Registration
	8:00 A. M. - 10:00 A. M.
	[image: image12.wmf]

	Continental Breakfast
	8:00 A. M.  - 8:50 A. M.
	[image: image13.wmf]

	5th Session


	8:50 A. M. – 9:30 A. M.
	Andrzej Wierzbicki

	
	9:30 A. M.  – 9.50 A. M.
	Tigran V. Shahbazyan

	
	9:50 A. M. – 10.10 A. M.
	David Magers

	
	10:10 A. M.-10:30 A.M
	Alamgir Hossain

	Coffee Break
	10:30 A. M. –10:50 A. M.
	[image: image14.wmf]

	6th Session


	10:50 A. M.  – 11:10 A. M.
	Sergiy Okovytyy

	
	11:10 A. M. – 11:30 P. M.
	Serguei Goupalov

	
	11:30 P. M. – 11:50 P. M.
	Leonid Gorb

	
	11:50 P. M. – 12:10 P. M.
	Manoj Shukla

	Award ceremony and lunch
	12:00 P. M. – 2:00 P. M.
	[image: image15.wmf]


Oral Presentations
	1st Session
	Session Chairman:     Paul B. Tchounwou                      

	
	

	Vincent H. Crespi 

Penn State Univ.
	Geometrical Constraints in Nanochemical Physics

	Andrzej Sygula 

Mississippi State Univ.
	Molecular Clips with Bowl-Shaped Pincers: Buckycatcher



	Devashis Majumdar
Jackson State Univ.
	Resonance Raman Spectra in Detecting Nerve Agents

	2nd Session 
	Session Chairman:   Ashton Hamme

	Joany Jackman

John Hopkins Univ.
	Biosafety and Biomarkers: Evaluating human health risks of nanoparticles exposure

	Ramu Ramachandran

Louisiana Tech
	Computational Strategies for Reactions of Aggregated and Solvated Organolithium Carbenoids

	Yong Zhang

Univ. S. Mississippi 
	Novel Fe(IV) Species of Heme Proteins Identified by Quantum Chemical Investigations of Experimental Mössbauer Spectroscopic Parameter

	Dinadayalane Tandabany

Jackson University Univ.
	Covalent and non-covalent binding with the Stone-Wales defective single-walled carbon nanotube

	
	


	3rd Session
	Session Chairman:       Hongtao Yu                           

	P. M. Ajayan
Rice University
	Nanoscale Engineering: Challenges and Future

	Satish R. Wate

NEERI, India
	Nanomaterials based solutions for environmental monitoring and management

	Ruomei Gao

Jackson State Univ.
	Photosensitization Ability of Carbon Nanotubes

	Sharmila B. Basu 

MindSpec Inc.
	Disturbances in metabolic pathways in autism: A primer for biomarker discovery

	
	


	4th Session
	Session Chairman:         Hiroyasu Tachikawa                                                

	
	

	Charles B. Harris
Univ. California, Berkeley
	Femtosecond Studies of Electron Dynamics in Materials for Plastic Electronics

	Paresh C. Ray

Jackson State Univ.
	Gold Nanomaterial for Biological Sensing and Therapy

	H. M. Hwang
Jackson State Univ.
	Assessing In Vitro Cytoxicity of Engineered Metal Oxides with a Systematic Approach

	5th Session
	Session Chairman:    John Watts

	Andrzej Wierzbicki 

Univ. South Alabama  
	Estimates of the Free Energy of Interaction Between a Short Terminal Fragment of Amelogenin and the Hydroxyapatite Crystal



	Tigran V. Shahbazyan

Jackson State Univ.
	Surface plasmon lifetime in metal nanoshells

	David Magers
Mississippi College 
	 SEQ CHAPTER \h \r 1The versatility of homodesmotic reactions



	Alamgir Hossain 
Jackson State Univ.
	Designed azamacrocycle-based hosts for the recognition of anions and neutral guests


	6th Session
	Session Chairman:   Glake Hill


	Sergiy Okovytyy

Dnepropetrovsk National Univ., Ukraine
	Efficient approach for exploring of multiple channel bimolecular interactions of conformationally flexible reagents. Epoxide ring opening reaction

	Serguei Goupalov 

Jackson State Univ.
	Calculation of optical matrix elements in carbon nanotubes made simple

	Leonid Gorb 

US Army, ERDC
	DFT predicted pathways of alkiline hydrolysis of  nitro-aromatics energetic materials



	Manoj Shukla

Jackson State Univ.
	Computation Investigation of Interaction of DNA/RNA Fragments with Nanostructures
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