
2005 Annual Report  Publications 
 
 

 
Section A-1 

Publications 

Publications by EMSL staff members and from users where the publication resulted from 
research carried out at EMSL are listed below. 

Adkins JN, ME Monroe, KJ Auberry, Y Shen, JM Jacobs, DG Camp, II, F Vitzthum, 
KD Rodland, RC Zangar, RD Smith, and JG Pounds.  2005.  “A Proteomic Study of the 
HUPO Plasma Proteome Project’s Pilot Samples using an Accurate Mass and Time Tag 
Strategy.”  Proteomics 5(13):3454-3466. 

Alexandrova AN, AI Boldyrev, HJ Zhai, and LS Wang.  2005.  “Cu3C4-:  A New Sandwich 
Molecule with Two Revolving C22- Units.”  Journal of Physical Chemistry A 109(4):562-570.   

Alexandrova AN, AI Boldyrev, HJ Zhai, and LS Wang.  2005.  “Photoelectron Spectroscopy 
and Ab Initio Study of the Doubly Antiaromatic B-6(2-) Dianion in the LiB6- Cluster.”  
Journal of Chemical Physics 122(5):Article No. 054313. 

Alexeev Y, TL Windus, C Zhan, and DA Dixon.  2005.  “Erratum:  Accurate Heats of 
Formation and Acidities for H3PO4, H2SO4, and H2CO3 from Ab Initio Electronic Structure 
Calculations.”  International Journal of Quantum Chemistry 104(3):379-380.   

Almquist JP, LM Connell, ZC Johns, HE Dillon, and G Elliott.  2005.  “Morf:  Towards 
Next Generation Digital Media Management.”  In International Symposium on Management, 
Engineering and Informatics (MEI 2005) as part of the 3rd International Conference on Computing, 
Communications and Control Technologies (CCCT 2005), July 24-27, 2005 - Austin, Texas, USA.  
International Institute of Informatics and Systemics (IIIS), Orlando, Florida.   

Alvarez J, RG Cooks, SE Barlow, DJ Gaspar, JH Futrell, and J Laskin.  2005.  “Preparation 
and In Situ Characterization of Surfaces Using Soft-Landing in a Fourier Transform Ion 
Cyclotron Resonance Mass Spectrometer.”  Analytical Chemistry 77(11):3452-3460.   

An L, W Xu, S Rajagopalan, CM Wang, H Wang, Y Fan, L Zhang, D Jiang, J Kapat, 
L Chow, B Guo, J Liang, and R Vaidyanathan.  2004.  “Carbon-Nanotube-Reinforced 
Polymer-Derived Ceramic Composites.”  Advanced Materials 16(22):2036-2040.   

Anderson JA, K Crager, L Fedoroff, and G Tschumper.  2004.  “Anchoring the Potential 
Energy Surface of the Cyclic Water Trimer.”  Journal of Chemical Physics 121(22):11023-11029.   

Arjunan V, J Lamb, D Chandra, J Daemen, DA Jones, MH Engelhard, and AS Lea.  2005.  
“Electrochemical Corrosion Behavior of Low Carbon I-Beam Steels in a Simulated Yucca 
Mountain Repository Environment.”  Corrosion 61(4):381-391.   

Azad S, MH Engelhard, and LQ Wang.  2005.  “Adsorption and Reaction of CO and CO2 
on Oxidized and Reduced SrTiO3 (100) Surfaces.”  Journal of Physical Chemistry B 
109(20):10327-10331.   
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Azad S, MH Engelhard, CHF Peden, and S Thevuthasan.  2004.  “X-Ray Photoelectron 
Spectroscopy Studies of Oxidized and Reduced Ce0.8Zr0.2O2(111).”  Surface Science Spectra 
11(1-4):82-90. 

Azad S, OA Marina, CM Wang, LV Saraf, V Shutthanandan, DE McCready, A El-Azab,  
JE Jaffe, MH Engelhard, CHF Peden, and S Thevuthasan.  2005.  “Nanoscale Effects on 
Ion Conductance of Layer-by-Layer Structures of Gadolinia-Doped Ceria and Zirconia.”  
Applied Physics Letters 86(13):131906-131909.   

Bach A, JM Hostettler, and P Chen.  2005.  “Quasiperiodic Trajectories in the Unimolecular 
Dissociation of Ethyl Radicals by Time-Frequency Analysis.”  Journal of Chemical Physics 
123(2):Article No. 021101.  

Bachorz RA, J Rak, and MS Gutowski.  2005.  “Stabilization of Very Rare Tautomers of 
Uracil by an Excess Electron.”  Physical Chemistry Chemical Physics 7(10):2116-2125.   

Bachorz RA, M Haranczyk, I Dabkowska, J Rak, and MS Gutowski.  2005.  “Anion of the 
Formic Acid Dimer as a Model for Intermolecular Proton Transfer Induced by a [pi]* 
Excess Electron.”  Journal of Chemical Physics 122(20):Article No. 204304.  

Bacon DH and BP McGrail.  2005.  Waste Form Release Calculations for the 2005 Integrated 
Disposal Facility Performance Assessment.  PNNL-15198, Pacific Northwest National Laboratory, 
Richland, Washington.   

Bacon DH, MI Ojovan, BP McGrail, N Ojovan, and IV Startceva.  2004.  “Vitrified Waste 
Corrosion Rates From Field Experiment and Reactive Transport Modeling.”  In 9th 
International Conference on Radioactive Waste Management and Environmental Remediation, icem03-
4509, American Society of Mechanical Engineers, Oxford, United Kingdom.   

Baer DR, MH Engelhard, DJ Gaspar, DW Matson, KH Pecher, JR Williams, and 
CM Wang.  2005.  “Challenges in Applying Surface Analysis Methods to Nanoparticles and 
Nanostructured Materials.”  Journal of Surface Analysis 12(2):101-108.   

Baer DR.  2005.  “Summary of ISO/TC 201 Standard:  XVIII, ISO 19318: 2004 – Surface 
Chemical Analysis – X-Ray Photoelectron Spectroscopy – Reporting of Methods Used for 
Charge Control and Charge Correction.”  Surface and Interface Analysis 37(5):524-526.   

Baer DR.  2005.  “Summary:  Update to ASTM Guide E 1523 to Charge Control and Charge 
Referencing Techniques in X-Ray Photoelectron Spectroscopy.”  Journal of Vacuum Science and 
Technology A—Vacuum, Surfaces, and Films 23(3):577-578.   

Barlow SE, J Kwak, CHF Peden, J Szanyi, RG Tonkyn, G Singh, K Stork, J Hoard, B Cho, 
SJ Schmieg, DJ Brooks, S Nunn, and P Davis.  2005.  Plasma Catalysis for NOx Reduction from 
Light-Duty Diesel Vehicles.  PNNL-14926, Pacific Northwest National Laboratory, Richland, 
Washington.   

http://www.pnl.gov/main/publications/external/technical_reports/PNNL-15198.pdf
http://www.pnl.gov/main/publications/external/technical_reports/PNNL-15198.pdf
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Barnard AS and P Zapol.  2004.  “Effects of Particle Morphology and Surface 
Hydrogenation on the Phase Stability of TiO2.”  Physical Review. B, Condensed Matter and 
Materials Physics 70(23):Article No. 235403. 

Barnard AS and P Zapol.  2004.  “Predicting the Energetics, Phase Stability and Morphology 
Evolution of Faceted and Spherical Anatase Nanocrystals.”  Journal of Physical Chemistry B 108 
(48):18435-18440.  

Barnard AS, ML Terranova, and M Rossi.  2005.  “Density Functional Study of H-Induced 
Defects as Nucleation Sites in Hybrid Carbon Nanomaterials.”  Chemistry of Materials 7(3): 
527-535. 

Barnard AS, P Zapol, and LA Curtiss.  2005.  “Modeling the Morphology and Phase Stability 

of TiO₂ Nanocrystals in Water.”  Journal of Chemical Theory and Computation 1(1):107-116.   

Bazyleva AB, AV Blokhin, GJ Kabo, AG Kabo, and YU Paulechka.  2005.  “Thermo-
dynamic Properties of 1-Bromoadamantane in the Condensed State and Molecular Disorder 
in its Crystals .”  Journal of Chemical Thermodynamics 37(7):643-657.   

Bencini A and F Totti.  2005.  “DFT Description of the Magnetic Structure of Polynuclear 
Transition-Metal Clusters: The Complexes [{Cu(bpca)2(H2O)2}{Cu(NO3)3}2],  
(bpca = Bis(2-pyridylcarbonyl)amine), and [Cu(DBSQ)(C2H5O)]2, (DBSQ = 3,5-Di-Tert-
Butyl-Semiquinonato.”  International Journal of Quantum Chemistry 101(6):819-825.   

Boggavarapu K, S Bulusu, HJ Zhai, S Yoo, X Zeng, and LS Wang.  2005.  “Planar-to-
Tubular Structural Transition in Boron Clusters: B20 as the Embryo of Single-Walled Boron 
Nanotubes.”  Proceedings of the National Academy of Sciences of the United States of America 
102(4):961-964.   

Boscaini E, ML Alexander, P Prazeller, and TD Mark.  2004.  “Investigation of Fundamental 
Physical Properties of a Polydimethylsiloxane (PDMS) Membrane using a Proton Transfer 
Reaction-Mass Spectrometry.”  International Journal of Mass Spectrometry 239(2-3):179-186.   

Boscaini E, ML Alexander, P Prazeller, and TD Mark.  2004.  “Membrane Inlet Proton 
Transfer Reaction Mass Spectrometry for Direct Measurements of VOCs in Water.”  
International Journal of Mass Spectrometry 239(2-3):171-177.   

Bouanich JP, C Boulet, A Predoi-Cross, SW Sharpe, RL Sams, MA Smith, CP Rinsland, 
DC Benner, and VM Devi.  2005.  “A Multispectrum Analysis of the v2 Band of H12C14N: 
Part II. Theoretical Calculations of Self-Broadening, Self-Induced Shifts, and Their 
Temperature Dependences.”  Journal of Molecular Spectroscopy 231(1):85-95.   

Bowman MK, C Mailer, and HJ Halpern.  2005.  “The Solution Conformation of 
Triarylmethyl Radicals.”  Journal of Magnetic Resonance 172(2):254-267.   

Bowman MK, D Becker, MD Sevilla, and JD Zimbrick.  2005.  “Track Structure in DNA 
Irradiated with Heavy Ions.”  Radiation Research 163(4):447-454.   
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Briknarova K, F Nasertorabi, ML Havert, E Eggleston, DW Hoyt, C Li, AJ Olson, K Vuori, 
and KR Ely.  2005.  “The Serine-Rich Domain from Crk-associated Substrate (p130Cas) is a 
Four-Helix Bundle.”  Journal of Biological Chemistry 280(23):21908-21914.   

Brooks A, K Lau, C Ng, and T Baer.  2004.  “The C3H7+ Appearance Energy from 
2-Iodopropane and 2-Chloropropane Studied by Threshold Photoelectron Photoion 
Coincidence.”  European Journal of Mass Spectrometry 10:819-827. 

Bryantsev V and BP Hay.  2005.  “Influence of Substituents on the Strength of Aryl 
C-H···Anion Hydrogen Bonds.”  Organic Letters 7(22):5031-5034.   

Bryantsev V, TK Firman, and BP Hay.  2005.  “Conformational Analysis and Rotational 
Barriers of Alkyl- and Phenyl-Substituted Urea Derivatives.”  Journal of Physical Chemistry A 
109(5):832-842. 

Buchko GW, K McAteer, SS Wallace, and MA Kennedy.  2005.  “Solution-State NMR 
Investigation of DNA Binding Interactions in Escherichia coli Formamidopyrimidine-DNA 
Glycosylase (Fpg):  A Dynamic Description of the DNA/Protein Interface.”  DNA Repair 
4(3):327-339. 

Buck EC, BD Hanson, and BK McNamara.  2004.  “The Geochemical Behaviour of Tc, Np, 
and Pu in Spent Nuclear Fuel in an Oxidizing Environment.”  Chapter 3 in Energy, Waste, and 
the Environment:  A Geochemical Perspective, vol. 236, ed. R Giere and P Stille, pp. 65-88, 
Geological Society, London, United Kingdom. 

Buck EC, BD Hanson, JI Friese, M Douglas, and BK McNamara.  2004.  “Evidence for 
Neptunium Incorporation into Uranium (VI) Phases.”  In Scientific Basis for Nuclear Waste 
Management XXVIII.  Materials Research Society Symposium Proceedings, vol. 824, pp. 133-
138, Materials Research Society, Warrendale, Pennsylvania. 

Bulat FA, A Toro-Labbé, B Champagne, B Kirtman, and W Yang.  2005.  “Density-
Functional Theory (Hyper)Polarizabilities of Push-Pull π-Conjugated Systems:  Treatment of 
Exact Exchange and Role of Correlation.”  Journal of Chemical Physics (123):Article No. 014319 

Bylaska EJ, M Dupuis, and PG Tratnyek.  2005.  “Ab Initio Electronic Structure Study of 
One-Electron Reduction of Polychlorinated Ethylenes.”  Journal of Physical Chemistry A 
109(26):5905-5916. 

Campbell AA.  2005.  EMSL Outlook Review 2005.  PNNL-15166, Pacific Northwest 
National Laboratory, Richland, Washington. 

Campbell CT and CHF Peden.  2005.  “Chemistry-Oxygen Vacancies and Catalysis on Ceria 
Surfaces.”  Science 309(5735):713-714. 

Cao C and Y Wang.  2005.  “Kinetic Analysis of Complex Reactions Using FEMLAB.”  
Chemical Engineering and Technology 28(6):649-654. 

http://www.pnl.gov/main/publications/external/technical_reports/PNNL-15166.pdf
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Cao C, Y Wang, JD Holladay, EO Jones, and DR Palo.  2005.  “Design of Micro-Scale Fuel 
Processors Assisted by Numerical Modeling.”  AIChE Journal 51(3):982-988.   

Cao C, Y Wang, SB Jones, J Hu, XS Li, DC Elliott, and DJ Stevens.  2005.  “Microchannel 
Catalytic Processes for Converting Biomass Derived Syngas to Transportation Fuels.”  
Chapter 17 in Microreactor Technology and Process Intensification, Vol. #914, the American 
Chemical Society (ACS) Symposium Series edited by Y Wang and JD Holladay, pp. 273-284.  
Oxford University Press, New York, New York.   

Cao G.  2004.  “Growth of Oxide Nanorod Arrays through Sol Electrophoretic 
Deposition.”  Journal of Physical Chemistry B 108:19921-19931.   

Cape JL, IP Forquer, MK Bowman, and DM Kramer.  2005.  “A Biomimetic Approach to 
Discrimination Between Sequential and Concerted Models for the Oxidation of Ubiquinol at 
the Qo site of the Cyt bc1 Complex.”  In Photosynthesis:  Fundamental Aspects to Global 
Perspectives – Proceedings of the 13th International Congress on Photosynthesis, Montreal 2004, pp. 1095-
1097, Alliance Communications Group, Lawrence, Kansas.   

Cape JL, MK Bowman, and DM Kramer.  2005.  “Reaction Intermediates of Quinol 
Oxidation in a Photoactivatable System that Mimics Electron Transfer in the Cytochrome 
bc1 Complex.”  Journal of the American Chemical Society 127(12):4208-4215. 

Chambers SA, JR Williams, MA Henderson, AG Joly, M Varela, and SJ Pennycook.  2005.  
“Structure, Band Offsets and Photochemistry at Epitaxial α-Cr2O2/α-Fe2O3 
Heterojunctions.”  Surface Science 587(3):L197-L207.   

Chambers SA, TC Droubay, and TC Kaspar.  2005.  “Epitaxial Growth and Properties of 
Magnetically Doped TiO2.”  In Chapter N in Thin Films and Heterostructures for Oxide Electronics, 
vol. 3, pp. 219-247, Springer, New York. 

Chartier A, C Meis, J Crocombette, WJ Weber, and LR Corrales.  2005.  “Molecular 
Dynamic Simulation of Disorder Induced Amorphization in Pyrochlore.”  Physical Review 
Letters 94(2):Article No. 025505.   

Chen B, MU Mayer, and TC Squier.  2005.  “Structural Uncoupling between Opposing 
Domains of Oxidized Calmodulin Underlies the Enhanced Binding Affinity and Inhibition 
of the Plasma Membrane Ca-ATPase.”  Biochemistry 44(12):4737-4747. 

Chen B, MU Mayer, LM Markillie, DL Stenoien, and TC Squier.  2005.  “Dynamic Motion 
of Helix A in the Amino-terminal Domain of Calmodulin is Stabilized Upon Calcium 
Activation.”  Biochemistry 44:905-914.   

Chen L, WA De Jong, and J Ye.  2005.  “Characterization of the Molecular Iodine 
Electronic Wave Functions and Potential Energy Curves through Hyperfine Interactions in 
the B0+_u(3Pi_u) State.”  Journal of the Optical Society of America. B, Optical Physics 
22(5):951-961.   

http://pubs.acs.org/cgi-bin/article.cgi/bichaw/2005/44/i03/pdf/bi048332u.pdf
http://pubs.acs.org/cgi-bin/article.cgi/bichaw/2005/44/i03/pdf/bi048332u.pdf
http://pubs.acs.org/cgi-bin/article.cgi/bichaw/2005/44/i03/pdf/bi048332u.pdf
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Chen LH, JF AuBuchon, A Gapin, C Daraio, P Bandaru, S Jin, DW Kim, IK Yoo, and 
CM Wang.  2004.  “Control of Carbon Nanotube Morphology by Change of Applied Bias 
Field During Growth.”  Applied Physics Letters 85(22):5373-5375.   

Chen W, AG Joly, and DE McCready.  2005.  “Upconversion Luminescence from CdSe 
Nanoparticles.”  Journal of Chemical Physics 122(22):Article No. 224708.  

Chen W, J Bovin, S Wang, AG Joly, Y Wang, and PM Sherwood.  2005.  “Fabrication and 
Luminescence of ZnS:Mn2+ Nanoflowers.”  Journal of Nanoscience and Nanotechnology 
5(9):1309-1322.   

Chen W, JZ Zhang, and AG Joly.  2004.  “Optical Properties and Potential Applications of 
Doped Semiconductor Nanoparticles.”  Journal of Nanoscience and Nanotechnology 4(8):919-947.   

Chen W, S Wang, SL Westcott, J Zhang, K Dou, AG Joly, and DE McCready.  2005.  
“Structure and Luminescence of BaFBr:Eu2+ and BaFBr:Eu2+, Tb3+ Phosphors and Thin 
Films.”  Journal of Applied Physics 97(8):Article No. 083506.   

Chien S, M Cheng, K Lau, and W Li.  2005.  “Theoretical Study of the Diels-Alder Reactions 
between Singlet (¹Δg) Oxygen and Acenes.”  Journal of Physical Chemistry A 
109(33):7509-7518. 

Cho WK, Y Choi, and YS Lee.  2005.  “Spin–Orbit Density Functional Theory Calculations 
for IX (X=F, Cl, Br and I) Molecules.”  Molecular Physics 103(15-16):2117-2122.   

Choowongkomon K, CR Carlin, and FD Sonnichsen.  2005.  “A Structural Model for the 
Membrane-Bound Form of the Juxtamembrane Domain of the Epidermal Growth Factor 
Receptor.”  Journal of Biological Chemistry 280(25):24043-24052. 

Choudhury N and BM Pettitt.  2005.  “Dynamics of Water Trapped Between Hydrophobic 
Solutes.”  Journal of Physical Chemistry B 109(13):6422-6429.   

Choudhury N and BM Pettitt.  2005.  “On the Mechanism of Hydrophobic Association of 
Nanoscopic Solutes.”  Journal of the American Chemical Society 127(10):3556-3567.  

Colella M, GR Lumpkin, Z Zhang, EC Buck, and KL Smith.  2005.  “Determination of the 
Uranium Valence State in the Brannerite Structure using EELS, XPS, and EDX.”  Physics and 
Chemistry of Minerals 78(2):52-64.   

Cooper DC, AL Neal, RK Kukkadapu, D Brewe, AJ Coby, and FW Picardal.  2005.  
“Effects of Sediment Iron Mineral Composition on Microbially Mediated Changes in 
Divalent Metal Speciation: Importance of Ferrihydrite.”  Geochimica et Cosmochimica Acta 
69(7):1739-1759.   

Corrales LR, A Chartier, and R Devanathan.  2005.  “Excess Kinetic Energy Dissipation in 
Materials.”  Nuclear Instruments and Methods in Physics Research. Section B, Beam Interactions with 
Materials and Atoms 228(1-4):274-281.   
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Corrales LR.  2005.  “Free Energy Profiles of Al3+ and La3+ Cation Distribution in Silica 
And Soda Silicate Glasses.”  Journal of Non-Crystalline Solids 351(5):401-408.   

Craig NC, KA Hanson, MC Moore, and RL Sams.  2005.  “Rotational Analysis of Several 
Bands in the High-Resolution Infrared Spectrum of Butadiene-1-13C1:  Assignment of 
Vibrational Fundamentals.”  Journal of Molecular Structure 742:21-29.   

Craig NC, KA Hanson, RW Pierce, SD Saylor, and RL Sams.  2004.  “Rotational Analysis of 
Bands in the High-Resolution Infrared Spectra of the Three Species of Butadiene-1,4-d2; 
Refinement of the Assignments of the Vibrational Fundamentals.”  Journal of Molecular 
Spectroscopy 228(2):401-413.   

Cuan A, J Martinez-Magadan, I Garcia-Cruz, and M Galvan.  2005.  “DFT – Quantum 
Chemical Study of the HZSM-5-Cyclohexene Interaction Pathways.”  Journal of Molecular 
Catalysis. A, Chemical. 236(1-2):194-205.   

Cui X, G Liu, and Y Lin.  2005.  “Amperometric Biosensors Based on Carbon Paste 
Electrodes Modified with Nanostructured Mixed-valence Manganese Oxides and Glucose 
Oxidase.”  Nanomedicine 1(2):130-135.   

Cui X, G Liu, and Y Lin.  2005.  “Biosensors Based on Carbon Nanotubes/Nickel 
Hexacyanoferrate/Glucose Oxidase Nanocomposites.”  Journal of Biomedical Nanotechnology 
1(3):320-327.   

Cui X, G Liu, L Li, W Yantasee, and Y Lin.  2005.  “Electrochemical Sensor Based on 
Carbon Paste Electrode Modified with Nanostructured Crypotomelane-Type Manganese 
Oxides for Detection of Heavy Metals.”  Sensor Letters 3(1):16-21. 

Dabkowska I, MS Gutowski, and J Rak.  2005.  “Interaction with Glycine Increases Stability 
of a Mutagenic Tautomer of Uracil  A Density Functional Theory Study.”  Journal of the 
American Chemical Society 127(7):2238-2248.   

Dahl C, A Schulte, Y Lubbe, U Selan, J Sander, D Shin, MA Kennedy, and JR Cort.  2005.  
“Dsr proteins of Allochromatium Vinosum Show Close Interaction In Vitro.”  In 
BIOspektrum Tagungsband zum 2. Gemeinsamen Kongress der DGHM und VAAM , no. 
Tagungsband, p. 181, Elsevier, Gottingen, Germany.   

Daly MJ, E Gaidamakova, V Matrosova, A Vasilenko, M Zhai, A Venkateswaran, M Hess, 
MV Omelchenko, HM Kostandarithes, S Makarova, LP Wackett, JK Fredrickson, and D 
Ghosal.  2004.  “Accumulation of Mn(II) in Deinococcus radiodurans Facilitates Gamma-
Radiation Resistance.”  Science 306(5698):1025-1028.   

Das K, A Bandyopadhyay, and YM Gupta.  2005.  “Effect of Crystallization on the 
Mechanical Properties of Zr56.7Cu15.3Ni12.5Nb5.0Al10.5Y0.5 Bulk Amorphous Alloy.”  
Materials Science and Engineering. A. Structural Materials: Properties, Microstructure and Processing 
394(1-2):302-311.   
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Daschbach JL, J Kim, P Ayotte, RS Smith, and BD Kay.  2005.  “Adsorption and 
Desorption of HCI on Pt(111).”  Journal of Physical Chemistry B 109(32):15506-15514.   

Daschbach JL, Z Dohnalek, S Liu, RS Smith, and BD Kay.  2005.  “Water Adsorption, 
Desorption, and Clustering on FeO(111).”  Journal of Physical Chemistry B 109(20): 
10362-10370.   

De Jong WA, and TL Windus.  2005.  Molecular Science Computing Facility Scientific Challenges: 
Linking Across Scales.  PNNL-15144, Pacific Northwest National Laboratory, Richland, 
Washington.   

Deng J, KW Lee, T Sanchez, M Cui, N Neamati, and JM Briggs.  2005.  “Dynamic 
Receptor-Based Pharmacophore Model Development and Its Application in Designing 
Novel HIV-1 Integrase Inhibitors.”  Journal of Medicinal Chemistry 48(5):1496-1505.   

Deo RP, J Wang, I Block, A Mulchandani, K Joshi, M Trojanowicz, F Scholz, W Chen, and 
Y Lin.  2005.  “Determination of Organophosphate Pesticides at a Carbon Nanotube/ 
Organophosphorus Hydrolase Electrochemical Biosensor.”  Analytica Chimica Acta 
530(2):185-189.   

Deodeshmukh V, A Venugopal, D Chandra, A Yilmaz, J Daemen, DA Jones, AS Lea, and 
MH Engelhard.  2004.  “X-Ray Photoelectron Spectroscopic Analyses of Corrosion 
Products Formed on Rock Bolt Carbon Steel in Chloride Media with Bicarbonate and 
Silicate Ions.”  Corrosion Science 46(11):2629-2649.   

Devanathan R, F Gao, and WJ Weber.  2005.  “Computer Simulation of Displacement 
Damage in Silicon Carbide.”  In Materials for Space Applications, November 29-December 3, 2004, 
Boston, Massachusetts, U.S.A. Materials Research Society Symposium Proceedings, vol. 851, ed. M 
Chipara, DL Edwards, S Phillips, and R Benson, pp. 317-322, Materials Research Society, 
Warrendale, Pennsylvania.   

Devanathan R, LR Corrales, WJ Weber, A Chartier, and C Meis.  2005.  “Molecular 
Dynamics Simulation of Defect Production in Collision Cascades in Zircon.”  Nuclear 
Instruments and Methods in Physics Research. Section B, Beam Interactions with Materials and Atoms 
228(1-4):299-303.   

Devi VM, DC Benner, M Smith, CP Rinsland, A Predoi-Cross, SW Sharpe, RL Sams,  
C Boulet, and JP Bouanich.  2005.  “A Multispectrum Analysis of the v2 Band of H12C14N: 
Part I.  Intensities, Broadening, and Shift Coefficients.”  Journal of Molecular Spectroscopy 
231(2005):66-84.   

DeYonker NJ, S Li, Y Yamaguchi, HF Schaefer, III, T Crawford, RA King, and  
KA Peterson.  2005.  “Application of Equation-of-Motion Coupled-Cluster Methods to 
Low-Lying Singlet and Triplet Electronic States of HBO and BOH.”  Journal of Chemical 
Physics 122:234316-234329. 
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Dhamne A, W Xu, BG Fookes, Y Fan, L Zhang, SD Burton, J Hu, JJ Ford, and L An.  
2005.  “Polymer-Ceramic Conversion of Liquid Polyaluminasilazanes for SiAlCN 
Ceramics.”  Journal of the American Ceramic Society 88(9):2415-2419.   

Dirks JL, WE Nichols, and SK Wurstner.  2004.  “Improving Modeling of Iodine-129 
Groundwater Contamination Plumes Using the System Assessment Capability.”  Journal of 
Undergraduate Research IV:53-59.   

Disselkamp RS, KM Denslow, TR Hart, JF White, and CHF Peden.  2005.  “The Effect of 
Cavitating Ultrasound on the Aqueous Phase Hydrogenation of Cis-2-Buten-1-ol and Cis-2-
Penten-1-ol on Pd-Black.”  In 60th NORM, Pacific N.W. Regional American Chemical Society 
(ACS) meeting, Fairbanks, AK June 15-18 2005.  Applied Catalysis, A, General.   

Disselkamp RS, KM Denslow, TR Hart, JF White, and CHF Peden.  2005.  “The Effect of 
Cavitating Ultrasound on the Aqueous Phase Hydrogenation of Cis-2-buten-1-ol and Cis-2-
penten-1-ol on Pd-black.”  Applied Catalysis. A, General 288(1-2):62-66.   

Disselkamp RS, TR Hart, AM Williams, JF White, and CHF Peden.  2005.  “Ultrasound-
Assisted Hydrogenation of Cinnamaldehyde.”  Ultrasonics Sonochemistry 12(4):319-324.   

Disselkamp RS, Y Chin, and CHF Peden.  2004.  “The Effect of Cavitating Ultrasound on 
the Heterogeneous Aqueous Hydrogenation of 3-Buten-2-ol on Pd-Black.”  Journal of 
Catalysis 227(2):552-555.   

Dixon DA and MS Gutowski.  2005.  “Thermodynamic Properties of Molecular Borane 
Amines and the [BH4-][NH4+] salt for Chemical Hydrogen Storage Systems from Ab Initio 
Electronic Structure Theory.”  Journal of Physical Chemistry A 109(23):5129-5135. 

Dixon DA, WA De Jong, KA Peterson, and TB McMahon.  2005.  “Methyl Cation 
Affinities of Rare Gases and Nitrogen and the Heat of Formation of Diazomethane.”  
Journal of Physical Chemistry A 109(18):4073-4080. 

Dixon DA, WA De Jong, KA Peterson, KO Christe, and GJ Schrobilgen.  2005.  “Heats of 
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Analysis and Protein Identification Strategy for the Systems-Level Protein-Protein 
Interaction Networks of Shewanella oneidensis MR-1.”  Presented by GA Anderson (Invited 
Speaker) at the Genomics: GTL Contractor-Grantee Workshop, Washington, D.C., on 
February 8, 2005.   

Apra E.  2005.  “A Case Study for Software Integration, Maintenance, and Support Issues.”  
Presented by E Apra (Invited Speaker) at the Software Integration, Maintenance and 
Support Workshop, Chicago, Illinois, on July 18, 2005.   

Apra E.  2005.  “Analysis of NWChem Performance.”  Presented by E Apra (Invited 
Speaker) at the Second National Leadership Computing Facility Computational Chemistry 
Workshop, Oak Ridge, Tennessee, on August 1, 2005.   
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Apra E.  2005.  “Development of Quantum Chemistry Software on Parallel Computers.”  
Presented by E Apra (Invited Speaker) at the Defense Advanced Research Projects Agency 
High-Productivity Computing Systems Petascale/s Compact Simulation Application 
Workshop, Argonne, Illinois, on March 21, 2005.   

Apra E.  2005.  “What Can We Use a Teraflop Computer For?”  Presented by E Apra 
(Invited Speaker) at the American Chemical Society Symposium:  Chemistry in the Large:  
Teraflop Computing and Beyond, Washington, D.C., on August 28, 2005.   

Arey BW, HT Schaef, KM Krupka, and WJ Deutsch.  2005.  “Application of Scanning 
Electron Microscopy to Characterization of Radioactive Solid Wastes from Underground 
Storage Tanks.”  Presented by BW Arey at the Microscopy and Microanalysis 2005 
Conference, Honolulu, Hawaii, on July 31, 2005.   

Ayotte P, JL Daschbach, Z Dohnalek, GA Kimmel, KP Stevenson, GR Teeter, RS Smith, 
and BD Kay.  2004.  “Beakers Without Walls:  Using Nanoscale Amorphous Films to Study 
Supercooled Water and Liquid Solutions.”  Presented by BD Kay (Invited Speaker) at 
Condensed Phase and International Molecular Sciences, Warrenton, Virginia, on October 
27, 2004.   

Ayotte P, JL Daschbach, Z Dohnalek, GA Kimmel, KP Stevenson, GR Teeter, RS Smith, 
and BD Kay.  2004.  “Using Nanoscale Amorphous Films to Study Processes in 
Supercooled Liquid Water and Aqueous Solutions.”  Presented by BD Kay (Invited Speaker) 
at Georgia Institute of Technology/Emory University, Atlanta, Georgia, on December 6, 
2004.   

Ayotte P, JL Daschbach, Z Dohnalek, GA Kimmel, KP Stevenson, GR Teeter, RS Smith, 
and BD Kay.  2004.  “Using Nanoscale Amorphous Films to Study Processes in 
Supercooled Liquid Water and Aqueous Solutions.”  Presented by BD Kay (Invited Speaker) 
at the Chemical Physics Briefing, Washington, D.C., on December 7, 2004.   

Ayotte P, JL Daschbach, Z Dohnalek, GA Kimmel, KP Stevenson, GR Teeter, RS Smith, 
and BD Kay.  2005.  “Beakers Without Walls:  Using Nanoscale Amorphous Films to Study 
Supercooled Water and Liquid Solutions.”  Presented by BD Kay (Invited Speaker) at the 
University of Utah, Salt Lake City, Utah, on January 31, 2005.   

Ayotte P, JL Daschbach, Z Dohnalek, GA Kimmel, KP Stevenson, GR Teeter, RS Smith, 
and BD Kay.  2005.  “Beakers Without Walls:  Using Nanoscale Amorphous Films to Study 
Supercooled Water and Liquid Solutions.”  Presented by BD Kay (Invited Speaker) at the 
American Physical Society Meeting, Los Angeles, California, on March 21, 2005.   

Ayotte P, JL Daschbach, Z Dohnalek, GA Kimmel, KP Stevenson, GR Teeter, RS Smith, 
and BD Kay.  2005.  “Using Nanoscale Amorphous Films to Study Processes in 
Supercooled Liquid Water and Aqueous Solutions.”  Presented by BD Kay (Invited Speaker) 
at the University of Wisconsin, Madison, Wisconsin, on April 26, 2005.   
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Ayotte P, JL Daschbach, Z Dohnalek, GA Kimmel, KP Stevenson, GR Teeter, RS Smith, 
and BD Kay.  2005.  “Using Nanoscale Amorphous Films to Study Processes in 
Supercooled Liquid Water and Aqueous Solutions.”  Presented by BD Kay (Invited Speaker) 
at the Institute of Atomic and Molecular Sciences, Taipei, Taiwan, on June 15, 2005.   

Ayotte P, JL Daschbach, Z Dohnalek, GA Kimmel, KP Stevenson, GR Teeter, RS Smith, 
and BD Kay.  2005.  “Using Nanoscale Amorphous Films to Study Processes in 
Supercooled Liquid Water and Aqueous Solutions.”  Presented by BD Kay at the Gordon 
Research Conference, Boston, Massachusetts, on July 24, 2005.   

Ayotte P, JL Daschbach, Z Dohnalek, GA Kimmel, RS Smith, KP Stevenson, and BD Kay.  
2005.  “Molecular Beam Studies of Dynamics and Kinetics on Ice and Oxide Surfaces.”  
Presented by BD Kay (Invited Speaker) at the 229th American Chemical Society National 
Meeting, San Diego, California, on March 14, 2005.   

Bacon DH and VL Freedman.  2004.  “Permeability Changes Caused by Secondary Mineral 
Precipitation During Weathering of Low-Level Radioactive Waste Glass in the Vadose 
Zone.”  Presented by DH Bacon at the 2004 American Geophysical Union Fall Meeting, San 
Francisco, California, on December 13, 2004.   

Baer DR, MH Engelhard, and AS Lea.  2004.  “Simple Method for Approximate 
Comparison of X-Ray Damage Data.”  Presented by DR Baer (Invited Speaker) at the 3rd 
International Symposium on Practical Surface Analysis (PSA-04), Jeju, South Korea, on 
October 5, 2004.   

Baer DR, MH Engelhard, AS Lea, and DJ Gaspar.  2005.  “An Assessment of the Needs and 
Challenges of Applying Surface Analysis Methods to Nanomaterials.”  Presented by  
DR Baer (Invited Speaker) at the Florida Chapter of the American Vacuum Society Science 
and Technology Society, Florida Society for Microscopy Applied Surface Analysis 2005, 
Orlando, Florida, on March 15, 2005.   

Baer DR, MH Engelhard, AS Lea, DJ Gaspar, KH Pecher, and CM Wang.  2004.  
“Challenges in Applying Surface Analysis Methods to Nanoparticles and Nanostructured 
Materials.”  Presented by DR Baer (Invited Speaker) at the 3rd International Symposium on 
Practical Surface Analysis (PSA-04), Jeju, South Korea, on October 5, 2004.   

Baer DR.  2004.  “Potential Roles of Nanoscience in Environmental Engineering:  Iron 
Nanoparticles as a Specific Example.”  Presented by DR Baer (Invited Speaker) at Seoul 
National University, Seoul, South Korea, on October 1, 2004.   

Baer DR.  2004.  “Potential Roles of Nanoscience in Environmental Engineering:  Iron 
Nanoparticles as a Specific Example.”  Presented by DR Baer (Invited Speaker) at Hanyang 
University Seoul, South Korea, on October 1, 2004.   

Baer DR.  2005.  “Enhancing the Quality and Extending the Applicability of AES and 
XPS.”  Presented by DR Baer (Invited Speaker) at the 11th European Conference on 
Applications of Surface and Interface Analysis (ECASIA-05), Vienna, Austria, on  
September 27, 2005.   
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Baer DR.  2005.  “What Do We Mean by Nanoscience or Nanotechnology Education?”  
Presented by DR Baer (Invited Speaker) at the United States/Korea Nano-Forum, Los 
Angeles, California, on February 17, 2005.   

Barnard JC, EI Kassianov, RM Volkamer, L Molina, and MJ Molina.  2004.  “Evidence of 
NO2 Contamination of Aerosol Single Scattering Albedo Retrievals made during the Mexico 
City Metropolitan Area Field Campaign of 2003.”  Presented by JC Barnard at the American 
Geophysical Union Fall Meeting, San Francisco, California, on December 15, 2004.   

Baxter DJ, WR Cannon, and EJ Felix.  2005.  “Performance Results for an Application 
Using LUSTRE as a Shared Global Resource.”  Presented by DJ Baxter (Invited Speaker) at 
the May 2005 Gelato Federation Meeting, San Jose, California, on May 23, 2005.   

Beck KM.  2004.  “Controlling Laser-Induced Reactions in Solids and at Surfaces.”  
Presented by KM Beck (Invited Speaker) at the University of Washington, Seattle, 
Washington, on October 25, 2004.   

Beck KM, M Henyk, AG Joly, and WP Hess.  2005.  “Comparison of Bulk and Surface 
Energetics in Metal Oxide Films.”  Presented by KM Beck (Invited Speaker) at COST 2005, 
Torino, Italy, on May 13, 2005.   

Beliaev AS, MJ Marshall, DW Kennedy, A Dohnalkova, D Saffarini, DE Culley, SB Reed, 
YA Gorby, MF Romine, L Shi, JM Zachara, and JK Fredrickson.  2005.  “Biomolecular 
Mechanisms of Fe(III) Reduction by Shewanella oneidensis MR-1.”  Presented by AS Beliaev at 
the Joint International Symposia for Subsurface Microbiology and Environmental 
Biogeochemistry, Jackson Hole, Wyoming, on August 15, 2005.   

Beliaev AS, MJ Marshall, DW Kennedy, SB Reed, DE Culley, YA Gorby, MF Romine, and 
JK Fredrickson.  2005.  “Mutagenesis and Functional Characterization of Shewanella oneidensis 
Genes Involved in Fe(III) and Mn(IV) Oxide Reduction.”  Presented by AS Beliaev (Invited 
Speaker) at the Biogeochemistry Grand Challenge Working Meeting, Richland, Washington, 
on June 22, 2005.   

Biju VP, M Micic, D Hu, and HP Lu.  2004.  “Intermittent Single-Molecule Interfacial 
Electron Transfer Dynamics.”  Presented by HP Lu (Invited Speaker) at the 206th Meeting 
of the Electrochemical Society, Honolulu, Hawaii, on October 6, 2004.   

Biju VP, M Micic, D Hu, and HP Lu.  2005.  “Intermittent Single-Molecule Interfacial 
Electron Transfer Dynamics.”  Presented by HP Lu (Invited Speaker) at the 229th American 
Chemical Society National Meeting, San Diego, California, on March 16, 2005.   

Blake TA.  2004.  “High-Resolution Infrared Spectroscopy at Pacific Northwest National 
Laboratory:  A Buffet of Results.”  Presented by TA Blake (Invited Speaker) at Wesleyan 
University, Middleton, Connecticut, on November 19, 2004.   

Blake TA and NB Gallagher.  2005.  “Infrared Reflectance Spectroscopy:  Spectral 
Signatures of Chemicals on Soils.”  Presented by TA Blake at the Desert Trafficability 
Workshop, Winthrop, Washington, on January 22, 2005.   
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Bondarchuk O, Z Dohnalek, BD Kay, J Kim, and M White.  2005.  “Structure and Catalytic 
Activity of WO3 Clusters on TiO2(110).”  Presented by Z Dohnalek (Invited Speaker) at the 
U.S. Department of Energy Office of Basic Energy Sciences Contractors Meeting, Rockville, 
Maryland, on May 19, 2005.   

Bowers GM, KT Mueller, and AS Lipton.  2005.  “87Sr QCPMG-NMR Analyses of Salts 
and Natural Minerals at 21.14 T.”  Presented by GM Bowers at the 47th Rocky Mountain 
Conference on Analytical Chemistry, Denver, Colorado, on August 1, 2005.   

Bowman MK, JL Cape, IP Forquer, J Shepherd, and DM Kramer.  2005.  “Superoxide 
Generation by Mitochondrial Complex III.”  Presented by MK Bowman at Reactive Oxygen 
a Nitrogen Species Antioxidants a Human Health, Smotensk, Russian Federation, on 
September 26, 2005.   

Briknarova K, F Nasertorabi, ML Havert, E Eggleston, DW Hoyt, K Vuori, and KR Ely.  
2005.  “Solution Structure of the Serine-Rich Domain from Crk-Associated Substrate 
(p130Cas).”  Presented by K Briknarova at Frontiers of NMR in Molecular Biology IX, 
Banff, Alberta, Canada, on January 29, 2005.   

Bruce JE, GA Anderson, N Tolic, X Tang, DP Adhikari, GR Munske, and SM Chowdhury.  
2005.  “Accurate Mass and PIRs:  A New Strategy for Protein Interactions.”  Presented by 
JE Bruce at the American Society for Molecular Spectroscopy Meeting, San Antonio, Texas, 
on May 8, 2005.   

Bruckner-Lea CJ, BP Dockendorff, MG Warner, TM Straub, M Feldhaus, and JW Grate.  
2004.  “BEADS:  A Platform for Automated Sample Preparation and Detection of 
Biological Analytes.”  Presented by CJ Bruckner-Lea (Invited Speaker) at the Biodefense 
Symposium at the University of Cincinnati, Cincinnati, Ohio, on October 29, 2004.   

Bruckner-Lea CJ, BP Dockendorff, MG Warner, TM Straub, M Feldhaus, and JW Grate.  
2004.  “BEADS:  A Platform for Automated Sample Preparation and Detection of 
Biological Analytes.”  Presented by CJ Bruckner-Lea (Invited Speaker) at Detection 
Technologies 2004, Arlington, Virginia, on December 3, 2004.   

Bruckner-Lea CJ, BP Dockendorff, MG Warner, TM Straub, M Feldhaus, and JW Grate.  
2005.  “BEADS:  A Platform for Automated Sample Preparation and Detection of 
Biological Analytes.”  Presented by CJ Bruckner-Lea at the Gordon Research Conference on 
Chemical and Biological Terrorism Defense, Buelton, California, on January 30, 2005.   

Bruckner-Lea CJ, JN Adkins, ML Alexander, NC Anheier, Jr, CR Batishko, VL Bailey,  
BP Dockendorff, HC Edberg, SJ Fansler, JW Grate, SA Gray, KK Hixson, KH Jarman,  
TJ Johnson, MS Lipton, MM Matzke, GP Morgen, SL Owsley, RM Ozanich, GJ Posakony, 
TM Straub, KL Wahl, NB Valentine, CO Valdez, P Valdez, CL Warner, and MG Warner.  
2005.  “Next Generation Bioassays and Biodetection Systems for Homeland Security.”  
Presented by CJ Bruckner-Lea at the Homeland Security Advance Research Projects Agency 
Bioinformatics and Assays Development Program/Bioagents Autonomous Networked 
Detector Conference, Pleasanton, California, on May 11, 2005.   



2005 Annual Report  Presentations 

 
Section A-49 

Bruckner-Lea CJ, MG Warner, M Feldhaus, BP Dockendorff, NC Anheier, Jr, JD Marks, 
and JW Grate.  2004.  “Rapid, Sensitive Detection of Botulinum Toxin on a Flexible 
Microfluidics Platform.”  Presented by CJ Bruckner-Lea at the 206th Meeting of the 
Electrochemical Society, Honolulu, Hawaii, on October 4, 2004.   

Buck EC, M Douglas, JI Friese, and BD Hanson.  2005.  “High-Spatial Resolution Analysis 
of Transuranics in Uranium Phases.”  Presented by EC Buck at the 229th American 
Chemical Society National Meeting, San Diego, California, on March 17, 2005.   

Bursten BE, J Li, J Sonnenberg, and T Yang.  2005.  “Theoretical Studies of the Structure 
and Bonding of Actinide Complexes.”  Presented by BE Bursten at the Actinide 2005 
Symposium, Manchester, United Kingdom, on July 1, 2005.   

Bylaska EJ, and GD Black.  2005.  “NWChem and ECCE training at ARL.”  Presented by 
EJ Bylaska (Invited Speaker) at NWChem and ECCE Training at the Army Research 
Laboratory Major Shared Resource Center Facility, Aberdeen, Maryland, on May 9, 2005.   

Bylaska EJ, K Tsemekhman, ES Ilton, and KM Rosso.  2005.  “Self-Consistent, Self-
Interaction-Corrected DFT Studies of Annite.”  Presented by EJ Bylaska (Invited Speaker) 
at the 15th Annual Goldschmidt Conference:  A Voyage of Discovery, Moscow, Idaho, on 
May 22, 2005.   

Bylaska EJ, K Tsemekhman, JH Weare, and H Jonsson.  2005.  “Implementation of Self 
Interaction Corrected DFT and Hybrid Functionals for Pseudopotential Plane-Wave 
Programs.”  Presented by EJ Bylaska at the 230th National American Chemical Society 
Meeting, Washington, D.C., on August 30, 2005.   

Callister SJ, JN Adkins, ME Monroe, CD Goddard, GA Anderson, RD Smith,  
JK Fredrickson, and MS Lipton.  2005.  “Characterization of Rhodobacter sphaeroides Aerobic 
and Photosynthetic Cultures by High Resolution Proteomic Measurements.”  Presented by  
SJ Callister at the 53rd American Society for Molecular Spectroscopy Conference, San 
Antonio, Texas, on June 8, 2005.   

Callister SJ, JN Adkins, ME Monroe, R Fang, CD Goddard, GA Anderson, RD Smith,  
JK Fredrickson, MS Lipton, T Donohue, M Dominguez, C Tavano, S Kaplan, X Zeng, and  
J Roh.  2005.  “The Accurate Mass Tag Strategy for Proteomic Evaluation of Environmental 
Microorganisms with Application to Rhodobacter sphaeroides.”  Presented by SJ Callister 
(Invited Speaker) at Brigham Young University, Provo, Utah, on February 11, 2005.   

Camp D, Y Shen, J Kim, W Qian, JM Jacobs, K Petritis, RJ Moore, MA Gritsenko, W Xiao, 
LL Moldawer, RW Davis, RG Tompkins, and RD Smith.  2005.  “Proteomic 
Characterization of Human Blood Plasma.”  Presented by DG Camp at the American 
Association for the Advancement of Science Annual Meeting, Seattle, Washington, on 
February 20, 2005.   
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Camp DG, II, W Qian, T Liu, MA Gritsenko, and RD Smith.  2005.  “The Plasma Proteome 
and the Host Response to Inflammation.”  Presented by DG Camp, II, (Invited Speaker) at 
the Third Symposium on the Functional Genomics of Critical Illness and Injury:  Identifying 
Research Priorities, Bethesda, Maryland, on April 22, 2005.   

Camp DG, II, W Qian, T Liu, ME Monroe, N Jaitly, MA Gritsenko, RJ Moore,  
DJ Anderson, and RD Smith.  2005.  “Quantitative Proteomic Profiling of Clinical Plasma 
Samples from Trauma Patients.”  Presented by DG Camp, II, (Invited Speaker) at the Glue 
Advisory Committee Meeting, Chicago, Illinois, on March 14, 2005.   

Camp DG, JM Jacobs, W Qian, MS Lipton, HR Udseth, L Pasa-Tolic, GA Anderson,  
Y Shen, and ME Monroe.  2004.  “Application of FTICR Mass Spectrometry in High-
Throughput Quantitative Proteomics.”  Presented by RD Smith (Invited Speaker) at the 
American Society for Microbiology Conference, Portland, Oregon, on October 5, 2004.   

Campbell AA.  2005.  “Bioinspired Synthesis of Calcium Phosphate Coatings for 
Orthopedic Applications:  A Science to Solutions Example.”  Presented by AA Campbell 
(Invited Speakers) at the American Chemical Society Northwest Regional Meeting, 
Fairbanks, Alaska, on June 17, 2005.   

Campbell AA and DW Hoyt.  2005.  “EMSL National Scientific User Facility.”  Presented 
by DW Hoyt and AA Campbell (Invited Speakers) at the American Chemical Society 
Meeting, Washington, D.C., on August 30, 2005.   

Cannon WR, KH Jarman, BM Webb-Robertson, DJ Baxter, CS Oehmen, KD Jarman,  
A Heredia-Langner, KJ Auberry, and GA Anderson.  2005.  “A Composite Statistical 
Framework for Peptide Identification From Tandem Mass Spectrometry Data.”  Presented 
by WR Cannon at the Intelligent Systems in Molecular Biology Conference, Detroit, 
Michigan, on June 27, 2005.   

Cao C, JD Holladay, EO Jones, and Y Wang.  2005.  “Computer-Aided Design of Micro-
scale Fuel Processors.”  Presented by C Cao at the 19th North American Catalysis Meeting, 
Philadelphia, Pennsylvania, on May 24, 2005.   

Carlson TS, ST O'Leary, and JD McCoy.  2005.  “Pacific Northwest National Laboratory 
Secure Collaboration Zone.”  Presented by TS Carlson (Invited Speaker) at the National 
Laboratories Information Technology Summit, Richland, Washington, on May 16, 2005.   

Casey WH, J Rosenquist, P Yu, BL Phillips, EJ Bylaska, and TW Swaddle.  2005.  “Kinetic 
Evidence for Five-Coordination in the AlOH(aq)2+ ion:  Implications for the Reactivity and 
Toxicity of Aluminum(III) in Water.”  Presented by TW Swaddle at the 2005 88th Canadian 
Chemistry Conference, Saskatoon, Saskatchewan, Canada, on May 30, 2005.   

Cermelli S, J Griner, M Welte, L Wong, RJ Moore, and SP Gross.  2004.  “A Proteomics 
Approach to Identify Regulators of Organelle Transport.”  Presented by SP Gross at the 
American Society for Cell Biology Meeting, Washington, D.C., on December 4, 2004.   
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Chambers SA.  2004.  “Epitaxial Growth and Properties of Cr Doped TiO₂.”  Presented by 
SA Chambers (Invited Speaker) at the Defense Advanced Research Projects Agency Spins in 
Semiconductors Program Review, San Francisco, California, on October 25, 2004.   

Chambers SA.  2004.  “Structural, Electronic and Magnetic Properties of Magnetically 
Doped Transition Metal Oxides from Synchrotron Methods.”  Presented by SA Chambers 
(Invited Speaker) at the New Complex Materials for Synchrotron Science Symposium at the 
Advanced Light Source Users’ Meeting, Berkeley, California, on October 17, 2004.   

Chambers SA.  2005.  “Structure and Photochemistry at Oxide/Oxide Heterojunctions.”  
Presented by SA Chambers (Invited Speaker) at the American Chemical Society National 
Meeting, Symposium entitled “Growth and Catalysis of Metal Overlayers,” San Diego, 
California, on March 15, 2005.   

Chan EY, ME Monroe, HM Mottaz, W Qian, DL Diamond, DG Camp, II, RD Smith, and 
MG Katze.  2004.  “Proteomic Characterization of HIV-1 INFECTION in CD4+-T-
Cells.”  Presented by EY Chan (Invited Speaker) at the 22nd Annual Symposium on 
Nonhuman Primate Models for AIDS, San Antonio, Texas, on November 5, 2004.   

Cho HM, WA De Jong, CZ Soderquist, BK McNamara, I Farnan, and WJ Weber.  2005.  
“NMR Spectroscopy of Radioactive Samples:  When No Other Method Will Do.”  
Presented by HM Cho (Invited Speaker) at Solid State NMR of Nuclear-Related Materials:  
Towards Radioactive Magic-Angle-Spinning NMR, Cambridge, United Kingdom on 
September 22, 2005.   

Cinson A.  2005.  “Synthesis of Thin Oxide Films by Sputtering Deposition Process.”  
Presented by A Cinson (Invited Speaker) at the Science and Engineering Education Summer 
Fellows Poster Session, Richland, Washington, on August 4, 2005.   

Cliff JB, DJ Gaspar, PJ Bottomley, and DD Myrold.  2005.  “Microbial C and N 
Assimilation in Soils and Model Systems as Revealed by ToF-SIMS.”  Presented by JB Cliff 
(Invited Speaker) at the 15th Annual Goldschmidt Conference:  A Voyage of Discovery, 
Moscow, Idaho, on May 23, 2005.   

Cliff JB, DJ Gaspar, S Golledge, KH Jarman, NB Valentine, KL Wahl, and DS Wunschel.  
2005.  “Growth Media Differentiation of Bacillus subtilis Spores by Elemental 
Characterization using Time of Flight Secondary Ion Mass Spectrometry.”   Presented by 
JB Cliff at the Mass Spectrometry in Forensic Science and Counterterrorism Conference, 
Clearwater Beach, Florida, on January 31, 2005.   

Cliff JB, KH Jarman, NB Valentine, S Golledge, DJ Gaspar, DS Wunschel, and KL Wahl.  
2005.  “Bioforensics Characterization of Bacillus Spores using ToF-SIMS.”  Presented by 
JBCliff at the 15th International Conference on Secondary Ion Mass Spectrometry (SIMS-
XV), Manchester, United Kingdom, on September 12, 2005.   
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Corley RA.  2004.  “Incorporation of Medical Imaging and Supercomputing in the 
Development and Validation of Biologically Based Exposure-Dose-Response Models:  An 
Example from the Respiratory System.”  Presented by RA Corley (Invited Speaker) at the 
Special Workshop on PBPK/PD, International Conference on Neuroprotective Agents, 
Monterey, California, on November 19, 2004.   

Corley RA, KR Minard, HE Trease, LL Trease, C Timchalk, CG Plopper, JR Harkema,  
J Kimbell, and E Postlewait.  2005.  “Rapid Three-Dimensional Mesh Construction and 
Respiratory Airflow Modeling in Laboratory Animals.”  Presented by RA Corley at the 
American Thoracic Society Meeting (ATS-2005), San Diego, California, on May 20, 2005.   

Cowin JP and MJ Iedema.  2005.  “Proton Solvation and Motion in Water Ices and Their 
Interfaces.”  Presented by JP Cowin (Invited Speaker) at the 229th American Chemical 
Society National Meeting, San Diego, California, on March 14, 2005.   

Cowin JP and MJ Iedema.  2005.  “Proton Solvation and Motion in Water Ices and Their 
Interfaces.”  Presented by JP Cowin (Invited Speaker) at the AirUCI Workshop on Ions and 
Molecules at Aqueous Interfaces, Prague, Czech Republic, on June 27, 2005.   

Cowley DE and EJ Felix.  2005.  “EMSL 2005 Lustre Update.”  Presented by DE Cowley 
(Invited Speaker) at the Lustre Users Group Summer 2005 Meeting, Cincinatti, Ohio, on 
August 16, 2005.   

Craig NC and RL Sams.  2005.  “High-Resolution Infrared Spectroscopy of Butadiene:  
Trans and Gauche Rotamers.”  Presented by NC Craig (Invited Speaker) at Ohio State 
University, Columbus, Ohio, on June 23, 2005.   

Craig NC, MC Moore, RL Sams, and DC McKean.  2005.  “The Last Lap:  High-Resolution 
Infrared Spectroscopy of Butadiene-2.3-13C2-.”  Presented by NC Craig (Invited Speaker) at 
Ohio State University, Columbus, Ohio, on June 22, 2005.   

Culley DE, SB Reed, SJ Fansler, HM Kostandarithes, MF Romine, JK Fredrickson, and AS 
Beliaev.  2005.  “Cytochrome Deletion Mutants:  Construction and Verification.”  Presented 
by DE Culley (Invited Speaker) at the Biogeochemistry Grand Challenge Working Meeting, 
Richland, Washington, on June 20, 2005.   

Daschbach JL, GK Schenter, P Ayotte, RS Smith, and BD Kay.  2004.  “Diffusion of 
Helium in Amorphous Solid Water:  Observation of an Inverse Hydrogen/Deuterium 
Lattice Isotope Effect.”  Presented by JL Daschbach (Invited Speaker) at the American 
Vacuum Society 51st International Symposium, Anaheim, California, on November 16, 
2004.   

Daschbach JL, GK Schenter, P Ayotte, RS Smith, and BD Kay.  2005.  “Diffusion of 
Helium in Amorphous Solid Water:  Observation of an Inverse Hydrogen/Deuterium 
Lattice Isotope Effect.”  Presented by BD Kay at the Gordon Research Conference, 
Andover, New Hampshire, on August 17, 2005.   
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De Jong WA.  2005.  “Actinide Chemistry:  Interplay of Computational Modeling and 
Experiment.”  Presented by WA de Jong (Invited Speaker) at the 24th Rare Earth Research 
Conference, Keystone, Colorado, on June 27, 2005.   

De Jong WA and HM Cho.  2005.  “Rutherfordine and Pertechentate NMR:  Interplay of 
Computational Modeling and Experiment.”  Presented by WA de Jong at the 45th Sanibel 
Symposium, St. Simons Island, Georgia, on March 8, 2005.   

De Jong WA and K Kowalski.  2005.  “Achieving Sustained Teraflop Performance with the 
NWChem Coupled Cluster Module.”  Presented by WA de Jong (Invited Speaker) at the 
American Chemical Society Meeting, Washington, D.C., on August 29, 2005.   

Degliumberto L, DS Perry, W Heiserman, R Cook, HD Mettee, RL Sams, and  
GO Sorensen.  2005.  “The Assymetric N-O Stretch Fundamental Band of Nitromethane:  
Intramolecular Vibrational Relaxation in the Ground Internal Rotor State.”  Presented by  
L Degliumberto (Invited Speaker) at Ohio State University, Columbus, Ohio, on June 23, 
2005.   

Devanathan R.  2005.  “Computer Simulation of Defect Processes in Ceramics.”  Presented 
by R Devanathan (Invited Speaker) at the Department Seminar, Department of Materials 
Science and Engineering, University of Florida, Gainesville, Florida, on March 22, 2005.   

Devanathan R and WJ Weber.  2005.  “Computational and Experimental Studies of the 
Radiation Response of Gd2Ti2O7 pyrochlore.”  Presented by R Devanathan (Invited 
Speaker) at the 107th Annual Meeting of the American Ceramic Society, Baltimore, Maryland, 
on April 11, 2005.   

Devanathan R and WJ Weber.  2005.  “Computer Simulation of Radiation Effects in 
Gd2Ti2O7 and Gd2Zr2O7.”  Presented by R Devanathan (Invited Speaker) at the 6th 
Pacific Rim Conference on Ceramic and Glass Technology, Maui, Hawaii, on September 12, 
2005.   

Devanathan R, F Gao, and WJ Weber.  2004.  “Computer Simulation of Displacement 
Damage in Silicon Carbide.”  Presented by R Devanathan at the 2004 Fall Meeting of the 
Materials Research Society, Boston, Massachusetts, on November 29, 2004.   

Devanathan R, LR Corrales, WJ Weber, A Chartier, and C Meis.  2005.  “Atomistic 
Simulation of Collision Cascades in Zircon.”  Presented by R Devanathan at the 13th 
International Conference on Radiation Effects in Insulators, Santa Fe, New Mexico, on 
August 29, 2005.   

Devanathan R, LR Corrales, WJ Weber, A Chartier, and C Meis.  2005.  “Computer 
Simulation of Energetic Recoils in Zircon.”  Presented by R Devanathan at the 6th Pacific 
Rim Conference on Ceramic and Glass Technology, Maui, Hawaii, on September 15, 2005.   
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Devanathan R, WJ Weber, LR Corrales, A Chartier, and C Meis.  2005.  “Computer 
Simulation of Defect Processes in Complex Ceramics.”  Presented by R Devanathan (Invited 
Speaker) at the U.S. Department of Energy Office of Basic Energy Sciences Project Review, 
Richland, Washington, on May 11, 2005.   

Devineni DP, S Stormo, W Kempf, J Schenkel, R Behanan, AS Lea, and DW Galipeau.  
2005.  “Nanowires for Automobile and Industrial Emission Detection.”  Presented by  
DW Galipeau at the 2005 Nano-Science Technology Institute Nanotechnology Conference 
and Trade Show, Anaheim, California, on May 10, 2005.   

Ding S-J, F Yang, W Qian, DG Camp, II, B Wang, JM Jacobs, Q Luo, R Zhao, RL Klemke, 
and RD Smith.  2005.  “High-Throughput Quantitative Phosphoproteomic Analysis Using 
Accurate Mass Tags and Enzymatic Dephosphorylation Technologies.”  Presented by  
S-J Ding at the 53rd American Society for Molecular Spectroscopy Conference, San Antonio, 
Texas, on June 7, 2005.   

Ding YR, KK Hixson, J Burns, MS Lipton, and DR Lovley.  2005.  “Proteome Analysis of 
Differentially Displayed Proteins for the Investigation of Insoluble and Soluble Fe(III) 
Reduction from Geobacter sulfurreducens.”  Presented by DR Lovely at the American Society 
for Microbiology Meeting, Atlanta, Georgia, on June 9, 2005.   

Disselkamp RS, D Kim, J Kwak, CHF Peden, J Szanyi, and RG Tonkyn.  2005.  
“Fundamental Studies of NOx Adsorber Materials.”  Presented by CHF Peden (Invited 
Speaker) at the National Laboratory Advanced Combustion Engine R&D Merit Review and 
Peer Evaluation, Argonne, Illinois, on April 20, 2005.   

Diwald O, S Stankic, T Berger, A Riss, J Bernardi, M Sterrer, and E Knozinger.  2004.  
“Lighted Induced Surface Processes on Oxide Nanocrystals.”  Presented by O Diwald 
(Invited Speaker) at Pacific Northwest National Laboratory, Richland, Washington, on 
October 21, 2004.   

Dixon DA, MS Gutowski, LA Pollack, TL Windus, and WA De Jong.  2005.  “High-Level 
Computational Approaches to the Prediction of the Thermodynamics of Chemical 
Hydrogen Storage Systems and Hydrocarbon Fuels.”  Presented by DA Dixon at the 229th 
American Chemical Society National Meeting, San Diego, California, on March 14, 2005.  

Dixon DA, WA De Jong, KA Peterson, KO Christe, and GJ Schrobilgen.  2005.  “The 
Heats of Formation of Xenon Fluorides.”  Presented by DA Dixon at the Technical 
Program for the American Chemical Society 17th Winter Fluorine Conference, St. Pete 
Beach, Florida, on January 12, 2005.   

Dixon DA, WA De Jong, TL Windus, and KA Peterson.  2005.  “Applications of Electronic 
Structure Theory at the Teraflop Level and Beyond.”  Presented by DA Dixon (Invited 
Speaker) at the 230th American Chemical Society National Meeting, Division of Computers 
in Chemistry, Washington, D.C., on August 29, 2005.   
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Dohnalek Z.  2004.  “Comparison of Physisorption on MgO(100) and TiO2(110)Surfaces.”  
Presented by Z Dohnalek (Invited Speaker) at the American Vacuum Society 51st 
International Symposium, Anaheim, California, on November 15, 2004.   

Dohnalek Z and BD Kay.  2005.  “Growth and Catalytic Activity of Supported Nanoscaled 
Palladium Films.”  Presented by Z Dohnalek (Invited Speaker) at the 229th American 
Chemical Society National Meeting, San Diego, California, on March 14, 2005.   

Dohnalek Z, J Kim, and BD Kay.  2005.  “Growth and Catalytic Activity of Epitaxial 
Palladium(111) Films.”  Presented by Z Dohnalek (Invited Speaker) at the Gordon Research 
Conference, Ventura, California, on February 14, 2005.   

Dohnalek Z, J Kim, and BD Kay.  2005.  “Growth and Catalytic Activity of Supported 
Nanoscaled Palladium Films.”  Presented by Z Dohnalek (Invited Speaker) at the American 
Vacuum Society Meeting, Albuquerque, New Mexico, on May 24, 2005.   

Dohnalek Z, OA Bondarchuk, J Kim, M White, and BD Kay.  2005.  “Structure and 
Catalytic Activity of WO3 Clusters on TiO2(110).”  Presented by Z Dohnalek (Invited 
Speaker) at the American Chemical Society Meeting, Washington D.C., on September 1, 
2005.   

Dohnalkova A, DW Kennedy, MJ Marshall, YA Gorby, DA Elias, AS Beliaev, and 
JK Fredrickson.  2005.  “Imaging and Analysis of Biominerals and Nanostructures 
Associated with Bacterial Membranes.”  Presented by A Dohnalkova at the 15th Annual 
Goldschmidt Conference:  A Voyage of Discovery, Moscow, Idaho, on May 21, 2005.   

Droubay TC, J Osterwalder, SM Heald, SA Chambers, TC Kaspar, and CM Wang.  2004.  
“MBE Growth and Magnetism in Transition-Metal Doped Anatase:  The Case for 
Chromium.”  Presented by TC Droubay at the 49th Conference on Magnetism and Magnetic 
Materials, Jacksonville, Florida, on November 8, 2004.   

Droubay TC, SM Heald, JE Jaffe, TC Kaspar, DE McCready, V Shutthanandan,  
S Thevuthasan, CM Wang, SA Chambers, J Osterwalder, and AJ Kellock.  2005.  
“Ferromagnetic Doping of Oxide Semiconductors:  Investigation of Chromium-Doped 
TiO2 Anatase.”  Presented by TC Droubay  (Invited Speaker) at the Air Force Office of 
Scientific Research Wide-Band-Gap Ferromagnetic Semiconductor Workshop, Edinburgh, 
United Kingdom on May 16, 2005.   

Droubay TC, SM Heald, V Shutthanandan, S Thevuthasan, SA Chambers, and 
J Osterwalder.  2004.  “Room-Temperature Ferromagnetism in Chromium-Doped TiO2 
Anatase.”  Presented by SA Chambers at the 51st International American Vacuum Society 
Symposium, Anaheim, California, on November 16, 2004.   

Durham P, EM Bringa, W van Breugel, R Devanathan, and LR Corrales.  2005.  “Molecular 
Dynamics Simulations of Forsterite Amorphization by Cosmic Rays.”  Presented by  
P Durham at the Lawrence Livermore National Laboratory Student Research Symposium, 
Livermore, California, on August 10, 2005.   
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Elias DA, HM Mottaz, CD Goddard, AS Beliaev, and MS Lipton.  2005.  “Identification of 
Metal Reductases and Determination of Their Relative Abundance in Subsurface 
Sedimentary Systems Using Proteomic Analysis.”  Presented by DA Elias (Invited Speaker) 
at the 8th Annual U.S. Department of Energy Natural and Accelerated Bioremediation 
Research Principal Investigator Workshop, Warrenton, Virginia, on April 18, 2005.   

Elias DA, MS Lipton, R Fang, JK Fredrickson, YA Gorby, and RD Smith.  2004.  “Global 
Analysis of the Shewanella oneidensis MR-1 Proteome Using Accurate Mass Tags.”  Presented 
by DA Elias (Invited Speaker) at the University of Missouri, Columbia, Missouri, on 
November 1, 2004.   

Elliott DC.  2005.  “The Use of Catalysts in Near-Critical Water Processing.”  Presented by 
DC Elliott (Invited Speaker) at the Joint 20th AIRAPT–43th EHPRG, Karlsruhe, Germany, 
on June 27, 2005.   

Elliott DC.  2005.  “The Use of Catalysts in Near-Critical Water Processing.”  Presented by 
DC Elliott (Invited Speaker) at the Massachusetts Institute of Technology, Boston, 
Massachusetts, on April 26, 2005.   

Elliott DC.  2005.  “The Use of Catalysts in Near-Critical Water Processing.”  Presented by 
DC Elliott (Invited Speaker) at the Seminar at Forschungszentrum Karlsruhe, Technik und 
Umwelt, Karlsruhe, Germany, on June 28, 2005.   

Elshafey A, N Tolic, MM Young, and V Kery.  2005.  “Zero-Length Cross Linking of Intact 
Protein Complexes in the Solid State:  A New Way to Analyze Protein-Protein 
Interactions.”  Presented by A Elshafey and V Kery at the 7th International Symposium on 
Mass Spectrometry in the Health and Life Sciences:  Molecular and Cellular Proteomics,  
San Francisco, California, on August 21, 2005.   

Engelhard MH and DR Baer.  2005.  “Challenges of Making Accurate and Useful XPS 
Measurements on Wide Variety of Materials in User Facility.”  Presented by MH Engelhard 
(Invited Speaker) at the University of Central Florida, Orlando, Florida, on March 14, 2005.   

Fanourgakis GS, A Lagutschenkov, K Kowalski, G Niedner-Schateburg, and SS Xantheas.  
2005.  “Structural, Spectral and Excited State Features of Water-Hydrogen Bonding 
Networks:  Results of Ab Initio Calculations and Interaction Potentials.”  Presented by  
SS Xantheas (Invited Speaker) at the 229th American Chemical Society National Meeting, 
San Diego, California, on March 13, 2005.   

Fanourgakis GS, E Apra, and SS Xantheas.  2005.  “High-Level Ab Initio Calculations for the 
Four Low-Lying Families of Minima of (H2O)20:  II. Spectroscopic Signatures of the 
Dodecahedron, Fused Cubes, Face-Sharing, and Edge-Sharing Pentagonal Prisms Hydrogen 
Bonding Networks.”  Presented by SS Xantheas (Invited Speaker) at the EMSI International 
Workshop on Ions and Molecules at Aqueous Interfaces, Prague, Czech Republic, on June 
27, 2005.   
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Farnan I, HM Cho, and WJ Weber.  2005.  “Identifying and Quantifying Actinide Radiation 
Damage in ZrSiO4 Minerals and Ceramics with Nuclear Magnetic Resonance.”  Presented 
by I Farnan (Invited Speaker) at ACTINIDES 2005, Manchester, United Kingdom on  
July 4, 2005.   

Felix EJ.  2004.  “Lustre at Pacific Northwest National Laboratory:  SuperComputers and 
Archives.”  Presented by EJ Felix (Invited Speaker) at the Hewlett-Packard Collaboration 
and Competency Network Meeting, Pittsburgh, Pennsylvania, on November 6, 2004.   

Felix EJ.  2005.  “Active Storage and StorCloud.”  Orientation presented by EJ Felix (Invited 
Speaker) to CRAY, Inc., visitors at Pacific Northwest National Laboratory, Richland, 
Washington, on April 20, 2005.   

Felix EJ.  2005.  “Active Storage Processing in a Parallel File System.”  Presented by EJ Felix 
at the 6th Linux Clusters Institute International Conference on Linux Clusters:  The High-
Performance Computing Revolution (HPC-2005), Chapel Hill, North Carolina, on April 26, 
2005.   

Felix EJ.  2005.  “EMSL 2005 Lustre Update.”  Presented by EJ Felix (Invited Speaker) at 
the Lustre Users’ Group Summer 2005 Meeting, Springfield, Ohio, on August 16, 2005.   

Felix EJ.  2005.  “Lustre at PNNL.” Orientation presented by EJ Felix (Invited Speaker) to 
CRAY, Inc., visitors at Pacific Northwest National Laboratory, Richland, Washington, on 
April 20, 2005.  

Felmy AR, DA Dixon, and JR Rustad.  2005.  “Molecular Simulation of Aqueous Phase and 
Interfacial Reactions:  Lanthanide and Actinide Species Applications.”  Presented by  
AR Felmy (Invited Speaker) at the 24th Rare Earth Research Conference, Keystone, 
Colorado, on June 28, 2005.   

Felmy AR, Z Wang, HM Cho, NJ Hess, GR Choppin, and DA Dixon.  2005.  “The 
Aqueous Thermodynamics and Complexation Reactions of Radionuclides to High Ionic 
Strength:  Applications in Subsurface Science and High-Level Waste Processing.”  Presented 
by AR Felmy (Invited Speaker) at the U.S. Department of Energy Environmental Science 
Project High-Level Waste Workshop at Savannah River Laboratories, Aiken, South Carolina, 
on January 20, 2005.   

Fifield LS, JC Linehan, RS Addleman, CL Aardahl, JD Newell, and TE Bitterwolf.  2005.  
“Homogeneous Catalysts Tethered to Carbon Nanotubes.”  Presented by LS Fifield at the 
Materials Research Society Spring 2005, San Francisco, California, on March 28, 2005.   

Floss C, FJ Stadermann, A Nguyen, E Zinner, and AS Lea.  2005.  “High Iron Contents in 
Presolar Silicate Grains:  Primary Feature or the Result of Secondary Processing?”  Presented 
by C Floss at the 68th Annual Meteoritical Society Meeting (MetSoc 2005), Gatlinburg, 
Tennessee, on September 12, 2005.   
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Ford JJ, NG Isern, JA Sears, Jr, SD Burton, DN Rommereim, PD Ellis, and DW Hoyt.  
2005.  “High Field Magnetic Resonance Facility Capabilities and Access to our National 
User Facility.”  Presented by JJ Ford at the 46th Experimental Nuclear Magnetic Resonance 
Conference, Providence, Rhode Island, on April 10, 2005.   

Fox EB, MH Engelhard, S Velu, and C Song.  2005.  “Surface Studies on Highly Active 
CeO2 supported Cu-Pd Bimetallic Catalysts for the Oxygen-Assisted Water-Gas-Shift 
Reaction.”  Presented by EB Fox at the North American Catalysis Symposium, Philadelphia, 
Pennsylvania, on May 26, 2005.   

Franz JA, M Dupuis, JC Birnbaum, MS Alnajjar, TA Bowden, and TE Bitterwolf.  2005.  
“Modeling the Free Radical Chemistry of MoS, MoCoS, and FeS clusters.”  Presented by  
JA Franz (Invited Speaker) at the 229th American Chemical Society National Meeting,  
San Diego, California, on March 15, 2005.   

Fredrickson JK.  2005.  “Electron Transfer at the Microbe-Mineral Interface.”  Presented by 
JK Fredrickson (Invited Speaker) at the 8th Annual U.S. Department of Energy Natural and 
Accelerated Bioremediation Research Principal Investigator Meeting, Warrenton, Virginia, 
on April 20, 2005.   

Fredrickson JK, AS Beliaev, and MJ Marshall.  2005.  “Electron Transfer Driven Microbe-
Mineral Interactions.”  Presented by JK Fredrickson (Invited Speaker) at the Environmental 
Microbes Workshop, Madison, Wisconsin, on September 15, 2005.   

Freedman VL, AL Ward, and GW Gee.  2004.  “Estimating Transport Parameters for Field-
Scale Cation Migration in the Vadose Zone.”  Presented by VL Freedman at Soil Science 
Society of America Annual Meeting, Seattle, Washington, on November 1, 2004.   

Futrell JH.  2005.  “Activation of Large Ions in FT-ICR Mass Spectrometry.”  Presented by 
JH Futrell (Invited Speaker) at Texas A&M University, College Station, Texas, on February 
15, 2005.   

Futrell JH and J Laskin.  2005.  “Recent Results on Surface Collisional Activation and 
Capture of Complex Ions:  SID and Soft Landing.”  Presented by JH Futrell (Invited 
Speaker) at the 23rd Informal Meeting of Mass Spectrometry, Fiera di Primiero, Italy on  
May 16, 2005.   

Gallagher NB, TA Blake, and PL Gassman.  2005.  “Application of Extended Inverse 
Scatter Correction to Mid-Infrared Reflectance Spectra of Soil.”  Presented by NB Gallagher 
(Invited Speaker) at the 12th International Conference on Near Infrared Spectroscopy, Sky 
City, New Zealand, on April 12, 2005.   

Gallagher NB, TA Blake, and PL Gassman.  2005.  “Multivariate Curve Resolution Applied 
to Infrared Reflectance Measurements of Soil Contaminated with Organic Analyte.”  
Presented by NB Gallagher (Invited Speaker) at the 12th International Conference on Near-
Infrared Spectroscopy, Sky City, New Zealand, on April 11, 2005.   
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Gannon PE, M Deibert, C Tripp, CV Ramana, AN Kayani, RJ Smith, VI Gorokhovsky,  
V Shutthanandan, and DS Gelles.  2004.  “Simulated Solid Oxide Fuel Cell Interconnect 
Performance of Crofer 22 APU With and Without Filtered Arc Coatings from the Cr-Al-O-
N Elemental System.”  Presented by V Shutthanandan at the 2004 American Society of 
Materials Conference, Columbus, Ohio, on October 1, 2004.   

Gao F and WJ Weber.  2004.  “Defect Properties in GaN:  Ab Initio and Empirical Potential 
Calculations.”  Presented by F Gao at the 5th Pacific-Rim International Conference on 
Advanced Materials and Processing, Beijing, China, on November 3, 2004.   

Gao F, R Devanathan, T Oda, and WJ Weber.  2005.  “Partial-Charge Potential, Phase 
Transition and Amorphous Structure of GaN.”  Presented by F Gao (Invited Speaker) at the 
U.S. Department of Energy Office of Basic Energy Sciences Project Review, Richland, 
Washington, on May 11, 2005.   

Gao F, T Oda, R Devanathan, and WJ Weber.  2005.  “Partial-Charged Potentials, Phase 
Transition, and Amorphous Structure of GaN.”  Presented by F Gao at the Radiation 
Effects in Insulators Conference, Santa Fe, New Mexico, on August 30, 2005.   

Gao F, WJ Weber, R Devanathan, and Y Zhang.  2004.  “Multi-Scale Computer Simulation 
in Materials.”  Presented by F Gao (Invited Speaker) at Florida State University, Tallahassee, 
Florida, on November 29, 2004.   

Gao F, WJ Weber, R Devanathan, and Y Zhang.  2004.  “Multi-Scale Simulations of 
Ion-Solid Interaction in Ceramics.”  Presented by F Gao (Invited Speaker) at Chengdu 
University of Science and Technology, Chengdu, China, on November 9, 2004.   

Gao F, WJ Weber, R Devanathan, and Y Zhang.  2005.  “Multi-Scale Computer Simulations 
of Radiation Damage in Ceramics.”  Presented by F Gao (Invited Speaker) at the University 
of Michigan, Ann Arbor, Michigan, on January 14, 2005  

Gaspar DJ, A Laskin, BJ Finlayson-Pitts, and BM Sass.  2004.  “Application of TOF-SIMS 
to Environmentally Relevant Surface and Interfaces.”  Presented by DJ Gaspar at the 51st 
Annual American Vacuum Society Symposium and Exhibition, Anaheim, California, on 
November 15, 2004.   

Gaspar DJ, AS Lea, DL Baer, and MH Engelhard.  2005.  “Examining Ion Sputtering of 
Nanoparticles and Nanoporous Materials.”  Presented by DJ Gaspar (Invited Speaker) at the 
15th International Conference on Secondary Ion Mass Spectrometry, Manchester, United 
Kingdom, on September 13, 2005.   

Gaspar DJ.  2005.  “Nanobiology Resources at the W.R. Wiley Environmental Molecular 
Sciences Labortory and Pacific Northwest National Laboratory.”  Presented by  
DJ Gaspar (Invited Speaker) at the National Institute of Biomedical Imaging and 
Bioengineering/U.S. Department of Energy Workshop, Bethesda, Maryland, on March 17, 
2005.    
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Gassman PL.  2005.  “Environmental Research Projects Utilizing FTIR Spectroscopy at the 
W.R. Wiley Environmental Molecular Sciences Labortory.”  Presented by PL Gassman at 
the 60th Regional Meeting of the Northwest Section of the American Chemical Society, 
Fairbanks, Alaska, on June 15, 2005.   

Gorokhovsky V, C Bowman, PE Gannon, D Van Vorous, A Rutkowski, AA Voevodin,  
RJ Smith, AN Kayani, and V Shutthanandan.  2005.  “Nanocomposite Tribological Coatings 
Prepared by a Hybrid of Filtered Cathodic Arc and Magnetron Sputtering:  Part I.  
Deposition Process, Coating Structure, and Basic Property Characterization.”  Presented by 
RJ Smith at the International Conference on Metallurgical Coatings and Thin Films 
(ICMCTF-05), San Diego, California, on May 1, 2005.   

Gorokhovsky V, C Bowman, PE Gannon, D Van Vorous, A Rutkowski, AA Voevodin,  
RJ Smith, AN Kayani, and V Shutthanandan.  2005.  “Nanocomposite Tribological Coatings 
Prepared by a Hybrid of Filtered Cathodic Arc and Magnetron Sputtering.  Part II:  Friction, 
Wear, and Corrosion Protective Properties.”  Presented by PE Gannon at the International 
Conference on Metallurgical Coatings and Thin Films (ICMCTF-05), San Diego, California, 
on May 2, 2005.   

Grate JW.  2004.  “Polymer-Coated Vapor Sensor Arrays and the Chemical Information 
They Encode.”  Presented by JW Grate (Invited Speaker) at the University of Cincinnati, 
Cincinnati, Ohio, on October 28, 2004.   

Grate JW.  2004.  “Sorptive Materials and Films for Array-based Vapor Sensing.”  Presented 
by JW Grate (Invited Speaker) at the Perspective on BioDefense:  Science, Politics, and 
Practice Meeting, Cincinnati, Ohio, on October 30, 2004.   

Grate JW.  2005.  “Inorganic/Organic Materials for Chemical Vapor Sensors.”  Presented by 
JW Grate (Invited Speaker) at the 229th American Chemical Society National Meeting, San 
Diego, California, on March 14, 2005.   

Grate JW.  2005.  “Modern Materials for Chemical Vapor Sensing.”  Presented by JW Grate 
(Invited Speaker) at the 60th Northwest Regional Meeting (NORM) of the American 
Chemical Society, Fairbanks, Alaska, on June 16, 2005.   

Grate JW and OB Egorov.  2004.  “Flow-Based Solutions for Automated Separation, 
Analysis, and Sensing in Radiochemistry.”  Presented by JW Grate (Invited Speaker) at the 
International Chemical Congress of Pacific Basin Societies Conference (PACIFICHEM-
2005), Honolulu, Hawaii, on December 16, 2004.   

Grate JW, DA Nelson, RL Skaggs, MG Warner, and GC Dunham.  2005.  “Advanced 
Materials for Chemical Sensors.”  Presented by MG Warner at Homeland Security Research 
Conference:  Working Together:  Research and Development Partnerships in Homeland 
Security, Boston, Massachusetts, on April 27, 2005.   
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Gutowska A, NN Bridges, KR Minard, B Jeong, and YH An.  2005.  “Nanostructured 
Stimuli-Responsive Hydrogels for Biomedical Applications.”  Presented by A Gutowska 
(Invited Speaker) at the National Institute of Biomedical Imaging and Bioengineering- 
U.S. Department of Energy Nanobiotechnology Workshop, Bethesda, Maryland, on March 
18, 2005.   

Gutowski MS and RA Bachorz.  2005.  “Computational Studies of BNHx Materials.”  
Presented by MS Gutowski at the Gordon Research Conference on Hydrogen-Metal 
Systems, Waterville, Maine, on July 10, 2005.   

Gutowski MS.  2005.  “Computational Studies of Materials for Hydrogen Storage.  The 
NBH6 Compounds.”  Presented by MS Gutowski (Invited Speaker) at Johns Hopkins 
University, Baltimore, Maryland, on January 20, 2005.   

Gutowski MS.  2005.  “Driving Force for the WO3(001) Surface Relaxation.”  Presented by 
MS Gutowski at the 2005 American Physical Society March Meeting, Los Angeles, 
California, on March 21, 2005.   

Gutowski MS.  2005.  “The Grand Challenge of Hydrogen Storage.”  Presented by  
MS Gutowski (Invited Speaker) at the Simons Reunion Mini-Symposium, Park City, Utah,  
on June 19, 2005.   

Gutowski MS.  2005.  “What Does Computational Chemistry Bring to the Table?”  
Presented by MS Gutowski (Invited Speaker) at the Hydrogen Storage Kick-Off Meeting, 
Arlington, Virginia, on January 18, 2005.   

Hand JL, WC Malm, A Laskin, DR Day, TD Lee, JS Carrillo, and JG Collett.  2004.  
“Individual Particle Analysis of Biomass Burning Aerosols During the Yosemite Aerosol 
Characterization Study.”  Presented by A Laskin (Invited Speaker) at the 2004 American 
Geophysical Union Fall Meeting, San Francisco, California, on December 15, 2004.   

Henderson MA.  2004.  “Photodecomposition of Acetone on TiO2(110).”  Presented by  
MA Henderson at the 51st Symposium of the American Vacuum Society, Anaheim, 
California, on November 17, 2004.  

Henderson MA.  2005.  “Heterogeneous Photocatalysis on Single Crystal Oxides.”  
Presented by MA Henderson (Invited Speaker) at the Gordon Research Conference, 
Ventura, California, on February 14, 2005.   

Henderson MA.  2005.  “Photochemistry on Single Crystal Oxide Surfaces.”  Presented by 
MA Henderson (Invited Speaker) at the 4th International Workshop on Oxide Surfaces, 
Aussois, France, on January 5, 2005.   

Henyk M, KM Beck, MH Engelhard, AG Joly, A Shluger, PV Shusko, and WP Hess.  2004.  
“Studies of Laser-Induced Processes in Dielectric Solids Using Femtosecond and 
Nanosecond Laser Pulses.”  Presented by M Henyk (Invited Speaker) at AMD Saxony LLC 
and Company KG, Dresden, Germany, on December 7, 2004.   
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Henyk M, KM Beck, MH Engelhard, AG Joly, AL Shluger, PV Shusko, and WP Hess.  
2004.  “Surface Electronic Properties and Site-Specific Desorption Processes Studied at 
Highly Structured Nanoporous MgO Thin Films.”  Presented by M Henyk (Invited Speaker) 
at DIET-10 (Desorption Induced by Electronic Transitions), Susono, Japan, on November 
7, 2004.   

Henyk M, KM Beck, MH Engelhard, AG Joly, AL Shluger, PV Shusko, and WP Hess.  
2005.  “Surface Electronic Properties and Site-Specific Desorption Processes Studied at 
Highly Structured Nanoporous MgO Thin Films.”  Presented by KM Beck (Invited Speaker) 
at the 4th International Workshop on Oxide Surfaces, Aussois, France, on January 6, 2005.   

Heredia-Langner A, NS Foster, SE Thompson, NB Valentine, and JE Amonette.  2004.  
“Quality and Optimization Techniques Applied to the Identification of Chemical and 
Biological Agents.”  Presented by A Heredia-Langner at the 48th Annual Fall Technical 
Conference of the American Society for Quality, Roanoke, Virginia, on October 14, 2004.   

Heredia-Langner A, NS Foster, SE Thompson, NB Valentine, and JE Amonette.  2004.  
“Statistical Techniques to Identify Chemical and Biological Agents.”  Presented by  
A Heredia-Langner at the 48th Annual Fall Technical Conference of the American Society 
for Quality, Roanoke, Virginia, on October 14, 2004.   

Heredia-Langner A, NS Foster, SE Thompson, NB Valentine, and JE Amonette.  2004.  
“Quality and Optimization Techniques Applied to the Identification of Chemical and 
Biological Agents.”  Presented by A Heredia-Langner at the 48th Annual Fall Technical 
Conference of the American Society for Quality, Roanoke, Virginia, on October 14, 2004.   

Herrera JE, J Kwak, J Hu, Y Wang, and CHF Peden.  2005.  “Novel Highly Dispersed 
Tungsten Oxide Catalysts on Mesoporous Silica obtained by Atomic Layer Deposition.”  
Presented by JE Herrera at the 19th North American Meeting of the Catalysis Society, 
Philadelphia, Pennslyvania, on May 23, 2005.   

Hess WP, AG Joly, KM Beck, PV Sushko, and A Shluger.  2004.  “Control of Laser 
Desorption From Ionic Crystals.”  Presented by WP Hess (Invited Speaker) at DIET-10 
(Desorption Induced by Electronic Transitions), Susono, Japan, on November 7, 2004.   

Hibbitts CA, J Szanyi, and TB Mccord.  2004.  “Carbon Dioxide in the Surfaces of the Icy 
Satellites.”  Presented by CA Hibbitts at the American Astronomical Society Meeting, 
Division of Planetary Science, Louisville, Kentucky, on November 8, 2004.   

Hixson KK, JN Adkins, ME Monroe, SL McCutchen Maloney, and MS Lipton.  2005.  
“Cell-Wide Protein Abundance Comparisons for Novel Biomarker Identification in Yersinia 
pestis Without Stable Isotopic Labeling.”  Presented by KK Hixson at the American Society 
for Molecular Spectroscopy Conference, San Antonio, Texas, on June 5, 2005.   

Hoffman RC, BJ Finlayson-Pitts, and A Laskin.  2004.  “Sodium Nitrate Particles:  Physical 
and Chemical Properties During Hydration and Dehydration.  Implications for Aged Sea 
Salt Aerosols.”  Presented by A Laskin (Invited Speaker) at the American Association for 
Aerosol Research Conference, Atlanta, Georgia, on October 4, 2004.   
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Hoffman RC, BJ Finlayson-Pitts, and A Laskin.  2004.  “Sodium Nitrate Particles:  Physical 
and Chemical Properties During Hydration and Dehydration. Implications for Aged Sea Salt 
Aerosols.”  Presented by A Laskin (Invited Speaker) at the 2004 American Geophysical 
Union Fall Meeting, San Francisco, California, on December 15, 2004.   

Hostetler DD, JD Dahl, AE Rakowski, JD Fluckiger, ST O'Leary, MC Richart,  
TR Krahenbuhl, and KD Steele.  2005.  “Securing Networks in an Increasingly Wireless 
World.”  Presented by DD Hostetler (Invited Speaker) at the Security Workshop, Oak 
Ridge, Tennessee, on July 27, 2005.   

Hostetler DD, JD Fluckiger, JD Dahl, AE Rakowski, TR Krahenbuhl, DJ Nordwall,  
KD Steele, ST O'Leary, MC Richart, and CR O'Leary.  2005.  “Enterprise Wireless Local 
Area Network with Integrated Rogue Detection.”  Presented by DD Hostetler at the  
U.S. Department of Energy Cyber Security Group 2005 Training Conference, Denver, 
Colorado, on April 20, 2005.   

Hoyt DW.  2005.  “High-Field Magnetic Resonance Facility at Pacific Northwest National 
Laboratory.”  Presented by DW Hoyt (Invited Speaker) at the Nuclear Magnetic Resonance 
Conference, Bozeman, Montana, on August 16, 2005.   

Hoyt DW.  2005.  “Virtual NMR at the HFMRF.”  Presented by DW Hoyt (Invited Speaker) 
at the American Chemical Society Meeting, Washington D.C., on August 30, 2005.   

Hoyt DW, P Brzovic, D Christensen, J Keefe, AV Lissounov, and RE Klevit.  2005.  “NMR 
Investigations of BRCA1-Directed Ubiquitination:  Assembly and Structure of a Multi-
Protein Ubiquitin Ligase Complex.”  Presented by DW Hoyt at Frontiers of NMR in 
Molecular Biology IX (A8), Banff, British Columbia, Canada, on January 31, 2005.   

Hu D, and HP Lu.  2005.  “Single-Molecule Enzymatic Reaction on a Bacterial Cell 
Surface.”  Presented by D Hu (Invited Speaker) at the Biophysical Meeting, Long Beach, 
California, on February 13, 2005.   

Hu D, M Micic, NA Klymyshyn, YD Suh, and HP Lu.  2005.  “Correlated Topographic and 
Spectroscopic Imaging Beyond Diffraction Limit by AFM Metallic Tip-Enhanced, Near-
Field Fluorescence Lifetime Microscopy.”  Presented by HP Lu (Invited Speaker) at the 7th 
International Conference on Scanning Probe Microscopy, Sensors, and Nanostructures, 
Cancun, Mexico, on June 6, 2005.   

Iordanova NI, KM Rosso, and M Dupuis.  2005.  “Charge Transport in Metal Oxides.”  
Presented by M Dupuis (Invited Speaker) at the University of Tokyo, Tokyo, Japan, on 
January 31, 2005.   

Jackson SM.  2005.  “Scalable Systems Software Gold Allocation Manager.”  Presented by 
SM Jackson (Invited Speaker) at the CISDRC Poster Session, Richland, Washington, on  
June 23, 2005.   
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Jacob RE, KR Minard, DR Einsteinq, RA Corley, HE Trease, LL Trease, and BT Saam.  
2005.  “Validation of Computational Fluid Dynamics Airflow Simulations Using 3He 
Magnetic Resonance Imaging.”  Presented by RE Jacob at the American Thoracic Society 
Meeting (ATS-2005), San Diego, California, on April 20, 2005.   

Jarman KH, BM Webb-Robertson, DJ Baxter, WR Cannon, CS Oehmen, KD Jarman,  
A Heredia-Langner, and KJ Auberry.  2005.  “Peptide Identification from Tandem Mass 
Spectra Using Physical and Statistical Models of Fragmentation.”  Presented by WR Cannon 
at the American Society for Mass Spectrometry Meeting, San Antonio, Texas, on  
June 5, 2005.   

Jeon B-H, JM Zachara, C Liu, RK Kukkadapu, and A Dohnalkova.  2005.  “Abiotic Tc(VII) 
Reduction by Fe(II).”  Presented by B-H Jeon at the 15th Annual Goldschmidt Conference:  
A Voyage of Discovery, Moscow, Idaho, on May 21, 2005.   

Jiang W, WJ Weber, CM Wang, J Lian, K Sun, L Wang, and RC Ewing.  2005.  “Damage 
Accumulation and Recovery in Ion-Irradiated Gallium Nitride.”  Presented by W Jiang at the 
U.S. Department of Energy Office of Basic Energy Sciences Review Meeting, Richland, 
Washington, on May 11, 2005.   

Jiang W, WJ Weber, CM Wang, JS Young, LA Boatner, J Lian, L Wang, and RC Ewing.  
2005.  “Cadmium Nanoparticles and Nanowires on Ion-Cut Surfaces.”  Presented by  
W Jiang at the 2005 Symposium of the Pacific Northwest Chapter of the American Vacuum 
Society, Troutdale, Oregon, on September 15, 2005.   

Jiang W, WJ Weber, CM Wang, JS Young, LA Boatner, J Lian, L Wang, and RC Ewing.  
2005.  “Nanostructures on Ion-Cut Surfaces of Cadmium Niobate Pyrochlores.”  Presented 
by W Jiang at the 13th International Conference on Radiation Effects in Insulators (REI-
2005), Santa Fe, New Mexico, on August 30, 2005.   

Jiang W, WJ Weber, CM Wang, JS Young, V Shutthanandan, S Thevuthasan, Y Zhang, and 
LA Boatner.  2004.  “Ion Beam Radiation Effects in Cadmium Niobate Pyrochlore Single 
Crystals.”  Presented by W Jiang (Invited Speaker) at the 18th International Conference on 
the Application of Accelerators in Research and Industry (CAARI-2004), Ft. Worth, Texas, 
on October 13, 2004.   

Jiang W, Y Zhang, R Devanathan, WJ Weber, CM Wang, LA Boatner, J Lian, L Wang, and 
RC Ewing.  2005.  “Ion-Beam Irradiation Effects In Pyrochlore Single Crystals.”  Presented 
by W Jiang at the U.S. Department of Energy Office of Basic Energy Sciences Review 
Meeting, Richland, Washington, on May 11, 2005.   
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Jimenez JL, K Dzepina, Q Zhang, M Dunn, P DeCarlo, J Huffman, D Salcedo, TB Onasch, 
DR Worsnop, CE Kolb, P Mortimer, JT Jayne, MR Canagaratna, RM Volkamer,  
KS Johnson, BM Zuberi, B de Foy, S Frey, MJ Molina, L Molina, L Marr, J Arey,  
B Cardenas, WH Brune, J Smith, PR Mcmurray, JS Gaffney, NA Marley, A Laskin,  
R Bernabe, AS Blanco, and C Marquez.  2004.  “Overview of Measurements of Particle 
Emissions and Ambient Concentrations During the Mexico City Metropolitan Area-2003 
Field Campaign.”  Presented by A Laskin (Invited Speaker) at the 2004 American 
Geophysical Union Fall Meeting, San Francisco, California, on December 13, 2004.   

Jobson BT, ML Alexander, P Prazeller, CM Berkowitz, RM Volkamer, L Molina,  
HH Westberg, BK Lamb, RE Velasco, and EJ Allwine.  2004.  “Hydrocarbon Measurements 
During the Mexico City Metropolitan Area-2003 Field Experiment:  Intercomparison and 
Analysis.”  Presented by ML Alexander at the American Geophysical Union Fall 
Conference, San Francisco, California, on December 14, 2004.   

Joensson CT, IA Maximov, HJ Whitlow, V Shutthanandan, DE McCready, BW Arey,  
Y Zhang, and S Thevuthasan.  2005.  “Synthesis and Characterization of Cobalt Silicide 
Films on Silicon.”  Presented by CT Joensson at the 17th International Conference on Ion 
Beam Analysis (IBA-17), Seville, Spain, on June 17, 2005.   

Johns ZC.  2004.  “W.R. Wiley Environmental Molecular Sciences Laboratory User and 
Resource Systems:  Web-Based Proposal Life-Cycle and Resource Scheduling Systems at a 
U.S. Department of Energy User Facility.”  Presented by ZC Johns at InterLab 2004, Oak 
Ridge, Tennessee, on October 27, 2004.   

Johns ZC.  2004.  “MORF:  An Internet Knowledge Base with Content Management 
Capabilities.”  Presented by ZC Johns at InterLab 2004, Oak Ridge, Tennessee, on October 
27, 2004.   

Johnson KI, VN Korolev, and MA Khaleel.  2004.  “Modeling the Effect of Optical 
Coatings on the Bending of Automotive Glass.”  Presented by KI Johnson at the American 
Ceramic Society Glass and Optical Materials Division Fall Meeting, Cocoa Beach, Florida, 
on November 9, 2004.   

Johnson KS, BM Zuberi, L Molina, MJ Molina, A Laskin, JP Cowin, MJ Iedema, DJ Gaspar, 
and CM Wang.  2005.  “Characterization and Atmospheric Processing of Soot Aerosols in 
the Mexico City Metropolitan Area.”  Presented by JP Cowin (Invited Speaker) at the 
Gordon Research Conference, Big Sky, Montana, on September 7, 2005.   

Johnson TJ, NB Valentine, KH Jarman, KL Wahl, and SW Sharpe.  2005.  “Prototype 
Sensor Using Infrared Spectroscopy with Chemometrics for Bacterial Detection.”  Presented 
by TJ Johnson (Invited Speaker) at the 60th Northwest Regional Meeting of the American 
Chemical Society, Fairbanks, Alaska, on June 16, 2005.   
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Joly AG, WP Hess, G Xiong, DM Laman, JR Williams, and SA Chambers.  2005.  “Carrier 
Lifetimes and Dynamics in Epitaxial Grown Fe2O3/Cr2O3 Thin Films Measured by 
Femosecond Transient Reflectivity and Absorption.”  Presented by G Xiong (Invited 
Speaker) at the American Physical Society Meeting, Los Angeles, California, on March 21, 
2005.   

Kaiser NK, DC Prior, MA Buschbach, GA Anderson, and JE Bruce.  2005.  “Development 
of a Novel Ion Guide for Improved Ion Transmission in FTICR Mass Spectrometry.”   
Presented by NK Kaiser at the American Society for Molecular Spectroscopy Meeting, San 
Antonio, Texas, on June 6, 2005.   

Kang H, AN Vilkov, CD Masselon, N Tolic, GA Anderson, DC Prior, MA Buschbach,  
AV Tolmachev, L Pasa-Tolic, and RD Smith.  2005.  “Targeted MS/MS for High-
Throughput Comparative Proteomics Employing FTICR with External Ion Selection and 
Dissociation.”  Presented by H Kang at the 53rd American Society for Molecular 
Spectroscopy Conference, San Antonio, Texas, on June 8, 2005.   

Kayani AN, CV Ramana, RJ Smith, PE Gannon, M Deibert, VI Gorokhovsky,  
V Shutthanandan, and DS Gelles.  2004.  “Early Stages of Oxidation for CrAlON 
Superlattice Coatings Used to Improve Oxidation Resistance of Steel Plates for Applications 
as SOFC Interconnects.”  Presented by V Shutthanandan at the 2004 American Society for 
Materials Conference, Columbus, Ohio, on October 1, 2004.   

Kayani AN, CV Ramana, RJ Smith, V Gorokhovsky, and V Shutthanandan.  2005.  “High-
Temperature Oxidation Studies of Filtered Arc Deposited CrAlN Nanolayered Coatings on 
Steel Plates.”  Presented by RJ Smith at the American Physical Society Meeting, Los Angeles, 
California, on March 21, 2005.   

Kery V, JN Adkins, DL Auberry, FR Collart, BS Hooker, GB Hurst, LJ Foote, SJ Kennel, 
TK Lankford, JT Lin, PA Moore, RJ Moore, EA Livesay, KD Victry, TS Lu, P Hoyt,  
CK McKeown, and DA Pelletier.  2005.  “High-Throughput Analysis of Protein Complexes 
in the Center for Molecular and Cellular Systems.”  Presented by V Kery (Invited Speaker) at 
the Genomics: GTL Contractor-Grantee Workshop, Washington, D.C., on 
February 7, 2005.   

Kery V, JN Adkins, DL Auberry, KJ Auberry, WR Cannon, FR Collart, DS Daly,  
YA Gorby, EA Hill, BS Hooker, GR Kiebel, LM Markillie, EA Livesay, PA Moore,  
RJ Moore, ES Peterson, RD Smith, HJ Sofia, KD Victry, and HS Wiley.  2005.  “Automated 
Protein and Protein Complex Purification Pipeline for Systems Biology.”  Presented by  
V Kery at the 2005 Northwest Symposium for Systems Biology, Richland, Washington,  
on June 20, 2005.   

Kery V, JN Adkins, GA Anderson, DL Auberry, KJ Auberry, WR Cannon, DS Daly,  
YA Gorby, EA Hill, BS Hooker, JT Lin, EA Livesay, LM Markillie, PA Moore, RJ Moore, 
ES Peterson, RD Smith, HJ Sofia, KD Victry, and HS Wiley.  2005.  “Automated Process 
for High-Throughput Mapping of Protein Interaction Networks.”  Presented by V Kery at 
the Keystone Symposia on Proteomics and Bioinformatics, Keystone, Colorado, on  
April 10, 2005.   
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Kiebel GR, KJ Auberry, DA Clark, LJ Kangas, ME Monroe, EF Strittmatter, N Tolic, and 
GA Anderson.  2004.  “Data Management for High-Throughput Proteomics.”  Presented by 
GA Anderson (Invited Speaker) at the First International Fungal Proteomics Symposium, 
Portland, Oregon, on October 22, 2004.   

Kiebel GR, KJ Auberry, DA Clark, LJ Kangas, ME Monroe, EF Strittmatter, N Tolic, and 
GA Anderson.  2004.  “Data Management and Automated Analysis for High-Throughput 
Proteomics.”  Presented by GA Anderson (Invited Speaker) at the 3rd Fuctional Proteomics 
Symposium, Seoul, South Korea, on November 19, 2004.   

Kiebel GR, KJ Auberry, DA Clark, LJ Kangas, ME Monroe, EF Strittmatter, N Tolic, and 
GA Anderson.  2005.  “Managing the Flood of Proteomic Data.”  Presented by  
GA Anderson (Invited Speaker) at the American Association for the Advanement of Science 
Annual Meeting, Washington, D.C., on February 19, 2005.   

Kiebel GR, KJ Auberry, DA Clark, LJ Kangas, ME Monroe, EF Strittmatter, N Tolic, and 
GA Anderson.  2005.  “Proteomic Analysis Using Accurate Mass Tags.”  Presented by  
GA Anderson (Invited Speaker) at the 3rd Fuctional Proteomics Meeting, Bethseda, 
Maryland, on January 4, 2005.   

Kim J, Z Dohnalek, and BD Kay.  2004.  “Nanoporous Pd Films Grown Via Ballistic 
Deposition:  Structural and Catalytic Properties.”  Presented by J Kim (Invited Speaker) at 
the American Vacuum Society 51st International Symposium and Exhibition, Anaheim, 
California, on November 15, 2004.  

Kim J, Z Dohnalek, and BD Kay.  2005.  “Structural and Catalytic Properties of 
Nanoporous Pd Films Grown Via Ballistic Deposition.”  Presented by J Kim at the 2005 
Gordon Research Conference on Chemical Reactions at Surfaces, Ventura, California, on 
February 14, 2005.   

Kimmel GA and NG Petrik.  2004.  “Electron-Stimulated Reactions at the Interfaces of 
Thin Water Films on Pt(111).”  Presented by GA Kimmel (Invited Speaker) at DIET-10 
(Desorption Induced by Electronic Transitions), Susono, Japan, on November 9, 2004.   

Kimmel GA and NG Petrik.  2005.  “Electron-Stimulated Reactions at the Interfaces of 
Thin Water Films on Pt(111).”  Presented by NG Petrik (Invited Speaker) at the 229th 
American Chemical Society National Meeting, San Diego, California, on March 13, 2005.   

Kimmel GA, NG Petrik, Z Dohnalek, and BD Kay.  2005.  “The Growth of Thin Water 
Films on a Hydrophobic Water Monolayer on Pt(111).”  Presented by GA Kimmel at the 
Gordon Research Conference, Andover, New Hampshire, on August 17, 2005.   

Komlos J, Jr, RK Kukkadapu, JM Zachara, and PR Jaffe.  2005.  “Quantification of Iron 
Reoxidation in Microbially Reduced FRC Sediments.”  Presented by J Komlos at the U.S. 
Department of Energy Natural and Accelerated Bioremediation Research Principal 
Investigator Meeting, Warrenton, Virginia, on April 18, 2005.   
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Kowalski K.  2005.  “Extensive Generalization of Renormalized Coupled-Cluster 
Methods.”  Presented by K Kowalski (Invited Speaker) at the 45th Sanibel Symposium, St. 
Simons Island, Georgia, on March 9, 2005.   

Kowalski K.  2005.  “New Coupled-Cluster Methods for the Ground and Excited States:  
Locally Renormalized and Active-Space Coupled-Cluster Approaches.”  Presented by  
K Kowalski (Invited Speaker) at the 2nd National Leadership Computing Facility 
Computational Chemistry Workshop, Oak Ridge, Tennessee, on August 1, 2005.   

Krupka KM, CF Brown, HT Schaef, MM Valenta, BW Arey, and SM Heald.  2005.  
“Rhenium Uptake as an Analogue for 99Tc, by Steel Corrosion Products.”  Presented by  
KM Krupka at the International High-Level Radioactive Waste Management Conference,  
Las Vegas, Nevada, on April 30, 2005.   

Kukkadapu RK, DP Jaisi, DD Eberl, and H Dong.  2005.  “Control of Fe(III) Site 
Occupancy on the Rate and Extent of Microbial Reduction of Fe(III) in Nontronite.”  
Presented by RK Kukkadapu at the International Conference on the Applications of the 
Mössbauer Effect, Montpellier, France, on September 5, 2005.   

Kukkadapu RK, JM Zachara, JK Fredrickson, DW Kennedy, and SC Smith.  2004.  
“Biotransformation of Fe(III)-Oxides and Fe(II)/Fe(III)-Phyllosilicates in Sediments by  
a Dissimilatory Fe(III)-Reducing Bacterium.”  Presented by RK Kukkadapu at the 
International Symposium on Industrial Applications of the Mössbauer Effect, Madrid, Spain, 
on October 6, 2004.   

Kwak JH, JE Herrera, J Hu, Y Wang, and CHF Peden.  2005.  “Preparation and 
Characterization of a New Class of Highly Dispersed Vanadium Oxide Catalysts on 
Mesoporous Silica.”  Presented by JH Kwak at the 19th North American Meeting of the 
Catalysis Society, Philadelphia, PA on May 24, 2005.   

Lafferty W, J Flaud, RL Sams, and SW Sharpe.  2005.  “Rotation-Vibrational Analysis of  
the Bands of Formaldehyde Falling in the 3900 to 5300 CM-1 Region.”  Presented by  
WJ Lafferty at Ohio State University, Columbus, Ohio, on June 21, 2005.   

Langley CC, AV Tolmachev, EF Strittmatter, R Zhang, AK Shukla, HR Udseth, and  
RD Smith.  2005.  “Quality Control and Assurance for Mass Accuracy and Sensitivity in  
LC-FTICR-Based Proteomic Studies.”  Presented by CL Langley at the 53rd American 
Society for Molecular Spectroscopy Conference, San Antonio, Texas, on June 8, 2005.   

Laskin A.  2004.  “Application of Advanced Electron Microscopy Techniques of 
Laboratory- and Field-Collected Aerosols.”  Presented by A Laskin (Invited Speaker) at  
the University of Southern California, Irvine, California, on December 1, 2004.     

Laskin A.  2005.  “Laboratory Studies of Optical and Hygroscopic Properties of Field 
Collected Atmospheric Aersols.”  Presented by A Laskin (Invited Speaker) at the First 
Annual Science Team Meeting, Charleston, South Carolina, on January 25, 2005.  



2005 Annual Report  Presentations 

 
Section A-69 

Laskin A.  2005.  “Applications of Advanced Analytical Techniques for Analysis of 
Laboratory- and Field-Collected Aerosols.”  Presented by A Laskin (Invited Speaker) at  
Duke University, Durham, North Carolina, on January 28, 2005.  

Laskin A.  2005.  “Analysis of Individual Particles Using Modern Methods of Electron 
Microscopy and X-Ray Microanalysis.”  Presented by A Laskin (Invited Speaker) at the 
Colloquium Spectroscopicum Internationale XXXIV, Antwerp, Belgium, on  
September 5, 2005.  

Laskin A, VH Grassian, and Y Rudich.  2004.  “Heterogeneous Chemistry of Individual 
Mineral Dust Particles with Nitric Acid:  Laboratory and Field Observations.”  Presented by 
A Laskin (Invited Speaker) at the 2004 American Geophysical Union Fall Meeting, San 
Francisco, California, on December 14, 2004.   

Laskin J, J Alvarez, RG Cooks, JH Futrell, and SE Barlow.  2005.  “Collisions of Peptide 
Ions with Surfaces Studied Using FTICR-MS.”  Presented by J Laskin at the 53rd American 
Society for Molecular Spectroscopy Conference, San Antonio, Texas, on June 7, 2005.   

Laskin J.  2005.  “Energetics of Gas Phase Dissociation of Large Molecules.”  Presented by  
J Laskin (Invited Speaker) at the Gordon Research Conference, Ventura, California, on 
February 28, 2005.   

Laskin J.  2005.  “Interaction of Peptide Ions with Self-Assembled Monolayer Surfaces.”  
Presented by J Laskin (Invited Speaker) at Hebrew University, Jerusalem, Israel, on  
April 4, 2005.   

Laskin J, TH Bailey, and JH Futrell.  2005.  “Mechanisms of Peptide Fragmentation from 
Time-and Energy-Resolved Surface-Induced Dissociation Studies.”  Presented by J Laskin 
(Invited Speaker) at the 53rd American Society for Molecular Spectroscopy Conference, San 
Antonio, Texas, on June 6, 2005.   

Li J.  2005.  “Computational Simulation of Photoelectron Spectra:  Theoretical Approaches 
and Applications to Heavy-Element Chemical Systems.”  Presented by J Li (Invited Speaker) 
at the American Chemical Society Photoelectron Spectra Summer School, Tucson, Arizona, 
on June 16, 2005.   

Li J.  2005.  “Recent Developments of Computational Actinide Chemistry.”  Presented by  
J Li (Invited Speaker) at the 45th Sanibel Symposium, St. Simon's Island, Georgia, on  
March 7, 2005.   

Lin W, WC Pringle, SE Novick, and TA Blake.  2005.  “The Microwave Spectrum of Argon-
Tropolone.”  Presented by TA Blake at Ohio State University, Columbus, Ohio, on June 21, 
2005.   

Lin W, WC Pringle, SE Novick, TA Blake, JC Keske, and DF Plusquellic.  2005.  
“Microwave Spectra of 18O-Tropolone and D-Tropolone.”  Presented by SE Novick at 
Ohio State University, Columbus, Ohio, on June 22, 2005.   
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Lin Y.  2005.  “Advanced Electrochemical Facility at the W.R. Wiley Environmental 
Molecular Sciences Laboratory for Electrochemical Nanotechnology Research.”  Presented 
by Y Lin at the 2005 Micro-Nano-Breakthrough Conference, Portland, Oregon, on  
July 27, 2005.   

Lin Y, Y Tu, F Lu, W Yantasee, and Z Ren.  2004.  “Carbon-Nanotube-Based 
Nanoelectrode Arrays:  Fabrication, Evaluation, and Sensing Applications.”  Presented  
by Y Lin (Invited Speaker) at the 2004 Federation of Analytical Chemistry and Spectroscopy 
Societies Conference (FACSS-2004), Portland, Oregon, on October 5, 2004.   

Lipton MS, KK Hixson, JN Adkins, ME Monroe, L Pasa-Tolic, RD Smith, and  
SL McCutchen Maloney.  2004.  “Quantitative Proteomics of Yersinia pestis.”  Presented  
by KK Hixson (Invited Speaker) at the American Society for Microbiology Conference on 
Functional Genomics and Bioinformatics Approaches to Infectious Disease Research, 
Portland, Oregon, on October 6, 2004.   

Lipton MS, L Pasa-Tolic, GA Anderson, T Donohue, JK Fredrickson, KK Hixson,  
S Kaplan, SL McCutchen Maloney, MF Romine, N Tolic, and RD Smith.  2004.  “Survey of 
Microbial Proteomics by the AMT Tag Approach.”  Presented by MS Lipton (Invited 
Speaker) at the Fungal Proteomics Symposium, Portland, Oregon, on October 21, 2004.   

Liu C, Z Wang, JM Zachara, JK Fredrickson, B Jeon, PD Majors, W Yantasee, and Y Fang.  
2005.  “Influence of Mass Transfer on Bioavailability and Kinetic Rate of Uranium(VI) 
Biotransformation.”  Presented by C Liu (Invited Speaker) at the 8th Annual U.S. 
Department of Energy Natural and Accelerated Bioremediation Research Principal 
Investigator Workshop, Warrenton, Virginia, on April 18, 2005.   

Liu G and Y Lin.  2005.  “Electrochemical Immunosensors Based on Magnetic Beads and 
Gold Nanoparticle Labels.”  Presented by G Liu at the 2005 Micro-Nano-Breakthrough 
Conference, Portland, Oregon, on July 27, 2005.   

Liu J, H Fan, Q Huo, Y Wang, and CHF Peden.  2005.  “Designing Nanostructured 
Materials for Catalysis through Multiscale Growth and Self-Assembly.”  Presented by J Liu 
at 229th American Chemical Society National Meeting, San Diego, California, on  
March 15, 2005.   

Livesay EA, R Zhao, K Tang, ET Johnson, V Kery, BS Hooker, GA Anderson,  
KR Swanson, and RD Smith.  2005.  “A Fully Automated Multi-Column, High-Performance 
Liquid Chromatography System for High-Throughput Proteomic Analysis.”  Presented by 
EA Livesay at the Methods in Protein Structure Analysis/Mass Spectroscopy Workshop, 
Seattle, Washington, on August 30, 2005.   

Livesay EA, R Zhao, K Tang, MA Buschbach, Y Shen, BK Taylor, GA Anderson,  
RJ Moore, and RD Smith.  2005.  “High-Throughput Proteomic Analyses by Robotic 
Sample Processing and Fully Automated Capillary Liquid Chromotography/Mass 
Spectroscopy.”  Presented by EA Livesay at the 53rd American Society for Molecular 
Spectroscopy Conference, San Antonio, Texas, on June 8, 2005.   
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Long PE, DR Lovley, K Nevin, R O'Neil, CT Resch, AD Peacock, HA Vrionis, D Holmes, 
Y Chang, R Dayvault, I Ortiz-Bernad, KH Williams, S Hubbard, SB Yabusaki, Y Fang, and 
RT Anderson.  2005.  “Field-Scale Biostimulation of U(VI) Reduction in a Shallow Alluvial 
Aquifer.”  Presented by PE Long at the International Symposia for Subsurface Microbiology 
(ISSM-2005), Jackson Hole, Wyoming, on August 16, 2005.   

Lu HP.  2004.  “Single-Molecule Protein Conformational Dynamics in Cell Signaling.”  
Presented by HP Lu (Invited Speaker) at Iowa State University, Des Moines, Iowa, on 
November 19, 2004.   

Lu HP.  2004.  “Single-Molecule Spectroscopy Studies on Protein Conformational 
Dynamics.”  Presented by HP Lu (Invited Speaker) at Condensed Phase and International 
Molecular Sciences, Warrenton, Virginia, on October 27, 2004.   

Lu HP.  2005.  “Single-Molecule and Site-Specific Spectroscopy Sudies of Interfacial 
Electron Transfer Dynamics.”  Presented by HP Lu (Invited Speaker) at the University of 
Notre Dame, South Bend, Indiana, on January 20, 2005.   

Lu HP.  2005.  “Single-Molecule Electron Transfer Dynamics.”  Presented by HP Lu 
(Invited Speaker) at the 230th American Chemical Society National Meeting, Washington 
D.C., on September 1, 2005.   

Lu HP.  2005.  “Single-Molecule Protein ‘Fly Fishing’ in Cell Signaling.”  Presented by  
HP Lu (Invited Speaker) at the Biophysical Society Meeting, Long Beach, California, on 
February 14, 2005.   

Lu HP.  2005.  “Single-Molecule Protein ‘Fly Fishing’ in Cell Signaling.”  Presented by  
HP Lu (Invited Speaker) at the Midwest Microscopy and Microanalysis Society Annual 
Spring Meeting at Northwestern University, Evanston, Illinois, on March 24, 2005.   

Lu HP.  2005.  “Single-Molecule Protein-Protein Dynamic Recognition in Cell Signaling.”  
Presented by HP Lu (Invited Speaker) at the 230th American Chemical Society National 
Meeting, Washington D.C., on September 1, 2005.   

Lu HP.  2005.  “Single-Molecule Spectroscopy Studies of Chemical Reaction Dynamics in 
Condensed Phase and at Interfaces.”  Presented by HP Lu at Single Molecule Workshop, 
Rockville, Maryland, on April 10, 2005.   

Lumetta GJ, BP Hay, BM Rapko, and J Hutchison.  2005.  “Bicyclic Diamides:  A Story of 
Ligand Design.”  Presented by GJ Lumetta (Invited Speaker) at the 24th Rare Earth Research 
Conference, Keystone, Colorado, on June 29, 2005.   

Lumetta GJ, DW Wester, BK McNamara, TL Hubler, and SL Latesky.  2005.  “Use of Kläui 
ligands for actinide separations.”  Presented by GJ Lumetta at the 229th American Chemical 
Society National Meeting, San Diego, California, on March 13, 2005.   
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Luo Q, Y Shen, and RD Smith.  2005.  “Preparation of 20-µm-i.d. Silica-Based Monolithic 
Columns for Sensitive Proteomics.”  Presented by Q Luo at the 53rd American Society for 
Molecular Spectroscopy Conference, San Antonio, Texas, on June 8, 2005.   

Lyubinetsky IV, A El-Azab, AS Lea, S Thevuthasan, and DR Baer.  2004.  “Initial Stages of 
Oxide Nanodots:  Cu2O on SrTiO3 (100).”  Presented by I Lyubinetsky at the American 
Vacuum Society 51st International Symposium, Anaheim, California, on November 17, 
2004.   

Lyubinetsky IV, AA El-azab, AS Lea, S Thevuthasan, and DR Baer.  2005.  “Morphology 
Evolution During Oxide Nanoclusters Heteroepitaxy:  Cu2O on SrTiO3(100).”  Presented 
by I Lyubinetsky at the 8th International Conference on Non-Contact Atomic Force 
Microscopy, Bad Essen, Germany, on August 17, 2005.   

Maheswaran S, S Thevuthasan, F Gao, V Shutthanandan, and CM Wang.  2005.  “Ion 
Scattering Simulations of Misfit Dislocations at the Fe2O3/Al2O3.”  Presented by  
S Maheswaran at 16th National Congress at the Australian Institute of Phyiscs, Sydney, 
Australia, on January 1, 2005.   

Malard JM.  2004.  “A Comparison of Two Parallel Algorithms for the Equality Constrained 
Linear Least Squares Problem.”  Presented by JM Malard and EJ Kontoghiorghes (Invited 
Speaker) at the 3rd International workshop on Parallel Matrix Algorithms and Applications 
(PMAA-04), Marseille, France, on October 22, 2004.   

Marina OA, JW Stevenson, and LR Pederson.  2004.  “Sulfur-Tolerant Ceramic Anodes for 
Solid Oxide Fuel Cells.”  Presented by OA Marina at the 2004 Fuel Cell Seminar, San 
Antonio, Texas, on November 3, 2004.   

Marker TL, S Czernik, and DC Elliott.  2005.  “Opportunites for Biorenewables in 
Petroleum Refineries.”  Presented by TL Marker at the American Chemical Society Meeting, 
Washington, D.C., on August 29, 2005.     

Marshall MJ, DW Kennedy, A Dohnalkova, D Saffarini, DE Culley, MF Romine, SB Reed, 
AS Beliaev, JM Zachara, and JK Fredrickson.  2005.  “The Role of Shewanella oneidensis MR-1 
c-type Cytochromes and Type II Secretion System in Uranium Reduction and Localization 
of Nanoparticles.”  Presented by MJ Marshall, A Beliaev, and JK Fredrickson (Invited 
Speaker) at the 8th Annual U.S. Department of Energy Natural and Accelerated 
Bioremediation Research Principal Investigator Workshop, Warrenton, Virginia, on April 18, 
2005.  

Marshall MJ, DW Kennedy, A Dohnalkova, AE Plymale, D Saffarini, SB Reed, DE Culley, 
MF Romine, AS Beliaev, JM Zachara, and JK Fredrickson.  2005.  “Characterization of the 
C-Type Cytochromes and the Type II Secretion System of Shewanella oneidensis MR-1 in 
Uranium and Technetium Reduction and Localization.”  Presented by MJ Marshall at the 
Joint International Symposia for Subsurface Microbiology (ISSM-2005) and Environmental 
Biogeochemistry (ISEB-XVII), Jackson Hole, Wyoming, on August 15, 2005.  
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Masiello T and TA Blake.  2005.  “Analysis of High-Resolution Infrared Spectra of 11BF3.”  
Presented by TA Blake at Ohio State University, Columbus, Ohio, on June 22, 2005.   

Masiello T, A Maki, MJ Abel, and JW Nibler.  2005.  “Analysis of High-Resolution Spectra 
of Cyclopropane.”  Presented by T Masiello (Invited Speaker) at Ohio State University, 
Columbus, Ohio, on June 22, 2005.   

Maxwell RA, O Resnekov, K Benjamin, DW Pincus, R Brent, RD Smith, EF Strittmatter,  
F Yang, CD Goddard, MA Gritsenko, and RJ Moore.  2005.  “Studies of the Yeast 
Pheromone Pathway:  The Phosphoproteome Using Mass Spectrometry.”  Presented by  
RA Maxwell (Invited Speaker) at the National Institutes of Health Site Visit, Berkeley, 
California, on September 19, 2005.   

Mayer MU, L Shi, B Chen, H Cao, and TC Squier.  2005.  “Development of Arsenic-
Derivatized Dyes as Multi-Purpose Affinity Reagents for the Identification of Protein 
Complexes.”  Presented by MU Mayer at the 229th American Chemical Society National 
Meeting, San Diego, California, on March 14, 2005.   

Mayer MU, L Shi, S Verma, B Chen, and TC Squier.  2005.  “Development of Arsenic-
Derivatized Dyes as Affinity Reagents for the Rapid Isolation and Characterization of 
Protein Complexes.”  Presented by MU Uljana Mayer at the American Society of 
Biochemical and Molecular Biology Meeting, San Diego, California, on April 4, 2005.   

Mayer MU, H Cao, B Chen, L Shi, DL Stenoien, S Verma, P Yan, Y Xiong, and TC Squier.  
2005.  “Development of Multiuse Affinity Probes for the Rapid Isolation and 
Characterization of Protein Complexes.”  Presented by MU Mayer at the Northwest 
Symposium, Richland, Washington, on June 1, 2005.   

McCready DE, Y Liang, V Shutthanandan, CM Wang, and S Thevuthasan.  2005.  “Thermal 
Lattice Expansion in Epitaxial SrTiO3(100) in Si(100).”  Presented by DE McCready at the 
2005 Denver X-Ray Conference, Plenary Session “X-Ray Imaging” (DXC-2005), Colorado 
Springs, Colorado, on August 3, 2005.   

McGrail BP and MD White.  2005.  “Numerical Simulation of CO2 Injection and 
Sequestration in Saline and Hydrate Bearing Aquifers.”  Presented by MD White at the 
Fourth Annual Conference on Carbon Sequestration, Alexandria, Virginia, on May 2, 2005.   

McGrail BP, DH Bacon, P Saripalli, and WJ Shaw.  2004.  “In Situ Characterization of 
Porosity and Permeability Changes at High Pressure:  Application to Geological 
Sequestration.”  Presented by BP McGrail (Invited Speaker) at the American Geophysical 
Union Symposium, San Francisco, California, on December 13, 2004.   

Meinhardt KD, D Kim, Z Yang, and YS Chou.  2004.  “Glass-Ceramics for Sealing Solid 
Oxide Fuel Cells.”  Presented by KD Meinhardt (Invited Speaker) at Material Solutions 
2004, Columbus, Ohio, on October 20, 2004.   
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Michaels GS.  2004.  “Workshop on Scientific Computing at the W.R. Wiley Environmental 
Molecular Sciences Laboratory:  Overall Computational Trends at Pacific Northwest 
National Loboratory.”  Presented by GS Michaels (Invited Speaker) at the Greenbook 
Workshop, Richland, Washington, on December 10, 2004.   

Miller JH, EF Strittmatter, ME Monroe, JN Adkins, JC Hunter, and DL Springer.  2004.  
“Identification of Shed Proteins from CHO Cells:  Application of Statistical Confidence 
Scores.”  Presented by DL Springer at the Inland Northwest Cancer Conference, Spokane, 
Washington, on November 12, 2004.   

Minard KR, RA Corley, C Timchalk, and HT Robertson.  2005.  “3He Magnetic Resonance 
Imaging of Particulate Matter Dosimetry.”  Presented by KR Minard at the American 
Thoracic Society Meeting (ATS 2005), San Diego, California, on May 20, 2005.   

Minard KR, G Orr, M Zhang, JW Gunn, J Hu, and RA Wind.  2005.  “Optical and Magnetic 
Resonance Imaging for Targeted Nanoparticle Development.”  Presented by KR Minard at 
the National Institute of Biomedical Imaging and Bioengineering/U.S. Department of 
Energy Workshop on Biomedical Applications of Nanotechnology, Bethesda, Maryland, on  
March 17, 2005.   

Monroe ME, GR Kiebel, KJ Auberry, DA Clark, EF Strittmatter, N Tolic, GA Anderson, 
and RD Smith.  2005.  “Analysis Tools for High-Throughput AMT Tag Based Proteomics.”  
Presented by ME Monroe (Invited Speaker) at the University of Michigan National Center 
for Research Resources Workshop, Ann Arbor, Michigan, on June 23, 2005.   

Mooney RW, DJ Baxter, and CS Oehmen.  2004.  “Enhancing Application Performance 
Through Ubiquitous Performance Monitoring.”  Presented by RW Mooney at Super 
Computing 2004, Pittsburg, Pennsylvania, on November 6, 2004.   

Mooney RW, SS Studham, and KP Schmidt.  2004.  “NWPerf:  A System Wide Performance 
Monitoring Tool for Large Clusters.”  Presented by RW Mooney at Super Computing 2004, 
Pittsburg, Pennsylvania, on November 6, 2004.   

Morgan WF and MB Sowa.  2005.  “Using a Low-LET Electron Microbeam to Investigate 
Non-Targeted Effects of Low Dose Radiation.”  Presented by MB Sowa (Invited Speaker) at 
the U.S. Department of Energy Low-Dose Radiation Research Program Workshop, 
Bethesda, Maryland, on April 25, 2005.   

Moruzzi G, I Kleiner, JT Hougen, RL Sams, and SW Sharpe.  2005.  “Rotational Assignment 
of the Highly Fractionated C=O Stretching Fundamental of CH3CHO.”  Presented by  
JT Hougen (Invited Speaker) at Ohio State University, Columbus, Ohio, on June 20, 2005.   

Moruzzi G, I Kleiner, RL Sams, SW Sharpe, and JT Hougen.  2005.  “Rotational Assignment 
of the Highly Fractionated C=O Stretching Fundamental of CH3CHO.”  Presented by  
JT Hougen (Invited Speaker) at the High-Resolution Molecular Spectroscopy 19th 
Colloquium, Salamaca, Spain, on September 12, 2005.   



2005 Annual Report  Presentations 

 
Section A-75 

Mottaz HM, AD Norbeck, JN Adkins, J Rue, J Gustin, F Heffron, and RD Smith.  2005.  
“Method and Strain Comparison for Proteomic Evaluation of Salmonella typhimurium.”  
Presented by HM Mottaz at the 7th International Symposium on Mass Spectrometry in the 
Health and Life Sciences, San Francisco, California, on August 20, 2005.   

Nachimuthu P, S Thevuthasan, MH Engelhard, WJ Weber, V Shutthanandan, Y Zhang,  
DK Shuh, NM Hamdan, BS Mun, EM Adams, DE McCready, DW Lindle, G Balakrishnan, 
DM Paul, EM Gullikson, RC Perera, BD Begg, J Lian, L Wang, and RC Ewing.  2005.  
“Comprehensive Investigation of the Structural and Electronic Properties of  
Gd2(Ti1-yZry)2O7 Prior to and Following Ion-Beam-Irradiation by Near-Edge X-Ray 
Absorption Fine Structure Spectroscopy.”  Presented by P Nachimuthu at ACTINIDES-
2005, Manchester, United Kingdom, on July 8, 2005.   

Nachimuthu P, V Shutthanandan, S Thevuthasan, SM Heald, TC Droubay, CM Wang,  
MH Engelhard, TC Kaspar, DE McCready, SA Chambers, BS Mun, DK Shuh, D Lindle, 
and RC Perera.  2004.  “Growth and Characterization of Ion (N2, Cr, Fe, Co, Ni) Implanted 
TiO2(110) Rutile for Spintronics.”  Presented by P Nachimuthu at the 2004Advanced Light 
Source Users’ Meeting, Berkeley, California, on November 15, 2004.   

Nieplocha J and M Krishnan.  2005.  “Performance Programming on HP/Quadrics Clusters 
Using Advanced Communication Protocols.”  Presented by J Nieplocha at HP CAST, 
Cracow, Poland, on May 10, 2005.   

Nieplocha J, M Krishnan, and E Apra.  2005.  “Exploiting NUMA Characteristics of the 
SGI Altix for Improving Scalability of Global Arrays Shared Memory Programming Toolkit 
and NWChem.”  Presented by J Nieplocha at the SGI User Group Conference, Munich, 
Germany, on June 16, 2005.   

O'Leary ST, JD McCoy, and TS Carlson.  2005.  “Collaboration Network Enclave at Pacific 
Northwest National Laboratory.”  Presented by TS Carlson (Invited Speaker) at the High 
Energy Physics Cybersecurity Workshop, Oakland, California, on May 10, 2005.   

O'Leary ST, JR Burnette, TR Krahenbuhl, and TJ Mathieu.  2005.  “Pacific Northwest 
National Laboratory Enclave Project and Sygate Deployment.”  Presented by John Burnette 
and TR Krahenbuhl at presentation to Sygate, Richland, Washington, on August 11, 2005.   

O'Leary ST, TS Carlson, and JD McCoy.  2005.  “Secure Collaboration Zone:  Balancing 
Performance, Usability, and Security in High Performance Open, Collaborative, and 
Research Networks.”  Presented by ST O'Leary (Invited Speaker) at the National 
Laboratories Information Technology Summit, Richland, Washington, on May 16, 2005.   

O'Leary ST, TS Carlson, GR Johnson, and JO Schroeder.  2005.  “Secure Enclaves at Pacific 
Northwest National Laboratory.”  Presented by J McCoy (Invited Speaker) at the 4th Annual 
ON*VECTOR International Photonics Workshop, San Diego, California, on  
March 1, 2005.   
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Olsen LC and SN Kundu.  2005.  “Effects of Moisture on CIGSS Solar Cells.”  Presented by 
LC Olsen and SN Kundu at the 31st Photovoltaic Specialists Conference, Lake Buena Vista, 
Florida, on January 6, 2005.   

Opresko L, MB Sowa, WB Chrisler, and MA Silva.  2005.  “Mechanism(s) of Three-
Dimensional Intercellular Signaling in Mammary Epithelial Cells in Response to Low-Dose, 
Low-LET Radiation:  Implications for the Radiation-Induced Bystander Effect.”  Presented 
by MB Sowa (Invited Speaker) at the U.S. Department of Energy Low-Dose Radiation 
Research Program Workshop, Bethesda, Maryland, on April 25, 2005.   

Orr G and A Gutowska.  2005.  “Nanoscale Insight Into Molecular Interactions in the 
Membrane of Living Cells:  Implications in Nanoparticle-Protein Interactions and New 
Therapeutic Approaches.”  Presented by G Orr (Invited Speaker) at the Oregon Health 
Sciences University Workshop, Portland, Oregon, on March 17, 2005.   

Orr G, D Hu, S Ozcelik, L Opresko, HS Wiley, and SD Colson.  2004.  “Dimerization 
Partners in Lipid-Rafts.”  Presented by G Orr (Invited Speaker) at Biophysical Society 
Discussions, San Jose, California, on October 29, 2004.   

Orr G, S Ozcelik, D Hu, S Vicini, and SD Colson.  2004.  “Trapping N-Methyl-D-Asparate 
(NMDA) Receptors by PSD-95:  Nanoscale Insight.”  Presented by G Orr (Invited Speaker) 
at the Society for Neuroscience 34th Annual Meeting, San Diego, California, on  
October 25, 2004.   

Orr G, S Ozcelik, L Opresko, HS Wiley, and SD Colson.  2004.  “Membrane Mobility of the 
EGF Receptors and HER2 are Strongly Affected by Cholesterol Levels.”  Presented by  
G Orr (Invited Speaker) at the American Society for the Cell Biology 44th Annual Meeting, 
Washington D.C., on December 5, 2004.   

Ou FS, LV Saraf, and DR Baer.  2004.  “Site-Specific Formation of Nanoporous Silicon on 
Micro-Fabricated Silicon Surfaces.”  Presented by FS Ou at the 2004 Materials Research 
Society Fall Meeting, Boston, Massachusetts, on December 1, 2004.   

Owings RR, GJ Exarhos, TC Droubay, and CF Windisch, Jr.  2004.  “Effects of Heat 
Treatment on the Magnetic Properties of Nickel/Cobalt Oxide Films.”  Presented by  
RR Owings at the American Vacuum Society 51st Annual International Symposium and 
Exhibition, Anaheim, California, on November 15, 2004.   

Ozensoy E, J Szanyi, and CHF Peden.  2005.  “Interaction of Water with Ordered Al2O3 
Ultra-Thin Films Grown on NiAl(100).”  Presented by J Szanyi at the Gordon Research 
Conference, Ventura, California, on February 18, 2005.   

Ozensoy E, J Szanyi, and CHF Peden.  2005.  “Interaction of Water with Ordered Al2O3 
Ultra-Thin Films Grown on NiAl(100).”  Presented by E Ozensoy at the 19th North 
American Meeting of North American Catalysis Society, Philadelphia, Pennsylvania, on  
May 22, 2005.   
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Ozensoy E, J Szanyi, and CHF Peden.  2005.  “Model Catalyst Studies for a Molecular 
Understanding of NOx-Storage-Reduction Catalysts:  NO2 and H2O adsorption on  
θ-Al2O3/NiAl(100).”  Presented by E Ozensoy at the American Vacuum Society Pacific 
Northwest Chapter 16th Annual Symposium, Troutdale, Oregon, on September 15, 2005.   

Ozensoy E, J Szanyi, and CHF Peden.  2005.  “Non-Dissociative Adsorption of H2O on 
Ordered Alumina Surfaces.”  Presented by E Ozensoy at the 229th American Chemical 
Society National Meeting, San Diego, California, on March 15, 2005.   

Pakhomov A, BK Roberts, KA Griffin, and KM Krishnan.  2004.  “Magnetism and 
Transport in Room-Temperature Diluted Magnetic Wide-Band-Gap Semiconductors.”  
Presented by A Pakhomov (Invited Speaker) at the Materials Research Society Meeting, 
Boston, Massachusetts, on December 1, 2004.   

Pakhomov A, KA Griffin, BK Roberts, and KM Krishnan.  2005.  “High Tc Wide-Band-
Gap Spintronic Materials:  Dilute Magnetic Semiconductors or Dilute Magnetic 
Dielectrics?”  Presented by A Pakhomov (Invited Speaker) at the Moscow International 
Symposium on Magnetism, Moscow, Russian Federation on June 25, 2005.   

Pan D, D Hu, and HP Lu.  2005.  “Correlated Far-Field and Near-Field Raman Microscopy 
and AFM Studying Interfacial Electron Transfer of Dye-Sensitized Nanoparticles.”  
Presented by HP Lu (Invited Speaker) at the 2005 Nanoscale Science and Technology 
Workshop, Seattle, Washington, on September 21, 2005.   

Pan D, D Hu, and HP Lu.  2005.  “Site-Specific Resonance Raman Microscopy Studying 
Inhomogeneous Vibrational Relaxation Energy of Interfacial Electron Transfer.”  Presented 
by D Pan (Invited Speaker) at the 229th American Chemical Society National Meeting, San 
Diego, California, on March 15, 2005.   

Pasa-Tolic L, GA Anderson, MS Lipton, DG Camp, II, Y Shen, CD Masselon, and  
RD Smith.  2004.  “Advanced Strategies for Profiling Protein Abundances Using LC-
FTICR/MS.”  Presented by L Pasa-Tolic (Invited Speaker) at the Netherlands Proteomics 
Platform, Amsterdam, The Netherlands, on October 4, 2004.   

Pasa-Tolic L, GA Anderson, MS Lipton, DG Camp, II, Y Shen, CD Masselon, and  
RD Smith.  2005.  “Advanced Strategies for Protein Profiling Using LC-FTICR/MS.”  
Presented by L Pasa-Tolic (Invited Speaker) at the 2005 Annual Meeting of the Korean 
Society for Biochemistry and Molecular Biology, Seoul, South Korea, on May 19, 2005.   

Pasa-Tolic L, S Ahn, HM Mottaz, S Sharma, DC Simpson, MS Lipton, B Bogdanov,  
GA Anderson, and RD Smith.  2004.  “Mass Spectrometric Analysis of Intact Proteins.”  
Presented by L Pasa-Tolic (Invited Speaker) at the Annual Conference of Japanese 
Biochemistry, Yokohama, Japan, on October 13, 2004.  

Pasa-Tolic L, S Sharma, DC Simpson, HM Mottaz, and RD Smith.  2005.  “Probing 
Proteomes at the Intact Protein Level.”  Presented by L Pasa-Tolic (Invited Speaker) at the 
18th International Symposium on MicroScale Bioseparations, New Orleans, Louisiana, on 
February 16, 2005.   
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Pawley NH, MD Clark, and R Michalczyk.  2005.  “Improving Accuracy and Precision in 
NMR Relaxation Measurements.”  Presented by NH Pawley at Keystone Symposia Frontiers 
of NMR in Molecular Biology IX, Banff, Alberta, Canada, on January 29, 2005.   

Pecher KH, DR Baer, DE McCready, MH Engelhard, S Lopatin, and N Browning.  2005.  
“Spectroscopic Characterization of Nano-Magnetite:  Facts and Mystery about an Illusive 
Mineral Phase.”  Presented by KH Pecher (Invited Speaker) at the 15th Annual Goldschmidt 
Conference:  A Voyage of Discovery, Moscow, Idaho, on May 23, 2005.   

Peden CHF.  2005.  “The Adsorption and Reaction of NOx (NO and NO2) on 
BaO/Al2O3 Storage/Reduction Materials.”  Presented by CHF Peden (Invited Speaker) at 
the 2005 Meeting of the Pacific Coast Catalysis Society, Berkeley, California, on March 11, 
2005.   

Perrin AM, H Burger, J Demaison, F Willaert, T Masiello, TA Blake, JE Marenich, and  
JE Boggs.  2005.  “High-Resolution Infrared Study of the v4 and 2v9 Bands of 11BF2OH 
and 10BF2OH:  Evidence of Large Amplitude Effects for the OH-Torsion-Bending Modes 
in the 92 and 41 States.”  Presented by AM Perrin at Ohio State University, Columbus, 
Ohio, on June 23, 2005.   

Perrin AM, H Burger, J Demaison, F Willaert, T Masiello, TA Blake, JE Marenich, and  
JE Boggs.  2005.  “High Resolution Infrared Study of the v4 and 2v9 Bands of 11BF2OH 
and 10BF2OH:  Evidence of Large Amplitude Effects for the OH-Torsion-Bending Modes 
in the 92 and 41 States.”  Presented by AM Perrin at the 19th Colloquium on High 
Resolution Molecular Spectroscopy in Salamanca, Spain, on September 13, 2005.   

Perry DS, L Degliumberto, W Heiserman, R Cook, HD Mettee, RL Sams, and  
GO Sorensen.  2004.  “The Asymmetric N-0 Stretch Fundamental Band of Nitromethane:  
FTIR Jet Spectra and Assignments of the Lowest 4 Torsional States.”  Presented by  
L Degliumberto (Invited Speaker) at the 2004 Symposium on Chemical Physics, Waterloo, 
Ontario, Canada, on October 30, 2004.   

Petrik NG and GA Kimmel.  2004.  “Electron-Stimulated Production of Molecular 
Hydrogen at the Interfaces of Amorphous Solid Water Films on Pt(111).”  Presented by  
GA Kimmel (Invited Speaker) at the 18th International Conference on the Application of 
Accelerators in Research and Industry, Fort Worth, Texas, on October 14, 2004.   

Petrik NG, and GA Kimmel.  2004.  “Electron-Stimulated Production of Molecular 
Hydrogen at the Interfaces of Amorphous Solid Water Films on Pt(111).”  Presented by  
GA Kimmel (Invited Speaker) at DIET-10 (Desorption Induced by Electronic Transitions), 
Susono, Japan, on November 8, 2004.   

Petrik NG and GA Kimmel.  2004.  “Electron-Stimulated Production of Molecular 
Hydrogen at the Interfaces of Amorphous Solid Water Films on Pt(111).”  Presented by  
GA Kimmel (Invited Speaker) at the Condensed Phase and International Molecular Sciences 
Meeting, Warrenton, Virginia, on October 26, 2004.   
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Petrik NG and GA Kimmel.  2005.  “Low-Energy Electron-Stimulated Luminescence and 
Desorption from Thin Layers of Solid Water on Pt(111).”  Presented by NG Petrik (Invited 
Speaker) at the 229th American Chemical Society National Meeting, San Diego, California, 
on March 13, 2005.   

Petritis K, LJ Kangas, ME Monroe, EF Strittmatter, DC Prior, SM Fischer, B Miller,  
JC Fjeldsted, and RD Smith.  2005.  “The Utility of LC Peptide Elution Time Prediction in 
the Analysis of Complex Proteomes.”  Presented by K Petritis at the 53rd American Society 
for Molecular Spectroscopy Conference, San Antonio, Texas, on June 8, 2005.   

Pierce EM, WJ Shaw, JP Icenhower, and LR Reed.  2005.  “Effect of Al/B ratio on the 
Dissolution of Nepheline Glass, Na3(Al, B)1-4Si4O16.”  Presented by EM Pierce at the  
15th Annual Goldschmidt Conference:  A Voyage of Discovery, Moscow, Idaho, on  
May 22, 2005.   

Plopper CG, S Nishio, M Fanucchi, S Darrow, L Sullivan, A Weir, LA Van Winkle,  
RA Corley, KR Minard, HE Trease, LL Trease, and D Hyde.  2005.  “Defining the 
Dynamics of Cellular Differentiation in Architectural Context as Tracheobronchial Airways 
Grow and Develop.”  Presented by CG Plopper at the American Thoracic Society Meeting 
(ATS-2005), San Diego, California, on May 20, 2005.   

Plymale AE, JK Fredrickson, JM Zachara, DW Kennedy, RK Kukkadapu, and  
A Dohnalkova.  2005.  “Biogeochemical Redox Transformations of 99Tc in Hanford and 
Oak Ridge Sediments.”  Presented by AE Plymale at the 15th Annual Goldschmidt 
Conference:  A Voyage of Discovery, Moscow, Idaho, on May 20, 2005.   

Posselt M and F Gao.  2005.  “Atomistic Study of the Mobility of Small Interstitial Clusters 
in Silicon.”  Presented by M Posselt at the Gettering and Defect Engineering in 
Semiconductor Technology Meeting, Giens, France, on September 28, 2005.   

Posselt M, F Gao, and WJ Weber.  2005.  “A Modified Concerted Exchange Mechanism for 
Antisite Pair Recombination in Cubic and Hexagonal Silicon Carbide.”  Presented by  
M Posselt at the Gettering and Defect Engineering in Semiconductor Technology Meeting, 
Giens, France, on September 28, 2005.   

Pultz BM, AS Lea, and DJ Gaspar.  2004.  “Specimen Preparation of Low-K Dielectric 
Thin-Films Stacks for Energy Dispersive X-Ray Analysis on the Transmission Electron 
Microscope.”  Presented by BM Pultz at Pacific Northwest Microscopy Society Fall 2004 
Meeting, Hillsboro, Oregon, on October 1, 2004.   

Qafoku N, JM Zachara, C Liu, PL Gassman, O Qafoku, and SC Smith.  2004.  “Non-
Equilibrium U(VI) Adsorption to Subsurface Sediments in the Presence of Aqueous 
Carbonate.”  Presented by N Qafoku at the Soil Science Society of America Annual Meeting, 
Seattle, Washington, on October 31, 2004.   
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Qafoku N, JM Zachara, C Liu, PL Gassman, O Qafoku, and SC Smith.  2004.  “Non-
Equilibrium U(VI) Sorption in Contaminated Subsurface Sediments.”  Presented by  
N Qafoku at Soil Science Society of America Meeting, Seattle, Washington, on  
November 1, 2004.   

Rappe KG, CL Aardahl, DF Hopkins, NC Anheier, Jr, JD Holladay, and NN Bauman.  
2005.  “System Design and Demonstration for Characterization of Thermal Transients in 
Catalysts.”  Presented by KG Rappe at the 19th North American Catalysis Society Meeting, 
Philadelphia, Pennsylvania, on May 22, 2005.   

Reddy KM, J Hays, A Thurber, R Hansen, MH Engelhard, V Shutthanandan, CM Wang,  
S Thevuthasan, WB Knowlton, and A Punnoose.  2005.  “Optical and Magnetic Properties 
of Transition Metal-Doped ZnO and TiO2.”  Presented by A Punnoose (Invited Speaker) at 
the U.S. Department of Energy/National Science Foundation Experimental Program to 
Stimulate Competitive Research Conference (EPSCoR-2005), Morgantown, West Virginia, 
on June 15, 2005.   

Regimbal KM, A Marquez, and TA Seim.  2005.  “U.S. Department of Energy Smart Data 
Center.”  Presented by KM Regimbal and M Khaleel at the ESDC (Phase I) Meeting with 
Los Alamos National Laboratory, Los Alamos, New Mexico, on August 22, 2005.   

Regimbal KM, WA, De Jong, TL Windus, ER Vorpagel, and E Apra.  2005.  “Molecular 
Science Computing Facility.”  Presented by KM Regimbal and WA de Jong (Invited 
Speaker) at the W.R. Wiley Environmental Molecular Sciences Laboratory Outlook Review 
2005, Richland, Washington, on May 17, 2005.   

Resat MS, JC Solinsky, HS Wiley, KA Perrine, TA Seim, and SE Budge.  2004.  “Three-
Dimensional Multispectral Monitoring of Living-Cell Signaling Using Confocal-Imaging and 
EPA Processing.”  Presented by TA Seim (Invited Speaker) at the Technical Symposium on 
Biomedical Imaging, Springfield, Ohio, on October 4, 2004.   

Resat MS, WB Chrisler, and L Opresko.  2005.  “Intercellular Signaling in Mammary 
Epithelial Cells:  Implications for the Radiation-Induced Bystander Effect.”  Presented by 
MS Resat (Invited Speaker) at the Gordon Research Conference, Ventura, California, on 
February 4, 2005.   

Rosso KM, S Yanina, BH Lower, YA Gorby, AM Spormann, and GE Brown, Jr.  2005.  
“Electrical Properties of Bacterial Outer Membranes.”  Presented by KM Rosso (Invited 
Speaker) at the 230th National American Chemical Society Meeting, Washington, D.C., on 
August 28, 2005.   

Sacksteder CA, TC Squier, DG Camp, II, and RD Smith.  2005.  “Molecular Mechanisms 
Underlying Cellular Adaptive Response to Low-Dose Radiation.”  Presented by  
CA Sacksteder at the U.S. Department of Energy Low-Dose Workshop, Bethesda, 
Maryland, on April 26, 2005.   
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Sacksteder CA, TV Knyushko, B Gopalan, DG Camp, II, TC Squier, and DJ Bigelow.  
2005.  “Increased Sensitivity to Tyrosine Nitration is Detected in Signaling Proteins.”  
Presented by CA Sacksteder at the Biophysical Society 49th Meeting, Long Beach, California, 
on February 14, 2005.   

Sacksteder CA, W Qian, TV Knyushko, MP Londono, HH Wang, and DG Camp, II.  2005.  
“Characterization of Nitrotyrosine Containing Proteins in Mouse Tissues and C2C12 Muscle 
Cells.”  Presented by CA Sacksteder at NW Symposium, Richland, Washington, on 
June 20, 2005.   

Sams RL, SW Sharpe, and TJ Johnson.  2005.  “Do Integrated Infrared and Strengths 
Change with Temperature in the Gas Phase?”  Presented by RL Sams (Invited Speaker) at 
Ohio State University, Columbus, Ohio, on June 23, 2005.   

Sani RK, BM Peyton, A Dohnalkova, and JE Amonette.  2005.  “Reoxidation of Biologically 
Reduced Uranium with Fe(III)-(Hydr)Oxides Under Sulfate-Reducing Conditions.”  
Presented by RK Sani at the 15th Annual Goldschmidt Conference:  A Voyage of Discovery, 
Moscow, Idaho, on May 22, 2005.   

Saraf LV, V Shutthanandan, CM Wang, S Azad, OA Marina, Y Zhang, DW Matson,  
DE McCready, AA El-Azab, JE Jaffe, MH Engelhard, DR Baer, CHF Peden, and  
S Thevuthasan.  2005.  “Oxygen Transport in Epitaxial and Nanocrystalline Ceria-Zirconia 
Based Electrolytes.”  Presented by LV Saraf at the American Vacuum Society Pacific 
Northwest Chapter 16th Annual Symposium, Troutdale, Oregon, on September 16, 2005.   

Saraf LV, S Thevuthasan, S Azad, OA Marina, CM Wang, V Shutthanandan, MH Engelhard, 
DE McCready, AA El-azab, and R Devanathan.  2005.  “Development of Oxide 
Nanostructures for Fast Oxygen Ionic Conduction.”  Presented by LV Saraf at the 
International Conference on Solid States Ionics (SSI-15), Baden, Germany, on July 18, 2005.   

Saraf LV, S Thevuthasan, V Shutthanandan, OA Marina, DW Matson, DR Baer, Y Zhang, 
CM Wang, and DE McCready.  2005.  “Oxygen Transport and Structural Properties in 
Epitaxial Ceria/Zirconia Multilayers and Nanocrystalline Ceria Films.”  Presented by  
LV Saraf (Invited Speaker) at the University of Washington, Seattle, Washington, on  
June 7, 2005.   

Saraf LV, V Shutthanandan, S Azad, CM Wang, DW Matson, OA Marina, Y Zhang,  
AR Dirkes, and S Thevuthasan.  2004.  “Effect of Orientation and Density of Interfaces on 
Oxygen Transport Across Doped Ceria-Zirconia Electrolytes.”  Presented by LV Saraf at the 
Materials Research Society 2004 Fall Meeting, Boston, Massachusetts, on December 5, 
2004.   

Saripalli P, GM Petrie, and GR Holtom.  2004.  “Modeling Biofilm Structure and Growth 
Using Image Metrics Based on Phase Interfacial Areas.”  Presented by GR Holtom (Invited 
Speaker) at Biofilms 2004 Biofilm and Activity Meeting, Las Vegas, Nevada, on October 25, 
2004.   
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Sass BM, MH Engelhard, and DR Baer.  2004.  “Importance of Binding Energy Reference 
Materials for Understanding the Chemistry of Oxidized-Iron Arsenic-Adsorbing Materials.”  
Presented by MH Engelhard at the 51st International American Vacuum Society Symposium, 
Anaheim, California, on November 17, 2004.   

Seifert CE, JI McIntyre, KC Antolick, AJ Carman, MW Cooper, JC Hayes, TR Heimbigner, 
CW Hubbard, KE Litke, MD Ripplinger, and R Suarez.  2005.  “Mitigation of Memory 
Effects in Beta Scintillation Cells for Radioactive Gas Detection.”  Presented by CE Seifert 
at the 27th Seismic Research Review, Palm Springs, California, on September 20, 2005.   

Seifert CE, JL Orrell, GC Dunham, MH Engelhard, DJ Gaspar, MB Toloczko, and M Bliss.  
2005.  “Independent Mobility and Mobility-Lifetime Product Measurements Using Pixellated 
and Planar Electrode Geometries on CdZnTe Crystals.”  Presented by CE Seifert at SPIE 
(International Society for Optical Engineering):  Optics and Photonics 2005:  Hard X-Ray, 
Gamma Ray, and Particles, San Diego, California, on July 31, 2005.   

Sharma S, DC Simpson, S Ahn, HM Mottaz, AK Shukla, R Zhang, L Pasa-Tolic, and  
RD Smith.  2005.  “Global Proteomics Applied to Intact Protein Analysis and Identification 
of Post-Translational Modifications.”  Presented by S Sharma at the 53rd American Society 
for Molecular Spectroscopy Conference, San Antonio, Texas, on June 8, 2005.   

Sharpe SW, TJ Johnson, and RL Sams.  2004.  “A Quantitative Infrared Library of Vapor 
Phase Chemicals:  Applications to Environmental Monitoring and Homeland Defense.”  
Presented by SW Sharpe (Invited Speaker) at SPIE Optic East, Philadelphia, Pennsylvania, 
on October 26, 2004.   

Shen Y, R Zhang, RJ Moore, TO Metz, KK Hixson, R Zhao, EA Livesay, HR Udseth,  
K Petritis, JS Zimmer, and RD Smith.  2005.  “The Benefits of Extended Liquid 
Chromatograph Pressure for Proteomics and Metabolomics.”  Presented by RD Smith 
(Invited Speaker) at PITTCON, Orlando, Florida, on March 2, 2005.   

Shi L, JR Coleman, HS Smallwood, JN Adkins, HM Mottaz, AD Norbeck, and TC Squier.  
2005.  “Proteomic Analysis of the Effects of NRAMP1 on the Biogenesis of Salmonella-
Containing Vacuoles.”  Presented by L Shi (Invited Speaker) at the NIAID Proteomic Mini-
Symposium, Richland, Washington, on February 4, 2005.   

Shi L, JR Coleman, HS Smallwood, JN Adkins, HM Mottaz, AD Norbeck, and TC Squier.  
2005.  “Proteomic Analysis of the Effects of NRAMP1 on the Biogenesis of Salmonella-
Containing Vacuoles.”  Presented by L Shi at the Northwest Symposium for Systems 
Biology 2005, Richland, Washington, on June 20, 2005.   

Shi L, MU Mayer, B Chen, YA Gorby, DA Elias, JK Fredrickson, BH Lower, S Ni,  
S Verma, AS Beliaev, P Yan, H Cao, and TC Squier.  2005.  “Use of a Multi-Purpose 
Affinity Probe/Tetracysteine Tag System in the Characterization of Protein Interactions 
Between MtrC and OmcA, Two Subunits of a Metal Reductase Complex, and the Pull-
Down of the RNA Polymerase Core Enzyme of Shewanella oneidensis MR-1.”  Presented by 
TC Squier at the Genomics: GTL Contractor-Grantee Workshop, Washington, D.C., on 
February 7, 2005.   
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Shi L, TC Squier, MU Mayer, H Cao, B Chen, YA Gorby, DF Lowry, JS Mclean, S Verma,  
P Yan, DA Elias, JK Fredrickson, BH Lower, S Ni, and AS Beliaev.  2005.  “Development 
and Application of Multipurpose Affinity Probes to Isolate Intact Protein Complexes 
Associated with Metal Reduction from Shewanella oneidensis MR-1.”  Presented by L Shi, TC 
Squier, and MU Mayer at the Genomics: GTL Contractor-Grantee Workshop, Washington, 
D.C., on February 7, 2005.   

Shin Y and GJ Exarhos.  2005.  “Replication of Carbohydrates into Hierarchically-Structured 
Ceramics.”  Presented by Y Shin at the 2005 U.S. Department of Energy Office of Basic 
Energy Sciences Biomolecular Mateirals Program Meeting, Warrenton, Virginia, on  
August 25, 2005.   

Shin Y, XS Li, CM Wang, Y Wang, PE Burrows, and GJ Exarhos.  2005.  “Synthesis of 
Hierarchically Structured Ceramics Using Biological Templates.”  Presented by Y Shin at the 
National Science Foundation Nano-Workshop, Atlanta, Georgia, on August 22, 2005.   

Shutthanandan V, S Thevuthasan, LV Saraf, S Azad, OA Marina, MH Engelhard, CM Wang, 
and Y Zhang.  2005.  “Synthesis and Characterization of Oxide Electrolyte Nanostructures 
for Fast Oxygen Ionic Conduction.”  Presented by V Shutthadanadan at the International 
Workshop on High-Resolution Depth Profiling, Bar Harbour, Maine, on May 23, 2005.   

Shutthanandan V, S Thevuthasan, RS Disselkamp, Y Xie, LE Smith, and BD Milbrath.  
2005.  “A Unique Capability to Measure Size and Time Resolved Atmospheric and 
Radionuclide Aerosols.”  Presented by T Thevuthasan (Invited Speaker) at the 5th 
International Symposium on BIOPIXE, Wellington, New Zealand, on January 19, 2005.   

Shutthanandan V, S Thevuthasan, SM Heald, TC Droubay, MH Engelhard, CM Wang,  
DE McCready, TC Kaspar, SA Chambers, P Nachimuthu, and BS Mun.  2004.  “Synthesis 
of Room-Temperature Ferromagnetic Materials by Ion Implantation:  Transition Metal-
Doped TiO2(110) Rutile.”  Presented by V Shutthanandan at the 51st International 
American Vacuum Society Symposium, Anaheim, California, on November 17, 2004.   

Shutthanandan V, S Thevuthasan, TC Droubay, TC Kaspar, and SA Chambers.  2005.  
“Quantification of Magnetic Dopant Concentrations in Room Temperature Ferromagnetic 
Materials Using Ion Beam Techniques.”  Presented by V Shutthanandan at the 2005 
Symposium of the Pacific Northwest Chapter of the American Vacuum Society, Troutdale, 
Oregon, on September 16, 2005.   

Shutthanandan V, S Thevuthasan, TC Droubay, TC Kaspar, and SA Chambers.  2004.  “Is 
PIXE Useful to Quantify Dopant Concentrations in Diluted Magnetic Semiconductors?”  
Presented by V Shutthanandan (Invited Speaker) at the 18th International Conference on the 
Application of Accelerators in Research and Industry, Dallas, Texas, on October 1, 2004.   

Shutthanandan V, S Thevuthasan, TC Droubay, TC Kaspar, SA Chambers, A Punnoose, 
and J Hays.  2005.  “Quantification of Dopant Concentrations in Diluted Magnetic 
Semiconductors using Ion Beam Techniques.”  Presented by V Shutthanandan at the 17th 
International Conference on Ion Beam Analysis (IBA-17), Seville, Spain, on June 28, 2005  
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Shutthanandan V, Y Xie, RS Disselkamp, MI Mckinley, NS Laulainen, LE Smith,  
BD Milbrath, and S Thevuthasan.  2005.  “Size- and Time-Resolved Measurements of 
Atmospheric and Radionuclide Aerosols:  Rattlesnake Mountain Study 2002 and 2003.”  
Presented by V Shutthanandan at the 17th International Conference on Ion Beam Analysis 
(IBA-17), Seville, Spain, on June 28, 2005.   

Shutthanandan V, Y Zhang, JB Barton, MI McKinley, JS Young, M Avila, CM Wang,  
LV Saraf, and S Thevuthasan.  2004.  “Formation of Ridge-Like Structures Using High-
Energy Ion Implantation.”  Presented by V Shutthanandan (Invited Speaker) at the 18th 
International Conference on the Application of Accelerating Research and Industry, Dallas, 
Texas, on October 1, 2004.   

Shvartsburg AA, K Tang, H Lee, DC Prior, MA Buschbach, GA Anderson, and RD Smith.  
2005.  “Lossless Ion Mobility Spectroscopy/Mass Spectrometry Using Electrodynamic Ion 
Funnel Interfaces.”  Presented by AA Shvartsburg (Invited Speaker) at PITTCON 2005, 
Orlando, Florida, on March 2, 2005.   

Simner SP, MD Anderson, and JW Stevenson.  2005.  “Long-Term Stability of La1-xSrx 

Co1-yFeyO3 (LSCF) Cathodes.”  Presented by SP Simner (Invited Speaker) at the 2005 
Materials Science and Technology Conference (MS&T2005), Pittsburgh, Pennsylvania, on 
September 27, 2005.   

Simpson DC, S Sharma, HM Mottaz, L Pasa-Tolic, and RD Smith.  2005.  “Developing 
High-Throughput Methods for the Study of Modified Proteins at the Intact Protein Level.”  
Presented by DC Simpson at Seventh International Symposium on Mass Spectrometry in the 
Health and Life Sciences:  Molecular and Cellular Proteomics, San Francisco, California, on 
August 23, 2005.   

Skomurski FN, KM Rosso, SN Kerisit, ES Ilton, RC Ewing, and U Becker.  2005.  “The 
Interaction Between U(VI) and Magnetite Surfaces:  Exploring the Role of Electron 
Transfer.”  Presented by FN Skomurski at U.S. Department of Energy Office of Civilian 
Radioactive Waste Management Science and Technology Source-Term Thrust Review and 
Integration Meeting, Argonne, Illinois, on August 10, 2005.   

Skouson GB.  2004.  “IA64 Based SuperComputer.”  Presented by GB Skouson (Invited 
Speaker) at Hewlett-Packard CAST, Pittsburgh, Pennsylvania, on November 5, 2004.   

Skouson GB.  2005.  “Tools and Experiences with Large Production Clusters.”  Presented 
by GB Skouson at the Symposium on the Use of Commodity Clusters for Large-Scale 
Scientific Applications 2005, Greenbelt, Maryland, on July 26, 2005.   

Smith RD, MS Lipton, JK Fredrickson, MG Monroe, EA Livesay, K Petritis, JN Adkins, 
GA Anderson, KK Hixson, R Fang, R Zhao, RJ Moore, and Y Shen.  2005.  “Development 
and Application of New Technologies for Comprehensive and Quantitative High-
Throughput Microbial Proteomics.”  Presented by RD Smith at the Genomics: GTL 
Contractor-Grantee Workshop, Washington D.C., on February 7, 2005.   
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Smith RJ, AN Kayani, CV Ramana, PE Gannon, M Deibert, V Gorokhovsky,  
V Shutthanandan, and DS Gelles.  2004.  “Early Stages of Oxidation at 800°C for CrAlON 
Superlattice Coatings used to Improve Oxidation Resistance of Steel Plates for Applications 
as SOFC Interconnects.”  Presented by RJ Smith at the American Vacuum Society 51st 
International Symposium, Anaheim, California, on November 14, 2004.   

Sowa MB.  2005.  “Examining Low-Dose Phenomena with Microbeam Irradiation 
Techniques.”  Presented by MB Sowa (Invited Speaker) at the 4th International Conference 
on the Effects of Low and Very Low Dose Exposure to Ionizing Radiation, Hamilton, 
Ontario, Canada, on June 26, 2005.   

Spraggins JM, II, J Laskin, and MV Johnston.  2005.  “Ozonated Peptides:  Insight Into 
Structure and Fragmentation Energetics Using SID FTICR-MS.”  Presented by J Laskin 
(Invited Speaker) at the 53rd American Society for Molecular Spectroscopy Conference, San 
Antonio, Texas, on June 8, 2005.   

Springer DL.  2005.  “Protein Quantitation by Mass Spectrometry.”  Presented by  
DL Springer (Invited Speaker) at Proteomics:  Application in Therapeutic and Diagnostic 
Development, San Francisco, California, on June 15, 2005.   

Springer DL, M Ahram, LE Kathmann, and JH Miller.  2005.  “Protein Changes in Media 
Taken from Irradiated CHO Cells.”  Presented by DL Springer (Invited Speaker) at the 
Low-Dose Workshop, Bethesda, Maryland, on April 25, 2005.   

Stadermann FJ, C Floss, E Zinner, A Nguyen, and AS Lea.  2005.  “Auger Spectroscopy as a 
Complement to Nanosims Studies of Presolar Materials.”  Presented by FJ Stadermann at 
the 68th Annual Meteoritical Society Meeting (MetSoc-2005), Gatlinburg, Tennessee, on 
September 12, 2005.   

Sterba MA.  2005.  “Data Persistence for Session Management.”  Presented by MA Sterbaat 
at the Science and Engineering Education Poster Presentation, Richland, Washington, on 
August 4, 2005.   

Straub TM, DR Call, and G Ramirez-Toro.  2005.  “Nomination of New Waterborne 
Microbial Contaminants to Future Candidate Contaminant Lists Using Virulence/ 
Biomarker Activity Relationships.”  Presented by TM Straub (Invited Speaker) at the  
U.S. Environmental Protection Agency Board of Scientific Counselors Review Meeting, 
Washington, D.C., on March 28, 2005.   

Sushko PV, PE Trevisanutto, AL Shluger, KM Beck, M Henyk, AG Joly, and WP Hess.  
2005.  “Mechanisms of Laser-Induced Desorption of Ionic Surfaces.”  Presented by  
WP Hess (Invited Speaker) at the 13th International Conference on Radiation Effects in 
Insulators (REI-2005), Santa Fe, New Mexico, on August 30, 2005.   

Synovec RE, GM Gross, and JW Grate.  2005.  “Development, Evaluation, and Application 
of Nanoparticles as Stationary Phases for Gas Chromatography.”  Presented by RE Synovec 
at 79th American Chemical Society Colloid and Surface Science Meeting, Nanoparticles and 
Colloids in Chemical Analysis, Potsdam, New York, on June 12, 2005.   
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Szanyi J, J Kwak, SD Burton, JA Rodriguez, and CHF Peden.  2005.  “Spectroscopic 
Characterization of NOx Species on Na-, and Ba-Y, FAU Zeolites.”  Presented by J Szanyi 
at the 19th National American Meeting of Catalysis, Philadelphia, Pennsylvania, on May 16, 
2005.   

Tang K, AA Shvartsburg, F Li, YM Ibrahim, DC Prior, MA Buschbach, JS Page, and  
RD Smith.  2005.  “High-Performance Faims-Ms Using Electrodynamic Ion Funnel 
Interface for Proteomic Applications.”  Presented by K Tang at the 14th International 
Conference on Ion Mobility Spectrometry, Paris, France, on July 26, 2005.   

Tang K, F Li, AA Shvartsburg, EF Strittmatter, DC Prior, MA Buschbach, and RD Smith.  
2005.  “Two-Dimensional Gas-Phase Separations Coupled to Mass Spectroscopy:  A New 
High-Throughput Platform for Complex Sample Analyses.”  Presented by K Tang at the 
53rd American Society for Molecular Spectroscopy Conference, San Antonio, Texas, on  
June 7, 2005.   

Tang X, S Wu, NK Kaiser, N Tolic, GA Anderson, and JE Bruce.  2005.  “Evaluation of 
Novel Monolithic Supports for Enzyme Immobilization for Proteomics Research.”  
Presented by K Zhang at American Society for Molecular Spectroscopy, San Antonio, Texas, 
on June 9, 2005.   

Thevuthasan S, V Shutthanandan, LV Saraf, Y Zhang, OA Marina, CM Wang, AA El-Azab, 
and P Nachimuthu.  2005.  “Ion Beam Analysis of Oxide Electrolyte Nanostructures.”  
Presented by S Thevuthasan at the Ion Beam Analysis Meeting, Santa Clara, Spain, on  
June 30, 2005.   

Thevuthasan S, V Shutthanandan, SM Heald, TC Droubay, MH Engelhard, CM Wang,  
DE McCready, and SA Chambers.  2005.  “Synthesis of Room-Temperature Ferromagnetic 
Oxide Materials by Ion Implantation.”  Presented by S Thevuthasan (Invited Speaker) at the 
American Vacuum Society Chapter Meeting, Orlando, Florida, on March 13, 2005.   

Thevuthasan S, V Shutthanandan, SM Heald, TC Droubay, MH Engelhard, CM Wang,  
DE McCready, TC Kaspar, SA Chambers, P Nachimuthu, and BS Mun.  2004.  “Room 
Temperature Ferromagnetism in Ion-Implanted Co- and Cr-Doped SrTiO3 (100) Single 
Crystals.”  Presented by S Thevuthasan (Invited Speaker) at the 18th International 
Conference on the Application of Accelerators in Research and Industry, Dallas, Texas, on 
October 1, 2004.   

Thevuthasan S.  2005.  “Synthesis and Characterization of Oxide Nanostructures for Solid 
Oxide Fuel Cell Applications.”  Presented by S Thevuthasan (Invited Speaker) at the 
University of Central Florida, Orlando, Florida, on March 17, 2005.   

Thompson SE, A Heredia-Langner, NS Foster, NB Valentine, TJ Johnson, and  
JE Amonette.  2005.  “Statistical Analysis of Noisy Signals Using Classification Tools.”  
Presented by SE Thompson at the 2005 World Conference on Quality and Improvements, 
Seattle, Washington, on May 15, 2005.   
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Thrall BD, LE Kathmann, T Liu, JM Jacobs, RD Quesenberry, TJ Weber, RD Smith,  
B Gopalan, and HS Wiley.  2004.  “Global Analysis of the Response of Human Mammary 
Epithelial Cells to Epidermal Growth Factor Stimulation.”  Presented by BD Thrall at the 
American Society for Cell Biology 44th Annual Meeting, Washington, D.C., on December 4, 
2004.   

Thronas AI.  2005.  “Windows Terminal Services.”  Presented by AI Thronas (Invited 
Speaker) at NLITS 2005, Richland, Washington, on May 16, 2005.   

Tolmachev AV, R Zhang, CC Langley, ME Monroe, W Qian, EF Strittmatter, T Liu,  
AK Shukla, HR Udseth, and RD Smith.  2005.  “Accurate Mass Proteomics Measurements 
Using Capillary LC-FTICR Optimized for Sensitivity and Dynamic Range.”  Presented by  
AV Tolmachev at the 53rd American Society for Molecular Spectroscopy Conference, San 
Antonio, Texas, on June 8, 2005.   

Tonkyn RG, RS Disselkamp, and CHF Peden.  2005.  “Mechanistic Studies of the Reduction 
of Stored NOx on BaO/Al2O3-Based Lean-NOx Traps.”  Presented by CHF Peden at the 
19th North American Meeting of the Catalysis Society, Philadelphia, Pennsylvania, on  
May 23, 2005.   

Trease LL, H Trease, KR Minard, DR Einstein, and RA Corley.  2005.  “Building the 
Geometry and Meshes for Modeling and Simulating the Respiratory System of Mammals.”  
Presented by LL Trease at the 8th U.S. National Congress on Computational Mechanics, 
Austin, Texas, on July 25, 2005.   

Udseth HR, KK Hixson, YR Ding, DR Lovley, and MS Lipton.  2005.  “Comparative 
Proteomics Using FTICR-MS Abundance Values to Determine Organism-Wide Protein 
Changes and Cytochrome C Location in Geobacter sulfurreducens.”  Presented by HR Udseth at 
the American Society for Molecular Spectroscopy Meeting, San Antonio, Texas, on June 6, 
2005.   

Ultman JS, S Madasu, A Borhan, HE Trease, RA Corley, CG Plopper, and E Postlewait.  
2005.  “Mathematical Simulation of Ozone Uptake Along an Asymmetrically Branched 
Airway Path.”  Presented by JS Ultman at the 2005 American Thoracic Society Meeting 
(ATS-2005), San Diego, California, on May 20, 2005.   

Umar AN, TN Luider, DL Anderson, RJ Moore, N Jaitly, JA Foekens, and L Pasa-Tolic.  
2005.  “Large-Scale Protein Identification from Small Numbers of Laser Microdissected 
Breast Carcinoma Tissue Using the AMT Tag Approach.”  Presented by AN Umar at the  
4th Annual World Congress, Munich, Germany, on August 31, 2005.   

Valentine NB, TJ Johnson, and SW Sharpe.  2004.  “On the Relative Signal Strengths of 
Bacillus Spore Signatures in the Terahertz (THz) Versus the Mid-Infrared.”  Presented by  
TJ Johnson (Invited Speaker) at the SPIE Conference, Philadelphia, Pennsylvania, on 
October 25, 2004.   
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Valentine NB, TJ Johnson, KL Wahl, KH Jarman, CE Petersen, DS Wunschel, and  
SW Sharpe.  2005.  “Identification of Bacillus Spores Cultured on Different Media.”  
Presented by NB Valentine at the Bacillus-ACT Conference, Santa Fe, New Mexico, on 
September 26, 2005.   

Valentine NB, TJ Johnson, SW Sharpe, and KH Jarman.  2005.  “Differentiating Spore 
Samples by Culture Media Using FTIR-MS.”  Presented by NB Valentine at the 105th 
American Society for Microbiology General Meeting, Atlanta, Georgia, on July 7, 2005.   

Valiev M.  2005.  “Computational Studies of the Phosphorylation Reaction in Protein Kinase 
A:  Ab Initio QM/MM Approach.”  Presented by M Valiev at the 229th Americian Chemical 
Society National Meeting, San Diego, California, on March 17, 2005.   

Verma S, MU Mayer, L Shi, and TC Squier.  2005.  “Identification of Novel Binding 
Partners Associated with RNA Polymerase Isolated from Shewanella oneidensis Following One-
Step Affinity Isolation.”  Presented by S Verma at the Protein Society 19th Symposium, 
Boston, Massachusetts, on August 1, 2005.   

Verma S, MU Mayer, Y Xiong, L Shi, and TC Squier.  2005.  “Affinity Isolation of RNA 
Polymerase Complex Associated Binding Partners from Shewanella oneidensis Using Multiuse 
Affinity Probes.”  Presented by S Verma at the Northwest Symposium on Systems Biology, 
Richland, Washington, on June 20, 2005.   

Wahl KL, KH Jarman, JB Cliff, NB Valentine, DS Wunschel, TJ Johnson, SA Lehn, AS Lea, 
and DJ Gaspar.  2005.  “Non-Traditional Signatures in Biological Forensics.”  Presented by 
KL Wahl at Working Together:  Research and Development Partnerships in Homeland 
Security, Boston, Massachusetts, on April 28, 2005.   

Wang CM, DR Baer, LE Thomas, JE Amonette, S Thevuthasan, J Anthony, and Y Qiang.  
2005.  “Fine Structural Features of Core-Shell Structured Iron-Iron Oxide Nanoparticles and 
Their Implications.”  Presented by CM Wang at Microscopy and Microanalysis 2005, 
Honolulu, Hawaii, on August 1, 2005.   

Wang CM, S Azad, LV Saraf, V Shutthanandan, MH Engelhard, DE McCready, OA Marina, 
S Thevuthasan, and M Watanabe.  2004.  “Segregation of Gd at the Interfaces of Gd-Doped 
ZrO2-CeO2 Hetero-Multi-Layer Films Grown on Sapphire.”  Presented by CM Wang at the 
Materials Research Society 2004 Fall Meeting, Boston, Massachusetts, on November 30, 
2004.   

Wang CM, V Shutthanandan, Y Zhang, S Thevuthasan, and G Duscher.  2004.  “Direct 
Imaging of Quantum Anti-Dots in Au Nano-Cluster Dispersed TiO2, SrTiO3, and MgO.”  
Presented by CM Wang at the Materials Research Society 2004 Fall Meeting, Boston, 
Massachusetts, on November 30, 2004.   

Wang Y, DL King, and H Roh.  2005.  “Selective Production of H2 from Bio-Ethanol at 
Low Temperatures over Rh/CeO2-ZrO2 Catalysts.”  Presented by Y Wang at the 19th 
North American Catalysis Society Meeting, Philadephia, Pennsylvania, on May 22, 2005.   
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Wang Y, RA Dagle, and Y Chin.  2005.  “Catalytic Activity and Characterization of Pd/ZnO 
Catalysts.”  Presented by Y Wang at the 19th North American Catalysis Society Meeting, 
Philadelphia, Pennsylvania, on May 22, 2005.   

Wang Z, AR Felmy, and Y Xia.  2005.  “Laser-Induced Fluorescence Study of Aqueous 
Eu(III) and UO22+ Species at Concentrations Approaching Solubility Limit.”  Presented by 
Z Wang (Invited Speaker) at the 24th Rare Earth Research Conference, Keystone, Colorado, 
on June 27, 2005.   

Wang Z, JM Zachara, JP McKinley, SC Smith, O Qafoku, and JG Catalano.  2005.  “A 
Spectroscopic and Microscopic Study of Uranium Speciation in the Infiltration Pond 
Sediments at the Hanford Site.”  Presented by Z Wang at Migration-05, Avignon, France, on 
September 19, 2005.   

Warner MG, NC Anheier, Jr, CR Batishko, BP Dockendorff, GC Dunham, HC Edberg,  
JW Grate, RM Ozanich, TL Stewart, and CJ Bruckner-Lea.  2005.  “Sensor Systems for the 
Rapid, Sensitive Detection of Pathogens and Toxins.”  Presented by MG Warner at the 
Homeland Security Research Conference, Boston, Massachusetts, on May 27, 2005.   

Webb-Robertson BM, SL Havre, M Singhal, MS Lipton, MF Romine, and GA Anderson.  
2004.  “A Visualization and Analysis Tool for Discovery from High-Throughput 
Proteomics.”  Presented by BM Webb-Robertson (Invited Speaker) at the Human Proteome 
Organisation 3rd Annual World Congress, Beijing, China on October 27, 2004.   

Webb-Robertson BM, WR Cannon, CS Oehmen, and DJ Baxter.  2005.  “A Peptide 
Candidate Selection Support Vector Machine For MS-Based Peptide Identification.”  
Presented by BM Webb-Robertson at the Annual Human Proteome Organisation 4th Annual 
World Congress, Munich, Germany on August 29, 2005.   

Weber WJ, F Gao, R Devanathan, W Jiang, and Y Zhang.  2004.  “Defects and Ion-Solid 
Interactions in Silicon Carbide.”  Presented by WJ Weber (Invited Speaker) at the 5th Pacific 
Rim International Conference on Advanced Materials and Processing (PRICM-5), Beijing, 
China, on November 5, 2004.   

Weber WJ, F Gao, R Devanathan, W Jiang, and Y Zhang.  2004.  “Radiation Effects, 
Defects and Thermal Recovery Processes in Silicon Carbide.”  Presented by WJ Weber 
(Invited Speaker) at Ohio State University, Columbus, Ohio, on November 23, 2004.   

Weber WJ, F Gao, R Devanathan, W Jiang, and Y Zhang.  2005.  “Atomistic Understanding 
of Irradiation Behavior in Silicon Carbide from Theory and Experiment.”  Presented by  
WJ Weber (Invited Speaker) at Reunion elarge du CPR ISMIR, Orleans, France, on  
May 18, 2005.   

Weber WJ, F Gao, R Devanathan, W Jiang, and Y Zhang.  2005.  “Atomistic Understanding 
of Irradiation Behavior in Silicon Carbide from Theory and Experiment.”  Presented by  
WJ Weber (Invited Speaker) at the Workshop on Radiation Effects, Cambridge, United 
Kingdom, on June 27, 2005.   
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Weber WJ, W Jiang, F Gao, R Devanathan, and Y Zhang.  2005.  “Defects and Defect 
Processes in Ceramics.”  Presented by WJ Weber (Invited Speaker) at the U.S. Department 
of Energy Office of Basic Energy Sciences, Materials Sciences, Program Review, Richland, 
Washington, on May 11, 2005.   

Wellman DM, BK Mcnamara, SD Burton, and JP Icenhower.  2005.  “Polyphosphate 
Amendments for In Situ Immobilization of Uranium Plumes.”  Presented by DM Wellman 
at the 3rd International Conference on Remediation of Contaminated Sediments, New 
Orleans, Louisiana, on January 25, 2005.   

Wellman DM, BK McNamara, SD Burton, and JP Icenhower.  2005.  “Subsurface 
Hydrolysis and Degradation of Aqueous Polyphosphates Determined by 31P NMR.”  
Presented by DM Wellman at PittCon, Orlando, Florida, on February 27, 2005.   

Wellman DM, SV Mattigod, BW Arey, PL Gassman, and SW Forrester.  2005.  “In Situ 
Identification of Solubility Limiting Uranium-Bearing Minerals in Concrete.”  Presented by  
DM Wellman at the 229th American Chemical Society National Meeting, San Diego, 
California, on March 13, 2005.    

Wellman DM, SV Mattigod, BW Arey, MI Wood, and SW Forrester.  2005.  “In Situ 
Identification of Uranium Minerals in Concrete.”  Presented by DM Wellman at the 15th 
Annual Goldschmidt Conference:  A Voyage of Discovery, Moscow, Idaho, on May 21, 
2005.    

Wellman DM, SV Mattigod, BW Arey, MI Wood, and SW Forrester.  2005.  “In Situ 
Identification of Solubility Limiting Uranium-Bearing Minerals in Concrete.”  Presented by 
DM Wellman at the 15th Annual Goldschmidt Conference:  A Voyage of Discovery, 
Moscow, Idaho, on May 22, 2005.  

Wigginton NS, KM Rosso, BH Lower, L Shi, and MF Hochella.  2005.  “Examining the 
Electron Transfer Properties of an Outer Membrane Cytochrome from Shewanella oneidensis 
Using Scanning Tunneling Microscopy.”  Presented by NS Wigginton at the 230th American 
Chemical Society Meeting and Exposition, Washington, D.C., on August 29, 2005.   

Wilkin RT, KG Scheckel, RK Kukkadapu, and JM Zachara.  2005.  “Solid Phase Speciation 
of Metal and Metalloid Partitioning to Iron- And Sulfur-Rich Sediments.”  Presented by  
R Ford (Invited Speaker) at the 231st American Chemical Society, Alanta, Georgia, on March 
26, 2005.   

Williams SD, T Gibbons, CL Kitchens, and TJ Johnson.  2004.  “Investigation Into the 
Polarized Raman Spectra of Benzene, Benzene-d6 and Hexafluorobenzene.”  Presented by 
SD Williams at the American Chemical Society Meeting, Durham, North Carolina, on 
November 11, 2004.   

Wind RA, J Hu, and PD Majors.  2005.  “In Vivo Localized Spectroscopy using Ultra-Slow 
Magic Angle Spinning.”  Presented by RA Wind at the 13th Scientific Meeting of the 
International Society of Magnetic Resonance in Medicine, Miami Beach, Florida, on  
May 7, 2005.   
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Windus TL.  2004.  “Collaboration Environment and Data Needs of the W.R. Wiley 
Environmental Molecular Sciences Laboratory.”  Presented by TL Windus (Invited Speaker) 
at the U.S. Department of Energy National Collaboratories Workshop, Boulder, Colorado, 
on December 1, 2004.   

Windus TL.  2005.  “Community Software Effort.”  Presented by TL Windus (Invited 
Speaker) at the National Leadership Class Facility Workshop, Oak Ridge, Tennessee, on 
August 2, 2005.   

Windus TL.  2005.  “High Performance Computational Chemistry in the 21st Century.”  
Presented by TL Windus (Invited Speaker) at the American Chemical Society Symposium on 
Chemistry in the Large:  Teraflop Computing and Beyond, Washington D.C., on August 28, 
2005.   

Windus TL, Y Alexeev, E Apra, M Krishnan, V Tipparaju, BJ Palmer, and J Nieplocha.  
2005.  “Advanced Computational Methods Applied to Chemistry.”  Presented by  
TL Windus (Invited Speaker) at the 229th American Chemical Society National Meeting, San 
Diego, California, on March 14, 2005.   

Wood BD, F Golfier, PD Majors, M Quintard, and S Whitaker.  2004.  “Biofilms in Porous 
Media:  Upscaling Conservation Equations and Measurement of Microbial Distributions Via 
NMR.”  Presented by BD Wood at the Structure and Activity of Biofilms Conference 
(Biofilms-2004), Las Vegas, Nevada, on October 24, 2004.   

Wright-Mockler AF, LS Sapochak, AB Padmaperuma, PE Burrows, and PA Vecchi.  2005.  
“Potential of a Gold Diphosphine Complex as a Blue Phosphor in an OLED Structure.”  
Presented by AF Wright-Mockler at the Pacific Northwest National Laboratory Summer 
Education Fellows Poster Session 2005, Richland, Washington, on August 4, 2005.   

Wu S, NK Kaiser, GA Anderson, DC Prior, and JE Bruce.  2005.  “New Developments for 
Improved Sensitivity Using Atmospheric Pressure.”  Presented by S Wu at the American 
Society for Molecular Spectroscopy Meeting, San Antonio, Texas, on June 14, 2005.   

Yabusaki SB and AL Ward.  2004.  “Unsaturated Flow and Multicomponent Reactive 
Transport in Physically and Chemically Heterogeneous Sediments.”  Presented by  
SB Yabusaki (Invited Speaker) at the 2004 Geological Society of America Annual Meeting, 
Denver, Colorado, on November 7, 2004.   

Yadav NN, S Maheswaran, V Shutthanandan, S Thevuthasan, H Ngo, and S Vigneswaran.  
2005.  “Quantification of Trace Metals in Adsorbents.”  Presented by NN Yadav at the 16th 
National Congress at the Australian Institute of Physics, Sydney, Australia, on  
January 1, 2005.   

Yan P, B Chen, TC Squier, and MU Mayer.  2005.  “Selective Inhibition of FlAsH-Labeled 
Calmodulin by Chromophore-Assisted Light Inactivation.”  Presented by P Yan at the 
Northwest Symposium, Richland, Washington, on June 1, 2005.   



2005 Annual Report  Presentations 

 
Section A-92 

Yang F, EF Strittmatter, L Ding, J Wang, CD Goddard, MA Gritsenko, ME Monroe,  
R Fang, JN Adkins, DG Camp, II, DJ Chen, MS Lipton, and RD Smith.  2005.  
“Phosphoproteome Profiling of Human Skin Fibroplast Cells in Response to Low- and 
High-Dose Irradiation.”  Presented by F Yang (Invited Speaker) at the U.S. Department of 
Energy Low-Dose Radiation Research Program Workshop, Bethesda, Maryland, on  
April 26, 2005.   

Yongsunthon R, BH Lower, FP Vellano, and SK Lower.  2005.  “Probing Living Proteins 
with Atomic Force Microscopy.”  Presented by R Yongsunthon (Invited Speaker) at the 
Chulalongkorn University Department of Physics, Bangkok, Thailand, on September 2, 
2005.   

Zachara JM.  2005.  “Extreme Environmental Chemistry at the United States Department of 
Energy Hanford Site.”  Presented by JM Zachara (Invited Speaker) at the Colloquium of the 
Institute of Terresterial Ecology, Zurich, Switzerland, on February 2, 2005.   

Zachara JM, JK Fredrickson, and RK Kukkadapu.  2004.  “Biomineralization as a 
Consequence of Bacterial Electron Transfer to Nano-Sized Fe(III) Oxides.”  Presented by 
JM Zachara (Invited Speaker) at the 2004 American Society of Agronomy/Crop Science 
Society of America/Soil Science Society of America International Annual Meeting, Seattle, 
Washington, on November 3, 2004.   

Zangar RC.  2005.  “Biomarker Discovery and Validation Using Accurate Mass and Time 
Tag Proteomics and ELISA Microarrays.”  Presented by RC Zangar (Invited Speaker) at 
Protein Biomarkers–Cambridge Health Institute, Philadelphia, Pennsylvania, on  
September 26, 2005.   

Zhang R, H Zhang, M Stender, CM Wang, J Li, L Wang, HR Udseth, and RD Smith.  2005.  
“Gas-Phase Study of Tetrahedral Au20 Cluster Using ESI-FTICR Mass Spectrometry.”  
Presented by R Zhang at American Society for Molecular Spectroscopy Conference, San 
Antonio, Texas, on June 6, 2005.   

Zhang Y and WJ Weber.  2004.  “Radiation Behavior of Pyrochlores for Immobilizing High-
Level Nuclear Waste.”  Presented by Y Zhang (Invited Speaker) at the University of 
Jyvaskyla, Jyvaskyla, Finland, on December 2, 2004.   

Zhang Y, F Gao, W Jiang, DE McCready, and WJ Weber.  2004.  “Studies of Damage 
Accumulation and Defect Relaxation in 4H Silicon-Carbide by Ion-Channeling 
Techniques.”  Presented by Y Zhang at the 5th Pacific Rim International Conference on 
Advanced Materials and Processing, Beijing, China, on November 4, 2004.   

Zhang Y, J Jensen, G Possnert, DA Grove, and WJ Weber.  2005.  “Electronic Stopping 
Forces of Heavy Ions in Oxides.”  Presented by Y Zhang at the 17th International 
Conference on Ion Beam Analysis, Seville, Spain, on June 26, 2005.   
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Zhang Y, LV Saraf, V Shutthanadan, KD Hughes, and YR Kuan.  2005.  “Study of 
Hydrogen Stability in Low-k Dielectric Films by Ion Beam Techniques.”  Presented by 
Y Zhang at the 17th International Conference on Ion Beam Analysis, Seville, Spain, on  
June 26, 2005.  

Zhang Y, L Saraf, V Shutthanadan, KD Hughes, and S Thevuthasan.  2005.  “Study of 
Hydrogen Stability in Low-k Dielectric Films by Ion Beam Techniques.”  Presented by  
Y Zhang at the American Vacuum Society Pacific Northwest Chapter 16th Annual 
Symposium, Troutdale, Oregon, on September 16, 2005.   

Zhang Y, W Jiang, F Gao, CM Wang, J Lian, RC Ewing, A Hallen, and WJ Weber.  2005.  
“Irradiation Effects in Ceramics.”  Presented by Y Zhang (Invited Speaker) at the U.S. 
Department of Energy Office of Basic Energy Sciences Materials Sciences Program Review, 
Richland, Washington, on May 11, 2005.   

Zhang Y, WJ Weber, and G Possnert.  2005.  “Electronic Stopping of Ions in Ceramics.”  
Presented by Y Zhang (Invited Speaker) at the U.S. Department of Energy Office of Basic 
Energy Sciences Materials Science Program Review, Richland, Washington, on May 11, 
2005.   

Zhang Y, WJ Weber, DA Grove, G Possnert, and J Jensen.  2005.  “Electronic Stopping 
Powers for Swift Heavy Ions in Compounds.”  Presented by Y Zhang at the 13th 
International Conference on Radiation Effects in Insulators, Santa Fe, New Mexico, on 
August 29, 2005.   

Zhao R, EA Livesay, K Tang, Y Shen, EF Strittmatter, HR Udseth, and RD Smith.  2005.  
“Fully Automated Multi-Column Fast Separation Capillary Liquid Chromatograph System 
for High-Throughput Proteomic Analysis.”  Presented by R Zhao at the 29th Symposium on 
High-Performance Liquid Phase Separations and Related Techniques, Stockholm, Sweden, 
on June 25, 2005.   

Zuberi BM, KS Johnson, L Molina, MJ Molina, V Shutthanandan, Y Xie, RS Disselkamp,  
J Jimenez, and K Dzepina.  2004.  “Composition and Sourcing of Mexico City Aerosol with 
PIXE/PESA/STIM and Multivariate Analysis.”  Presented by B Zuberi at the American 
Geological Union Conference, San Francisco, California, on December 1, 2004.   

Zubkov T, RS Smith, Z Dohnalek, and BD Kay.  2005.  “The Effect of Incident Collision 
Energy on the Phase, Crystallization Kinetics, and Porosity of Vapor Deposited Amorphous 
Solid Water Films.”  Presented by T Zubkov at the Symposium of the Pacific Northwest 
Chapter of the American Vacuum Society, Troutdale, Oregon, on September 16, 2005.   
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