
2006 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, HM Mottaz, AD Norbeck, JK Gustin, J Rue, T Clauss, SO Purvine, 
KD Rodland, F Heffron, and RD Smith.  2006.  “Analysis of the Salmonella typhimurium 
Proteome through Environmental Response toward Infectious Conditions.”  Molecular & 
Cellular Proteomics. MCP 5(8):1450-1461.  doi:10.1074/mcp.M600139-MCP200  
 
Ainsworth CC, JM Zachara, K Wagnon, S McKinley, C Liu, SC Smith, HT Schaef, and PL 
Gassman.  2005.  “Impact of Highly Basic Solutions on Sorption of Cs+ to Subsurface 
Sediments from the Hanford Site, USA.”  Geochimica et Cosmochimica Acta 69(20):4787-4800. 

Alam TM, BR Cherry, KR Minard, and M Celina.  2005.  “Relaxation Nuclear Magnetic 
Resonance Imaging Investigation of Heterogeneous Aging in a Hydroxy-Terminated 
Polybutadiene-Based Elastomer.” Macromolecules 38(26):10694-10701.  
 
Alvarez J, JH Futrell, and J Laskin.  2006.  “Soft-Landing of Peptides onto Self-Assembled 
Monolayer Surfaces.”  Journal of Physical Chemistry A 110(4):1678-1687. 

Antony J, Y Qiang, DR Baer, and C Wang. 2006. "Synthesis and Characterization of Stable 
Iron–Iron Oxide Core–Shell Nanoclusters for Environmental Applications."  Journal of 
Nanoscience and Nanotechnology 6(2):568-572. 

Apra E, R Ferrando, and A Fortunelli.  2006.  “Density-Functional Global Optimization of 
Gold Nanoclusters.”  Physical Review B.  Condensed Matter 73(20):205414 -1 - 205414-5. 

Armstrong RC, GK Kumfert, LC McInnes, SG Parker, BA Allan, S Matt, TG Epperly, and 
TL Dahlgren.  2006.  “The CCa Component Model for High-Performance Scientific 
Computing.”  Concurrency and Computation.  Practice & Experience 18(2):215-229.   

Asplund MC, AM Johnson, and JA Jakeman. 2006. “Time-Resolved Infrared Dynamics of 
C-F Bond Activation by a Tungsten Metal-Carbonyl.” Journal of Physical Chemistry B 110(1):20-
24. 

Auer AA, G Baumgartner, DE Bernholdt, A Bibireata, V Choppella, D Cociorva, X Gao, R 
Harrison, S Krishnamoorthy, S Krishnan, CC Lam, Q Lu, M Nooijen, R Pitzer, J 
Ramanujam, P Sadayappan, and A Sibiryakov. 2006. “Automatic Code Generation for 
Many-Body Electronic Structure Methods: The Tensor Contraction Engine ‡‡.” Molecular 
Physics 104(2):211-228. 

Bagus P, C Woll, and ES Ilton.  2006.  “A Definitive Analysis of the Rydberg and Valence 
Anti-Bonding Character of States in the O K-edge of H2O.”  Chemical Physics Letters 
428(1-3):207-212.  doi:10.1016/j.cplett.2006.07.030 
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Bai J, LF Cui, J Wang, S Yoo, X Li, J Jellinek, C Koehler, T Frauenheim, LS Wang, and XC 
Zeng.  2006.  “Structural Evolution of Anionic Silicon Clusters Sin (20 ≤ n ≤ 45).”  Journal of 
Physical Chemistry A 110(3):908-912. 
 
Barlow SE, and MD Tinkle.  2006.  “The Ion Cyclotron Resonance Frequency of Short, 
Single-Species Plasmas in Penning Traps.”  Journal of Applied Physics 99(1):013306 (pages 1-8). 

Bayard E, S Hamel, and A Rochefort.  2006.  “Hydrogen Bonding and Pi-Stacking in Highly 
Organized Arenes-Based Molecular Wire.”  Organic Electronics 7(3):144-154.  

Beck KM, M Henyk, CM Wang, PE Trevisanutto, PV Sushko, WP Hess, and AL Shluger.  
2006.  “Site-Specific Laser Modification of MgO Nanoclusters:  Towards Atomic-Scale 
Surface Structuring.”  Physical Review B.  Chemical Matter and Materials Physcs 74(4):  
Art. No. 045404. 

Berben LA, FC Mary, NR Crawford, and J Long.  2006.  “Angle-Dependent Electronic 
Effects in 4,4′-Bipyridine-Bridged Ru3 Triangle and Ru4 Square Complexes.”  Inorganic 
Chemistry 45(16):6378-6386. 

Bernholdt DE, BA Allan, RC Armstrong, F Bertrand, K Chiu, TL Dahlgren, K Damevski, 
WR Elwasif, TG Epperly, M Govindaraju, DS Katz, JA Kohl, M Krishnan, GK Kumfert, 
J Larson, S Lefantzi, MJ Lewis, AD Malony, LC McInnes, J Nieplocha, B Norris, SG Parker, 
J Ray, S Shende, TL Windus, and S Zhou.  2006.  “A Component Architecture for 
High-Performance Scientific Computing.”  International Journal of High-Performance Computing 
Applications 20(2):163-202. 

Bickmore BR, KM Rosso, CJ Tadanier, EJ Bylaska, and D Doud.  2006.  “Bond-Valence 
Methods for pKa Prediction. II. Bond-Valence, Electrostatic, Molecular Geometry, and 
Solvation Effects.”  Geochimica et Cosmochimica Acta 70(16):4057-4071.   

Blake TA and SS Xantheas.  2006.  “Structure, Vibrational Spectra, and Ring Puckering 
Barrier of Cyclobutane.”  Journal of Physical Chemistry A 110(35):10487-10494. 

Boily J, J Szanyi, and AR Felmy. 2006. “A Combined FTIR and TPD Study on the Bulk and 
Surface Dehydroxylation and Decarbonation of Synthetic Goethite.”  Geochimica et 
Cosmochimica Acta 70(14):3613-3624. 

Bondarchuk O, X Huang, J Kim, BD Kay, LS Wang, JM White, and Z Dohnalek.  2006.  
“Formation of Monodisperse (WO3)3 Clusters on TiO2(110).”  Angewandte Chemie-International 
Edition 45(29):4786-4789. 

Bowers GM, AS Lipton, and KT Mueller.  2006.  "High-Field QCPMG NMR of Strontium 
Nuclei in Natural Minerals."  Solid State Nuclear Magnetic Resonance 29(1-3):95-103. 

Bowers GM, R Ravella, S Komarneni, and KT Mueller.  2006.  “NMR Study of Strontium 
Binding by a Micaceous Mineral.”  Journal of Physical Chemistry B 110(14):7159-7164. 
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Brim H, JP Osborne, HM Kostandarithis, JK Fredrickson, LP Wackett, and MJ Daly.  2006.  
“Deinococcus radiodurans Engineered for Complete Toluene Degradation Facilitates Cr(VI) 
Reduction.”  Microbiology 152(8):2469-2477. 

Bryantsev V, and BP Hay.  2006.  “Conformational Preferences and Internal Rotation in 
Alkyl- and Phenyl-Substituted Thiourea Derivatives.”  Journal of Physical Chemistry A 
110(14):4678-4688. 

Brzovic PS, J O’Keeffe, DE Christensen, DW Hoyt, and RE Klevit.  2006.  “A 
UbcH5/Ubiquitin Noncovalent Complex is Required for Processive BRCA1-Directed 
Ubiquitination.” Molecular Cell 12(6):873-880.  

Buchko GW, CY Kim, TC Terwilliger, and MA Kennedy.  2006.  “Solution Structure of the 
Conserved Hypothetical Protein Rv2302 from the Bacterium Mycobacterium tuberculosis.”  
Journal of Bacteriology 188(16):5993-6001.   

Bulusu S, X Li, LS Wang, and X Zeng.  2006.  “Evidence of Hollow Golden Cages.”  
Proceedings of the National Academy of Sciences 103(22):8326-8330. 

Bylaska EJ, K Tsemekhman, and F Gao.  2006.  “New Development of Self-Interaction 
Corrected DFT for Extended Systems Applied to the Calculation of Native Defects in 3C-
SiC.”  Physica Scripta T124:86-90. 
 
Callister SJ, RC Barry, JN Adkins, ET Johnson, WJ Qian, BJM Webb-Robertson, RD Smith, 
and MS Lipton.  2006.  "Normalization Approaches for Removing Systematic Biases 
Associated with Mass Spectrometry and Label-Free Proteomics."  Journal of Proteome Research 
5(2):277-286.   

Callister SJ, M Dominguez, CD Nicora, X Zeng, C Tavano, S Kaplan, T Donohue,  
RD Smith, and MS Lipton.  2006.  “Application of the Accurate Mass and Time Tag 
Approach to the Proteome Analysis of Sub-Cellular Fractions Obtained from Rhodobacter 
sphaeroides 2.4.1 Aerobic and Photosynthetic Cell Cultures.”  Journal of Proteome Research 
5(8):1940-1947.  

Cape JL, MK Bowman, and DM Kramer.  2006.  "Understanding the Cytochrome bc 
Complexes by What They Don’t Do. The Q-Cycle at 30."  Trends in Plant Science 11(1):46-55.  

Carissan Y, F Bessac, F Alary, JL Heully, and R Poteau. 2006. “What Can We Do with an 
Effective Group Potential?” International Journal of Quantum Chemistry 106(3):727-733. 

Chekmenev EY, SM Jones, Y Nikolayeva, B Vollmar, TJ Wagner, PL Gorkov, WW Brey, 
MN Manion, KC Daugherty, and M Cotten.  2006.  “High-Field NMR Studies of Molecular 
Recognition and Structure-Function Relationships in Antimicrobial Piscidins at the Water-
Lipid Bilayer Interface.”  Journal of the American Chemical Society 128(16):5308-5309. 
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Chen W, G Huang, HB Lu, DE McCready, AG Joly, and JO Bovin.  2006.  “Utilizing 
Nanofabrication to Construct Strong, Luminescent Materials.”  Nanotechnology 17(10):2595-
2601.  
 
Chen W, J Zhang, SL Westcott, AG Joly, JO Malm, and JO Bovin.  2006.  “The Origin of 
X-Ray Luminescence from CdTe Nanoparticles in CdTe/BaFBr:Eu2+ Nanocomposite 
Phosphors.”  Journal of Applied Physics 99(3):034302. 

Cho H, AR Felmy, R Craciun, JP Keenum, N Shah, and DA Dixon.  2006.  "Solution State 
Structure Determination of Silicate Oligomers by 29Si NMR Spectroscopy and Molecular 
Modeling."  Journal of the American Chemical Society 128(7):2324-2335.   

Craig NC, MC Moore, AK Patchen, and RL Sams.  2006.  “Analysis of Rotational Structure 
in the High-Resolution Infrared Spectrum and Assignment of Vibrational Fundamentals of 
Butadiene-2,3-C-13(2).” Journal of Molecular Spectroscopy 235(2):181-189. 

Cui LF, X Huang, LM Wang, J Li, and LS Wang.  2006.  “Pb-12(2-):  Plumbaspherene.”  
Journal of Physical Chemistry A 110(34):10169-10172. 

Cui L, X Huang, LM Wang, DY Zubarev, AI Boldyrev, J Li, and LS Wang.  2006.  “Sn₁₂²⁻:  
Stannaspherene.”  Journal of the American Chemical Society 128:8390-8391. 
 
Cui LF, X Li, and LS Wang.  2006.  “Photoelectron Spectroscopy of AlnD2- (n=3-15): 
Observation of Chemisorption and Physisorption of Dideuterium on Aluminum Cluster 
Anions.”  Journal of Chemical Physics 124(5):054308. 

Cui X, MH Engelhard, and Y Lin. 2006. "Preparation, Characterization and Anion Exchange 
Properties of Polypyrrole/Carbon Nanotube Nanocomposite." Journal of Nanoscience and 
Nanotechnology 6(2):547-553.  

Custelcean R., BA Moyer, VS Bryantsev, and BP Hay. 2006. “Anion Coordination in Metal-
Organic Frameworks Functionalized with Urea Hydrogen-Bonding Groups.” Crystal Growth 
and Design 6(2):555-563. 

Devanathan R, LR Corrales, WJ Weber, A Chartier, and C Meis.  2006.  “Atomistic 
Simulation of Collision Cascades in Zircon.”  Nuclear Instruments and Methods in Physics 
Research. Section B, Beam Interactions with Materials and Atoms 250(1-2):46-49.  
doi:10.1016/j.nimb.2006.04.109 

Diamond DL, S Proll, JM Jacobs, EY Chan, DG Camp, II, RD Smith, and MG Katze.  
2006.  “HepatoProteomics:  Applying Proteomic Technologies to the Study of Liver 
Function and Disease.”  Hepatology 44(2):299-308.   

Ding YR, KK Hixson, CS Giometti, A Stanley, A Esteve-Nunez, T Khare, S Tollaksen, 
W Zhu, JN Adkins, MS Lipton, RD Smith, T Mester, and DR Lovley.  2006.  “The 
Proteome of Dissimilatory Metal-Reducing Microorganism Geobacter sulfurreducens under 
Various Growth Conditions.”  Biochimica et Biophysica Acta--Proteins and Proteomics.  
1764(7):1198-1206.  
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Disselkamp RS, RG Tonkyn, YH Chin, and CHF Peden.  2006.  “Developing Multiple-Site 
Kinetic Models in Catalysis Simulation:  A Case Study of O2+2NO <-> 2NO2 Oxidation-
Reduction Chemistry on Pt(100) Catalyst Crystal Facets.”  Journal of Catalysis 238(1):1-5. 

Dixon DA, and AJ Arduengo III. 2006. “Accurate Heats of Formation of the "Arduengo-
Type" Carbene and Various Adducts Including H2 from ab initio Molecular Orbital Theory.” 
Journal of Physical Chemistry A 110(5):1968-1974. 

Dixon DA, JS Francisco, and Y Alexeev. 2006. “Thermochemical Properties of HxNO 
Molecules and Ions from ab initio Electronic Structure Theory.” Journal of Physical Chemistry A 
110(1):185-191. 

Dobson R, MH Schroth, M Oostrom, and J Zeyer.  2006.  "Determination of NAPL-Water 
Interfacial Areas in Well-Characterized Porous Media."  Environmental Science and Technology 
40(3):815-822.   

Dohnalek Z, J Kim, O Bondarchuk, JM White, and BD Kay.  2006.  “Physisorption of N2, 
O2, and CO on Fully Oxidized TiO2(110).”  Journal of Physical Chemistry B 110(12):6229-6235.   

Du S, J Francisco, GK Schenter, TD Iordanov, BC Garrett, M Dupuis, and J Li.  2006.  
“The OH Radical-H2O Molecular Interaction Potential.”  Journal of Chemical Physics 
124:224318-1-22418-15. 
 
El-Shafey A, N Tolic, MM Young, K Sale, RD Smith, and V Kery.  2006. "“Zero-Length” 
Cross-Linking in Solid State as an Approach for Analysis of Protein-Protein Interactions." 
Protein Science 15(3):429-440.  
 
Elliott BM, E Koyle, AI Boldyrev, XB Wang, and LS Wang.  2005.  “MX3- Superhalogens 
(M = Be, Mg, Ca; X = Cl, Br):  A Photoelectron Spectroscopic and ab initio Theoretical 
Study.”  Journal of Physical Chemistry A 109(50):11560-11567. 

Elliott DC.  2006.  "Catalytic Hydrogenation of Bio-Oil for Chemicals and Fuels."  PyNe 
2006(1):5.   

Elliott DC, GG Neuenschwander, TR Hart, J Hu, AE Solana, and C Cao.  2006.  
“Hydrogenation of Bio-Oil for Chemicals and Fuels Production.”  In Science in Thermal and 
Chemical Biomass Conversion, Vol. 2, AV Bridgwater and DGB Boocock, eds., pp. 1536-1546, 
CPL Press, Newbury, Berkshire, Great Britain.   

Fan P and S Hirata.  2006.  “Active-Space Coupled-Cluster Methods through Connected 
Quadruple Excitations.”  Journal of Chemical Physics 124:104108-104117. 

Fang R, DA Elias, ME Monroe, Y Shen, M McIntosh, P Wang, CD Goddard, SJ Callister, 
RJ Moore, YA Gorby, JN Adkins, JK Fredrickson, MS Lipton, and RD Smith.  2006.  
“Differential Label-Free Quantitative Proteomic Analysis of Shewanella oneidensis Cultured 
under Aerobic and Suboxic Conditions by Accurate Mass and Time Tag Approach.”  
Molecular & Cellular Proteomics 5:714-725.    
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Feller D, KA Peterson, and TD Crawford. 2006. “Sources of Error in Electronic Structure 
Calculations on Small Chemical Systems.” Journal of Chemical Physics 124(5):054107. 

Felmy AR, HM Cho, DA Dixon, Y Xia, NJ Hess, and Z Wang.  2006.  “The Aqueous 
Complexation of Thorium with Citrate under Neutral to Basic Conditions.”  Radiochimica 
Acta 94(4):205-212.    

Felmy AR, EJ Bylaska, DA Dixon, M Dupuis, JW Halley, R Kawai, KM Rosso, JR Rustad, 
PE Smith, T Straatsma, GA Voth, JH Weare, and DA Yuen.  2006.  Computational Studies in 
Molecular Geochemistry and Biogeochemistry.   PNNL-15462, Pacific Northwest National 
Laboratory, Richland, Washington.  

Fernandez FM, VH Wysocki, JH Futrell, and J Laskin.  2006.  “Protein Identification via 
Surface-Induced Dissociation in an FT-ICR Mass Spectrometer and a Patchwork 
Sequencing Approach.”  Journal of the American Society for Mass Spectrometry 17(5):700-709. 

Fir B, M Whalen, H Mercier, DA Dixon, and GJ Schrobilgen.  2006.  “Syntheses of 
[F5TeNH3][AsF6], [F5TeN(H)Xe][AsF6], and F5TeNF2 and Characterization by Multi-NMR 
and Raman Spectroscopy and by Electronic Structure Calculations:  The X-ray Crystal 
Structures of α- andβ-F5TeNH2, [F5TeNH3][AsF6], and [F5TeN(H)Xe][AsF6].”  Inorganic 
Chemistry 45(5):1978-1996. 

Flaud JM, WJ Lafferty, RL Sams, and SW Sharpe.  2006.  “High Resolution Spectroscopy of 
(H2CO)-C-12-O-16 in the 1.9 to 2.56 mu m Spectral Range.”  Molecular Physics 102(12):1891-
1903. 

Forgeron MAM and RE Wasylishen.  2006.  “A Solid-State 95Mo NMR and Computational 
Investigation of Dodecahedral and Square Antiprismatic Octacyanomolybdate(IV) Anions: 
Is the Point-Charge Approximation an Accurate Probe of Local Symmetry?”  Journal of the 
American Chemical Society 128(24):7817-7827. 

Fox PM, JA Davis, and JM Zachara.  2006.  “The Effect of Calcium on Aqueous Uranium 
(VI) Speciation and Adsorption to Ferrihydrite and Quartz.”  Geochimica et Cosmochimica Acta 
70(6):1379-1387. 

Francisco JS, SM Kathmann, GK Schenter, LX Dang, SS Xantheas, BC Garrett, S Du, DA 
Dixon, R Bianco, S Wang, JT Hynes, A Morita, and KA Peterson.  2006.  A Computational 
Approach to Understanding Aerosol Formation and Oxidant Chemistry in the Troposphere.   PNNL-
15772, Pacific Northwest National Laboratory, Richland, Washington. 

Fu YJ, J Laskin, and LS Wang.  2006.  “Collision-Induced Dissociation of [4Fe-4S] Cubane 
Cluster Complexes: [Fe4S4Cl4-x(SC2H5)(x)](2-/1-) (x=0-4).”  International Journal of Mass 
Spectrometry 255:102-110. 

Gallagher NB, TA Blake, and PL Gassman.  2005.  "Application of Extended Inverse Scatter 
Correction to Mid-Infrared Reflectance Spectra of Soil."  Journal of Chemometrics 19(5-7):271-
281.   
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Gallagher NB, TA Blake, PL Gassman, JM Shaver, and W Windig.  2006.  “Multivariate 
Curve Resolution Applied to Infrared Reflection Measurements of Soil Contaminated with 
an Organophosphorus Analyte.”  Applied Spectroscopy 60(7):713-722. 

Gao F, R Devanathan, T Oda, and WJ Weber.  2006.  “Development of Partial-Charge 
Potential for GaN.”  Nuclear Instruments and Methods in Physics Research. Section B, Beam 
Interactions with Materials and Atoms 250(1-2):50-53.   

Gao F, R Devanathan, Y Zhang, M Posselt, and WJ Weber.  2006.  “Atomic-Level 
Simulation of Epitaxial Recrystallization and Phase Transformation in SiC.”  Journal of 
Materials Research 21(6):1420-1426.   

Gao F, Y Zhang, M Posselt, and WJ Weber.  2006.  “Atomic-Level Simulations of Epitaxial 
Recrystallization and Amorphous-to-Crystalline Transition in 4H-SiC.”  Physical Review B. 
 Condensed Matter and Materials Physics 74(10): Art. No. 104108, 1-9.   

Gelb LD, and TN Carnahan. 2006. “Isothermal-Isobaric Monte Carlo Simulations of Liquid 
Lithium Using Density Functional Theory.” Chemical Physics Letters 417(4-6):283-287. 

Gorby YA, S Yanina, JS Mclean, KM Rosso, DM Moyles, A Dohnalkova, TJ Beveridge, 
I Chang, BH Kim, KS Kim, DE Culley, SB Reed, MF Romine, D Saffarini, EA Hill, L Shi, 
DA Elias, DW Kennedy, GE Pinchuk, K Watanabe, S Ishii, B Logan, KH Nealson, and 
JK Fredrickson.  2006.  “Electrically Conductive Bacterial Nanowires Produced by Shewanella 
oneidensis Strain MR-1 and Other Microorganisms.”  Proceedings of the National Academy of 
Sciences of the United States of America 103(30):11358-11363. 

Groenewold GS, AK Gianotto, KC Cossel, MJ Van Stipdonk, DT Moore, N Polfer, J 
Oomens, WA De Jong, and L Visscher.  2006.  “Vibrational Spectroscopy of Mass-Selected 
[UO2(ligand)n]2+ Complexes in the Gas Phase: Comparison with Theory.”  Journal of the 
American Chemical Society 128:4802-4813. 

Gu Z, L Du, JH Edgar, EA Payzant, HM Meyer, L Walker, R Liu, and MH Engelhard.  
2006.  "Aluminum Nitride-Silicon Carbide Alloy Crystals Grown on SiC Substrates by 
Sublimation."  MRS Internet Journal of Nitride Semiconductor Research 10(5)   

Gu Z, JH Edgar, CM Wang, and D Coffey.  2006.  “Thermal Oxidation of Aluminum 
Nitride Powder.”  Journal of the American Ceramic Society 89(7):2167–2171.   

Gun’ko VM, VV Turov, V Barvinchenko, VM Bogatyrev, AV Turov, OV Shulga, O 
Stebelska, V Pokrovsky, R Leboda, V Sukretny, Y Nychiporuk, Y Gornikov, B Chuikov, and 
Y Ptushinskii. 2006. “Characteristics of Interfacial Water at Nanosilica Surface with 
Adsorbed 1,3,5-Trihydroxybenzene Over Wide Temperature Range.” Colloids and Surfaces A, 
Physicochemical and Engineering Aspects 278:106-122.  

Haynes PD, C Skylaris, AA Mostofi, and M Payne.  2006.  “Elimination of Basis Set 
Superposition Error in Linear-Scaling Density-Functional Calculations with Local Orbitals 
Optimised In Situ.”  Chemical Physics Letters 422(4-6):345-349. 
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Herrera JE, J K Wak, J Hu, Y Wang, CH Peden, J Macht, and E Iglesia.  2006.  “Synthesis, 
Characterization, and Catalytic Function of Novel Highly Dispersed Tungsten Oxide 
Catalysts on Mesoporous Silica.”  Journal of Catalysis 239(1):200-211.  

Hu J, RA Wind, and DN Rommereim.  2006.  “H-1 Relaxation Times of Metabolites in 
Biological Samples Obtained with Nondestructive Ex-Vivo Slow-MAS NMR .”  Magnetic 
Resonance in Chemistry 44(3):269-275.  doi:10.1002/mrc.1764 

Huang X., HJ Zhai, J Li, and LS Wang. 2006. “On the Structure and Chemical Bonding of 
Tri-Tungsten Oxide Clusters W3On- and W3On (n = 7-10): W3O8 as a Potential Molecular 
Model for O-Deficient Defect Sites in Tungsten Oxides.” Journal of Physical Chemistry A 
110(1):85-92. 
 
Huang X, HJ Zhai, T Waters, J Li, and LS Wang.  2006.  “Experimental and Theoretical 
Characterization of Superoxide Complexes [W2O6(O2-)] and [W3O9(O2-)]:  Models for the 
Interaction of O2 with Reduced W Sites on Tungsten Oxide Surfaces.” Angewandte Chemie 
International Edition 45(4):657-660. 

Hughes M, D Nielsen, E Rosenberg, R Gobetto, A Viale, SD Burton, and JJ Ford.  2006.  
“Structural Investigations of Silica Polyamine Composites: Surface Coverage, Metal Ion 
Coordination, and Ligand Modification.”  Industrial and Engineering Chemistry Research 
45(19):6538-6547.   

Ibrahim YM, K Tang, AV Tolmachev, AA Shvartsburg, and RD Smith.  2006.  “Improving 
Mass Spectrometer Sensitivity Using a High-Pressure Electrodynamic Ion Funnel 
Interface.”  Journal of the American Society for Mass Spectrometry 17(9):1299-1305.   

Ilton ES, SM Heald, SC Smith, D Elbert, and C Liu. 2006. “Reduction of Uranyl in the 
Interlayer Region of Low Iron Micas under Anoxic and Aerobic Conditions.”  Environmental 
Science & Technology 40(16):5003-5009. 

Jackson SM.  2006.  “Allocation Management Solutions for High Performance Computing.”  
In Proceedings of the 2005 International Conference on Parallel and Distributed Processing Techniques and 
Applications 1-3:10-16, CSREA Press, Athens, Greece.  

Jiang W, V Shutthanandan, Y Zhang, S Thevuthasan, WJ Weber, and GJ Exarhos.  2006.  
“Hydrogen Behavior in Mg+-Implanted Graphite.”   Journal of Materials Research 21(4):811-
815.   

Jiang W, and WJ Weber. 2006. "Effect of Irradiation Temperature on Dynamic Recovery in 
Gallium Nitride." Nuclear Instruments and Methods in Physics Research. Section B, Beam Interactions 
with Materials and Atoms 242(1-2):431-433.  

Jiang W, Y Zhang, WJ Weber, J Lian, and RC Ewing.  2006.  “Direct Evidence of 
N Aggregation and Diffusion in Au+ Irradiated GaN.”  Applied Physics Letters 
89(2):021903-1―021903-3. 
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Joensson CT, IA Maximov, HJ Whitlow, V Shutthanadan, LV Saraf, DE McCready, 
BW Arey, Y Zhang, and S Thevuthasan.  2006.  “Synthesis and Characterization of Cobalt 
Silicide Films on Silicon.”  Nuclear Instruments and Methods in Physics Research. Section B, Beam 
Interactions with Materials and Atoms 249(1-2):532–535.   

Johnson TJ, T Masiello, and SW Sharpe.  2006.  “The Quantitative Infrared and NIR 
Spectrum of CH212 Vapor:  Vibrational Assignments and Potential for Atmospheric 
Monitoring.”  Atmospheric Chemistry and Physics 6(9):2581-2591. 

Joly AG, M Henyk, KM Beck, PE Trevisanutto, PV Sushko, WP Hess, and AL Shluger.  
2006.  “Probing Electron Transfer Dynamics at MgO Surfaces by Mg-Atom Desorption.”  
Journal of Physical Chemistry B 110(37):18093-18096. 

Joly AG, JR Williams, SA Chambers, G Xiong, WP Hess, and DM Laman.  2006.  “Carrier 
Dynamics in α-Fe2O3(0001) Thin Films and Single Crystals Probed by Femtosecond 
Transient Absorption and Reflectivity.”  Journal of Applied Physics 99(5):053521. 

Kaspar TC, TC Droubay, V Shutthanadan, SM Heald, CM Wang, DE McCready, S 
Thevuthasan, JD Bryan, DR Gamelin, AJ Kellock, MF Toney, X Hong, C Ahn, and SA 
Chambers.  2006.  “Ferromagnetism and Structure of Epitaxial Cr-doped Anatase TiO2 Thin 
Films.”  Physical Review. B, Condensed Matter and Materials Physics 73(15):155327. 

Keske JC, W Lin, WC Pringle, SE Novick, TA Blake, and DF Plusquellic.  2006.  “High-
Resolution Studies of Tropolone in the S0 and S1 Electronic States:  Isotope Driven 
Dynamics in the Zero-Point Energy Levels.” Journal of Chemical Physics 124(7):074309. 

Kiebel GR, KJ Auberry, N Jaitly, DA Clark, ME Monroe, ES Peterson, N Tolic, GA 
Anderson, and RD Smith.  2006.  "PRISM:  A Data Management System for High-
Throughput Proteomics."  Proteomics 6(6):1783-1790.  

Kim D, J Szanyi, J Kwak, T Szailer, J Hanson, CM Wang, and CH Peden.  2006.  “Effect of 
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