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“Theoretical investigation of ceria as a deamidation catalyst,” S. Bhasker-Ranganath, Y. Xu, 264™ ACS
National Meeting, Chicago, 08/2022.

“Sum is better than the parts: CrCoFeNi high entropy alloy as hydrogen evolution catalyst in acidic
solution,” F. McKay, Y. Fang, A.N. Okafor, O. Kizilkaya, P. Singh, D.D. Johnson, A. Roy, D.P. Young,
J.C. Flake, W.A. Shelton, P.T. Sprunger, Y. Xu, Southeastern Catalysis Society Annual Symposium,
Atlanta, 02/2022.

“Hydrogen adsorption on ordered vs. disordered Pt-3d metal alloys,” A. Okafor, S. Zhang, D.D.
Johnson, W.A. Shelton, Y. Xu, 262" ACS National Meeting (virtual), 08/2021.

“Theoretical investigation of methane carboxylation on metal surfaces,” Md.S. Rahman, Y. Xu, 262™
ACS National Meeting (virtual), 08/2021.

“Theoretical investigation of the ketonization mechanism for acetic acid on CeO»(111),” C. Zhao, Y.
Xu, 26"™ NACS Meeting, Chicago, 06/2019.

“Mechanistic study on C-C coupling of acetaldehyde on partially reduced CeO»..(111),” C. Zhao, Y.
Xu, AIChE Annual Meeting, Pittsburgh, 10/2018.

“Ligand-functionalized gold as versatile and tunable electrocatalysts for CO; reduction,” Y. Fang, X.
Cheng, Y. Xu, J.C. Flake, 254™ ACS National Meeting, Washington, 08/2017.

“Fundamental investigation of C-C coupling of carbonyl compounds on ceria,” C. Zhao, Y. Xu, 254"
ACS National Meeting, Washington, 08/2017.



59.

58.

57.

56.

55.

54.

53.

52.

51.

50.

49.

48.

47.

46.

45.

“Mechanistic insights into oxygen reduction reactions in non-aqueous metal-air batteries,” Y. Zhang,
X. Zhang, J. Wang, S. Ma, L. Guo, S. Rawal, W.C. McKee, Y. Xu, Z. Peng, 254" ACS National
Meeting, Washington, 08/2017.

“Mechanistic insights into oxygen reduction and evolution reactions in non-aqueous metal-air
batteries,” Y. Zhang, X. Zhang, J. Wang, S. Ma, L. Guo, S. Rawal, W.C. McKee, Y. Xu, Z. Peng, 23 1™
ECS Meeting, New Orleans, 05/2017.

“Enhanced electrocatalytic CO, reduction on thiol-functionalized gold,” Y. Fang, X. Cheng, Y. Xu,
J.C. Flake, AIChE Annual Meeting, San Francisco, 11/2016.

“The role of superoxide in the non-aqueous oxygen reduction reaction in Li-O; batteries,” W.C. McKee,
S. Rawal, Y. Xu, AIChE Annual Meeting, San Francisco, 11/2016.

“Enhanced electrocatalytic CO, reduction on thiol-functionalized gold,” Y. Fang, X. Cheng, Y. Xu,
J.C. Flake, 229™ ECS Meeting, San Diego, 06/2016.

“Role of superoxide anion in the oxygen reduction reaction in non-aqueous electrolytes with a proton
or lithium source,” Y. Zhang, X. Zhang, J. Wang, Y. Chen, W.C. McKee, P.G. Bruce, Y. Xu, Z. Peng,
229™ ECS Meeting, San Diego, 06/2016.

“Roles of oxygen vacancy in surface reactivity of CeOx(111),” C. Zhao, Y. Xu, 249™ ACS National
Meeting, Denver, 03/2015.

“Reactivity of acetaldehyde on CeO»(111) surfaces and the roles of oxygen vacancies,” Y. Xu, 248"
ACS National Meeting, San Francisco, 08/2014.

“Propane ammoxidation pathway over Mo-V-Te-Nb-O M1 phase catalyst probed by density functional
theory calculations,” Y. Xu, J. Yu, V.V. Guliants, 248™ ACS National Meeting, San Francisco,
08/2014.

“Mechanistic insights into the electro-catalysis of Li-O, reduction & evolution reactions,” G.K.P.
Dathar, W.A. Shelton, Y. Xu, AIChE Annual Meeting, San Francisco, 11/2013.

“Reactivity of acetaldehyde on CeO(111) surfaces and the roles of oxygen vacancies,” Y. Xu, AIChE
Annual Meeting, San Francisco, 11/2013.

“Nanostructured gold model catalysts on oxygen-free substrates,” L. Liu, F. Womack, Z. Zhou, M.
Patterson, B.F. Habenicht, Y. Xu, P. Sprunger, R. Kurtz, AVS 60™ International Symposium, Long
Beach, 10/2013.

“Reactivity of acetaldehyde on CeO»(111) surfaces and the roles of oxygen vacancies,” Y. Xu, F.
Calaza, T.L. Chen, D.R. Mullins, S.H. Overbury, AVS 60" International Symposium, Long Beach,
10/2013.

“Role of oxygen vacancy in the reactivity of acetaldehyde on CeO»(111) Surfaces,” Y. Xu, F. Calaza,
T.-L. Chen, D.R. Mullins, S.H. Overbury, 246™ ACS National Meeting, Indianapolis, 09/2013.

“Mechanistic insights into the electro-catalysis of Li-O, reduction & evolution reactions,” G.K.P.
Dathar, W.A. Shelton, Y. Xu, 246™ ACS National Meeting, Indianapolis, 09/2013.
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44,

43.

42.

41.

40.

39.

38.

37.

36.

35.

34.

33.

32.

31.

30.

“Theoretical investigation of cathode materials for alternative lithium batteries,” G.K.P. Dathar, W.A.
Shelton, Y. Xu, 246™ ACS National Meeting, Indianapolis, 09/2013.

“Aqueous-phase hydrogenation and hydrogenolysis of biomass-derived oxygenates over monometallic
catalysts,” J. Lee, Y. Xu, G.W. Huber, 246™ ACS National Meeting, Indianapolis, 09/2013.

“DFT study of the mechanism of propane ammoxidation over Mo-V-Te-Nb-O M1 phase,” J. Yu, Y.
Xu, V.V. Guliants; 11" European Congress on Catalysis, Lyon, France, 09/2013.

“Locations of metal ions in Mo-V-Te-(Ta, Nb)-O M1 phases and their roles in propane ammoxidation
to acrylonitrile,” Y. Xu, V.V. Guliants, J. Woo, A. Borisevich; 11" European Congress on Catalysis,
Lyon, France, 09/2013.

“Theoretical investigation of cathode catalysts for alternative Li batteries,” Y. Xu, Symposium on
Nanostructured Materials for Lithium Ion Batteries and for Supercapacitors, 142" The Minerals,
Metals and Materials Society (TMS) Annual Meeting, San Antonio, 03/2013.

“Theoretical investigation of the oxygen reduction reaction by lithium catalyzed by metal surfaces,”
G.K.P. Dathar, W.A. Shelton, Y. Xu, Materials Research Society (MRS) Fall Meeting, Boston,
12/2012.

“Oxygen vacancy-promoted coupling and enolization of acetaldehyde on CeO»(111),” Y. Xu, F.
Calaza, D.R. Mullins, S.H. Overbury, AIChE Annual Meeting, Pittsburgh, 10/2012.

“Catalytic activation of the O-C-O bond on transition metal surfaces,” L. Xu, Y. Xu, AIChE Annual
Meeting, Pittsburgh, 10/2012.

“A combined HAADF STEM and DFT study of tantalum and niobium location in the Mo-V-Te-
Ta(Nb)-O M1 phase,” J. Yu, J. Woo, A. Borisevich, Y. Xu, V.V. Guliants, AIChE Annual Meeting,
Pittsburgh, 10/2012.

“Oxygen vacancy-promoted coupling and formation of enolate for acetaldehyde on CeO»(111)
surfaces,” Y. Xu, F. Calaza, D.R. Mullins, S.H. Overbury, Southeastern Catalysis Society Annual
Symposium, Asheville, 09/2012.

“Combining experiment and theory to improve understanding of surface reaction energetics and
mechanisms,” Y. Xu et al., Symposium on Progress in Electronic and Vibrational Spectroscopy of

Catalytic Materials and Catalytic Reactions, 244™ ACS National Meeting, Philadelphia, 08/2012.

“Theoretical investigation of the Li-ORR and OER catalyzed by metal surfaces,” G.K.P. Dathar, W.A.
Shelton, Y. Xu, 221* ECS Meeting, Seattle, 05/2012.

“Theoretical investigation of the Li-ORR catalyzed by metal surfaces,” G.K.P. Dathar, W.A. Shelton,
Y. Xu, Symposium on Theory and Simulation in Energy Production, Storage, and Utilization, 243"

ACS National Meeting, San Diego, 03/2012.

“Theoretical investigation of the oxygen reduction and redox activity of model carbon structures,”
G.K.P. Dathar, W.A. Shelton, Y. Xu, 243 ACS National Meeting, San Diego, 03/2012.

“Selective conversion of carboxylic acids and esters on metallic catalysts,” Y. Xu L. Xu, AIChE Annual
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29.

28.

27.

26.

25.

24.

23.

22.

21.

20.

19.

18.

17.

16.

15.

14.

Meeting, Minneapolis, 10/2011.

“A first-principles study of O, reduction by lithium on metal and carbon surfaces,” Y. Xu, W.A.
Shelton, Division of Fuel Chemistry, 242™ ACS National Meeting, Denver, 08/2011.

“Aqueous-phase hydrogenation of acetic acid on monometallic catalysts — A combined experimental
and theoretical study,” H. Olcay, L. Xu, Y. Xu, G.W. Huber, 22" NACS Meeting, Detroit, 06/2011.

“Exploring graphene moiré-supported clusters as a new catalytic material platform,” D.W. Goodman,
L. Liu, Z. Zhou, F. Gao, L. Semidey-Flecha, Y. Xu, D. Teng, D.S. Sholl, P. Sprunger, W. Plummer,
Energy Frontier Research Centers Summit and Forum, Washington, 05/2011.

“A first-principles study of O; reduction by lithium on metal and carbon surfaces,” Y. Xu, W.A.
Shelton, 219" ECS Meeting, Montréal, 05/2011.

“First-principles study of the oxygen reduction reaction by lithium on metal and carbon surfaces,” Y.
Xu, W.A. Shelton, 241* ACS National Meeting, Anaheim, 03/2011.

“A first-principles study of O, reduction by lithium on metal and carbon surfaces,” Y. Xu, W.A.
Shelton, MRS Fall Meeting, Boston, 12/2010.

“Aqueous-phase hydrogenation of acetic acid on monometallic catalysts,” H. Olcay, L. Xu, Y. Xu,
G.W. Huber, AIChE Annual Meeting, Salt Lake City, 11/2010.

“Nano-scale environmental effects in the reactivity of platinum clusters,” Y. Xu, Theory and Simulation
of Nano-Scale Materials workshop, Sandia National Laboratory, 10/2010.

“A first-principles study of O; reduction by lithium on metal and carbon surfaces,” Y. Xu, W.A.
Shelton, 218" ECS Meeting, Las Vegas, 10/2010.

“Aqueous-phase hydrogenation of acetic acid on monometallic catalysts,” H. Olcay, L. Xu, Y. Xu,
G.W. Huber, Southeastern Catalysis Society Annual Symposium, Asheville, 09/2010.

“A first-principles study of O, reduction by lithium on various catalytic materials,” Y. Xu, W.A.
Shelton, 217" ECS Meeting, Vancouver, Canada, 04/2010.

“Selective hydrogenolysis of small oxygenates on transition metal surfaces,” Y. Xu, L. Xu, 239™ ACS
National Meeting, San Francisco, 03/2010.

“A first-principles study of O, reduction by lithium on various catalytic materials,” Y. Xu, W.A.
Shelton, MRS Fall Meeting, Boston, 12/2009.

“A DFT study on the selective hydrogenation of acetic acid to ethanol on Ru,” Y. Xu, AIChE Annual
Meeting, Nashville, 11/2009.

“Aqueous-phase hydrogenation of acetic acid over transition metal catalysts: The role of the acetyl
species,” H. Olcay, Y. Xu, G.W. Huber, 21 NACS Meeting, San Francisco, 06/2009.

“Pathways and intermediates of formic acid decomposition on the CeO»(111) surface,” Y. Xu, W.O.

Gordon, S.D. Senanayake, D.R. Mullins, S.H. Overbury, Somorjai Award Symposium, 237" ACS
National Meeting, Salt Lake City, 03/2009.
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13.

12.

11.

10.

“Selective hydrogenolysis of acetic acid to ethanol on Ru surfaces,” Y. Xu, 237" ACS National
Meeting, Salt Lake City, 03/2009.

“Aqueous-phase hydrogenation of acetic acid on late transition metal catalysts,” Y. Xu, H. Olcay, G.W.
Huber, AIChE Annual Meeting, Philadelphia, 11/2008.

“Nano-scale environmental effects in the reactivity of platinum clusters,” Y. Xu, R.B. Getman, W.A.
Shelton, W.F. Schneider, AIChE Annual Meeting, Philadelphia, 11/2008.

“Aqueous-phase hydrogenation of organic acids on mono metallic catalysts: a combined experimental
and theoretical study,” Y. Xu, H. Olcay, G.W. Huber, AIChE Annual Meeting, Salt Lake City, 11/2007.

“A first-principles investigation of the reactivity of cyclohexanes on iridium surfaces,” Y. Xu D.E.
Resasco, AIChE Annual Meeting, Salt Lake City, 11/2007.

“Nano-scale effects in the oxidation and the reactivity of platinum clusters,” Y. Xu, W.A. Shelton, W.F.
Schneider, AIChE Annual Meeting, San Francisco, 11/2006.

“Platinum clusters for oxidation catalysis: Nano-scale effects in thermodynamics and reactivity,” Y.
Xu, W.A. Shelton, W.F. Schneider, 232" ACS National Meeting, San Francisco, 09/2006.

“DFT simulations of lean NOy catalysis, R. Getman, W.F. Schneider,” Y. Xu, 232™ ACS National
Meeting, San Francisco, 09/2006.

“Platinum nanoclusters for oxidation catalysis: Thermodynamics, reactivity, and size dependence,” Y.
Xu, W.A. Shelton, W.F. Schneider, 231* ACS National Meeting, Atlanta, 03/2006.

“The oxidation of platinum clusters: Size dependence, thermodynamics, and effect on reactivity,” Y.
Xu, W.A. Shelton, W.F. Schneider, AIChE Annual Meeting, Cincinnati, 10/2005.

“Nano-scale effects in the oxidation of and adsorption on Pt clusters,” Y. Xu, W.A. Shelton, W.F.
Schneider, 19™ NACS Meeting, Philadelphia, 05/2005.

“Wave propagation and promoter transport on catalytic surfaces: Quantum mechanics, experiments,
and reaction/transport models,” Y. Xu, H. Marbach, R. Imbihl, [.G. Kevrekidis, M. Mavrikakis, AIChE
Annual Meeting, San Francisco, 11/2003.

“Trends in O dissociation on platinum alloy surfaces based on first-principles calculations,” Y. Xu, M.
Mavrikakis, AIChE Annual Meeting, Indianapolis, 11/2002.

Professional Activities

Service

Southwest Catalysis Society: Past-Chair (2019-2021), Chair (2018-2019), Chair-Elect (2017-2018),
Director (2016-2017).

LSU: ChE Awards and Events Committee (2019-present), ChE Graduate Committee (2017-2019,
2022-present), ChE Faculty Search Committee (2014-2016), College Distinguished Dissertation
Selection Committee (2020, 2022), College Policy Committee (2014-2016), Materials Science and
Engineering Committee (2018-present).
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e Penn State UCFER: Core Competency Advisory Board (2019).
Reviewer

o Journals: J. Phys. Chem., J. Chem. Phys., Phys. Chem. Chem. Phys., Angew. Chem. Int. Edit., J. Am.
Chem. Soc., Surf. Sci., Appl. Surf. Sci., J. Catal., ACS Catal., ChemCatChem, Appl. Catal., Catal.
Today, Top. Catal., Catal. Sci. Technol., Ind. Eng. Chem. Res., Nano Energy, Electrochem. Acta,
Phys. Rev. Lett., Nature Commun., Nature Chem., Nature Catal., Comp. Mater. Sci., Accounts Chem.
Res., Appl. Phys. Lett.

e Research proposals: DOE-BES; DOE-ARPA-E; NSF-CBET; NSF-Chemistry; ACS-PRF;
Netherlands Organisation for Scientific Research; Research Council of Norway, National Research
and Development Agency of Chile.

e User proposals: CNM (ANL); CNMS (ORNL); CFN (BNL).

Guest editor

e With L. Grabow: Catalytic Encounters at the Molecular Level: In Honor of Manos Mavrikakis,
recipient of 2019 Gabor Somorjai Award for Creative Research in Catalysis, Top. Catal. 2020, 63.

e With Y. Lei: A Decade of Effort in Addressing the Grand Challenges in Catalysis, Catal. Today 2017,
280P2.

e With D.A. Bruce and J.J. Spivey: Special Section on Current Topics in Computational Catalysis,
Catal. Commun. 2014, 52.

Conference organization

e Symposium on Catalysis by Random/Complex/Disordered Alloys (264™ ACS National Meeting,
2022); Wilhelm Award Symposium in honor of Prof. Manos Mavrikakis (AIChE Annual Meeting,
2015); Symposium on Nano Catalysis (250" ACS National Meeting, 2015); Symposium on Surface
Chemistry and Catalysis on Oxides (249™ ACS National Meeting, 2015); Symposium on Integrating
Theory and Experiment for Metal-Air Battery Systems (243"™ ACS National Meeting, 2012).

Workshop participation

e MGI Grand Challenges Summit (NIST/DOE, 2013); Future of Catalysis (SLAC/Stanford, 2012);
Atomistic Simulations for Industrial Needs workshop (NIST, 2012); MGI workshop, (NIST/DOE,
2012); Computational Catalysis workshop (U. Notre Dame, 2010); Breaking the Chemical Barriers
to Cellulosic Biofuels (DOE/NSF, 2007).

Recognitions
e NSF Graduate Fellowship Honorable Mention (2000).
e UW-Madison Chemical Engineering Departmental Fellowship (1999).

Graduate and Postdoctoral Advisors

Graduate — Manos Mavrikakis (U. Wisconsin—Madison)
Post-doctoral — William F. Schneider (U. Notre Dame); William A. Shelton (ORNL)

Thesis Advisor and Postgraduate-Scholar Sponsor

Graduate students — Andrew Okafor, Md. Saeedur Rahman, Suman Bhasker-Ranganath, Saurin H. Rawal,
Xun Cheng, Kushal Ghale, Chuanlin Zhao

Post-doctoral researchers — William C. McKee, Gopi Kashna Phani Dathar; Bradley F. Habenicht, Lymarie
Semidey-Flecha, Lijun Xu
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