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Origin of Spinel Nanocheckerboards via First Principles
M. Kornbluth and C.A. Marianetti
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Charge transfer across transition metal oxide interfaces: emergent conductance and
new electronic structure

H. Chen, H. Park, A.J. Millis, and C.A. Marianetti
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Computing total energies in complex materials using charge self-consistent DF T+DMFT
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Selectively Localized Wannier Functions
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Density functional plus dynamical mean field theory of the metal-insulator transition
i early transition metal oxides

H.T. Dang, X. Ai, A.J. Millis, and C.A. Marianetti
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First-principles approach to nonlinear lattice dynamics: Anomalous spectra in PbTe
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A slave mode expansion for obtaining ab-initio interatomic potentials
X. Ai, Y. Chen, and C.A. Marianetti
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Three-dimensional metallic and two-dimensional insulating behavior in octahedral tan-
talum dichalcogenides
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Total energy calculations using DFT+DMFT: computing the pressure phase diagram
of the rare earth nickelates
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Ideal strength and phonon instability of strained monolayer materials
E.B. Isaacs and C.A. Marianetti
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The failure of DE'T computations for a stepped-substrate-supported monatomic highly-
correlated wire system
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Covalency and the metal-insulator transition in titanate and vanadate perovskites
H.T. Dang, A.J. Millis, and C.A. Marianetti
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Physical adsorption and Charge Transfer of molecular Br2 on Graphene
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Correlation and relativistic effects in U metal and U-Zr alloy: Validation of ab initio
approaches
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Engineering Correlation Effects via Artificially Designed Ozxide Superlattices
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Dynamical Mean Field Theory of Nickelate Superlattices
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Dynamical Mean-Field Theory for Quantum Chemistry
N. Lin, C.A. Marianetti, A.J. Millis, and D.R. Reichman
Phys. Rev. Lett. 106, 096402 (2011)
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Failure mechanisms of graphene under tension
C.A. Marianetti and H.G. Yevick
Phys. Rev. Lett. 105, 245502 (2010)

Chemical Control of Orbital Polarization in Artificially Structured Transition Metal
Ozxide Materials: the case of La2NiXO6

M.J. Han, C.A. Marianetti and A.J. Millis
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Nonlinear elastic behavior of graphene: Ab initio calculations to continuum description
X. Wei, B. Fragneaud, C.A. Marianetti, and J.W. Kysar
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Electronic coherence in delta-Pu: A DMFT study.
C.A. Marianetti, K. Haule, G. Kotliar, and M.J. Fluss
Phys. Rev. Lett. 101, 056403 (2008)

A dynamical mean-field theory study of Nagaoka ferromagnetism.
H. Park, K. Haule, C.A. Marianetti, and G. Kotliar
Phys. Rev. B 77, 035107 (2008)

One-electron physics of the actinides
A. Toropova, C.A. Marianetti, K. Haule, and G. Kotliar
Phys. Rev. B 76, 155126 (2007)

Quasiparticle dispersion and heat capacity of Na0.3Co02: A DMF'T study
C.A. Marianetti, O. Parcollet, and K. Haule
Phys. Rev. Lett. 99, 246404 (2007)

Na induced correlations in the cobaltates.
C.A. Marianetti and G. Kotliar
Phys. Rev. Lett. 98, 176405 (2007)

Electronic structure calculations with dynamical mean-field theory.
G. Kotliar, S. Y. Savrasov, K. Haule, V. S. Oudovenko, O. Parcollet, C.A. Marianetti
Rev. Mod. Phys. 78, 865 (2006)

A first-order Mott transition in LixCoO2.
C.A. Marianetti, G. Kotliar, G. Ceder
Nature Materials Vol. 3, Page 627 (2004)

Role of hybridization in NaxCoO2 and the effect of hydration.
C.A. Marianetti, G. Kotliar, G. Ceder
Phys. Rev. Lett. 92, 196405 (2004)

Phase separation in LixFePO4 induced by correlation effects.
F. Zhou, C. A. Marianetti, M. Cococcioni, D. Morgan, G. Ceder
Phys. Rev. B 201101R, (2004)

First-principles prediction of redox potentials in transition metal compounds with LDA+U.

Fei Zhou, Matteo Cococcioni, C. A. Marianetti, Dane Morgan, G. Ceder
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Phys. Rev. B 70, 235121 (2004)

S = 1/2 chains and spin-Peierls transition in TiOCI.
A. Seidel, C. A. Marianetti, F. C. Chou, G. Ceder, and P. A. Lee
Phys. Rev. B 67, 020405(R) (2003)

First-Principles study of the stability and electronic structure of metal hydrides.
H. Smithson, C. A. Marianetti, D. Morgan, A. Van der Ven, A Predith and G. Ceder
Phys. Rev. B 66,144107 (2002)

First-Principles investigation of the cooperative Jahn-Teller Effect for octahedrally co-
ordinated transition-metal oxides.

C.A. Marianetti, D. Morgan, G. Ceder

Phys. Rev. B 63, 224304 (2001)

Jahn-Teller mediated ordering in layered LixMO2 compounds.
M. E. Arroyo y de Dompablo, C. Marianetti, A. Van der Ven, and G. Ceder
Phys. Rev. B 63, 144107 (2001)

Phase transformations and volume changes in spinel LiztMn204.
Van der Ven A, Marianetti C, Morgan D, Ceder G
Solid State Ionics 135 (1-4): 21-32 Sp. Iss. SI NOV 2000

First-principles alloy theory in oxides.
Ceder G, Van der Ven A, Marianetti C, Morgan D
Modelling and Simulation in Mat. Sci. and Eng. 8 (3): 311-321 MAY 2000

Invited Talks
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DFT+DMEFT total energy calculations in the rare-earth Nickelates

CECAM Workshop
June 2014, Lausanne, Switzerland

Computing the properties of the rare-earth nickelates via DFT+DMFT
National Institute of Standards and Technology
May 2014, Maryland

Soft phonon modes in strained monolayer materials
University of Maryland, Physics Seminar
May 2014, College Park, Maryland

DFT+DMFT calculations in oxide superlattices
Meeting of the American Physical Society,
March 2014, Denver Co

Nowel Functionality in oxides via Jahn-Teller ions: a DFT+DMF'T study
DARPA Cold Atom program review
Feb 2014, Washington DC

Computing the Phase Stability of Rare-Earth Nickelates via DFT+DMFT
Meeting of the Materials Research Society
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12/5/2013, Boston MA

Computing the properties of strongly correlated electron systems via DFT+DMFT
Cornell Univeristy Applied Physics Seminar
10/28/2013, Ithaca NY

Computing the phase stability of rare-earth nickelates via DFT+DMFT
CINT Users Conference
9/25/2013, Santa Fe, NM

Computing Materials Properties from First-Principles
West Point Academy Physics Seminar
9/13/2013, West Point, NY

Computing the phase diagram of the rare-earth Nickelates
Mott MURI Annual Review
August 7th 2013, Stanford, CA

Computing the properties of Complex Oxides using DFT+DMFET
March Meeting Tutorial on Complex Oxides

March 17th 2013

Baltimore, MD

Computing the properties of SCES using DFT+DMFT
Bariloche Workshop on Materials Design

February 22nd 2013

Bariloche, Argentina

Multiferroic and Correlated Materials through Ab Initio Design
FAME Grant kickoff meeting

February 5th 2013

Los Angeles, CA

Computing the phase diagram of the rare-earth Nickelates
Meeting on Theory of Complex Oxide Interfaces

January 21st, 2013
Argonne National Laboratory

Ideal strength of monolayer materials
Drexel University Materials Science Seminar
December 2012,Philadelphia, PA

Soft phonon modes in monolayers
UT Austin Physics Seminar
October 2012, Austin, Texas

Site-selective Mott transition in rare-earth Nickelates
Complex Oxide Heterostructure Workshop
August 2012,Cambridge, MA
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Site-selective Mott transition in rare-earth Nickelates
Oxide Interfaces by Design Workshop
July 2012,Newport, RI

Computing the phonons of PuQO,
Dual Nature of f-Electrons
July 2012,Himeji, Japan

Site-selective Mott transition in rare-earth Nickelates
Tokyo University
June 2012, Tokyo, Japan

DFT+DMFT - Complex Oxides
March Meeting Tutorial on Complex Oxides
March 2012,Boston, MA

Hybridization wave induced site-selective mott transition in the nickelates
Mott MURI Meeting
February 2012,Santa Barbara, CA

Failure mechanisms of graphene

A workshop to promote the use of high-energy x-ray diffraction experiments and de-
tailed computational analyses for understanding multiscale phenomena in crystalline
materials

October 2011,Argonne National Lab

On the metal-insulator transition in TMQOs: A DFT+DMFET study
Oxide Interfaces Meeting
August 2011,Almaden CA

Failure mechanisms of graphene
ArmorCon Military Armor Conference
June 2011,Washington DC

On the metal-insulator transition in TMOs: A DFT+DMFT study
Conference on Complex Oxide Heterostructures
April 2011,Las Vegas, Nevada

Chemical Control of Orbital Polarization in the Nickelates
Complex Oxide workshop
August 2010,University of Virginia

Failure mechanisms of graphene
Materials Research Society Fall Meeting
November 2010,Boston, MA

Capturing the double well of Pu
Pu Futures
September 2010,Keystone, CO
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Capturing the double well of Pu
CECAM meeting - Actinides: Correlated electrons and nuclear materials
June 2010,Manchester, England

Predicting Materials Properties using DF'T and DMFT
238th American Chemical Society National Meeting
August 2009, Washington, DC

Electronic coherence in 0-Pu: A DMF'T study
US/Russian Workshop
September 2008,Snezhinsk, Russia

Electronic coherence in 0-Pu: A DMF'T study
Plutonium Futures 2008 Conference
July 2008,Dijon (France)

Electronic properties of the cobaltates
Princeton University Physics Seminar
April 2008,Princeton, NJ

DMFET calculations of materials properties using the continuous time QMC method

American Physical Society March Meeting
March 2008,New Orleans, LA

The Fermi surface and heat capacity in NagzCoOs
UC Davis Physics Seminar
November 2007,Davis, CA

Electronic properties of Pu via the dynamical-mean field theory
CMSN Meeting
September 2007,Davis, CA

ARPES and heat capacity in NagzCoOs
PASI 2007 - Electronic States and Excitations on Nanostructures
June 2007,Zacatecas, Mexico

A DFT+DMFT approach to the electronic structure of the cobaltates
Boston College Physics Seminar
December 2006,Boston, MA

Correlations in the cobaltates
First International Workshop on the Physical Properties of Layered Cobaltates
July 2006,0rsay (France)



