
Annex 1 Publication list

All publications have been entered in NIRA, and are listed below, sorted by group leaders. We list
publications either resulting directly from the NCCR (marked with a red hexagon) or with minor
contributions from the NCCR. The following lists cover the period from May 1st, 2014 to January
31st, 2017.

1. Scientific articles in journals with peer review

2. Scientific articles in journals without peer review

3. Publications from lists 1 and 2 involving several groups

1. Scientific articles in journals with peer review

Group of Wanda Andreoni

� C. MA, F. PIETRUCCI, AND W. ANDREONI
Reaction dynamics of CO2 in aqueous amines
from ab initio molecular dynamics: 2-amino-2-
methyl-1,3-propanediol (AMPD) compared to
monoethanolamine (MEA)

Theoretical Chemistry Accounts 135, 60
(2016).

Group(s): Andreoni / Project(s): VP2

W. ANDREONI AND F. PIETRUCCI
CO2 capture in amine solutions: modelling and
simulations with non-empirical methods

Journal of Physics: Condensed Matter 28,
503003 (2016).

Group(s): Andreoni / Project(s): VP2

Group of Claudia Cancellieri

� F. EVANGELISTI, M. STIEFEL, O. GUSEVA,
R. P. NIA, R. HAUERT, E. HACK, L. P. H.
JEURGENS, F. AMBROSIO, A. PASQUARELLO,
P. SCHMUTZ, AND C. CANCELLIERI

Electronic and structural characterization of
barrier-type amorphous aluminium oxide

Electrochimica Acta 224, 503 (2017).
Group(s): Cancellieri, Pasquarello / Project(s): VP2, PP7

Group of Michele Ceriotti

� S. DE, F. MUSIL, T. INGRAM, C. BALDAUF,
AND M. CERIOTTI

Mapping and classifying molecules from a high-
throughput structural database

Journal of Cheminformatics 9, 6 (2017).
Group(s): Ceriotti / Project(s): HP5

� S. DE, A. P. BARTÓK, G. CSÁNYI, AND M. CE-
RIOTTI

Comparing molecules and solids across struc-
tural and alchemical space

Physical Chemistry Chemical Physics 18, 13754
(2016).

Group(s): Ceriotti / Project(s): HP5

M. ROSSI, P. GASPAROTTO, AND M. CERIOTTI
Anharmonic and Quantum Fluctuations in
Molecular Crystals: A First-Principles Study
of the Stability of Paracetamol

Physical Review Letters 117, 115702 (2016).
Group(s): Ceriotti / Project(s): HP4

P. GASPAROTTO, A. A. HASSANALI, AND
M. CERIOTTI

Probing Defects and Correlations in the
Hydrogen-Bond Network of ab Initio Water

Journal of Chemical Theory and Computation
12, 1953 (2016).

Group(s): Ceriotti / Project(s): HP4

� V. KAPIL, J. VANDEVONDELE, AND M. CERI-
OTTI
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Accurate molecular dynamics and nuclear
quantum effects at low cost by multiple steps in
real and imaginary time: Using density func-
tional theory to accelerate wavefunction meth-
ods

The Journal of Chemical Physics 144, 054111
(2016).

Group(s): Ceriotti, VandeVondele / Project(s): HP3,HP4

R. PETRAGLIA, A. NICOLAÏ, M. D. WODRICH,
M. CERIOTTI, AND C. CORMINBOEUF

Beyond Static Structures: Putting Forth
REMD as a Tool to Solve Problems in Compu-
tational Organic Chemistry

Journal of Computational Chemistry 37, 83
(2016).

Group(s): Ceriotti, Corminboeuf / Project(s): HP4

A. ARDEVOL, G. A. TRIBELLO, M. CERIOTTI,
AND M. PARRINELLO

Probing the Unfolded Configurations of a β-
Hairpin Using Sketch-Map

Journal of Chemical Theory and Computation
11, 1086 (2015).

Group(s): Ceriotti, Parrinello / Project(s): HP4

� P. GASPAROTTO AND M. CERIOTTI
Recognizing molecular patterns by machine
learning: An agnostic structural definition of
the hydrogen bond

The Journal of Chemical Physics 141, 174110
(2014).

Group(s): Ceriotti / Project(s): HP4

Group of Volkan Cevher

� D. CARLSON, Y.-P. HSIEH, E. COLLINS,
L. CARIN, AND V. CEVHER

Stochastic Spectral Descent for Discrete Graph-
ical Models

IEEE Journal of Selected Top-
ics in Signal Processing (2016),
doi:10.1109/JSTSP.2015.2505684.

Group(s): Cevher, Koch / Project(s): HP5

A. NOROUZI-FARD, A. BAZZI, I. BOGUNOVIC,
M. EL HALABI, Y.-P. HSIEH, AND V. CEVHER

An Efficient Streaming Algorithm for the Sub-
modular Cover Problem

in Advances in Neural Information Processing Sys-
tems 29 (NIPS 2016), D. D. LEE, M. SUGIYAMA,
U. V. LUXBURG, I. GUYON, AND R. GARNETT.,
eds. (2016).

Group(s): Cevher / Project(s): HP5

� D. E. CARLSON, E. COLLINS, Y.-P. HSIEH,
L. CARIN, AND V. CEVHER

Preconditioned Spectral Descent for Deep
Learning

in Advances in Neural Information Processing
Systems 28 (NIPS 2015), C. CORTES, N. D.
LAWRENCE, D. D. LEE, M. SUGIYAMA, AND
R. GARNETT, eds. (2015).

Group(s): Cevher, Koch / Project(s): HP5

Group of Clémence Corminboeuf

� M. WODRICH, M. BUSCH, AND C. CORMIN-
BOEUF

Accessing and predicting the kinetic profiles of
homogeneous catalysts from volcano plots

Chemical Science 7, 5723 (2016).
Group(s): Corminboeuf / Project(s): VP2

R. PETRAGLIA, A. NICOLAÏ, M. D. WODRICH,
M. CERIOTTI, AND C. CORMINBOEUF

Beyond Static Structures: Putting Forth
REMD as a Tool to Solve Problems in Compu-
tational Organic Chemistry

Journal of Computational Chemistry 37, 83
(2016).

Group(s): Ceriotti, Corminboeuf / Project(s): HP4

� M. BUSCH, M. WODRICH, AND C. CORMIN-
BOEUF

Linear Scaling Relationships and Volcano Plots
in Homogeneous Catalysis ? Revisiting the
Suzuki Reaction

Chemical Science 6, 6754 (2015).
Group(s): Corminboeuf / Project(s): VP2

� G. GRYN’OVA, M. COOTE, AND C. CORMIN-
BOEUF

Theory and practice of uncommon molecular
electronic configurations

WIREs Computational Molecular Science 5,
440 (2015).

Group(s): Corminboeuf / Project(s): VP2

Group of Alessandro Curioni

P. STAAR, M. JIANG, U. R. HÄHNER, T. C.
SCHULTHESS, AND T. A. MAIER

Interlaced coarse-graining for the dynamic clus-
ter approximation

Physical Review B 93, 165144 (2016).
Group(s): Curioni, Schulthess / Project(s): HP5

P. W. J. STAAR, P. K. BARKOUTSOS, R. IS-
TRATE, A. C. I. MALOSSI, I. TAVERNELLI,
N. MOLL, H. GIEFERS, C. HAGLEITNER,
C. BEKAS, AND A. CURIONI

Stochastic matrix-function estimators: Scalable
Big-Data kernels with high performance

in 2016 IEEE International Parallel and Dis-
tributed Processing Symposium (IPDPS) (2016),
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p. 812, doi:10.1109/IPDPS.2016.34.
Group(s): Curioni / Project(s): HP5

F. FRANCO DE CARVALHO AND I. TAVERNELLI
Nonadiabatic dynamics with intersystem cross-
ings: A time-dependent density functional the-
ory implementation

The Journal of Chemical Physics 143, 224105
(2015).

Group(s): Curioni / Project(s): VP2

� K. MEIER, T. LAINO, AND A. CURIONI
Solid-State Electrolytes: Revealing the Macha-
nisms of Li-Ion Conduction in Tetragonal and
Cubic LLZO by First-Principles Calculations

The Journal of Physical Chemistry C 118, 6668
(2014).

Group(s): Curioni / Project(s): VP2

Group of Antoine Georges

M. KIM, Y. NOMURA, M. FERRERO, P. SETH,
O. PARCOLLET, AND A. GEORGES

Enhancing superconductivity in A3C60 ful-
lerides

Physical Review B 94, 155152 (2016).
Group(s): Georges / Project(s): VP1

J. MRAVLJE AND A. GEORGES

Thermopower and Entropy: Lessons from
Sr2RuO4

Physical Review Letters 117, 036401 (2016).
Group(s): Georges / Project(s): VP1

� M. AICHHORN, L. POUROVSKII, P. SETH,
V. VILDOSOLA, M. ZINGL, O. E. PEIL,
X. DENG, J. MRAVLJE, G. J. KRABERGER,
C. MARTINS, M. FERRERO, AND O. PARCOL-
LET

TRIQS/DFTTools: A TRIQS application for ab
initio calculations of correlated materials

Computer Physics Communications 204, 200
(2016).

Group(s): Georges / Project(s): VP1

H. T. DANG, J. MRAVLJE, A. GEORGES, AND
A. J. MILLIS

Band Structure and Terahertz Optical Conduc-
tivity of Transition Metal Oxides: Theory and
Application to CaRuO3

Physical Review Letters 115, 107003 (2015).
Group(s): Georges / Project(s): VP1

H. T. DANG, J. MRAVLJE, A. GEORGES, AND
A. J. MILLIS

Electronic correlations, magnetism, and Hund’s
rule coupling in the ruthenium perovskites
SrRuO3 and CaRuO3

Physical Review B 91, 195149 (2015).
Group(s): Georges / Project(s): VP1

� A. SUBEDI, O. E. PEIL, AND A. GEORGES
Low-energy description of the metal-insulator
transition in the rare-earth nickelates

Physical Review B 91, 075128 (2015).
Group(s): Georges / Project(s): VP1

� J. RUPPEN, J. TEYSSIER, O. E. PEIL, S. CATA-
LANO, M. GIBERT, J. MRAVLJE, J.-M.
TRISCONE, A. GEORGES, AND D. VAN DER
MAREL

Optical spectroscopy and the nature of the insu-
lating state of rare-earth nickelates

Physical Review B 92, 155145 (2015).
Group(s): Georges, van der Marel / Project(s): VP1, PP7

D. STRICKER, J. MRAVLJE, C. BERTHOD,
R. FITTIPALDI, A. VECCHIONE, A. GEORGES,
AND D. VAN DER MAREL

Optical Response of Sr2RuO4 Reveals Uni-
versal Fermi-Liquid Scaling and Quasiparticles
Beyond Landau Theory

Physical Review Letters 113, 087404 (2014).
Group(s): Georges / Project(s): VP1

O. E. PEIL, M. FERRERO, AND A. GEORGES
Orbital polarization in strained LaNiO3: Struc-
tural distortions and correlation effects

Physical Review B 90, 045128 (2014).
Group(s): Georges / Project(s): VP1

Group of Stefan Goedecker

� G. FISICARO, L. GENOVESE, O. ANDREUSSI,
N. MARZARI, AND S. GOEDECKER

A generalized Poisson and Poisson-Boltzmann
solver for electrostatic environments

The Journal of Chemical Physics 144, 014103
(2016).

Group(s): Goedecker, Marzari / Project(s): HP3

� L. ZHU, M. AMSLER, T. FUHRER, B. SCHAE-
FER, S. FARAJI, S. ROSTAMI, S. A. GHASEMI,
A. SADEGHI, M. GRAUZINYTE, C. WOLVER-
TON, AND S. GOEDECKER

A fingerprint based metric for measuring simi-
larities of crystalline structures

The Journal of Chemical Physics 144, 034203
(2016).

Group(s): Goedecker / Project(s): HP4

� B. SCHAEFER AND S. GOEDECKER
Computationally efficient characterization of
potential energy surfaces based on fingerprint
distances

The Journal of Chemical Physics 145, 034101
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(2016).
Group(s): Goedecker / Project(s): HP4

� J. A. FLORES-LIVAS, M. AMSLER, C. HEIL,
A. SANNA, L. BOERI, G. PROFETA,
C. WOLVERTON, S. GOEDECKER, AND
E. K. U. GROSS

Superconductivity in metastable phases of
phosphorus-hydride compounds under high
pressure

Physical Review B 93, 020508 (2016).
Group(s): Goedecker / Project(s): HP4

� K. LEJAEGHERE, G. BIHLMAYER,
T. BJÖRKMAN, P. BLAHA, S. BLÜGEL,
V. BLUM, D. CALISTE, I. E. CASTELLI, S. J.
CLARK, A. DAL CORSO, S. DE GIRON-
COLI, T. DEUTSCH, J. K. DEWHURST,
I. DI MARCO, C. DRAXL, M. DULAK,
O. ERIKSSON, J. A. FLORES-LIVAS, K. F.
GARRITY, L. GENOVESE, P. GIANNOZZI,
M. GIANTOMASSI, S. GOEDECKER, X. GONZE,
O. GRÅNÄS, E. K. U. GROSS, A. GULANS,
F. GYGI, D. R. HAMANN, P. J. HASNIP,
N. A. W. HOLZWARTH, D. IUŞAN, D. B.
JOCHYM, F. JOLLET, D. JONES, G. KRESSE,
K. KOEPERNIK, E. KÜÇÜKBENLI, Y. O.
KVASHNIN, I. L. M. LOCHT, S. LUBECK,
M. MARSMAN, N. MARZARI, U. NITZSCHE,
L. NORDSTRÖM, T. OZAKI, L. PAULATTO, C. J.
PICKARD, W. POELMANS, M. I. J. PROBERT,
K. REFSON, M. RICHTER, G.-M. RIGNANESE,
S. SAHA, M. SCHEFFLER, M. SCHLIPF,
K. SCHWARZ, S. SHARMA, F. TAVAZZA,
P. THUNSTRÖM, A. TKATCHENKO, M. TOR-
RENT, D. VANDERBILT, M. J. VAN SETTEN,
V. VAN SPEYBROECK, J. M. WILLS, J. R.
YATES, G.-X. ZHANG, AND S. COTTENIER

Reproducibility in density functional theory
calculations of solids

Science 351, 6280 (2016).
Group(s): Goedecker, Marzari / Project(s): PP6, VP2

M. AMSLER, S. BOTTI, M. A. L. MARQUES,
T. J. LENOSKY, AND S. GOEDECKER

Low-density silicon allotropes for photovoltaic
applications

Physical Review B 92, 014101 (2015).
Group(s): Goedecker / Project(s): HP4

B. SCHAEFER, S. A. GHASEMI, S. ROY, AND
S. GOEDECKER

Stabilized quasi-Newton optimization of noisy
potential energy surfaces

The Journal of Chemical Physics 142, 034112
(2015).

Group(s): Goedecker / Project(s): HP4

Group of Jürg Hutter

F. H. HODEL AND S. LUBER
Redox-Inert Cations Enhancing Water Oxida-
tion Activity: The Crucial Role of Flexibility

ACS Catalysis 6, 6750 (2016).
Group(s): Hutter / Project(s): VP2

F. H. HODEL AND S. LUBER
What Influences the Water Oxidation Activity
of a Bioinspired Molecular CoI I

4 O4 Cubane? An
In-Depth Exploration of Catalytic Pathways

ACS Catalysis 6, 1505 (2016).
Group(s): Hutter / Project(s): VP2

M. SCHILLING, G. R. PATZKE, J. HUTTER,
AND S. LUBER

Computational Investigation and Design of
Cobalt Aqua Complexes for Homogeneous Wa-
ter Oxidation

The Journal of Physical Chemistry C 120, 7966
(2016).

Group(s): Hutter / Project(s): VP2

G. METTE, D. SUTTER, Y. GURDAL,
S. SCHNIDRIG, B. PROBST, M. IANNUZZI,
J. HUTTER, R. ALBERTO, AND J. OSTER-
WALDER

From porphyrins to pyrphyrins: adsorption
study and metalation of a molecular catalyst on
Au(111)

Nanoscale 8, 7958 (2016).
Group(s): Hutter / Project(s): VP2

� G. MICELI, J. HUTTER, AND A. PASQUARELLO

Liquid Water through Density-Functional
Molecular Dynamics: Plane-Wave vs Atomic-
Orbital Basis Sets

Journal of Chemical Theory and Computation
12, 3456 (2016).

Group(s): Hutter, Pasquarello / Project(s): VP2,HP3

� J. WILHELM, M. DEL BEN, AND J. HUTTER

GW in the Gaussian and Plane Waves Scheme
with Application to Linear Acenes

Journal of Chemical Theory and Computation
12, 3623 (2016).

Group(s): Hutter / Project(s): HP3

� J. WILHELM, P. SEEWALD, M. DEL BEN, AND
J. HUTTER

Large-Scale Cubic-Scaling Random Phase Ap-
proximation Correlation Energy Calculations
Using a Gaussian Basis

Journal of Chemical Theory and Computation
12, 5851 (2016).

Group(s): Hutter / Project(s): HP3

F. EVANGELISTI, R. MORÉ, F. HODEL, S. LU-
BER, AND G. R. PATZKE
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3d–4f CoI I
3 Ln(OR)4 Cubanes as Bio-Inspired

Water Oxidation Catalysts
Journal of the American Chemical Society 137,
11076 (2015).

Group(s): Hutter / Project(s): VP2

� Y. GURDAL, S. LUBER, J. HUTTER, AND
M. IANNUZZI

Non-innocent adsorption of Co-pyrphyrin on
rutile(110)

Physical Chemistry Chemical Physics 17, 22846
(2015).

Group(s): Hutter / Project(s): VP2

� M. DEL BEN, O. SCHÜTT, T. WENTZ, P. MESS-
MER, J. HUTTER, AND J. VANDEVONDELE

Enabling simulation at the fifth rung of DFT:
Large scale RPA calculations with excellent
time to solution

Computer Physics Communications 187, 120
(2015).

Group(s): Hutter, VandeVondele / Project(s): HP3

� M. DEL BEN, J. HUTTER, AND J. VANDEVON-
DELE

Forces and stress in second order Møller-Plesset
perturbation theory for condensed phase sys-
tems within the resolution-of-identity Gaussian
and plane waves approach

The Journal of Chemical Physics 143, 102803
(2015).

Group(s): Hutter, VandeVondele / Project(s): HP3

� M. DEL BEN, J. HUTTER, AND J. VANDEVON-
DELE

Probing the structural and dynamical proper-
ties of liquid water with models including non-
local electron correlation

The Journal of Chemical Physics 143, 054506
(2015).

Group(s): Hutter, VandeVondele / Project(s): HP3

U. BORŠTNIK, J. VANDEVONDELE, V. WEBER,
AND J. HUTTER

Sparse matrix multiplication: The distributed
block-compressed sparse row library

Parallel Computing 40, 47 (2014).
Group(s): Hutter, VandeVondele / Project(s): HP3

Group of Christoph Koch

� A. SHAIKHHA, Y. KLONATOS, L. PARREAUX,
L. BROWN, M. DASHTI, AND C. KOCH

How to Architect a Query Compiler
in Proceedings of the 2016 International Conference
on Management of Data (ACM, New York, NY,
USA, 2016), SIGMOD ’16, p. 1907.

Group(s): Koch / Project(s): HP5

I. TRUMMER AND C. KOCH
Multiple Query Optimization on the D-Wave
2X Adiabatic Quantum Computer

Proceedings of the VLDB Endowment 9, 660
(2016), arXiv:1510.06437.

Group(s): Koch / Project(s): HP5

� D. CARLSON, Y.-P. HSIEH, E. COLLINS,
L. CARIN, AND V. CEVHER

Stochastic Spectral Descent for Discrete Graph-
ical Models

IEEE Journal of Selected Top-
ics in Signal Processing (2016),
doi:10.1109/JSTSP.2015.2505684.

Group(s): Cevher, Koch / Project(s): HP5

� D. E. CARLSON, E. COLLINS, Y.-P. HSIEH,
L. CARIN, AND V. CEVHER

Preconditioned Spectral Descent for Deep
Learning

in Advances in Neural Information Processing
Systems 28 (NIPS 2015), C. CORTES, N. D.
LAWRENCE, D. D. LEE, M. SUGIYAMA, AND
R. GARNETT, eds. (2015).

Group(s): Cevher, Koch / Project(s): HP5

Group of Thomas Lippert

� W. SI, D. PERGOLESI, F. HAYDOUS, A. FLURI,
A. WOKAUN, AND T. LIPPERT

Investigating the behavior of various cocatalysts
on LaTaON2 photoanode for visible light water
splitting

Physical Chemistry Chemical Physics 19, 656
(2017).

Group(s): Lippert, Pergolesi / Project(s): PP7

Group of Nicola Marzari

Y. HINUMA, G. PIZZI, Y. KUMAGAI, F. OBA,
AND I. TANAKA

Band structure diagram paths based on crystal-
lography

Computational Materials Science 128, 140
(2017).

Group(s): Marzari / Project(s): PP6

� N. MARZARI
Materials modelling: The frontiers and the chal-
lenges

Nature Materials 15, 381 (2016).
Group(s): Marzari / Project(s): VP2

� G. PIZZI, M. GIBERTINI, E. DIB, N. MARZARI,
G. IANNACCONE, AND G. FIORI

Performance of arsenene and antimonene
double-gate MOSFETs from first principles
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Nature Communications 7, 12585 (2016).
Group(s): Marzari / Project(s): VP2

T. Y. KIM, C.-H. PARK, AND N. MARZARI
The Electronic Thermal Conductivity of
Graphene

Nano Letters 16, 2439 (2016).
Group(s): Marzari / Project(s): VP2

� A. CEPELLOTTI AND N. MARZARI
Thermal Transport in Crystals as a Kinetic The-
ory of Relaxons

Physical Review X 6, 041013 (2016).
Group(s): Marzari / Project(s): VP2

J. HU, G. M. VANACORE, A. CEPELLOTTI,
N. MARZARI, AND A. H. ZEWAIL

Rippling ultrafast dynamics of suspended 2D
monolayers, graphene

Proceedings of the National Academy of Sci-
ence of the USA 113, E6555 (2016).

Group(s): Marzari / Project(s): VP2

� G. FISICARO, L. GENOVESE, O. ANDREUSSI,
N. MARZARI, AND S. GOEDECKER

A generalized Poisson and Poisson-Boltzmann
solver for electrostatic environments

The Journal of Chemical Physics 144, 014103
(2016).

Group(s): Goedecker, Marzari / Project(s): HP3

� N. L. NGUYEN, G. BORGHI, A. FERRETTI, AND
N. MARZARI

First-Principles Photoemission Spectroscopy of
DNA and RNA Nucleobases from Koopmans-
Compliant Functionals

Journal of Chemical Theory and Computation
12, 3948 (2016).

Group(s): Marzari / Project(s): HP3

M. M. MONTEMORE, O. ANDREUSSI, AND
J. W. MEDLIN

Hydrocarbon adsorption in an aqueous envi-
ronment: A computational study of alkyls on
Cu(111)

The Journal of Chemical Physics 145, 074702
(2016).

Group(s): Marzari / Project(s): HP4

L. SEMENTA, O. ANDREUSSI, W. A. GOD-
DARD, AND A. FORTUNELLI

Catalytic activity of Pt38 in the oxygen reduc-
tion reaction from first-principles simulations

Catalysis Science & Technology 6, 6901 (2016).
Group(s): Marzari / Project(s): HP4

G. W. MANN, K. LEE, M. COCOCCIONI,
B. SMIT, AND J. B. NEATON

First-principles Hubbard U approach for small
molecule binding in metal-organic frameworks

The Journal of Chemical Physics 144, 174104
(2016).

Group(s): Marzari, Smit / Project(s): HP4

� K. LEJAEGHERE, G. BIHLMAYER,
T. BJÖRKMAN, P. BLAHA, S. BLÜGEL,
V. BLUM, D. CALISTE, I. E. CASTELLI, S. J.
CLARK, A. DAL CORSO, S. DE GIRON-
COLI, T. DEUTSCH, J. K. DEWHURST,
I. DI MARCO, C. DRAXL, M. DULAK,
O. ERIKSSON, J. A. FLORES-LIVAS, K. F.
GARRITY, L. GENOVESE, P. GIANNOZZI,
M. GIANTOMASSI, S. GOEDECKER, X. GONZE,
O. GRÅNÄS, E. K. U. GROSS, A. GULANS,
F. GYGI, D. R. HAMANN, P. J. HASNIP,
N. A. W. HOLZWARTH, D. IUŞAN, D. B.
JOCHYM, F. JOLLET, D. JONES, G. KRESSE,
K. KOEPERNIK, E. KÜÇÜKBENLI, Y. O.
KVASHNIN, I. L. M. LOCHT, S. LUBECK,
M. MARSMAN, N. MARZARI, U. NITZSCHE,
L. NORDSTRÖM, T. OZAKI, L. PAULATTO, C. J.
PICKARD, W. POELMANS, M. I. J. PROBERT,
K. REFSON, M. RICHTER, G.-M. RIGNANESE,
S. SAHA, M. SCHEFFLER, M. SCHLIPF,
K. SCHWARZ, S. SHARMA, F. TAVAZZA,
P. THUNSTRÖM, A. TKATCHENKO, M. TOR-
RENT, D. VANDERBILT, M. J. VAN SETTEN,
V. VAN SPEYBROECK, J. M. WILLS, J. R.
YATES, G.-X. ZHANG, AND S. COTTENIER

Reproducibility in density functional theory
calculations of solids

Science 351, 6280 (2016).
Group(s): Goedecker, Marzari / Project(s): PP6, VP2

� G. PIZZI, A. CEPELLOTTI, R. SABATINI,
N. MARZARI, AND B. KOZINSKY

AiiDA: automated interactive infrastructure
and database for computational science

Computational Materials Science 111, 218
(2016).

Group(s): Marzari / Project(s): PP6

M. GIBERTINI AND N. MARZARI
Emergence of One-Dimensional Wires of Free
Carriers in Transition-Metal-Dichalcogenide
Nanostructures

Nano Letters 15, 6229 (2015).
Group(s): Marzari / Project(s): VP2, VP1

Y. KRUPSKAYA, M. GIBERTINI, N. MARZARI,
AND A. F. MORPURGO

Band-Like Electron Transport with Record-
High Mobility in the TCNQ Family

Advanced Materials 27, 2453 (2015).
Group(s): Marzari / Project(s): VP2

D. DUMCENCO, D. OVCHINNIKOV, K. MARI-
NOV, P. LAZIĆ, M. GIBERTINI, N. MARZARI,
O. L. SANCHEZ, Y.-C. KUNG, D. KRAS-
NOZHON, M.-W. CHEN, S. BERTOLAZZI,
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P. GILLET, A. FONTCUBERTA I MORRAL,
A. RADENOVIC, AND A. KIS

Large-Area Epitaxial Mono layer MoS2

ACS Nano 9, 4611 (2015).
Group(s): Marzari / Project(s): VP2

A. CEPELLOTTI, G. FUGALLO, L. PAULATTO,
M. LAZZERI, F. MAURI, AND N. MARZARI
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H. SÖDE, R. PAWLAK, X. FENG, K. MÜLLEN,
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L. VITALI, J. LOBO-CHECA, D. G. DE OTEYZA,
F. SEDONA, M. CASARIN, J. E. ORTEGA, AND
M. SAMBI

Tunable Band Alignment with Unperturbed
Carrier Mobility of On-Surface Synthesized
Organic Semiconducting Wires

ACS Nano 10, 2644 (2016).
Group(s): Passerone / Project(s): VP2

� P. RUFFIEUX, S. WANG, B. YANG,
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ASTANI, M. GRÄTZEL, AND U. ROTHLIS-
BERGER

Valence and conduction band tuning in halide
perovskites for solar cell applications

Journal of Materials Chemistry A 4, 15997
(2016).
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LILIENFELD, AND A. MICHAELIDES

Tuning dissociation using isoelectronically
doped graphene and hexagonal boron nitride:
Water and other small molecules

The Journal of Chemical Physics 144, 154706
(2016).

Group(s): von Lilienfeld / Project(s): HP5

R. RAMAKRISHNAN AND O. A. VON LILIEN-
FELD

Many Molecular Properties from One Kernel in
Chemical Space

CHIMIA 69, 182 (2015).
Group(s): von Lilienfeld / Project(s): HP5

O. A. VON LILIENFELD, R. RAMAKRISHNAN,
M. RUPP, AND A. KNOLL

Fourier series of atomic radial distribution func-
tions: A molecular fingerprint for machine
learning models of quantum chemical properties

International Journal of Quantum Chemistry
115, 1084 (2015).

Group(s): von Lilienfeld / Project(s): HP5

� F. FABER, A. LINDMAA, O. A. VON LILIEN-
FELD, AND R. ARMIENTO

Crystal Structure Representations for Machine
Learning Models of Formation Energies

International Journal of Quantum Chemistry
115, 1094 (2015).

Group(s): von Lilienfeld / Project(s): HP5

98



Publication list

T. BEREAU, D. ANDRIENKO, AND O. A. VON
LILIENFELD

Transferable atomic multipole machine learning
models for small organic molecules

Journal of Chemical Theory and Computation
11, 3225 (2015).

Group(s): von Lilienfeld / Project(s): HP5

P. O. DRAL, O. A. VON LILIENFELD, AND
W. THIEL

Machine Learning of Parameters for Accu-
rate Semiempirical Quantum Chemical Calcu-
lations

Journal of Chemical Theory and Computation
11, 2120 (2015).

Group(s): von Lilienfeld / Project(s): HP5

R. RAMAKRISHNAN, P. O. DRAL, M. RUPP,
AND O. A. VON LILIENFELD

Big Data Meets Quantum Chemistry Approxi-
mations: The ∆-Machine Learning Approach

Journal of Chemical Theory and Computation
11, 2087 (2015).

Group(s): von Lilienfeld / Project(s): HP4

R. RAMAKRISHNAN, M. HARTMANN,
E. TAPAVICZA, AND O. A. VON LILIEN-
FELD

Electronic Spectra from TDDFT and Machine
Learning in Chemical Space

The Journal of Chemical Physics 143, 084111
(2015).

Group(s): von Lilienfeld / Project(s): HP5

M. RUPP, R. RAMAKRISHNAN, AND O. A.
VON LILIENFELD

Machine Learning for Quantum Mechanical
Properties of Atoms in Molecules

The Journal of Physical Chemistry Letters 6,
3309 (2015).

Group(s): von Lilienfeld / Project(s): HP5

K. HANSEN, F. BIEGLER, R. RAMAKRISHNAN,
W. PRONOBIS, O. A. VON LILIENFELD, K.-R.
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doi:10.1016/j.elspec.2016.09.006.

Group(s): Yazyev / Project(s): VP1

� N. XU, H. M. WENG, B. Q. LV, C. E.
MATT, J. PARK, F. BISTI, V. N. STROCOV,
D. GAWRYLUK, E. POMJAKUSHINA, K. CON-
DER, N. C. PLUMB, M. RADOVIC, G. AUTÈS,
O. V. YAZYEV, Z. FANG, X. DAI, T. QIAN,
J. MESOT, H. DING, AND M. SHI

Observation of Weyl nodes and Fermi arcs in
tantalum phosphide

Nature Communications 7, 11006 (2016).
Group(s): Shi, Yazyev / Project(s): PP7, VP1

B. NÁFRÁDI, P. SZIRMAI, M. SPINA,
H. LEE, O. V. YAZYEV, A. ARAKCHEEVA,
D. CHERNYSHOV, M. GIBERT, L. FORRÓ, AND
E. HORVÁTH

Optically switched magnetism in photovoltaic
perovskite CH3NH3(Mn:Pb)I3

Nature Communications 7, 13406 (2016).
Group(s): Yazyev / Project(s): VP1

� G. AUTÈS, A. ISAEVA, L. MORESCHINI, J. C.
JOHANNSEN, A. PISONI, R. MORI, W. ZHANG,
T. G. FILATOVA, A. N. KUZNETSOV, L. FORRÓ,
W. VAN DEN BROEK, Y. KIM, K. S. KIM,
A. LANZARA, J. D. DENLINGER, E. ROTEN-
BERG, A. BOSTWICK, M. GRIONI, AND O. V.
YAZYEV

A novel quasi-one-dimensional topological in-
sulator in bismuth iodide β-Bi4I4

Nature Materials 15, 154 (2016).
Group(s): Yazyev / Project(s): VP1

L. YANG, M. JEONG, A. ARAKCHEEVA,
I. ŽIVKOVIĆ, B. NÁFRÁDI, A. MAGREZ,
A. PISONI, J. JACIMOVIC, V. M. KATUKURI,
S. KATRYCH, N. E. SHAIK, O. V. YAZYEV,
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Possibility of an unconventional spin state of
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Physical Review B 94, 104403 (2016).
Group(s): Yazyev / Project(s): VP1

� G. AUTÈS, D. GRESCH, M. TROYER, A. A.
SOLUYANOV, AND O. V. YAZYEV

Robust Type-II Weyl Semimetal Phase in Tran-
sition Metal Diphosphides XP2 (X = Mo, W)

Physical Review Letters 117, 066402 (2016).
Group(s): Troyer, Yazyev / Project(s): VP1

G. MANZONI, L. GRAGNANIELLO, G. AUTÈS,
T. KUHN, A. STERZI, F. CILENTO, M. ZA-
CCHIGNA, V. ENENKEL, I. VOBORNIK,
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V. N. STROCOV, H. BERGER, O. V. YAZYEV,
M. FONIN, F. PARMIGIANI, AND A. CREPALDI

Evidence for a Strong Topological Insulator
Phase in ZrTe5

Physical Review Letters 117, 237601 (2016).
Group(s): Yazyev / Project(s): VP1

P. BABKEVICH, V. M. KATUKURI,
B. FÅK, S. ROLS, T. FENNELL, D. PAJIĆ,
H. TANAKA, T. PARDINI, R. R. P. SINGH,
A. MITRUSHCHENKOV, O. V. YAZYEV, AND
H. M. RØNNOW

Magnetic excitations and electronic interac-
tions in Sr2CuTeO6: A spin-1/2 square lattice
Heisenberg antiferromagnet

Physical Review Letters 117, 237203 (2016).
Group(s): Yazyev / Project(s): VP1

J. C. JOHANNSEN, G. AUTÈS, A. CREPALDI,
S. MOSER, B. CASARIN, F. CILENTO, M. ZA-
CCHIAGNA, H. BERGER, A. MAGREZ,
P. BUGNON, J. AVILA, M. C. ASENSIO,
F. PARMIGIANI, O. V. YAZYEV, AND M. GRI-
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Engineering the topological surface states in the
(Sb2)m-Sb2Te3 (m = 0− 3) superlattice series

Physical Review B 91, 201101 (2015).
Group(s): Yazyev / Project(s): VP1
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Group of Antoine Georges

D. SUTTER, C. G. FATUZZO, S. MOSER,
M. KIM, R. FITTIPALDI, A. VECCHIONE,
V. GRANATA, Y. SASSA, F. COSSALTER,
G. GATTI, M. GRIONI, H. M. RØNNOW, N. C.
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C. JOZWIAK, A. BOSTWICK, E. ROTENBERG,
A. GEORGES, T. NEUPERT, AND J. CHANG

Hallmarks of Hund’s coupling in the Mott in-
sulator Ca2RuO4

arXiv:1610.02854 (2016).
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Group of Jürg Hutter

O. SCHÜTT, P. MESSMER, J. HUTTER, AND
J. VANDEVONDELE

GPU-Accelerated Sparse Matrix-Matrix Mul-
tiplication for Linear Scaling Density Func-
tional Theory

in Electronic Structure Calculations on Graphics
Processing Units: From Quantum Chemistry to
Condensed Matter Physics, R. C. WALKER AND
A. W. GÖTZ, eds. (John Wiley & Sons, Ltd,
Chichester, 2016), p. 173.

Group(s): Hutter,VandeVondele / Project(s): HP3

Group of Christoph Koch

� A. SHAIKHHA, M. DASHTI, AND C. KOCH
Push vs. Pull-Based Loop Fusion in Query En-
gines

arXiv:1610.09166 (2016).
Group(s): Koch / Project(s): HP5

� A. SHAIKHHA, Y. KLONATOS, AND C. KOCH
Building Efficient Query Engines in a High-
Level Language

arXiv:1612.05566 (2016).
Group(s): Koch / Project(s): HP5

Group of Nicola Marzari

D. DRAGONI, D. CERESOLI, AND N. MARZARI
Vibrational and thermoelastic properties of bcc
iron from selected EAM potentials

arXiv:1605.03334 (2016).
Group(s): Marzari / Project(s): VP2

� N. MOUNET, M. GIBERTINI, P. SCHWALLER,
A. MERKYS, I. E. CASTELLI, A. CEPELLOTTI,
G. PIZZI, AND N. MARZARI

Novel two-dimensional materials from high-
throughput computational exfoliation of experi-
mentally known compounds

arXiv:1611.05234 (2016).
Group(s): Marzari / Project(s): VP2

Group of Daniele Passerone

� L. TALIRZ, P. SHINDE, D. PASSERONE, AND
C. A. PIGNEDOLI

Synthesis of Atomically Precise Graphene-
Based Nanostructures: A Simulation Point of
View

in On-Surface Synthesis, A. GOURDON, ed.
(Springer International Publishing, 2016), Ad-
vances in Atom and Single Molecule Machines,
p. 237, doi:10.1007/978-3-319-26600-8 12.

Group(s): Passerone / Project(s): VP2

Group of Ursula Röthlisberger

� N. J. BROWNING, R. RAMAKRISHNAN, O. A.
VON LILIENFELD, AND U. RÖTHLISBERGER

Genetic optimization of training sets for im-
proved machine learning models of molecular
properties

arXiv:1611.07435 (2016).
Group(s): Röthlisberger, von Lilienfeld / Project(s): VP2

Group of Nicola Spaldin

� A. SCARAMUCCI, H. SHINAOKA, M. V.
MOSTOVOY, M. MÜLLER, C. MUDRY,
M. TROYER, AND N. A. SPALDIN

Multiferroic magnetic spirals induced by ran-
dom magnetic exchanges

arXiv:1610.00783 (2016).
Group(s): Spaldin, Troyer / Project(s): VP1

� A. SCARAMUCCI, H. SHINAOKA, M. V.
MOSTOVOY, M. MÜLLER, AND C. MUDRY

Spiral order from orientationally correlated ran-
dom bonds in classical XY models

arXiv:1610.00784 (2016).
Group(s): Spaldin, Troyer / Project(s): VP1

Group of Matthias Troyer

� A. SCARAMUCCI, H. SHINAOKA, M. V.
MOSTOVOY, M. MÜLLER, C. MUDRY,
M. TROYER, AND N. A. SPALDIN

Multiferroic magnetic spirals induced by ran-
dom magnetic exchanges
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arXiv:1610.00783 (2016).
Group(s): Spaldin, Troyer / Project(s): VP1

� A. SCARAMUCCI, H. SHINAOKA, M. V.
MOSTOVOY, M. MÜLLER, AND C. MUDRY

Spiral order from orientationally correlated ran-
dom bonds in classical XY models

arXiv:1610.00784 (2016).
Group(s): Spaldin, Troyer / Project(s): VP1

L. TIEMANN, S. MUELLER, Q. WU,
T. TSCHIRKY, K. ENSSLIN, W. WEGSCHEIDER,
M. TROYER, A. A. SOLUYANOV, AND T. IHN

On the impact of strain on the electronic prop-
erties of InAs/GaSb quantum well systems

arXiv:1610.06776 (2016).
Group(s): Troyer / Project(s): VP1

� D. GRESCH, Q. WU, G. W. WINKLER, AND
A. A. SOLUYANOV

Hidden Weyl Points in Centrosymmetric Para-
magnetic Metals

arXiv:1611.01858 (2016).
Group(s): Troyer / Project(s): VP1

Group of Joost VandeVondele

O. SCHÜTT, P. MESSMER, J. HUTTER, AND
J. VANDEVONDELE

GPU-Accelerated Sparse Matrix-Matrix Mul-
tiplication for Linear Scaling Density Func-
tional Theory

in Electronic Structure Calculations on Graphics
Processing Units: From Quantum Chemistry to
Condensed Matter Physics, R. C. WALKER AND
A. W. GÖTZ, eds. (John Wiley & Sons, Ltd,
Chichester, 2016), p. 173.

Group(s): Hutter,VandeVondele / Project(s): HP3

Group of Anatole von Lilienfeld

� N. J. BROWNING, R. RAMAKRISHNAN, O. A.
VON LILIENFELD, AND U. RÖTHLISBERGER

Genetic optimization of training sets for im-
proved machine learning models of molecular
properties

arXiv:1611.07435 (2016).
Group(s): Röthlisberger, von Lilienfeld / Project(s): VP2

Group of Philipp Werner

L. HUANG, Y. WANG, AND P. WERNER
Orbital-Selective Mott Transition and Evolu-
tion of the Zhang-Rice State in Cubic Phase
UO2 Under Pressure

arXiv:1506.06548 (2015).
Group(s): Werner / Project(s): HP3

S. HOSHINO AND P. WERNER
Spontaneous orbital-selective Mott transitions
and the Jahn-Teller metal of A3C60

arXiv:1609.00136 (2016).
Group(s): Werner / Project(s): HP3
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� F. EVANGELISTI, M. STIEFEL, O. GUSEVA,
R. P. NIA, R. HAUERT, E. HACK, L. P. H.
JEURGENS, F. AMBROSIO, A. PASQUARELLO,
P. SCHMUTZ, AND C. CANCELLIERI

Electronic and structural characterization of
barrier-type amorphous aluminium oxide

Electrochimica Acta 224, 503 (2017).
Group(s): Cancellieri, Pasquarello / Project(s): VP2, PP7

M. TADDEI, D. TIANA, N. CASATI, J. A. VAN
BOKHOVEN, B. SMIT, AND M. RANOCCHIARI

Mixed-linker UiO-66: structure-property rela-
tionships revealed by a combination of high-
resolution powder X-ray diffraction and density
functional theory calculations

Physical Chemistry Chemical Physics 19, 1551
(2017).

Group(s): Ranocchiari, Smit / Project(s): VP2

� W. SI, D. PERGOLESI, F. HAYDOUS, A. FLURI,
A. WOKAUN, AND T. LIPPERT

Investigating the behavior of various cocatalysts
on LaTaON2 photoanode for visible light water
splitting

Physical Chemistry Chemical Physics 19, 656
(2017).

Group(s): Lippert, Pergolesi / Project(s): PP7

� D. GRESCH, G. AUTÈS, O. V. YAZYEV,
M. TROYER, D. VANDERBILT, B. A. BERNEVIG,
AND A. A. SOLUYANOV

Z2Pack: Numerical Implementation of Hybrid
Wannier Centers for Identifying Topological
Materials

arXiv:1610.08983, to be published in Physical Re-
view B (2017), http://z2pack.ethz.ch.

Group(s): Troyer, Yazyev / Project(s): VP1

� S. M. GRIFFIN, P. STAAR, T. C. SCHULTHESS,
M. TROYER, AND N. A. SPALDIN

A bespoke single-band Hubbard model material
Physical Review B 93, 075115 (2016).

Group(s): Schulthess, Spaldin, Troyer / Project(s): VP1

� G. FISICARO, L. GENOVESE, O. ANDREUSSI,
N. MARZARI, AND S. GOEDECKER

A generalized Poisson and Poisson-Boltzmann
solver for electrostatic environments

The Journal of Chemical Physics 144, 014103
(2016).

Group(s): Goedecker, Marzari / Project(s): HP3

� V. KAPIL, J. VANDEVONDELE, AND M. CERI-
OTTI

Accurate molecular dynamics and nuclear
quantum effects at low cost by multiple steps in
real and imaginary time: Using density func-
tional theory to accelerate wavefunction meth-
ods

The Journal of Chemical Physics 144, 054111
(2016).

Group(s): Ceriotti, VandeVondele / Project(s): HP3,HP4

R. PETRAGLIA, A. NICOLAÏ, M. D. WODRICH,
M. CERIOTTI, AND C. CORMINBOEUF

Beyond Static Structures: Putting Forth
REMD as a Tool to Solve Problems in Compu-
tational Organic Chemistry

Journal of Computational Chemistry 37, 83
(2016).

Group(s): Ceriotti, Corminboeuf / Project(s): HP4

G. W. MANN, K. LEE, M. COCOCCIONI,
B. SMIT, AND J. B. NEATON

First-principles Hubbard U approach for small
molecule binding in metal-organic frameworks

The Journal of Chemical Physics 144, 174104
(2016).

Group(s): Marzari, Smit / Project(s): HP4

P. STAAR, M. JIANG, U. R. HÄHNER, T. C.
SCHULTHESS, AND T. A. MAIER

Interlaced coarse-graining for the dynamic clus-
ter approximation

Physical Review B 93, 165144 (2016).
Group(s): Curioni, Schulthess / Project(s): HP5

� G. MICELI, J. HUTTER, AND A. PASQUARELLO

Liquid Water through Density-Functional
Molecular Dynamics: Plane-Wave vs Atomic-
Orbital Basis Sets

Journal of Chemical Theory and Computation
12, 3456 (2016).

Group(s): Hutter, Pasquarello / Project(s): VP2,HP3

� N. XU, H. M. WENG, B. Q. LV, C. E.
MATT, J. PARK, F. BISTI, V. N. STROCOV,
D. GAWRYLUK, E. POMJAKUSHINA, K. CON-
DER, N. C. PLUMB, M. RADOVIC, G. AUTÈS,
O. V. YAZYEV, Z. FANG, X. DAI, T. QIAN,
J. MESOT, H. DING, AND M. SHI

Observation of Weyl nodes and Fermi arcs in
tantalum phosphide

Nature Communications 7, 11006 (2016).
Group(s): Shi, Yazyev / Project(s): PP7, VP1

� K. LEJAEGHERE, G. BIHLMAYER,
T. BJÖRKMAN, P. BLAHA, S. BLÜGEL,
V. BLUM, D. CALISTE, I. E. CASTELLI, S. J.
CLARK, A. DAL CORSO, S. DE GIRON-
COLI, T. DEUTSCH, J. K. DEWHURST,
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O. ERIKSSON, J. A. FLORES-LIVAS, K. F.
GARRITY, L. GENOVESE, P. GIANNOZZI,
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K. KOEPERNIK, E. KÜÇÜKBENLI, Y. O.
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P. THUNSTRÖM, A. TKATCHENKO, M. TOR-
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YATES, G.-X. ZHANG, AND S. COTTENIER

Reproducibility in density functional theory
calculations of solids

Science 351, 6280 (2016).
Group(s): Goedecker, Marzari / Project(s): PP6, VP2

� G. AUTÈS, D. GRESCH, M. TROYER, A. A.
SOLUYANOV, AND O. V. YAZYEV

Robust Type-II Weyl Semimetal Phase in Tran-
sition Metal Diphosphides XP2 (X = Mo, W)

Physical Review Letters 117, 066402 (2016).
Group(s): Troyer, Yazyev / Project(s): VP1

� D. CARLSON, Y.-P. HSIEH, E. COLLINS,
L. CARIN, AND V. CEVHER

Stochastic Spectral Descent for Discrete Graph-
ical Models

IEEE Journal of Selected Top-
ics in Signal Processing (2016),
doi:10.1109/JSTSP.2015.2505684.

Group(s): Cevher, Koch / Project(s): HP5

� H. SHINAOKA, M. TROYER, AND P. WERNER
Accuracy of downfolding based on the con-
strained random-phase approximation

Physical Review B 91, 245156 (2015).
Group(s): Troyer, Werner / Project(s): VP1, HP3

� M. DEL BEN, O. SCHÜTT, T. WENTZ, P. MESS-
MER, J. HUTTER, AND J. VANDEVONDELE

Enabling simulation at the fifth rung of DFT:
Large scale RPA calculations with excellent
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Computer Physics Communications 187, 120
(2015).

Group(s): Hutter, VandeVondele / Project(s): HP3

� M. DEL BEN, J. HUTTER, AND J. VANDEVON-
DELE

Forces and stress in second order Møller-Plesset
perturbation theory for condensed phase sys-
tems within the resolution-of-identity Gaussian
and plane waves approach

The Journal of Chemical Physics 143, 102803
(2015).

Group(s): Hutter, VandeVondele / Project(s): HP3

� M. MORIN, A. SCARAMUCCI,
M. BARTKOWIAK, E. POMJAKUSHINA,
G. DENG, D. SHEPTYAKOV, L. KELLER,
J. RODRIGUEZ-CARVAJAL, N. A. SPALDIN,
M. KENZELMANN, K. CONDER, AND
M. MEDARDE

Incommensurate magnetic structure, Fe/Cu
chemical disorder, and magnetic interactions in
the high-temperature multiferroic YBaCuFeO5

Physical Review B 91, 064408 (2015).
Group(s): Kenzelmann, Medarde, Spaldin / Project(s):

VP1, PP7

� H. SHINAOKA, Y. NOMURA, S. BIERMANN,
M. TROYER, AND P. WERNER

Negative sign problem in continuous-time
quantum Monte Carlo: optimal choice of single-
particle basis for impurity problems

Physical Review B 92, 195126 (2015).
Group(s): Troyer, Werner / Project(s): HP3, VP1

� J. RUPPEN, J. TEYSSIER, O. E. PEIL, S. CATA-
LANO, M. GIBERT, J. MRAVLJE, J.-M.
TRISCONE, A. GEORGES, AND D. VAN DER
MAREL

Optical spectroscopy and the nature of the insu-
lating state of rare-earth nickelates

Physical Review B 92, 155145 (2015).
Group(s): Georges, van der Marel / Project(s): VP1, PP7

� X. CHENG, E. FABBRI, M. NACHTEGAAL,
I. E. CASTELLI, M. EL KAZZI, R. HAUMONT,
N. MARZARI, AND T. J. SCHMIDT

Oxygen Evolution Reaction on La1−xSrxCoO3
Perovskites: A Combined Experimental and
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tronic, and Electrochemical Properties

Chemistry of Materials 27, 7662 (2015).
Group(s): Marzari, Schmidt / Project(s): PP7, VP2

� H. SHINAOKA, S. HOSHINO, M. TROYER, AND
P. WERNER

Phase Diagram of Pyrochlore Iridates: All-in–
All-out Magnetic Ordering and Non-Fermi-
Liquid Properties

Physical Review Letters 115, 156401 (2015).
Group(s): Troyer, Werner / Project(s): VP1, HP3

� M. DEL BEN, J. HUTTER, AND J. VANDEVON-
DELE
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The Journal of Chemical Physics 143, 054506
(2015).

Group(s): Hutter, VandeVondele / Project(s): HP3

A. ARDEVOL, G. A. TRIBELLO, M. CERIOTTI,
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Probing the Unfolded Configurations of a β-
Hairpin Using Sketch-Map

Journal of Chemical Theory and Computation
11, 1086 (2015).
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U. BORŠTNIK, J. VANDEVONDELE, V. WEBER,
AND J. HUTTER

Sparse matrix multiplication: The distributed
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Parallel Computing 40, 47 (2014).
Group(s): Hutter, VandeVondele / Project(s): HP3

Publications without peer review

� N. J. BROWNING, R. RAMAKRISHNAN, O. A.
VON LILIENFELD, AND U. RÖTHLISBERGER

Genetic optimization of training sets for im-
proved machine learning models of molecular
properties

arXiv:1611.07435 (2016).
Group(s): Röthlisberger, von Lilienfeld / Project(s): VP2

� A. SCARAMUCCI, H. SHINAOKA, M. V.
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MOSTOVOY, M. MÜLLER, AND C. MUDRY
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� D. E. CARLSON, E. COLLINS, Y.-P. HSIEH,
L. CARIN, AND V. CEVHER
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GPU-Accelerated Sparse Matrix-Matrix Mul-
tiplication for Linear Scaling Density Func-
tional Theory

in Electronic Structure Calculations on Graphics
Processing Units: From Quantum Chemistry to
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