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188 Multiband Semimetallic Electronic Structure of Superconducting Ta2PdSe5. PLoS ONE, 2015, 10,
e0123667. 1.1 5

189 Atomic Resolution STEM-EELS Study of Transition Electronic Localization State Induced by Strain.
Microscopy and Microanalysis, 2015, 21, 617-618. 0.2 0

190 Transparent conducting properties of SrSnO<sub>3</sub> and ZnSnO<sub>3</sub>. APL Materials,
2015, 3, 062505. 2.2 65

191 Ensemble averaging vs. time averaging in molecular dynamics simulations of thermal conductivity.
Journal of Applied Physics, 2015, 117, . 1.1 19

192

Connecting Thermoelectric Performance and Topological-Insulator Behavior:<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:msub><mml:mrow><mml:mi>Bi</mml:mi></mml:mrow><mml:mrow><mml:mn>2</mml:mn></mml:mrow></mml:msub><mml:msub><mml:mrow><mml:mi>Te</mml:mi></mml:mrow><mml:mrow><mml:mn>3</mml:mn></mml:mrow></mml:msub></mml:mrow></mml:math>and<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:msub><mml:mrow><mml:mi>Bi</mml:mi></mml:m. Physical Review
Applied, 2015, 3, .

1.5 178

193 Tuning optical properties of transparent conducting barium stannate by dimensional reduction. APL
Materials, 2015, 3, . 2.2 29

194 Dimensionality Controlled Octahedral Symmetry-Mismatch and Functionalities in Epitaxial
LaCoO<sub>3</sub>/SrTiO<sub>3</sub> Heterostructures. Nano Letters, 2015, 15, 4677-4684. 4.5 71

195 A magnetic anti-cancer compound for magnet-guided delivery and magnetic resonance imaging.
Scientific Reports, 2015, 5, 9194. 1.6 40

196

Ferromagnetism and Nonmetallic Transport of Thin-Film<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:mi>Î±</mml:mi><mml:mtext>âˆ’</mml:mtext><mml:msub><mml:mrow><mml:mi>FeSi</mml:mi></mml:mrow><mml:mn>2</mml:mn></mml:msub></mml:mrow></mml:math>:
A Stabilized Metastable Material. Physical Review Letters, 2015, 114, 147202.

2.9 26

197 The Electronic Properties of Single-Layer and Multilayer MoS<sub>2</sub> under High Pressure.
Journal of Physical Chemistry C, 2015, 119, 10189-10196. 1.5 89

198 Pressure evolution of the potential barriers for transformations of layered BN to dense structures.
RSC Advances, 2015, 5, 87550-87555. 1.7 3



13

David Joseph Singh

# Article IF Citations

199 Ba2TeO as an optoelectronic material: First-principles study. Journal of Applied Physics, 2015, 117,
195705. 1.1 3

200 2DEGs at Perovskite Interfaces between KTaO3 or KNbO3 and Stannates. PLoS ONE, 2014, 9, e91423. 1.1 32

201

Ternary chalcogenides<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:mi
mathvariant="normal">C</mml:mi><mml:msub><mml:mi
mathvariant="normal">s</mml:mi><mml:mn>2</mml:mn></mml:msub><mml:mi
mathvariant="normal">Z</mml:mi><mml:msub><mml:mi
mathvariant="normal">n</mml:mi><mml:mn>3</mml:mn></mml:msub><mml:mi
mathvariant="normal">

1.1 9

202 Strain effects on the band gap and optical properties of perovskite SrSnO3 and BaSnO3. Applied Physics
Letters, 2014, 104, . 1.5 108

203 Bond competition and phase evolution on the IrTe2 surface. Nature Communications, 2014, 5, 5358. 5.8 37

204 Phonon Self-Energy and Origin of Anomalous Neutron Scattering Spectra in SnTe and PbTe
Thermoelectrics. Physical Review Letters, 2014, 112, 175501. 2.9 125

205 Heavy element doping for enhancing thermoelectric properties of nanostructured zinc oxide. RSC
Advances, 2014, 4, 6363. 1.7 61

206 Surface plasmon resonance technique for directly probing the interaction of DNA and graphene oxide
and ultra-sensitive biosensing. Biosensors and Bioelectronics, 2014, 58, 374-379. 5.3 81

207 Light scattering and surface plasmons on small spherical particles. Light: Science and Applications,
2014, 3, e179-e179. 7.7 450

208 High temperature thermoelectric properties of rock-salt structure PbS. Solid State Communications,
2014, 182, 34-37. 0.9 13

209 Superconductivity and magnetism in YFe2Ge2. Physical Review B, 2014, 89, . 1.1 33

210 Ferromagnetism of Fe3Sn and Alloys. Scientific Reports, 2014, 4, 7024. 1.6 62

211 Structural Instability of Epitaxial (001) BiFeO3 Thin Films under Tensile Strain. Scientific Reports, 2014,
4, 4631. 1.6 27

212 Adsorption of Single Li and the Formation of Small Li Clusters on Graphene for the Anode of
Lithium-Ion Batteries. ACS Applied Materials &amp; Interfaces, 2013, 5, 7793-7797. 4.0 190

213 Optical properties of cubic and rhombohedral GeTe. Journal of Applied Physics, 2013, 113, . 1.1 21

214 Electronic and thermoelectric properties of CoSbS and FeSbS. Physical Review B, 2013, 87, . 1.1 45

215 High Three-Dimensional Thermoelectric Performance from Low-Dimensional Bands. Physical Review
Letters, 2013, 110, 146601. 2.9 131

216

Magnetism and electronic structure of La<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:msub><mml:mrow
/><mml:mn>2</mml:mn></mml:msub></mml:math>ZnIrO<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:msub><mml:mrow
/><mml:mn>6</mml:mn></mml:msub></mml:math>and La<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:msub><mml:mrow
/><mml:

1.1 80



14

David Joseph Singh

# Article IF Citations

217 Importance of non-parabolic band effects in the thermoelectric properties of semiconductors.
Scientific Reports, 2013, 3, 3168. 1.6 147

218 Thermoelectric properties of Î²-FeSi2. Journal of Applied Physics, 2013, 114, . 1.1 23

219
Origin of the phase transition in IrTe<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:msub><mml:mrow /><mml:mn>2</mml:mn></mml:msub></mml:math>: Structural
modulation and local bonding instability. Physical Review B, 2013, 88, .

1.1 62

220 Itinerant magnetism in doped semiconducting Î²-FeSi2 and CrSi2. Scientific Reports, 2013, 3, 3517. 1.6 10

221 Ferroelectricity and dipole-dipole interactions in NH4TiOF3 mesocrystals. Applied Physics Letters, 2013,
102, 232903. 1.5 5

222

Acoustic impedance and interface phonon scattering in Bi<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:msub><mml:mrow
/><mml:mn>2</mml:mn></mml:msub></mml:math>Te<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:msub><mml:mrow
/><mml:mn>3</mml:mn></mml:msub></mml:math>and other semiconducting materials. Physical Review
B, 2013, 87, .

1.1 22

223 Electronic and transport properties of zintl phase AeMg2Pn2, Aeâ€‰=â€‰Ca,Sr,Ba, Pnâ€‰=â€‰As,Sb,Bi in relation to
Mg3Sb2. Journal of Applied Physics, 2013, 114, 143703. 1.1 45

224 Alkaline earth lead and tin compounds Ae<sub>2</sub>Pb, Ae<sub>2</sub>Sn, Ae = Ca, Sr, Ba, as
thermoelectric materials. Science and Technology of Advanced Materials, 2013, 14, 055003. 2.8 16

225

Electronic structure and upper critical field of superconducting Ta<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:msub><mml:mrow
/><mml:mn>2</mml:mn></mml:msub></mml:math>PdS<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:msub><mml:mrow
/><mml:mn>5</mml:mn></mml:msub></mml:math>. Physical Review B, 2013, 88, .

1.1 21

226 High magnetocrystalline anisotropy in oxides with near cubic local environments. Applied Physics
Letters, 2013, 102, . 1.5 6

227
Thermoelectric properties of AgGaTe<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:msub><mml:mrow /><mml:mn>2</mml:mn></mml:msub></mml:math>and related
chalcopyrite structure materials. Physical Review B, 2012, 85, .

1.1 118

228
Transport, thermal, and magnetic properties of the narrow-gap semiconductor CrSb<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:msub><mml:mrow
/><mml:mn>2</mml:mn></mml:msub></mml:math>. Physical Review B, 2012, 86, .

1.1 43

229 Electronic structure, small polaron, and F center in LiCaAlF6. Journal of Applied Physics, 2012, 112,
123516. 1.1 11

230 First-principles investigation of nitrosyl formation in zirconia. Physical Review B, 2012, 85, . 1.1 5

231 Spectroscopic refractive indices of monoclinic single crystal and ceramic lutetium oxyorthosilicate
from 200 to 850â€‰nm. Journal of Applied Physics, 2012, 112, . 1.1 21

232

Electronic structure and defect properties of Tl<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:msub><mml:mrow
/><mml:mn>6</mml:mn></mml:msub></mml:math>SeI<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:msub><mml:mrow
/><mml:mn>4</mml:mn></mml:msub></mml:math>: Density functional calculations. Physical Review B,
2012, 86, .

1.1 28

233 Direct probe of the variability of Coulomb correlation in iron pnictide superconductors. Physical
Review B, 2012, 85, . 1.1 4

234 Anomalous In-Plane Electronic Scattering in Charge OrderedNa0.41CoO2Â·0.6H2O. Physical Review
Letters, 2012, 108, 236401. 2.9 5



15

David Joseph Singh

# Article IF Citations

235 Refractive index of sodium iodide. Journal of Applied Physics, 2012, 111, . 1.1 4

236 Thermoelectric properties of Ni-doped CeFe4Sb12 skutterudites. Journal of Applied Physics, 2012, 111, . 1.1 49

237 Electronic structure of TlGeI3,â€‰TlSnI3, and TlPbI3: Potential use for spectroscopic radiation detection.
Journal of Applied Physics, 2012, 112, . 1.1 13

238 Doping and temperature dependence of thermoelectric properties in Mg2(Si,Sn). Physical Review B,
2012, 86, . 1.1 126

239 Superconductivity and magnetism in 11-structure iron chalcogenides in relation to the iron pnictides.
Science and Technology of Advanced Materials, 2012, 13, 054304. 2.8 27

240

Chemical bonding, conductive network, and thermoelectric performance of the ternary
semiconductors Cu<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:msub><mml:mrow
/><mml:mn>2</mml:mn></mml:msub></mml:math>Sn<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"



16

David Joseph Singh

# Article IF Citations

253

Cooperative behavior of Zn cations in Bi-based perovskites: A comparison of (Bi,Sr)<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:msub><mml:mrow
/><mml:mrow><mml:mn>2</mml:mn></mml:mrow></mml:msub></mml:mrow></mml:math>ZnNbO<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:msub><mml:mrow
/><mml:mrow><mml:mn>6</mml:mn></mml:mro

1.1 6

254 First principles prediction of a morphotropic phase boundary in the
Bi(Zn1/2Ti1/2)O3âˆ’(Bi1/2Sr1/2)(Zn1/2Nb1/2)O3 alloy. Applied Physics Letters, 2011, 98, . 1.5 7

255 Electronic structure calculations with the Tran-Blaha modified Becke-Johnson density functional.
Physical Review B, 2010, 82, . 1.1 292

256 THERMOPOWER OF <font>SnTe</font> FROM BOLTZMANN TRANSPORT CALCULATIONS. Functional
Materials Letters, 2010, 03, 223-226. 0.7 50

257 Doping-dependent thermopower of PbTe from Boltzmann transport calculations. Physical Review B,
2010, 81, . 1.1 259

258 Enhanced Born charge and proximity to ferroelectricity in thallium halides. Physical Review B, 2010,
81, . 1.1 72

259

Electronic structure of<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"



17

David Joseph Singh

# Article IF Citations

271

Unconventional electronic reconstruction in undoped<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:mrow><mml:mo>(</mml:mo><mml:mrow><mml:mtext>Ba</mml:mtext><mml:mo>,</mml:mo><mml:mtext>Sr</mml:mtext></mml:mrow><mml:mo>)</mml:mo></mml:mrow><mml:msub><mml:mrow><mml:mtext>Fe</mml:mtext></mml:mrow><mml:mn>2</mml:mn></mml:msub><mml:msub><mml:mrow><mml:mtext>As</mml:mtext></mml:mrow><mml:mn>2</mml:mn></mml:msub></mml:mrow></mml:math>across
the spin density wave transition. Physical Review B, 2009, 80, .

1.1 134

272
Electronic structure of the<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:msub><mml:mrow><mml:mtext>BaFe</mml:mtext></mml:mrow><mml:mn>2</mml:mn></mml:msub><mml:msub><mml:mrow><mml:mtext>As</mml:mtext></mml:mrow><mml:mn>2</mml:mn></mml:msub></mml:mrow></mml:math>family
of iron-pnictide superconductors. Physical Review B, 2009, 80, .

1.1 116

273

Electronic structure and magnetism in<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:msub><mml:mrow><mml:mtext>BaMn</mml:mtext></mml:mrow><mml:mn>2</mml:mn></mml:msub><mml:msub><mml:mrow><mml:mtext>As</mml:mtext></mml:mrow><mml:mn>2</mml:mn></mml:msub></mml:mrow></mml:math>and<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:msub><mml:mrow><mml:mtext>BaMn</mml:mtext></mml:mrow><mml:mn>2</mml:mn></mml:msub><mml:msub><mml:mrow><mm.
Physical Review B, 2009, 79, .

1.1 112

274

Low-Temperature Magnetothermal Transport Investigation of a Ni-Based Superconductor<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:msub><mml:mi>BaNi</mml:mi><mml:mn>2</mml:mn></mml:msub><mml:msub><mml:mi>As</mml:mi><mml:mn>2</mml:mn></mml:msub></mml:math>:
Evidence for Fully Gapped Superconductivity. Physical Review Letters, 2009, 102, 147004.

2.9 54

275 Electronic correlations in the iron pnictides. Nature Physics, 2009, 5, 647-650. 6.5 317

276 (MnH9)2âˆ’salts with high hydrogen contents and unusual bonding: Density functional calculations.
Physical Review B, 2009, 80, . 1.1 3

277

Absence of superconductivity in hole-doped<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:msub><mml:mrow><mml:mtext>BaFe</mml:mtext></mml:mrow><mml:mrow><mml:mn>2</mml:mn><mml:mo>âˆ’</mml:mo><mml:mi>x</mml:mi></mml:mrow></mml:msub><mml:msub><mml:mrow><mml:mtext>Cr</mml:mtext></mml:mrow><mml:mi>x</mml:mi></mml:msub><mml:msub><mml:mrow><mml:mtext>As</mml:mtext></mml:mrow><mml:mn>2</mml:mn></mml:msub></mml:mrow></mml:math>single
crystals. Physical Review B, 2009, 79, .

1.1 101

278

Evidence for three-dimensional Fermi-surface topology of the layered electron-doped iron
superconductor<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"



18

David Joseph Singh

# Article IF Citations

289

Evidence for Strong Itinerant Spin Fluctuations in the Normal State of<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:msub><mml:mi>CeFeAsO</mml:mi><mml:mn>0.89</mml:mn></mml:msub><mml:msub><mml:mi
mathvariant="normal">F</mml:mi><mml:mn>0.11</mml:mn></mml:msub></mml:math>Iron-Oxypnictide
Superconductors. Physical Review Letters, 2008, 101, 267001.

2.9 106

290 Iron-induced hydride formation inZrPd2: First-principles calculations. Physical Review B, 2008, 78, . 1.1 5

291

Comment on â€œEvidence for strong electronic correlations in the spectra of<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:mrow><mml:msub><mml:mi
mathvariant="normal">Sr</mml:mi><mml:mn>2</mml:mn></mml:msub><mml:mi
mathvariant="normal">Ru</mml:mi><mml:msub><mml:mi
mathvariant="normal">O</mml:mi><mml:mn>4</mml:mn></mml:msub></mml:mrow></mml:math>â€•.
Physical Review B, 2008, 77, .

1.1 5

292 Oxide Thermoelectrics. Materials Research Society Symposia Proceedings, 2007, 1044, 1. 0.1 2

293 High-energy magnetodielectric effect in kagome staircase materials. Physical Review B, 2007, 76, . 1.1 19

294

Suppression of thermopower of<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:msub><mml:mi
mathvariant="normal">Na</mml:mi><mml:mi>x</mml:mi></mml:msub><mml:mi
mathvariant="normal">Co</mml:mi><mml:msub><mml:mi
mathvariant="normal">O</mml:mi><mml:mn>2</mml:mn></mml:msub></mml:mrow></mml:math>by an
external magnetic field: Boltzmann transport combined with spin-polarized density functional theory.

1.1 114

295 Ferrimagnetism inEuFe4Sb12due to the Interplay off-Electron Moments and a Nearly Ferromagnetic
Host. Physical Review Letters, 2007, 98, 126403. 2.9 38

296 Applications of First Principles Theory to Inorganic Radiation Detection Materials. Materials Research
Society Symposia Proceedings, 2007, 1038, 1. 0.1 2

297

Electronic and thermoelectric properties of<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:mrow><mml:mi
mathvariant="normal">Cu</mml:mi><mml:mi mathvariant="normal">Co</mml:mi><mml:msub><mml:mi
mathvariant="normal">O</mml:mi><mml:mn>2</mml:mn></mml:msub></mml:mrow></mml:math>:
Density functional calculations. Physical Review B, 2007, 76, .

1.1 75

298

Structure and dynamics of perovskite hydrides<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:mi>A</mml:mi><mml:mi
mathvariant="normal">Mg</mml:mi><mml:msub><mml:mi



19

David Joseph Singh

# Article IF Citations

307 Optical properties and correlation effects inNaxCoO2. Physical Review B, 2005, 71, . 1.1 24

308 Origin of the Anomalous Absence of Hydride Formation byZrPd2. Physical Review Letters, 2005, 95,
056403. 2.9 17

309 Chemical, magnetic and charge ordering in the system hematiteâ€“ilmenite, Fe2O3â€“FeTiO3. Phase
Transitions, 2005, 78, 239-249. 0.6 8

310 Spin fluctuations and the magnetic phase diagram ofZrZn2. Physical Review B, 2004, 69, . 1.1 36

311 Electronic structure of calcium hexaboride within the weighted density approximation. Physical
Review B, 2004, 69, . 1.1 31

312 WhyNi3AlIs an Itinerant Ferromagnet butNi3GaIs Not. Physical Review Letters, 2004, 92, 147201. 2.9 82

313 Lattice instabilities and ferroelectricity inAScO3perovskite alloys. Physical Review B, 2004, 69, . 1.1 49

314 Magnetism, critical fluctuations, and susceptibility renormalization in Pd. Physical Review B, 2004, 69,
. 1.1 37

315 Electronic structure and transport in type-I and type-VIII clathrates containing strontium, barium, and
europium. Physical Review B, 2003, 68, . 1.1 251

316 Quantum critical behavior and possible triplet superconductivity in electron-dopedCoO2sheets.
Physical Review B, 2003, 68, . 1.1 136

317 Prospects for quantum criticality in perovskiteSrRhO3. Physical Review B, 2003, 67, . 1.1 23

318 Lattice stability ofSr2RuO4under pressure. Physical Review B, 2003, 67, . 1.1 1

319 Measurements of spin polarization of epitaxial SrRuO3 thin films. Applied Physics Letters, 2003, 82,
427-429. 1.5 51

320 First Principles Investigation of Novel Ferroelectric Perovskite Alloys Based on A-site Substitution.
AIP Conference Proceedings, 2003, , . 0.3 0

321 Soft modes and superconductivity in the layered hexagonal carbidesV2CAs,Nb2CAs,andNb2CS. Physical
Review B, 2002, 65, . 1.1 22

322 Thermoelectric power ofMgB2âˆ’xBex. Physical Review B, 2002, 65, . 1.1 13

323 Lattice instabilities in (Pb,Cd)TiO3 alloys. Applied Physics Letters, 2002, 81, 3443-3445. 1.5 37

324 Some Trends in the Lattice Instabilities of Pb(Zr,Ti)O3 and (Cd,Pb)TiO3 Alloys. AIP Conference
Proceedings, 2002, , . 0.3 1



20

David Joseph Singh

# Article IF Citations

325 First-principles study of the stability of BN and C. Physical Review B, 2001, 64, . 1.1 105

326 Electronic structure and magnetism ofSr3Ru2O7. Physical Review B, 2001, 63, . 1.1 100

327 Lattice distortions in Pb(Zr,â€ŠTi)O[sub 3] alloys near the morphotropic phase boundary. AIP Conference
Proceedings, 2001, , . 0.3 0

328 Theoretical Considerations for Finding New Thermoelectric Materials. Materials Research Society
Symposia Proceedings, 2001, 691, 1. 0.1 2

329 Electronic structure, bonding nature, and charge transfer in Ba@Si20 and Si20 clusters: An ab initio
study. Physical Review B, 2001, 64, . 1.1 27

330 Lattice dynamics and reduced thermal conductivity of filled skutterudites. Physical Review B, 2000, 61,
R9209-R9212. 1.1 116

331 Competitions in Layered Ruthenates: Ferromagnetism versus Antiferromagnetism and Triplet versus
Singlet Pairing. Physical Review Letters, 1999, 82, 4324-4327. 2.9 229

332 Properties of Novel Thermoelectrics from First Principles Calculations. Materials Research Society
Symposia Proceedings, 1998, 545, 3. 0.1 8

333 Calculated thermoelectric properties of La-filled skutterudites. Physical Review B, 1997, 56,
R1650-R1653. 1.1 283

334 Ferromagnetic Spin Fluctuation Induced Superconductivity inSr2RuO4. Physical Review Letters, 1997,
79, 733-736. 2.9 311

335 Intermixing in Fe/Cr (001) multilayers: Density functional calculations. Journal of Vacuum Science and
Technology A: Vacuum, Surfaces and Films, 1997, 15, 1770-1773. 0.9 1

336 Density functional studies of PbZrO3, KTaO3and KNbO3. Ferroelectrics, 1997, 194, 299-322. 0.3 28

337 Electronic structure and magnetism in Ru-based perovskites. Physical Review B, 1997, 56, 2556-2571. 1.1 377

338 Electronic and magnetic properties of the 4d itinerant ferromagnet SrRuO3. Journal of Applied
Physics, 1996, 79, 4818. 1.1 176

339 Electronic structure and half-metallic transport in theLa1âˆ’xCaxMnO3system. Physical Review B, 1996,
53, 1146-1160. 1.1 750

340
Theoretical investigation of structural instabilities of Fe layers on face-centered-cubic Cu. Journal of
Vacuum Science & Technology an Official Journal of the American Vacuum Society B, Microelectronics
Processing and Phenomena, 1996, 14, 3160.

1.6 3

341 Superconductivity of boro-nitrides. Nature, 1995, 374, 682-682. 13.7 13

342 Local density and generalized gradient approximation studies of KNbO3 and BaTiO3. Ferroelectrics,
1995, 164, 143-152. 0.3 58



21

David Joseph Singh

# Article IF Citations

343 Relationship ofSr2RuO4to the superconducting layered cuprates. Physical Review B, 1995, 52, 1358-1361. 1.1 262

344 Electric field gradients in BaTiO3 and KNbO3. Ferroelectrics, 1994, 153, 183-187. 0.3 10

345 Local and nonlocal density functional studies of FeCr. Journal of Applied Physics, 1994, 76, 6688-6690. 1.1 16

346 Theoretical determination that electrons act as anions in the electride Cs+ (15-crown-5)2Â·e-. Nature,
1993, 365, 39-42. 13.7 102

347 bcc cobalt: Metastable phase or forced structure?. Journal of Applied Physics, 1993, 73, 6189-6191. 1.1 37

348 Arsenic poisoning of magnetism in bcc cobalt. Journal of Applied Physics, 1992, 71, 3431-3433. 1.1 15

349 Electric-field-gradient calculations for systems with large extended-core-state contributions.
Physical Review B, 1992, 46, 1321-1325. 1.1 108

350 Atoms, molecules, solids, and surfaces: Applications of the generalized gradient approximation for
exchange and correlation. Physical Review B, 1992, 46, 6671-6687. 1.1 19,217

351 First principles analysis of vibrational modes in KNbO3. Ferroelectrics, 1992, 136, 95-103. 0.3 121

352 Electronic structure of Ba(Sn,Sb)O3: Absence of superconductivity. Physical Review B, 1991, 44,
9519-9523. 1.1 57

353 Gradient-corrected density functionals: Full-potential calculations for iron. Physical Review B, 1991,
43, 11628-11634. 1.1 166

354 Gradient-corrected density-functional studies ofCaCuO2. Physical Review B, 1991, 44, 7715-7717. 1.1 35

355 Atomically Dispersed MoO <sub> <i>x</i> </sub> on Rhodium Metallene Boosts Electrocatalyzed
Alkaline Hydrogen Evolution. Angewandte Chemie, 0, , . 1.6 7


