
Transparent dense sodium

Nature

458, 182-185

DOI: 10.1038/nature07786

Citation Report



Citation Report

2

# Article IF Citations

1 Ultra-incompressible phases of tungsten dinitride predicted from first principles. Physical Review B,
2009, 79, . 1.1 58

2 Genetic algorithm and first-principles DFT study of the high-pressure molecularÎ¶phase of nitrogen.
Physical Review B, 2009, 80, . 1.1 13

3 The minimum distance parametrization of crystal lattices. Journal of Physics A: Mathematical and
Theoretical, 2009, 42, 355204. 0.7 4

4 High-pressure polymorphs of Li2BeH4predicted by first-principles calculations. Journal of Physics
Condensed Matter, 2009, 21, 385405. 0.7 3

6 Pressure for change in metals. Nature, 2009, 458, 158-159. 13.7 24

7 Detached membrane bending. Nature, 2009, 458, 159-160. 13.7 6

9 Transparent sodium. Nature Photonics, 2009, 3, 250-250. 15.6 0

10 Structure stability in the simple element sodium under pressure. New Journal of Physics, 2009, 11,
063037. 1.2 24

11 Potassium under Pressure: A Pseudobinary Ionic Compound. Physical Review Letters, 2009, 103, 115501. 2.9 100

12 First-Principles Study of Structural Stabilities, Electronic and Optical Properties of SrF <sub>2</sub>
under High Pressure. Chinese Physics Letters, 2009, 26, 077103. 1.3 11

13 Twofold Coordinated Ground-State and Eightfold High-Pressure Phases of Heavy Transition Metal
Nitrides MN<sub>2</sub> (M = Os, Ir, Ru, and Rh). Inorganic Chemistry, 2009, 48, 9904-9909. 1.9 47

15 Predicting new superhard phases. Journal of Superhard Materials, 2010, 32, 192-204. 0.5 46

16 Electronic structures and mechanical properties of boron and boron-rich crystals (Part 2). Journal
of Superhard Materials, 2010, 32, 336-345. 0.5 20

17 Crystal structure prediction via particle-swarm optimization. Physical Review B, 2010, 82, . 1.1 1,870

18 Quasiparticles and Polaronic Effects in Crystals, Fermi Gasses and Fermi Liquids. Journal of
Superconductivity and Novel Magnetism, 2010, 23, 693-707. 0.8 5

19 Tc map and superconductivity of simple metals at high pressure. Physica C: Superconductivity and Its
Applications, 2010, 470, 696-702. 0.6 3

20 Anomalous optical and electronic properties of dense sodium. Physics Letters, Section A: General,
Atomic and Solid State Physics, 2010, 374, 4458-4464. 0.9 0

21 Ultra-strength materials. Progress in Materials Science, 2010, 55, 710-757. 16.0 696



3

Citation Report

# Article IF Citations

22 Crystal structure and physical properties of OsN: First-principle calculations. Solid State
Communications, 2010, 150, 759-762. 0.9 18

23 How to predict very large and complex crystal structures. Computer Physics Communications, 2010,
181, 1623-1632. 3.0 162

24 Crystal fingerprint space â€“ a novel paradigm for studying crystal-structure sets. Acta
Crystallographica Section A: Foundations and Advances, 2010, 66, 507-517. 0.3 74

25 Towards a generalized vision of oxides: disclosing the role of cations and anions in determining
unit-cell dimensions. Acta Crystallographica Section B: Structural Science, 2010, 66, 338-344. 1.8 23

26 Aluminium at terapascal pressures. Nature Materials, 2010, 9, 624-627. 13.3 202

27 The Universe in a solid design. Nature Materials, 2010, 9, 608-609. 13.3 2

28 Simple metal no more. Nature Materials, 2010, 9, 607-608. 13.3 10

30 13. Evolutionary Crystal Structure Prediction as a Method for the Discovery of Minerals and
Materials. , 2010, , 271-298. 7

32 Altered Reactivity and the Emergence of Ionic Metal Ordered Structures in Li-Cs at High Pressures.
Physical Review Letters, 2010, 104, 245501. 2.9 17

33 Double-diamond NaAl via pressure: Understanding structure through Jones zone activation. Journal
of Chemical Physics, 2010, 132, 114106. 1.2 8

34 Pressure-Induced Intermolecular Interactions in Crystalline Silane-Hydrogen. Physical Review Letters,
2010, 105, 215501. 2.9 18

35
Structural stability of a golden semiconducting orthorhombic polymorph of
Ti<sub>2</sub>O<sub>3</sub>under high pressures and high temperatures. Journal of Physics
Condensed Matter, 2010, 22, 375402.

0.7 37

36

Novel High Pressure Structures and Superconductivity of<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mi>Ca</mml:mi><mml:msub><mml:mi>Li</mml:mi><mml:mn>2</mml:mn></mml:msub></mml:math>.
Physical Review Letters, 2010, 104, 177005.

2.9 64

37 Sodium: A Charge-Transfer Insulator at High Pressures. Physical Review Letters, 2010, 104, 216404. 2.9 61

38 Phases of Polonium via Density Functional Theory. Physical Review Letters, 2010, 104, 035501. 2.9 20

39 First-principles investigations on structural and elastic properties of CaX (X=S, Se and Te) under high
pressure. High Pressure Research, 2010, 30, 310-317. 0.4 20

40 Nanoprobe measurements of materials at megabar pressures. Proceedings of the National Academy of
Sciences of the United States of America, 2010, 107, 6140-6145. 3.3 32

41 High-pressure phase transitions in NiAs-type compounds from first-principles calculations. Physical
Review B, 2010, 81, . 1.1 18



4

Citation Report

# Article IF Citations

42 Electronic collective excitations in compressed lithium from<i>ab initio</i>calculations: Importance
and anisotropy of local-field effects at large momenta. Physical Review B, 2010, 81, . 1.1 15

43 First-Principles Simulations of Lithium Melting: Stability of the bcc Phase Close to Melting. Physical
Review Letters, 2010, 104, 185701. 2.9 67

44 Evolutionary Crystal Structure Prediction as a Method for the Discovery of Minerals and Materials.
Reviews in Mineralogy and Geochemistry, 2010, 71, 271-298. 2.2 182

45
Structures and Properties of Metalloid Al and Ga Clusters Open Our Eyes to the Diversity and
Complexity of Fundamental Chemical and Physical Processes during Formation and Dissolution of
Metals. Chemical Reviews, 2010, 110, 4125-4163.

23.0 182

46 Iron silicides at pressures of the Earth's inner core. Geophysical Research Letters, 2010, 37, . 1.5 19

47 <i>Ab initio</i>quality neural-network potential for sodium. Physical Review B, 2010, 81, . 1.1 115

48 Structural Modifications and Mechanical Properties of Molybdenum Borides from First Principles.
Journal of Physical Chemistry C, 2010, 114, 6722-6725. 1.5 142

49

Orientationally disordered<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:msub><mml:mtext>H</mml:mtext><mml:mn>2</mml:mn></mml:msub></mml:mrow></mml:math>in
the high-pressure van der Waals compound<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"



5

Citation Report

# Article IF Citations

60 First-principles study of structural stabilities, electronic and elastic properties of BaF2 under high
pressure. Computational Materials Science, 2010, 49, 530-534. 1.4 12

61 Distortions and stabilization of simple-cubic calcium at high pressure and low temperature.
Proceedings of the National Academy of Sciences of the United States of America, 2010, 107, 9965-9968. 3.3 38

62 Crystal Structures and Exotic Behavior of Magnesium under Pressure. Journal of Physical Chemistry
C, 2010, 114, 21745-21749. 1.5 146

63 Percy W. Bridgman's second century. High Pressure Research, 2010, 30, 581-619. 0.4 42

64 First principles study on electronic structure and optical properties of novel Na-hP4 high pressure
phase. Transactions of Nonferrous Metals Society of China, 2010, 20, 1092-1096. 1.7 0

65 First-Principles Prediction on the High-Pressure Structures of Transition Metal Diborides
(TMB<sub>2</sub>, TM = Sc, Ti, Y, Zr). Inorganic Chemistry, 2010, 49, 6859-6864. 1.9 41

66 First-principles investigations on electronic, elastic and optical properties of XC (X=Si, Ge, and Sn)
under high pressure. Journal of Applied Physics, 2010, 108, . 1.1 78

67 High-Pressure Crystallography. NATO Science for Peace and Security Series B: Physics and Biophysics,
2010, , . 0.2 34

68 High-Pressure Routes in the Thermoelectricity or How One Can Improve a Performance of
Thermoelectrics. Chemistry of Materials, 2010, 22, 635-647. 3.2 126

69 High-pressure phase transitions of solid HF, HCl, and HBr: An<i>ab initio</i>evolutionary study.
Physical Review B, 2010, 82, . 1.1 27

70 Design of Superhard Ternary Compounds under High Pressure: SiC<sub>2</sub>N<sub>4</sub>and
Si<sub>2</sub>CN<sub>4</sub>. Journal of Physical Chemistry C, 2010, 114, 8609-8613. 1.5 20

71 Dissociation of methane under high pressure. Journal of Chemical Physics, 2010, 133, 144508. 1.2 101

72 The first-order structural phase transition of YSb. Canadian Journal of Physics, 2010, 88, 591-596. 0.4 1

73

Pressure-Stabilized Sodium Polyhydrides:<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:msub><mml:mi>NaH</mml:mi><mml:mi>n</mml:mi></mml:msub></mml:math>(<mml:math) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 222 Td (xmlns:mml="http://www.w3.org/1998/Math/MathML") Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 212 Td (display="inline"><mml:mi>n</mml:mi><mml:mo>&gt;</mml:mo><mml:mn>1</mml:mn></mml:math>).

Physical Review Letters, 2011, 106, 237002.

2.9 93

74 Superhard phases of B2O: An isoelectronic compound of diamond. Diamond and Related Materials,
2011, 20, 501-504. 1.8 16

75 First-principles investigation of the electronic, elastic and thermodynamic properties of VC under
high pressure. Chinese Physics B, 2011, 20, 047103. 0.7 14

76 Three Dimensional Carbon-Nanotube Polymers. ACS Nano, 2011, 5, 7226-7234. 7.3 110

77 (Barely) Solid Li(NH<sub>3</sub>)<sub>4</sub>: The Electronics of an Expanded Metal. Journal of the
American Chemical Society, 2011, 133, 3535-3547. 6.6 35



6

Citation Report

# Article IF Citations

78 High Pressure Synthesis and Preparation of Inorganic Materials. , 2011, , 97-128. 42

79 High-Pressure Crystallography. Topics in Current Chemistry, 2011, 315, 69-109. 4.0 15

80 Bonding Changes Along Solid-Solid Phase Transitions Using the Electron Localization Function
Approach. , 2011, , 625-658. 3

81 Electron Density Topology of Crystalline Solids at High Pressure. , 2011, , 573-623. 5

82 Melting curve of potassium to 22 GPa. Physical Review B, 2011, 84, . 1.1 28

83
Superhard<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:mi>s</mml:mi><mml:msup><mml:mi>p</mml:mi><mml:mn>3</mml:mn></mml:msup></mml:mrow></mml:math>carbon
allotropes with odd and even ring topologies. Physical Review B, 2011, 84, .

1.1 91

84 On the nature of chemical bonding in Î³-boron. Journal of Superhard Materials, 2011, 33, 380-387. 0.5 12

85
Predicted Pressure-Induced<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mi>s</mml:mi></mml:math>-Band Ferromagnetism in Alkali Metals. Physical
Review Letters, 2011, 107, 087201.

2.9 59

86 A pinch of sodium. Nature Chemistry, 2011, 3, 974-974. 6.6 4

87 Evidence of superdense aluminium synthesized by ultrafast microexplosion. Nature Communications,
2011, 2, 445. 5.8 151

88 Universal Phase Transitions of <i>B</i>1-Structured Stoichiometric Transition Metal Carbides.
Inorganic Chemistry, 2011, 50, 9266-9272. 1.9 11

89 Plasmons in Sodium under Pressure: Increasing Departure from Nearly Free-Electron Behavior.
Physical Review Letters, 2011, 107, 086402. 2.9 21

90 A Guided Tour Through Modern Charge Density Analysis. , 2011, , 1-78. 4

91 Observation of O_2 inside voids formed in GeO_2 glass by tightly-focused fs-laser pulses. Optical
Materials Express, 2011, 1, 1150. 1.6 39

92 Electronic and dynamical properties of NiAl studied from first principles. Intermetallics, 2011, 19,
1959-1967. 1.8 62

93 How Evolutionary Crystal Structure Prediction Worksâ€”and Why. Accounts of Chemical Research,
2011, 44, 227-237. 7.6 940

94 Complexities of One-Component Phase Diagrams. Journal of Chemical Education, 2011, 88, 586-591. 1.1 0

95 High pressure polymorph of CdS predicted by first principles. Physica B: Condensed Matter, 2011, 406,
4052-4055. 1.3 6



7

Citation Report

# Article IF Citations

96 First-principles investigations on electronic, elastic and thermodynamic properties of ZrC and ZrN
under high pressure. Materials Chemistry and Physics, 2011, 129, 99-104. 2.0 57

97 Structural, elastic and thermodynamic properties of Ti2SC. Bulletin of Materials Science, 2011, 34,
1617-1625. 0.8 9

98 Exotic high pressure behavior of light alkali metals, lithium and sodium. European Physical Journal B,
2011, 81, 1-14. 0.6 62

99 Predicted Novel High-Pressure Phases of Lithium. Physical Review Letters, 2011, 106, 015503. 2.9 499

100 Synthesis of high-pressure phases of silica by laser-induced optical breakdown. Applied Physics A:
Materials Science and Processing, 2011, 104, 903-906. 1.1 6

101
Firstâ€•principles study of structural stability and elastic properties of the ordered
Si<sub>0.5</sub>Ge<sub>0.5</sub> alloy under high pressure. Physica Status Solidi (B): Basic Research,
2011, 248, 1135-1138.

0.7 11

102 Melting curve of the cI16 sodium at high pressure from <i>ab initio</i> calculations. Physica Status
Solidi (B): Basic Research, 2011, 248, 1143-1148. 0.7 2

103 Ab initio studies of superconductivity in monatomic metallic hydrogen under high pressure. Physics
Letters, Section A: General, Atomic and Solid State Physics, 2011, 375, 1264-1268. 0.9 21

104 Crystal structures of under high pressure. Solid State Communications, 2011, 151, 388-391. 0.9 11

105 Concurrent Pathways in the Phase Transitions of Alloys and Oxides: Towards an Unified Vision of
Inorganic Solids. Structure and Bonding, 2011, , 133-198. 1.0 18

106 High-temperature resistivity of shocked liquid sodium at pressures up to 230 GPa. Physical Review B,
2011, 83, . 1.1 7

107 Optical and electronic properties of dense sodium. Physical Review B, 2011, 83, . 1.1 48

108 Electronic dynamics and plasmons of sodium under compression. Proceedings of the National
Academy of Sciences of the United States of America, 2011, 108, 20434-20437. 3.3 16

109 FIRST-PRINCIPLES HIGH-PRESSURE ELASTIC AND THERMODYNAMIC PROPERTIES OF TANTALUM. International
Journal of Modern Physics B, 2011, 25, 1393-1407. 1.0 7

110 Optical and electronic properties of RuO<sub>2</sub> from first principles. Canadian Journal of
Physics, 2012, 90, 441-448. 0.4 3

111 Theory of x-ray scattering in high-pressure electrides. Physical Review B, 2012, 86, . 1.1 7

112 High-pressure behavior of dense hydrogen up to 3.5 TPa from density functional theory calculations.
Journal of Applied Physics, 2012, 111, 063510. 1.1 34

113 Static compression of LiH to 250 GPa. Physical Review B, 2012, 85, . 1.1 27



8

Citation Report

# Article IF Citations

114
Pressure tunes electrical resistivity by four orders of magnitude in amorphous Ge <sub>2</sub> Sb
<sub>2</sub> Te <sub>5</sub> phase-change memory alloy. Proceedings of the National Academy of
Sciences of the United States of America, 2012, 109, E1055-62.

3.3 58

115 High-pressure structures of InBi predicted by particle swarm optimization algorithm. Chinese Physics
B, 2012, 21, 026102. 0.7 4

116 Optical properties of calcium under pressure from first-principles calculations. Physical Review B,
2012, 86, . 1.1 6

117 Crystal structure of CaRhO3 polymorph: High-pressure intermediate phase between perovskite and
post-perovskite. American Mineralogist, 2012, 97, 159-163. 0.9 12

118 Spiral chain O <sub>4</sub> form of dense oxygen. Proceedings of the National Academy of Sciences
of the United States of America, 2012, 109, 751-753. 3.3 111

119 High Pressure Potassium Polyhydrides: A Chemical Perspective. Journal of Physical Chemistry C, 2012,
116, 13322-13328. 1.5 63

120 Dynamic Ionic Clusters with Flowing Electron Bubbles from Warm to Hot Dense Iron along the
Hugoniot Curve. Physical Review Letters, 2012, 109, 175701. 2.9 32

121 Synchrotron Infrared Measurements of Dense Hydrogen to 360Â GPa. Physical Review Letters, 2012, 108,
146402. 2.9 154

122 Extraordinarily complex crystal structure with mesoscopic patterning in barium at high pressure.
Nature Materials, 2012, 11, 627-632. 13.3 43

123 Synthesis and Pressureâ€•induced Reversible Phase Transition of a Crystalline Solid Europium Germanate
NaEuGeO<sub>4</sub>. Chinese Journal of Chemistry, 2012, 30, 2066-2072. 2.6 8

124 From Wadeâ€“Mingos to Zintlâ€“Klemm at 100 GPa: Binary Compounds of Boron and Lithium. Journal of
the American Chemical Society, 2012, 134, 18606-18618. 6.6 56

125 Novel sp3 forms of carbon predicted by evolutionary metadynamics and analysis of their
synthesizability using transition path sampling. Journal of Superhard Materials, 2012, 34, 350-359. 0.5 14

126 Global minimum structure search in LixCoO2 composition using a hybrid evolutionary algorithm.
Physical Chemistry Chemical Physics, 2012, 14, 13095. 1.3 12

127 Understanding the nature of â€œsuperhard graphiteâ€•. Scientific Reports, 2012, 2, 471. 1.6 86

128 Implementation of micro-ball nanodiamond anvils for high-pressure studies above 6â€‰Mbar. Nature
Communications, 2012, 3, 1163. 5.8 239

129 Predicted Suppression of the Superconducting Transition of New High-Pressure Yttrium Phases with
Increasing Pressure from First-Principles Calculations. Physical Review Letters, 2012, 109, 157004. 2.9 31

130 First-principles investigation on the elastic stability and thermodynamic properties of
Ti<sub>2</sub>SC. Chinese Physics B, 2012, 21, 056301. 0.7 12

131 Pressure-induced ferromagnetism in open structure alkali metals from first principles. Applied Physics
Letters, 2012, 100, . 1.5 21



9

Citation Report

# Article IF Citations

132 Thermodynamically Stable Phases of Carbon at Multiterapascal Pressures. Physical Review Letters,
2012, 108, 045704. 2.9 102

133 Dielectric catastrophe and insulator-conductor transition. Europhysics Letters, 2012, 97, 15004. 0.7 1

134 First-principle investigations of structural stability of beryllium under high pressure. Journal of
Applied Physics, 2012, 112, 023519. 1.1 12

135 First-principles calculation of the lattice compressibility, elastic anisotropy and thermodynamic
stability of V <sub>2</sub> GeC. Chinese Physics B, 2012, 21, 036301. 0.7 13

136 Microscopic Origins of the Anomalous Melting Behavior of Sodium under High Pressure. Physical
Review Letters, 2012, 108, 115701. 2.9 64

137 CALYPSO: A method for crystal structure prediction. Computer Physics Communications, 2012, 183,
2063-2070. 3.0 2,085

138 Sorting Stable versus Unstable Hypothetical Compounds: The Case of Multiâ€•Functional ABX
Halfâ€•Heusler Filled Tetrahedral Structures. Advanced Functional Materials, 2012, 22, 1425-1435. 7.8 107

139 Rubidium Polyhydrides Under Pressure: Emergence of the Linear H<sub>3</sub><sup>âˆ’</sup> Species.
Chemistry - A European Journal, 2012, 18, 5013-5021. 1.7 68

140 Superconductivity in ordered LiBe alloy under high pressure: A first-principles study. Solid State
Communications, 2012, 152, 151-154. 0.9 7

141 Thermodynamic investigations of high-pressure superconducting state in CaLi2 at 45Â GPa. Solid State
Communications, 2012, 152, 779-783. 0.9 20

142 Design and performance of tapered cubic anvil used for achieving higher pressure and larger sample
cell. Review of Scientific Instruments, 2013, 84, 073902. 0.6 4

143 Role of Dynamical Instability in theAbÂ InitioPhase Diagram of Calcium. Physical Review Letters, 2013, 111,
025503. 2.9 16

144 Dynamical Crossover at the Liquid-Liquid Transformation of a Compressed Molten Alkali Metal.
Physical Review Letters, 2013, 111, 077801. 2.9 28

145 Lattice instability of V2AlC at high pressure. Science China: Physics, Mechanics and Astronomy, 2013,
56, 916-924. 2.0 13

146
Pressure-Induced Amorphization in Single-Crystal Ta<sub>2</sub>O<sub>5</sub> Nanowires: A Kinetic
Mechanism and Improved Electrical Conductivity. Journal of the American Chemical Society, 2013, 135,
13947-13953.

6.6 70

147 Novel metastable metallic and semiconducting germaniums. Scientific Reports, 2013, 3, 1466. 1.6 31

148 Evolving Structural Diversity and Metallicity in Compressed Lithium Azide. Journal of Physical
Chemistry C, 2013, 117, 20838-20846. 1.5 51

149 Pressure-induced pseudoatom bonding collapse and isosymmetric phase transition in Zr2Cu:
First-principles predictions. Journal of Chemical Physics, 2013, 139, 234504. 1.2 10



10

Citation Report

# Article IF Citations

150 Unexpected Stable Stoichiometries of Sodium Chlorides. Science, 2013, 342, 1502-1505. 6.0 394

151 First-principle investigations on the structural dynamics of Ti2GaN. Journal of Alloys and Compounds,
2013, 574, 573-579. 2.8 25

152
NATURAL ORBITALS IN RELATION TO QUANTUM INFORMATION THEORY: FROM MODEL LIGHT ATOMS
THROUGH TO EMERGENT METALLIC PROPERTIES. International Journal of Modern Physics B, 2013, 27,
1330021.

1.0 13

153 Three-Dimensional Metallic Boron Nitride. Journal of the American Chemical Society, 2013, 135,
18216-18221. 6.6 145

154 Caesium in high oxidation states and as a p-block element. Nature Chemistry, 2013, 5, 846-852. 6.6 177

155 Electronic and phononic properties of V2AlC via first principles. Canadian Journal of Physics, 2013, 91,
822-825. 0.4 5

156 Limiting shock compression of metals of ultra-close packing. Combustion, Explosion and Shock
Waves, 2013, 49, 490-494. 0.3 3

157 Challenging chemical concepts through charge density of molecules and crystals. Physica Scripta,
2013, 87, 048102. 1.2 37

158 Simple metal binary phases based on the body centered cubic structure: Electronic origin of
distortions and superlattices. Journal of Physics and Chemistry of Solids, 2013, 74, 18-24. 1.9 11

159 Trustworthy predictions. Nature, 2013, 493, 314-315. 13.7 4

160 Predicted crystal structures of molybdenum under high pressure. Journal of Alloys and Compounds,
2013, 556, 116-120. 2.8 15

161 CaLi2superconductor under the pressure of 100 GPa: the thermodynamic critical field and the specific
heat. Physica Scripta, 2013, 88, 025704. 1.2 5

162 Dicalcium nitride as a two-dimensional electride with an anionic electron layer. Nature, 2013, 494,
336-340. 13.7 386

163 New developments in evolutionary structure prediction algorithm USPEX. Computer Physics
Communications, 2013, 184, 1172-1182. 3.0 1,031

165 Discovery of Face-Centered-Cubic Ruthenium Nanoparticles: Facile Size-Controlled Synthesis Using the
Chemical Reduction Method. Journal of the American Chemical Society, 2013, 135, 5493-5496. 6.6 290

166 Novel stable compounds in the Mgâ€“O system under high pressure. Physical Chemistry Chemical
Physics, 2013, 15, 7696. 1.3 102

167 Single-crystal diffraction at megabar conditions by synchrotron radiation. High Pressure Research,
2013, 33, 511-522. 0.4 82

168 Equation of state and electronic properties of Cr2GeC via first-principles. European Physical Journal
B, 2013, 86, 1. 0.6 12



11

Citation Report

# Article IF Citations

169 Creating nanostars with buckyballs. Physics Letters, Section A: General, Atomic and Solid State
Physics, 2013, 377, 3304-3311. 0.9 4

170 Structure, equation of state, diffusion and viscosity of warm dense Fe under the conditions of a giant
planet core. New Journal of Physics, 2013, 15, 045003. 1.2 29

171 Cationic radii from structures of extremely compressed solids. Acta Crystallographica Section B:
Structural Science, Crystal Engineering and Materials, 2013, 69, 563-569. 0.5 7

172 Formation of Nanofoam carbon and re-emergence of Superconductivity in compressed CaC6. Scientific
Reports, 2013, 3, 3331. 1.6 25

173 First-Principles Investigations of Structural Stability of LuN. Advanced Materials Research, 2013,
690-693, 559-563. 0.3 1

174 Strainâ€•Engineered Modulation on the Electronic Properties of Phosphorousâ€•Doped ZnO.
ChemPhysChem, 2013, 14, 3916-3924. 1.0 13

175 Observation of a reentrant phase transition in incommensurate potassium. Physical Review B, 2013, 88,
. 1.1 20

176 Electronic Origin of the Orthorhombic Cmca Structure in Compressed Elements and Binary Alloys.
Crystals, 2013, 3, 419-430. 1.0 9

177 Efficacious calculation of Raman spectra in high pressure hydrogen. High Pressure Research, 2014, 34,
198-204. 0.4 7

178 High-pressure X-ray science on the ultimate storageÂ ring. Journal of Synchrotron Radiation, 2014, 21,
1077-1083. 1.0 9

179 Pressure-induced reentrant metallic phase in lithium. Physical Review B, 2014, 89, . 1.1 52

180 <i>Ab initio</i>analysis of plasmon dispersion in sodium under pressure. Physical Review B, 2014, 89, . 1.1 6

181 Xenon Suboxides Stable under Pressure. Journal of Physical Chemistry Letters, 2014, 5, 4336-4342. 2.1 49

182 The redshift of surface plasmon resonance of colloidal gold nanoparticles induced by pressure with
diamond anvil cell. Journal of Applied Physics, 2014, 115, . 1.1 20

183 Pressure-Induced Symmetry-Lowering Transition in Dense Nitrogen to Layered Polymeric Nitrogen
(LP-N) with Colossal Raman Intensity. Physical Review Letters, 2014, 113, 205502. 2.9 167

184 Revealing an unusual transparent phase of superhard iron tetraboride under high pressure.
Proceedings of the National Academy of Sciences of the United States of America, 2014, 111, 17050-17053. 3.3 23

185 Metastable Innershell Molecular State (MIMS) II: K-shell X-ray satellites in heavy ion impact on solids.
Results in Physics, 2014, 4, 170-176. 2.0 2

186 Computer simulations of the two-species model for the melting curve maximum. Molecular
Simulation, 2014, 40, 370-378. 0.9 1



12

Citation Report

# Article IF Citations

187 Muse: Multi-algorithm collaborative crystal structure prediction. Computer Physics
Communications, 2014, 185, 1893-1900. 3.0 28

188 High Pressure Electrides: A Predictive Chemical and Physical Theory. Accounts of Chemical Research,
2014, 47, 1311-1317. 7.6 199

189 Pressureâ€“composition phase diagram of Tiâ€“<scp>C</scp> from first principles. Physica Status Solidi
(B): Basic Research, 2014, 251, 533-536. 0.7 11

190 Perspective: Crystal structure prediction at high pressures. Journal of Chemical Physics, 2014, 140,
040901. 1.2 135

191 Raman measurements of phase transitions in dense solid hydrogen and deuterium to 325 GPa.
Proceedings of the National Academy of Sciences of the United States of America, 2014, 111, 4792-4797. 3.3 35

192 Structures of the elements â€“ crystallography and art. Acta Crystallographica Section B: Structural
Science, Crystal Engineering and Materials, 2014, 70, 429-435. 0.5 4

193 Evolutionary Kinetic Monte Carlo: Atomistic Rates of Surface-Mediated Processes from Surface
Morphologies. Journal of Physical Chemistry C, 2014, 118, 11636-11648. 1.5 9

194 Carbon enters silica forming a cristobalite-type CO2â€“SiO2 solid solution. Nature Communications,
2014, 5, 3761. 5.8 28

195 Prediction and Calculation of Crystal Structures. Topics in Current Chemistry, 2014, , . 4.0 15

196 Enhanced Electron Transport in Nb-Doped TiO<sub>2</sub> Nanoparticles via Pressure-Induced Phase
Transitions. Journal of the American Chemical Society, 2014, 136, 419-426. 6.6 151

197 Error Estimates for Solid-State Density-Functional Theory Predictions: An Overview by Means of the
Ground-State Elemental Crystals. Critical Reviews in Solid State and Materials Sciences, 2014, 39, 1-24. 6.8 404

198 High-pressure close-packed structure of boron. RSC Advances, 2014, 4, 203-207. 1.7 18

199 Elastic strain engineering for unprecedented materials properties. MRS Bulletin, 2014, 39, 108-114. 1.7 214

200 Structure and Stability Prediction of Compounds with Evolutionary Algorithms. Topics in Current
Chemistry, 2014, 345, 181-222. 4.0 31

201 Two-Dimensional Transition-Metal Electride Y<sub>2</sub>C. Chemistry of Materials, 2014, 26,
6638-6643. 3.2 151

202 High pressure superconducting phase of BI3: an ab initio study. RSC Advances, 2014, 4, 32068-32074. 1.7 4

203 Phase transitions and equation of state of forsterite to 90 GPa from single-crystal X-ray diffraction
and molecular modeling. American Mineralogist, 2014, 99, 35-43. 0.9 50

204 Pressure-stabilized lithium caesides with caesium anions beyond the âˆ’1 state. Nature Communications,
2014, 5, 4861. 5.8 45



13

Citation Report

# Article IF Citations

205 Potassium under pressure: Electronic origin of complex structures. Solid State Sciences, 2014, 36,
62-72. 1.5 28

206 BaC: a thermodynamically stable layered superconductor. Physical Chemistry Chemical Physics, 2014,
16, 20780-20784. 1.3 8

207 The search for the most stable structures of siliconâ€“carbon monolayer compounds. Nanoscale, 2014,
6, 11685-11691. 2.8 68

208 Crystal Structures of Metallic Elements and Compounds. , 2014, , 1-101. 4

209
Tuning the crystal structure and electronic states of<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mtext>Ag</mml:mtext><mml:mn>2</mml:mn></mml:msub><mml:mtext>Se</mml:mtext></mml:math>:
Structural transitions and metallization under pressure. Physical Review B, 2014, 89, .

1.1 24

210 Combinatorial screening for new materials in unconstrained composition space with machine
learning. Physical Review B, 2014, 89, . 1.1 527

211 Crystal Structure Prediction and Its Application in Earth and Materials Sciences. Topics in Current
Chemistry, 2014, 345, 223-256. 4.0 12

212
High-Sensitivity Nuclear Magnetic Resonance at Giga-Pascal Pressures: A New Tool for Probing
Electronic and Chemical Properties of Condensed Matter under Extreme Conditions. Journal of
Visualized Experiments, 2014, , e52243.

0.2 2

213
Table-top generation and spectroscopic study of âˆ¼10 TPa high-energy density materials with
C<sub>60</sub><sup>+</sup>hypervelocity (âˆ¼100 km/s) impact. Journal of Physics: Conference Series,
2014, 500, 122001.

0.3 1

214 Importance of coordination number and bond length in titanium revealed by electronic structure
investigations. Physica Status Solidi (B): Basic Research, 2015, 252, 1907-1924. 0.7 27

215 Pressure-induced decomposition of solid hydrogen sulfide. Physical Review B, 2015, 91, . 1.1 255

216 High-pressure polymorph ofLuFe2O4with room-temperature antiferromagnetic order. Physical Review
B, 2015, 91, . 1.1 5

217 Anelastic collapse of small cavities in metals. Physics of Metals and Metallography, 2015, 116, 527-530. 0.3 0

218 Investigation of exotic stable calcium carbides using theory and experiment. Nature Communications,
2015, 6, 6974. 5.8 70

219 A review on the structure of cold-compressed graphite phase. Modern Physics Letters B, 2015, 29,
1530011. 1.0 8

220 Pressure-induced phase transitions of perovskite ferroelectric crystals: comparison of hydrostatic
and 1D compression pressure. Journal Physics D: Applied Physics, 2015, 48, 465302. 1.3 3

221 Theoretical insights and design of intriguing nonlinear optical species involving the excess electron.
International Journal of Quantum Chemistry, 2015, 115, 671-679. 1.0 41

222 The alkali metals: 200 years of surprises. Philosophical Transactions Series A, Mathematical, Physical,
and Engineering Sciences, 2015, 373, 20140174. 1.6 23



14

Citation Report

# Article IF Citations

223 Stable compositions and structures in the Naâ€“Bi system. Physical Chemistry Chemical Physics, 2015, 17,
6933-6947. 1.3 18

224 Novel superconducting skutterudite-type phosphorus nitride at high pressure from first-principles
calculations. Scientific Reports, 2014, 4, 5889. 1.6 29

225
Diamonds on Diamond: structural studies at extreme conditions on the Diamond Light Source.
Philosophical Transactions Series A, Mathematical, Physical, and Engineering Sciences, 2015, 373,
20130158.

1.6 6

226 An equation to calculate internuclear distances of covalent, ionic and metallic lattices. Physical
Chemistry Chemical Physics, 2015, 17, 3355-3369. 1.3 17

227

Stable structures of He and<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:msub><mml:mi
mathvariant="normal">H</mml:mi><mml:mn>2</mml:mn></mml:msub><mml:mi
mathvariant="normal">O</mml:mi></mml:mrow></mml:math>at high pressure. Physical Review B, 2015,
91, .

1.1 58

228 High pressure structures and superconductivity of AlH<sub>3</sub>(H<sub>2</sub>) predicted by
first principles. RSC Advances, 2015, 5, 5096-5101. 1.7 33

229 Structural and electronic properties of sodium clusters under confinement. Physical Review B, 2015,
91, . 1.1 2

230 High-Pressure Electrides: The Chemical Nature of Interstitial Quasiatoms. Journal of the American
Chemical Society, 2015, 137, 3631-3637. 6.6 134

231 Superconductivity of compressed solid argon from first principles. Physical Review B, 2015, 91, . 1.1 3

232 Origin of Transitions between Metallic and Insulating States in Simple Metals. Physical Review Letters,
2015, 114, 156403. 2.9 27

233 A Protocol to Fabricate Nanostructured New Phase: B31-Type MnS Synthesized under High Pressure.
Journal of the American Chemical Society, 2015, 137, 10297-10303. 6.6 67

234 Exploring the metallic phase of N2O under high pressure. RSC Advances, 2015, 5, 65745-65749. 1.7 5

235 Computational Analysis of Stable Hard Structures in the Tiâ€“B System. ACS Applied Materials &amp;
Interfaces, 2015, 7, 15607-15617. 4.0 48

236 Appraisal of the realistic accuracy of molecular dynamics of high-pressure hydrogen. Cogent Physics,
2015, 2, 1049477. 0.7 11

237 Anomalous semiconducting behavior on VO<sub>2</sub> under high pressure. RSC Advances, 2015, 5,
54843-54847. 1.7 15

238 Local structure of solid Rb at megabar pressures. Journal of Chemical Physics, 2015, 142, 214503. 1.2 11

239 Materials Design On-the-Fly. Journal of Chemical Theory and Computation, 2015, 11, 3955-3960. 2.3 25

240 Structural morphologies of high-pressure polymorphs of strontium hydrides. Physical Chemistry
Chemical Physics, 2015, 17, 19379-19385. 1.3 39



15

Citation Report

# Article IF Citations

241 Theoretical predictions of novel potassium chloride phases under pressure. Physical Chemistry
Chemical Physics, 2015, 17, 12265-12272. 1.3 6

242 Materials discovery via CALYPSO methodology. Journal of Physics Condensed Matter, 2015, 27, 203203. 0.7 93

243
Superconductivity in room-temperature stable electride and high-pressure phases of alkali metals.
Philosophical Transactions Series A, Mathematical, Physical, and Engineering Sciences, 2015, 373,
20140450.

1.6 39

244 Metallic Icosahedron Phase of Sodium at Terapascal Pressures. Physical Review Letters, 2015, 114,
125501. 2.9 75

245 Impact of hydrostatic pressure on the crystal structure and photoluminescence properties of
Mn<sup>4+</sup>-doped BaTiF<sub>6</sub>red phosphor. Dalton Transactions, 2015, 44, 7578-7585. 1.6 43

246 Prediction of new thermodynamically stable aluminum oxides. Scientific Reports, 2015, 5, 9518. 1.6 18

247 Electronic and optical properties of lithium niobate under high pressure: A first-principles study.
Chinese Physics B, 2015, 24, 077104. 0.7 9

248 Conceptual Design of a Pick-and-Place 3D Nanoprinter for Materials Synthesis. 3D Printing and
Additive Manufacturing, 2015, 2, 123-130. 1.4 3

249 Combined crystal structure prediction and high-pressure crystallization in rational pharmaceutical
polymorph screening. Nature Communications, 2015, 6, 7793. 5.8 193

250 Anionic Chemistry of Noble Gases: Formation of Mgâ€“NG (NG = Xe, Kr, Ar) Compounds under Pressure.
Journal of the American Chemical Society, 2015, 137, 14122-14128. 6.6 91

251 Electronic and structural ground state of heavy alkali metals at high pressure. Physical Review B,
2015, 91, . 1.1 21

252 The most incompressible metal osmium at static pressures above 750 gigapascals. Nature, 2015, 525,
226-229. 13.7 159

253
Pressure-Induced Phase Transformation, Reversible Amorphization, and Anomalous Visible Light
Response in Organolead Bromide Perovskite. Journal of the American Chemical Society, 2015, 137,
11144-11149.

6.6 303

254 Chemical bonding in hydrogen and lithium under pressure. Journal of Chemical Physics, 2015, 143,
064702. 1.2 24

255 The optical response of nanoclusters under confinement. RSC Advances, 2015, 5, 77478-77489. 1.7 3

256 Future directions in high-pressure neutron diffraction. Journal of Physics Condensed Matter, 2015, 27,
153201. 0.7 28

257 Predicting crystal structures and properties of matter under extreme conditions via quantum
mechanics: the pressure is on. Physical Chemistry Chemical Physics, 2015, 17, 2917-2934. 1.3 99

258 Theoretical investigation of the pressure-induced insulator-to-metal-to-insulator transitions in
one-dimensional bis(dimethylglyoximato) platinum(II), Pt(dmg)2. Polyhedron, 2015, 87, 141-146. 1.0 3



16

Citation Report

# Article IF Citations

259 Six questions on topology in theoretical chemistry. Computational and Theoretical Chemistry, 2015,
1053, 2-16. 1.1 99

260
Metastable innershell molecular state (MIMS) III: The universal binding energy and bond length of the
homonucleus K-shell MIMS. Physics Letters, Section A: General, Atomic and Solid State Physics, 2016,
380, 1178-1183.

0.9 2

261 Structural transitions and electronic properties of sodium superoxide at high pressures. RSC
Advances, 2016, 6, 67910-67915. 1.7 5

262 A Route for Phase Control in Metal Nanoparticles: A Potential Strategy to Create Advanced Materials.
Advanced Materials, 2016, 28, 1129-1142. 11.1 72

263 Prediction of Hostâ€“Guest Naâ€“Fe Intermetallics at High Pressures. Inorganic Chemistry, 2016, 55,
7026-7032. 1.9 8

264 Pressure-induced exotic states in rare earth hexaborides. Reports on Progress in Physics, 2016, 79,
084503. 8.1 17

265 The cold neutron chopper spectrometer at the Spallation Neutron Sourceâ€”A review of the first 8
years of operation. Review of Scientific Instruments, 2016, 87, 093902. 0.6 68

266 Putting pressure on aromaticity along with in situ experimental electron density of a molecular
crystal. Nature Communications, 2016, 7, 10901. 5.8 58

267 Machine learning scheme for fast extraction of chemically interpretable interatomic potentials. AIP
Advances, 2016, 6, . 0.6 49

268 Nonmetallization and band inversion in beryllium dicarbide at high pressure. Scientific Reports, 2016,
6, 26398. 1.6 2

269 Novel Stable Compounds in the C-H-O Ternary System at High Pressure. Scientific Reports, 2016, 6,
32486. 1.6 23

270 First principles prediction of amorphous phases using evolutionary algorithms. Journal of Chemical
Physics, 2016, 145, 014106. 1.2 7

271 Charge-ordering transition in iron oxide Fe4O5 involving competing dimer and trimer formation.
Nature Chemistry, 2016, 8, 501-508. 6.6 54

272 Synthesis of 1D Polymer/Zeolite Nanocomposites under High Pressure. Chemistry of Materials, 2016, 28,
4065-4071. 3.2 30

273 Stable and Metastable Structures in Compressed LiC<sub>6</sub>: Dimensional Diversity. Journal of
Physical Chemistry C, 2016, 120, 10137-10145. 1.5 11

274
Peierlsâ€•Distorted Ruâ€•Chains and Boron Dumbbells in Nb<sub>2</sub>RuB<sub>2</sub> and
Ta<sub>2</sub>RuB<sub>2</sub> from Firstâ€•Principles Calculations and Experiments. European
Journal of Inorganic Chemistry, 2016, 2016, 4104-4110.

1.0 6

275 Supercell design for first-principles simulations of solids and application to diamond, silica, and
superionic water. High Energy Density Physics, 2016, 21, 8-15. 0.4 6

276 Structural Diversity and Electron Confinement in Li<sub>4</sub>N: Potential for 0-D, 2-D, and 3-D
Electrides. Journal of the American Chemical Society, 2016, 138, 14108-14120. 6.6 59



17

Citation Report

# Article IF Citations

278 Giant Pressureâ€•Driven Lattice Collapse Coupled with Intermetallic Bonding and Spinâ€•State Transition in
Manganese Chalcogenides. Angewandte Chemie - International Edition, 2016, 55, 10350-10353. 7.2 32

279
Enhanced Structural Stability and Photo Responsiveness of
CH<sub>3</sub>NH<sub>3</sub>SnI<sub>3</sub> Perovskite via Pressureâ€•Induced Amorphization and
Recrystallization. Advanced Materials, 2016, 28, 8663-8668.

11.1 176

280 Giant Pressureâ€•Driven Lattice Collapse Coupled with Intermetallic Bonding and Spinâ€•State Transition in
Manganese Chalcogenides. Angewandte Chemie, 2016, 128, 10506-10509. 1.6 6

281 Computational predictions of energy materials using density functional theory. Nature Reviews
Materials, 2016, 1, . 23.3 536

282 Predicting Global Minimum in Complex Beryllium Borate System for Deep-ultraviolet Functional
Optical Applications. Scientific Reports, 2016, 6, 34839. 1.6 24

283 Origin of the <i>c</i>-axis ultraincompressibility of Mo2GaC above about 15â€‰GPa from first principles.
Journal of Applied Physics, 2016, 119, . 1.1 14

284 Pressureâ€•Dependent Polymorphism and Bandâ€•Gap Tuning of Methylammonium Lead Iodide Perovskite.
Angewandte Chemie - International Edition, 2016, 55, 6540-6544. 7.2 157

285 Pressureâ€•Dependent Polymorphism and Bandâ€•Gap Tuning of Methylammonium Lead Iodide Perovskite.
Angewandte Chemie, 2016, 128, 6650-6654. 1.6 24

286 Microscopy sparks development. Nature Materials, 2016, 15, 695-697. 13.3 0

287 High pressure presses ahead. Nature Materials, 2016, 15, 694-695. 13.3 3

288 Pressure-Induced Structural and Electronic Transition in Sr<sub>2</sub>ZnWO<sub>6</sub> Double
Perovskite. Inorganic Chemistry, 2016, 55, 6770-6775. 1.9 17

289 Electride: from computational characterization to theoretical design. Wiley Interdisciplinary
Reviews: Computational Molecular Science, 2016, 6, 430-440. 6.2 41

290 Synchrotron-based high-pressure research in materials science. MRS Bulletin, 2016, 41, 473-478. 1.7 7

291 Pressure-induced reappearance of superconductivity in the oC24 phase of lithium. Solid State
Communications, 2016, 225, 7-11. 0.9 3

292 Structural, anisotropic and electronic properties of C96 under pressure. European Physical Journal B,
2016, 89, 1. 0.6 6

293 Origin of distinct hydrogen absorption behavior of Zr2Pd and ZrPd2. International Journal of
Hydrogen Energy, 2016, 41, 1736-1743. 3.8 4

294 Alkali subhalides: high-pressure stability and interplay between metallic and ionic bonds. Physical
Chemistry Chemical Physics, 2016, 18, 2840-2849. 1.3 19

295 Structural variety beyond appearance: high-pressure phases of CrB4 in comparison with FeB4. Physical
Chemistry Chemical Physics, 2016, 18, 2361-2368. 1.3 16



18

Citation Report

# Article IF Citations

296 Quantifying Electron Delocalization in Electrides. Journal of Chemical Theory and Computation, 2016,
12, 79-91. 2.3 15

297
Combined Theoretical and in Situ Scattering Strategies for Optimized Discovery and Recovery of
High-Pressure Phases: A Case Study of the GaNâ€“Nb<sub>2</sub>O<sub>5</sub> System. Inorganic
Chemistry, 2016, 55, 3384-3392.

1.9 4

298 Crossover from metal to insulator in dense lithium-rich compound CLi <sub>4</sub>. Proceedings of
the National Academy of Sciences of the United States of America, 2016, 113, 2366-2369. 3.3 21

299 Novel structures and superconductivities of calciumâ€“lithium alloys at high pressures: A
first-principles study. Journal of Alloys and Compounds, 2016, 669, 101-107. 2.8 4

300 Gold as a 6p-Element in Dense Lithium Aurides. Journal of the American Chemical Society, 2016, 138,
4046-4052. 6.6 101

301 Novel superhard Bâ€“Câ€“O phases predicted from first principles. Physical Chemistry Chemical Physics,
2016, 18, 1859-1863. 1.3 44

302 CALYPSO structure prediction method and its wide application. Computational Materials Science, 2016,
112, 406-415. 1.4 138

303 <i>Ab initio</i>calculations of the elastic and thermodynamic properties of gold under pressure.
Journal of Physics Condensed Matter, 2017, 29, 105402. 0.7 20

304 Is sodium a superconductor under high pressure?. Journal of Chemical Physics, 2017, 146, 014705. 1.2 3

305 Materials discovery at high pressures. Nature Reviews Materials, 2017, 2, . 23.3 427

306 The screened pseudo-charge repulsive potential in perturbed orbitals for band calculations by DFT+U.
Physical Chemistry Chemical Physics, 2017, 19, 8008-8025. 1.3 40

307 Equation of state and shock compression of warm dense sodiumâ€”A first-principles study. Journal of
Chemical Physics, 2017, 146, 074505. 1.2 29

308 High-pressure phases of AlxIn1âˆ’xN compounds: First principles calculations. Journal of Alloys and
Compounds, 2017, 704, 160-169. 2.8 9

309 Extracting Crystal Chemistry from Amorphous Carbon Structures. ChemPhysChem, 2017, 18, 873-877. 1.0 80

310 A stable compound of helium and sodium at high pressure. Nature Chemistry, 2017, 9, 440-445. 6.6 276

311
Enhanced Ferroelectric and Visibleâ€•Light Photoelectric Properties in Multiferroic
KBiFe<sub>2</sub>O<sub>5</sub> via Pressureâ€•Induced Phase Transition. Advanced Electronic
Materials, 2017, 3, 1600498.

2.6 34

312 Computer-Assisted Inverse Design of Inorganic Electrides. Physical Review X, 2017, 7, . 2.8 70

313 Helium Shows New Chemistry Not Seen Anywhere Else. CheM, 2017, 2, 466-467. 5.8 2



19

Citation Report

# Article IF Citations

315 Cesium's Offâ€•theâ€•Map Valence Orbital. Angewandte Chemie - International Edition, 2017, 56, 9772-9776. 7.2 17

316 Crystal and band structures of ZnS, MgS, and ZnS-MgS alloys. Journal of Applied Physics, 2017, 121,
235705. 1.1 4

317 The future of topological analysis in experimental charge-density research. Acta Crystallographica
Section B: Structural Science, Crystal Engineering and Materials, 2017, 73, 330-336. 0.5 11

318 Mechanical stability and superconductivity of PbO-type phase of thorium monocarbide at high
pressure. Computational Materials Science, 2017, 136, 238-242. 1.4 8

319 Anomalous phase transition of Bi-doped Zn2GeO4 investigated by electrical conductivity and Raman
spectroscopy under high pressure. Journal of Applied Physics, 2017, 121, 125901. 1.1 12

320 Polymorphs of two dimensional phosphorus and arsenic: insight from an evolutionary search.
Physical Chemistry Chemical Physics, 2017, 19, 11282-11288. 1.3 20

321 Electrides and Their High-Pressure Chemistry. , 2017, , 69-84. 2

322 Structural Effects on Electronic Properties ofÂ Selected Materials. , 2017, , 31-46. 2

323 Unexpected Xe anions in XeLi n intermetallic compounds. Europhysics Letters, 2017, 117, 26002. 0.7 14

324 High Pressure Synthesis and Preparation of Inorganic Materials. , 2017, , 105-141. 5

325 Functional materials discovery using energyâ€“structureâ€“function maps. Nature, 2017, 543, 657-664. 13.7 348

326 Quasimolecules in Compressed Lithium. Angewandte Chemie, 2017, 129, 992-995. 1.6 16

327 Quasimolecules in Compressed Lithium. Angewandte Chemie - International Edition, 2017, 56, 972-975. 7.2 32

328 Prediction of superconducting ironâ€“bismuth intermetallic compounds at high pressure. Chemical
Science, 2017, 8, 2226-2234. 3.7 25

329
An investigation into some important properties of transition metals (densities, resistivities,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 187 Td (coefficients of expansion and enthalpies of formation of M x+ ions). Chemical Physics Letters, 2017,

690, 5-13.
1.2 5

330 Abnormal negative thermal expansion of sodium: A first-principles discovery at high pressures.
Physical Review B, 2017, 96, . 1.1 7

331 New states of matter and chemistry at extreme pressures: Low-Z extended solid. MRS Bulletin, 2017, 42,
724-728. 1.7 12

332
Collective charge excitations of the two-dimensional electride <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:msub><mml:mi>Ca</mml:mi><mml:mn>2</mml:mn></mml:msub><mml:mi
mathvariant="normal">N</mml:mi></mml:mrow></mml:math>. Physical Review B, 2017, 96, .

1.1 20



20

Citation Report

# Article IF Citations

333 Universality of the shear viscosity of alkali metals. Physical Review B, 2017, 96, . 1.1 10

335 AC calorimetry of H2O at pressures up to 9 GPa in diamond anvil cells. Journal of Applied Physics, 2017,
121, 245901. 1.1 3

336 Pressure-Stabilized Semiconducting Electrides in Alkaline-Earth-Metal Subnitrides. Journal of the
American Chemical Society, 2017, 139, 13798-13803. 6.6 43

337 Unexpected stable stoichiometries and superconductivity of potassium-rich sulfides. RSC Advances,
2017, 7, 44884-44889. 1.7 5

338 First-principle study of pressure-induced phase transitions and electronic properties of electride Y2C.
Solid State Communications, 2017, 266, 34-38. 0.9 5

339 Predicted novel insulating electride compound between alkali metals lithium and sodium under high
pressure. Chinese Physics B, 2017, 26, 056102. 0.7 14

340 Metallic surface states in elemental electrides. Physical Review B, 2017, 96, . 1.1 6

341
New allotropes of Li<sub>2</sub>MnO<sub>3</sub> as cathode materials with better cycling
performance predicted in high pressure synthesis. Journal of Materials Chemistry A, 2017, 5,
16936-16943.

5.2 17

342 Cesium's Offâ€•theâ€•Map Valence Orbital. Angewandte Chemie, 2017, 129, 9904-9908. 1.6 5

343 High-Energy-Density Physics at the National Ignition Facility. Annual Review of Nuclear and Particle
Science, 2017, 67, 213-230. 3.5 9

344 Robust zero resistance in a superconducting high-entropy alloy at pressures up to 190 GPa.
Proceedings of the National Academy of Sciences of the United States of America, 2017, 114, 13144-13147. 3.3 121

345 100 years <i>in situ</i> diffraction. Zeitschrift Fur Kristallographie - Crystalline Materials, 2017, 232,
843-849. 0.4 3

346 The generalized maximum hardness principle revisited and applied to solids (Part 2). Physical Chemistry
Chemical Physics, 2017, 19, 30984-31006. 1.3 7

347 Crystal structures and electronic properties of solid fluorine under high pressure. Chinese Physics
B, 2017, 26, 076103. 0.7 21

348 Ab initio prediction of the high-pressure phase diagram of BaBiO3. Physical Review B, 2017, 96, . 1.1 8

349 High-pressure studies with x-rays using diamond anvil cells. Reports on Progress in Physics, 2017, 80,
016101. 8.1 118

350 Materials Under Shock Waves. , 2017, , 49-89. 1

352 Electride and superconductivity behaviors in Mn5Si3-type intermetallics. Npj Quantum Materials, 2017,
2, . 1.8 47



21

Citation Report

# Article IF Citations

353 Electron and phonon spectra dynamics and features of phase transitions in sodium at P=0-100 GPa.
Journal of Physics: Conference Series, 2017, 830, 012036. 0.3 2

355 High-Pressure Neutron Science. Experimental Methods in the Physical Sciences, 2017, , 637-681. 0.1 1

356 Charge density wave in hydrogen at high pressure. Journal of Physics: Conference Series, 2017, 950,
042058. 0.3 2

357 Crystal Structures of the Elements. , 2017, , . 0

358 Unexpected robustness of the band gaps of TiO2 under high pressures. Journal of Physics
Communications, 2017, 1, 055014. 0.5 3

360 Structural Search for High Pressure CS<sub>2</sub> and Xeâ€“Cl Compounds. Journal of the Physical
Society of Japan, 2018, 87, 041014. 0.7 3

361 Quantum Crystallography: Current Developments and Future Perspectives. Chemistry - A European
Journal, 2018, 24, 10881-10905. 1.7 108

362 Structures of WxNy Crystals and Their Intrinsic Properties: First-Principles Calculations. Crystal
Growth and Design, 2018, 18, 2270-2278. 1.4 20

363 Optical properties of dense lithium in electride phases by first-principles calculations. Scientific
Reports, 2018, 8, 3868. 1.6 14

364 Atomic-scale observation and analysis of chemical ordering in M3B2 and M5B3 borides. Acta Materialia,
2018, 149, 274-284. 3.8 37

365 Revealing unusual rigid diamond net analogues in superhard titanium carbides. RSC Advances, 2018, 8,
14479-14487. 1.7 9

366 TiC<sub>3</sub> Monolayer with High Specific Capacity for Sodium-Ion Batteries. Journal of the
American Chemical Society, 2018, 140, 5962-5968. 6.6 244

367 Cluster melting: new, limiting, and liminal phenomena. Advances in Physics: X, 2018, 3, 1401487. 1.5 5

368 Negative-pressure polymorphs made by heterostructural alloying. Science Advances, 2018, 4, eaaq1442. 4.7 34

369 Journey to the centre of the Earth: Jules Vernesâ€™ dream in the laboratory from an NMR perspective.
Progress in Nuclear Magnetic Resonance Spectroscopy, 2018, 106-107, 26-36. 3.9 12

370 Data-driven learning and prediction of inorganic crystal structures. Faraday Discussions, 2018, 211,
45-59. 1.6 66

371 Diamond anvil cell behavior up to 4 Mbar. Proceedings of the National Academy of Sciences of the
United States of America, 2018, 115, 1713-1717. 3.3 85

372 The study of structures and properties of Pd H (n=1â€“10, m=1,2) clusters by density functional theory.
Journal of Physics and Chemistry of Solids, 2018, 115, 84-91. 1.9 5



22

Citation Report

# Article IF Citations

373 First-Principles Prediction of New Electrides with Nontrivial Band Topology Based on
One-Dimensional Building Blocks. Physical Review Letters, 2018, 120, 026401. 2.9 58

374 Intermetallic Ca<sub>3</sub>Pb: a topological zero-dimensional electride material. Journal of
Materials Chemistry C, 2018, 6, 575-581. 2.7 36

375 High-pressure phase transitions of nitinol NiTi to a semiconductor with an unusual topological
structure. Physical Review B, 2018, 97, . 1.1 6

376 Actinium Hydrides AcH<sub>10</sub>, AcH<sub>12</sub>, and AcH<sub>16</sub> as High-Temperature
Conventional Superconductors. Journal of Physical Chemistry Letters, 2018, 9, 1920-1926. 2.1 100

377 Solids, liquids, and gases under high pressure. Reviews of Modern Physics, 2018, 90, . 16.4 337

378 Effect of Explosion on Materials. Engineering Materials, 2018, , 1-152. 0.3 0

379 Dynamic electronâ€“ion collisions and nuclear quantum effects in quantum simulation of warm dense
matter. Journal of Physics Condensed Matter, 2018, 30, 073002. 0.7 18

380 Nonisotropic Selfâ€•Assembly of Nanoparticles: From Compact Packing to Functional Aggregates.
Advanced Materials, 2018, 30, e1706558. 11.1 38

381 Stability of Defectless Structures of Titanium Monoxide at High Pressures. JETP Letters, 2018, 108,
476-480. 0.4 4

382 Density-functional description of alkalides: introducing the alkalide state. Physical Chemistry
Chemical Physics, 2018, 20, 26710-26718. 1.3 9

383 Effect of pressure on the structural, electronic and mechanical properties of ultraincompressible
W<sub>2</sub>B. RSC Advances, 2018, 8, 35664-35671. 1.7 9

384 Prediction of novel high-pressure H2O -NaCl and carbon oxide compounds with a symmetry-driven
structure search algorithm. Physical Review B, 2018, 98, . 1.1 5

385 Intermetallic Electride Catalyst as a Platform for Ammonia Synthesis. Angewandte Chemie, 2018, 131,
835. 1.6 70

386 Identifying quasi-2D and 1D electrides in yttrium and scandium chlorides via geometrical
identification. Npj Computational Materials, 2018, 4, . 3.5 32

387 First-principles investigation of Sc-III/IV under high pressure. Physical Review B, 2018, 98, . 1.1 12

388 High-pressure vibrational properties of dense rubidium. Physical Review B, 2018, 98, . 1.1 2

389 High-pressure phase transitions with groupâ€“subgroup disagreement in metal guanidinium formates.
CrystEngComm, 2018, 20, 6861-6866. 1.3 6

390 High-Throughput Identification of Electrides from All Known Inorganic Materials. Chemistry of
Materials, 2018, 30, 7521-7526. 3.2 63



23

Citation Report

# Article IF Citations

391 Crystal structure prediction: reflections on present status and challenges. Faraday Discussions, 2018,
211, 643-660. 1.6 55

392 Theoretical Descriptors of Electrides. Journal of Physical Chemistry A, 2018, 122, 9371-9391. 1.1 63

393 Unexpected stable phases of tungsten borides. Physical Chemistry Chemical Physics, 2018, 20,
24665-24670. 1.3 30

394 Pressureâ€•Tuneable Visibleâ€•Range Band Gap in the Ionic Spinel Tin Nitride. Angewandte Chemie, 2018, 130,
11797-11802. 1.6 3

395 Unraveling a novel ferroelectric GeSe phase and its transformation into a topological crystalline
insulator under high pressure. NPG Asia Materials, 2018, 10, 882-887. 3.8 27

396 Metalâ€•toâ€•Semiconductor Transition and Electronic Dimensionality Reduction of Ca<sub>2</sub>N
Electride under Pressure. Advanced Science, 2018, 5, 1800666. 5.6 36

397 Simple-to-Complex Transformation in Liquid Rubidium. Journal of Physical Chemistry Letters, 2018, 9,
2909-2913. 2.1 20

398 First-principles study on structural, mechanical and electronic properties of thorium
dichalcogenides under high pressure. Journal of Nuclear Materials, 2018, 508, 147-153. 1.3 0

399 At Its Extremes: NMR at Giga-Pascal Pressures. Annual Reports on NMR Spectroscopy, 2018, 93, 1-74. 0.7 14

400
Pressure Impact on the Crystal Structure, Optical, and Transport Properties in Layered
Oxychalcogenides BiCu<i>Ch</i>O (<i>Ch</i> = S, Se). Journal of Physical Chemistry C, 2018, 122,
15929-15936.

1.5 15

401 Synchrotron Radiation Applications on High-Pressure Research. , 2018, , 437-491. 1

402 Large-scale ab initio simulations for periodic system. Computer Physics Communications, 2018, 233,
78-83. 3.0 23

403 Toroidal diamond anvil cell for detailed measurements under extreme static pressures. Nature
Communications, 2018, 9, 2913. 5.8 119

404 Pressureâ€•Tuneable Visibleâ€•Range Band Gap in the Ionic Spinel Tin Nitride. Angewandte Chemie -
International Edition, 2018, 57, 11623-11628. 7.2 22

405 Function of large-volume high-pressure apparatus at SECUF. Chinese Physics B, 2018, 27, 076103. 0.7 2

406 Anharmonic lattice dynamics of bcc sodium under high pressures. Physical Chemistry Chemical
Physics, 2018, 20, 14647-14651. 1.3 3

407 Nonmetallic FeH<sub>6</sub> under High Pressure. Journal of Physical Chemistry C, 2018, 122,
12022-12028. 1.5 29

408 Discovery of a high-pressure phase of rutile-like CoO<sub>2</sub> and its potential as a cathode
material. Journal of Materials Chemistry A, 2018, 6, 18449-18457. 5.2 9



24

Citation Report

# Article IF Citations

409 Is a Metal â€œIons in a Sea of Delocalized Electrons?â€•. Journal of Chemical Education, 2018, 95, 1787-1793. 1.1 5

410
Metastable Si-B-C-N ceramics and their matrix composites developed by inorganic route based on
mechanical alloying: Fabrication, microstructures, properties and their relevant basic scientific
issues. Progress in Materials Science, 2018, 98, 1-67.

16.0 82

411 Revisiting the Phase Stability in Ni-X (X=Mo, Ti, In) Systems Using Ab Initio Calculations. Journal of
Phase Equilibria and Diffusion, 2018, 39, 584-591. 0.5 2

412 Unexpected High-Pressure Phase of GeTe with an Origin of Low Ionicity and Electron Delocalization.
Journal of Physical Chemistry C, 2018, 122, 15673-15677. 1.5 13

413 Electron Density Studies in Materials Research. Chemistry - A European Journal, 2019, 25, 15010-15029. 1.7 26

414
Polyethylene Glycolâ€“Na<sup>+</sup> Interface of Vanadium Hexacyanoferrate Cathode for Highly
Stable Rechargeable Aqueous Sodium-Ion Battery. ACS Applied Materials &amp; Interfaces, 2019, 11,
28762-28768.

4.0 41

415 Evidence for superconductivity in Rb metal above 55Â GPa pressure. Physical Review B, 2019, 100, . 1.1 2

416 High-pressure integrated synchrotron infrared spectroscopy system at the Shanghai Synchrotron
Radiation Facility. Review of Scientific Instruments, 2019, 90, 093905. 0.6 4

417
Predicted lithium oxide compounds and superconducting low-pressure <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mi>LiO</mml:mi><mml:mn>4</mml:mn></mml:msub></mml:math>.
Physical Review B, 2019, 100, .

1.1 7

418 Phase diagram of uranium from<i>ab initio</i>calculations and machine learning. Physical Review B,
2019, 100, . 1.1 28

419 High-pressure electrides: From design to synthesis. Chinese Physics B, 2019, 28, 106201. 0.7 13

420 Computational Discovery of Inorganic Electrides from an Automated Screening. Matter, 2019, 1,
1293-1303. 5.0 42

421 Thermally driven Fermi glass states in warm dense matter: Effects on terahertz and direct-current
conductivities. Physics of Plasmas, 2019, 26, 092701. 0.7 3

422 A First-Principles Exploration of NaxSy Binary Phases at 1 atm and Under Pressure. Crystals, 2019, 9, 441. 1.0 8

423 Exploring the electronic, mechanical, and anisotropy properties of novel tetragonal
B<sub>2</sub>CO phase. Journal of Materials Research, 2019, 34, 3617-3626. 1.2 5

424 Metallic P<sub>3</sub>C monolayer as anode for sodium-ion batteries. Journal of Materials Chemistry
A, 2019, 7, 405-411. 5.2 75

425 Effects of Ball-milling on the microstructure and properties of W Ti alloy gasket. International
Journal of Refractory Metals and Hard Materials, 2019, 79, 53-59. 1.7 3

426 Giant enhancements in electronic transport and photoelectric properties of bismuth oxysulfide by
pressure-driven 2Dâ€“3D structural reconstruction. Journal of Materials Chemistry A, 2019, 7, 4019-4025. 5.2 35



25

Citation Report

# Article IF Citations

427 Diversities of stoichiometry and electrical conductivity in sodium sulfides. Journal of Materials
Chemistry A, 2019, 7, 16472-16478. 5.2 15

428 Generalized way to make temperature tunable conductorâ€“insulator transition liquid metal
composites in a diverse range. Materials Horizons, 2019, 6, 1854-1861. 6.4 52

429 Strategies and challenges of high-pressure methods applied to thermoelectric materials. Journal of
Applied Physics, 2019, 125, . 1.1 46

430 Lithium-Richest Phase of Lithium Tetrelides Li17Tt4 (Tt = Si, Ge, Sn, and Pb) as an Electride. Bulletin of
the Chemical Society of Japan, 2019, 92, 1154-1169. 2.0 16

431 Decomposition and Recombination of Binary Interalkali Na<sub>2</sub>K at High Pressures. Journal of
Physical Chemistry Letters, 2019, 10, 3006-3012. 2.1 10

432 The Pauli principle and the confinement of electron pairs in a double well: Aspects of electronic
bonding under pressure. Journal of Chemical Physics, 2019, 150, 204304. 1.2 9

433 Stable group-IIB elements â€”Zn, Cd and Hg at terapascal pressures. Europhysics Letters, 2019, 126, 36001. 0.7 2

434 Metallic and anti-metallic properties of strongly covalently bonded energetic AlN5 nitrides. Physical
Chemistry Chemical Physics, 2019, 21, 12029-12035. 1.3 19

435
Crystal Structure Prediction via Basin-Hopping Global Optimization Employing Tiny Periodic
Simulation Cells, with Application to Waterâ€“Ice. Journal of Chemical Theory and Computation, 2019,
15, 3889-3900.

2.3 13

436 Novel high/ultrahigh pressure structures of TiO2 with low band gaps. Computational Materials
Science, 2019, 166, 303-310. 1.4 4

437

Genetic algorithm prediction of pressure-induced multiferroicity in the perovskite <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:mi>PbCo</mml:mi><mml:msub><mml:mi
mathvariant="normal">O</mml:mi><mml:mn>3</mml:mn></mml:msub></mml:mrow></mml:math>.
Physical Review B, 2019, 99, .

1.1 6

438 Planar NiC<sub>3</sub> as a reversible anode material with high storage capacity for lithium-ion and
sodium-ion batteries. Journal of Materials Chemistry A, 2019, 7, 13356-13363. 5.2 47

439 In situ thermal conductivity measurement in diamond anvil cell. Japanese Journal of Applied Physics,
2019, 58, 040906. 0.8 8

440 Connection between Mott physics and crystal structure in a series of transition metal binary
compounds. Npj Computational Materials, 2019, 5, . 3.5 19

441 Helium-hydrogen immiscibility at high pressures. Journal of Chemical Physics, 2019, 150, 114504. 1.2 5

442

Predicted Pressure-Induced Superconducting Transition in Electride <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:msub><mml:mrow><mml:mi>Li</mml:mi></mml:mrow><mml:mrow><mml:mn>6</mml:mn></mml:mrow></mml:msub><mml:mi
mathvariant="normal">P</mml:mi></mml:mrow></mml:math>. Physical Review Letters, 2019, 122,
097002.

2.9 94

443 Accelerating crystal structure prediction by machine-learning interatomic potentials with active
learning. Physical Review B, 2019, 99, . 1.1 229

444 Anharmonic and Anomalous Trends in the High-Pressure Phase Diagram of Silicon. Physical Review
Letters, 2019, 122, 125701. 2.9 15



26

Citation Report

# Article IF Citations

445 Band gap closure, incommensurability and molecular dissociation of dense chlorine. Nature
Communications, 2019, 10, 1134. 5.8 13

446 Superconductivity at 23â€¯K in MgLi compound at ultrahigh pressure. Computational Materials Science,
2019, 164, 158-165. 1.4 0

447 On the chain-melted phase of matter. Proceedings of the National Academy of Sciences of the United
States of America, 2019, 116, 10297-10302. 3.3 19

448 Structure prediction drives materials discovery. Nature Reviews Materials, 2019, 4, 331-348. 23.3 402

449 High-temperature superconductivity in alkaline and rare earth polyhydrides at high pressure: A
theoretical perspective. Journal of Chemical Physics, 2019, 150, 050901. 1.2 126

450 Ternary inorganic electrides with mixed bonding. Physical Review B, 2019, 99, . 1.1 26

451 TAVOLA PERIODICA SOTTO PRESSIONE: UNA PERIODICITA' DIVERSA ED UNA CHIMICA ESOTICA. Istituto
Lombardo - Accademia Di Scienze E Lettere - Incontri Di Studio, 0, , . 0.0 0

452 Commensurate-incommensurate phase transition of dense potassium simulated by machine-learned
interatomic potential. Physical Review B, 2019, 100, . 1.1 8

453 High-pressure minerals. American Mineralogist, 2019, 104, 1701-1731. 0.9 33

454 Prediction of pressure-induced phase transformations in Mg<sub>3</sub>As<sub>2</sub>. RSC
Advances, 2019, 9, 34401-34405. 1.7 2

455 CALYPSO Method for Structure Prediction and Its Applications to Materials Discovery. , 2019, , 1-28. 6

456 Atomistic structure and collective dynamics in liquid Pb along the melting line up to 70 GPa: A
first-principles molecular dynamics study. Physical Review B, 2019, 99, . 1.1 12

457 Intermetallic Electride Catalyst as a Platform for Ammonia Synthesis. Angewandte Chemie -
International Edition, 2019, 58, 825-829. 7.2 104

458 A chemical perspective on high pressure crystal structures and properties. National Science Review,
2020, 7, 149-169. 4.6 25

459 Cluster structure prediction via revised particle-swarm optimization algorithm. Computer Physics
Communications, 2020, 247, 106945. 3.0 9

460 Superconducting Hydrides Under Pressure. Annual Review of Condensed Matter Physics, 2020, 11, 57-76. 5.2 149

461 Ab initio study and thermodynamic modeling of the Pd-Si-C system. Computational Materials Science,
2020, 171, 109238. 1.4 3

462 Pressure-induced unexpected âˆ’2 oxidation states of bromine and superconductivity in magnesium
bromide. Physical Chemistry Chemical Physics, 2020, 22, 3066-3072. 1.3 4



27

Citation Report

# Article IF Citations

463
Pressure-Driven Chemical Disorder in Glassy As<sub>2</sub>S<sub>3</sub> up to 14.7 GPa,
Postdensification Effects, and Applications in Materials Design. Journal of Physical Chemistry B, 2020,
124, 430-442.

1.2 16

464 Microscopic Properties of Na and Liâ€”A First Principle Study of Metal Battery Anode Materials.
ChemSusChem, 2020, 13, 771-783. 3.6 18

465 Mg2Si Silicide under Pressure: First-Principles Evolution Search Results. Physics of the Solid State,
2020, 62, 880-884. 0.2 1

466 Noble Gases in Solid Compounds Show a Rich Display of Chemistry With Enough Pressure. Frontiers in
Chemistry, 2020, 8, 570492. 1.8 11

467 Structural Changes in Liquid Lithium under High Pressure. Journal of Physical Chemistry B, 2020, 124,
7258-7262. 1.2 2

468 Evidence for a New Extended Solid of Nitrogen*. Chinese Physics Letters, 2020, 37, 068101. 1.3 18

469 Two good metals make a semiconductor: A potassium-nickel compound under pressure. Physical
Review B, 2020, 102, . 1.1 7

470 Combining Machine Learning Potential and Structure Prediction for Accelerated Materials Design and
Discovery. Journal of Physical Chemistry Letters, 2020, 11, 8710-8720. 2.1 45

471 Chemistry under high pressure. Nature Reviews Chemistry, 2020, 4, 508-527. 13.8 117

472 Thermal effects on the electronic properties of sodium electride under high pressures. Physical
Review B, 2020, 102, . 1.1 10

473 Application of machine learning methods for predicting new superhard materials. Journal of Applied
Physics, 2020, 128, . 1.1 48

474 Solidâˆ’solid phase transition of tungsten induced by high pressure: A molecular dynamics simulation.
Transactions of Nonferrous Metals Society of China, 2020, 30, 2980-2993. 1.7 11

475
The effect of size matching between anvils and the pressure transmitting medium on the
pressure-generation efficiency and sealing performance for a large volume cubic pressure cell.
Review of Scientific Instruments, 2020, 91, 125103.

0.6 2

476 High-Pressure Phases and Properties of the Mg3Sb2 Compound. ACS Omega, 2020, 5, 31902-31907. 1.6 3

477 Stable Compositions, Structures and Electronic Properties in Kâ€“Ga SystemsUnder Pressure. Chinese
Physics Letters, 2020, 37, 026201. 1.3 5

478 Ab initio investigation and thermodynamic modeling of the Moâ€“Tiâ€“Zr system. Materialia, 2020, 10,
100701. 1.3 7

479 Sodium-potassium system at high pressure. Physical Review B, 2020, 101, . 1.1 6

480 Pressure-driven chemical lock-in structure and optical properties in Sillen compounds
PbBiO<sub>2</sub>X (X = Cl, Br, and I). Journal of Materials Chemistry A, 2020, 8, 13610-13618. 5.2 12



28

Citation Report

# Article IF Citations

481 Electrideâ€•Sponsored Radicalâ€•Controlled CO 2 Reduction to Organic Acids: A Computational Design.
Chemistry - A European Journal, 2020, 26, 6234-6239. 1.7 3

482 Photocatalytic proton reduction by a computationally identified, molecular hydrogen-bonded
framework. Journal of Materials Chemistry A, 2020, 8, 7158-7170. 5.2 45

483 Ferromagnetic quasi-atomic electrons in two-dimensional electride. Nature Communications, 2020, 11,
1526. 5.8 57

484 Pressure-induced metallization and reentrant insulativity in elemental crystal of phosphorus: a
prediction by ab initio calculations. New Journal of Physics, 2020, 22, 033011. 1.2 5

485 A perspective on conventional high-temperature superconductors at high pressure: Methods and
materials. Physics Reports, 2020, 856, 1-78. 10.3 304

486 An innovation in obtaining the aggregation N of the synthesized diamond under HPHT conditions.
Optical Materials, 2020, 101, 109735. 1.7 3

487 The exotically stoichiometric compounds in Alâ€“S system under high pressure. Npj Computational
Materials, 2020, 6, . 3.5 21

488 Evaluation of Polaron Transport in Solids from Firstâ€•principles. Israel Journal of Chemistry, 2020, 60,
768-786. 1.0 41

489 Chemistry under extreme conditions: Pressure evolution of chemical bonding and structure in dense
solids. Matter and Radiation at Extremes, 2020, 5, . 1.5 55

490
Achieving superior high-capacity batteries with the lightest Ti2C MXene anode by first-principles
calculations: Overarching role of S-functionate (Ti 2CS2) and multivalent cations carrier. Journal of
Power Sources, 2020, 451, 227791.

4.0 84

491 New High Pressure Phases of the Znâ€“N System. Journal of Physical Chemistry C, 2020, 124, 4044-4049. 1.5 36

492 Crystallography of low Z material at ultrahigh pressure: Case study on solid hydrogen. Matter and
Radiation at Extremes, 2020, 5, . 1.5 15

493 Effect of Structural Disorders on the Li Storage Capacity of Graphene Nanomaterials: A
First-Principles Study. ACS Applied Materials &amp; Interfaces, 2020, 12, 22917-22929. 4.0 8

494 Recent Advances and Applications of Inorganic Electrides. Journal of Physical Chemistry Letters, 2020,
11, 3841-3852. 2.1 43

495 X-ray diffraction at the National Ignition Facility. Review of Scientific Instruments, 2020, 91, 043902. 0.6 42

496
Ultrahigh capacity 2D anode materials for lithium/sodium-ion batteries: an entirely planar
B<sub>7</sub>P<sub>2</sub> monolayer with suitable pore size and distribution. Journal of Materials
Chemistry A, 2020, 8, 10301-10309.

5.2 44

497 The uncertainty pyramid for electronic-structure methods. , 2020, , 41-76. 4

498
Phase transition, elasticity, phonon spectra, and superconductive properties of equiatomic TiZr, TiHf,
and ZrHf alloys at high pressure: Ab initio calculations. Computational Materials Science, 2020, 178,
109637.

1.4 3



29

Citation Report

# Article IF Citations

499 Electrides: a review. Journal of Materials Chemistry C, 2020, 8, 10551-10567. 2.7 73

500 A handle on the scandal: Data driven approaches to structure prediction. APL Materials, 2020, 8,
040903. 2.2 4

501 Can HHe+ exist at high pressure: Exploration of high pressure induced HFâ€“He compounds. Geoscience
Frontiers, 2021, 12, 1039-1043. 4.3 2

502
Tailoring Optical Properties of Luminescent Semiconducting Nanocrystals through Hydrostatic,
Anisotropic Static, and Dynamic Pressures. Angewandte Chemie - International Edition, 2021, 60,
9772-9788.

7.2 11

503 Tailoring Optical Properties of Luminescent Semiconducting Nanocrystals through Hydrostatic,
Anisotropic Static, and Dynamic Pressures. Angewandte Chemie, 2021, 133, 9856-9872. 1.6 0

504 High-pressure structural study of Î± -Mn: Experiments and calculations. Physical Review B, 2021, 103, . 1.1 1

505 Computationally assisted multistage design and prediction driving the discovery of deep-ultraviolet
nonlinear optical materials. Materials Chemistry Frontiers, 2021, 5, 3507-3523. 3.2 27

506
Interplay of Anionic Quasi-Atoms and Interstitial Point Defects in Electrides: Abnormal Interstice
Occupation and Colossal Charge State of Point Defects in Dense fcc-Lithium. ACS Applied Materials
&amp; Interfaces, 2021, 13, 6130-6139.

4.0 8

507 Effect of pressure on the structure of multispin complexes. Russian Chemical Reviews, 2022, 91,
RCR5028. 2.5 6

508 Calculation and interpretation of classical turning surfaces in solids. Npj Computational Materials,
2021, 7, . 3.5 6

509 Advances in Materials and Applications of Inorganic Electrides. Chemical Reviews, 2021, 121, 3121-3185. 23.0 125

510 Regulating Work Function of [Ca24Al28O64]4+:4eâ€“ Electrides Via Changing Solvated Electron
Characters. Journal of Physical Chemistry Letters, 2021, 12, 3274-3280. 2.1 5

511 Probing Extreme States of Matter using Ultra-Intense X-ray Radiation. Journal of Physics Condensed
Matter, 2021, 34, . 0.7 4

512 Novel Superconducting Electrides in Caâ€“S System under High Pressures. Chinese Physics Letters, 2021,
38, 036201. 1.3 13

513 Investigation of electronic, elastic, and optical properties of topological electride Ca3Pb via
first-principles calculations*. Chinese Physics B, 2021, 30, 057104. 0.7 1

514 Inhomogeneous charge distribution of simple substances. International Journal of Modern Physics B,
2021, 35, 2150147. 1.0 1

515 A systematic approach to generating accurate neural network potentials: the case of carbon. Npj
Computational Materials, 2021, 7, . 3.5 23

516 Pressure-induced electrides and metallic phases in the Yâ€“Cl system. Journal of Physics Condensed
Matter, 2021, 33, 215401. 0.7 2



30

Citation Report

# Article IF Citations

517 Two-Dimensional Magnetic Anionic Electrons in Electrides: Generation and Manipulation. Nano
Letters, 2021, 21, 3813-3819. 4.5 16

518 Free electron to electride transition in dense liquid potassium. Nature Physics, 2021, 17, 955-960. 6.5 15

519 Structural motifs and bonding in two families of boron structures predicted at megabar pressures.
Physical Review Materials, 2021, 5, . 0.9 8

520 A continuous metal-insulator transition driven by spin correlations. Nature Communications, 2021, 12,
2779. 5.8 7

521 Fermi energy, metals and the drift velocity of electrons. Chemical Physics Letters, 2021, 770, 138447. 1.2 8

522 Evolution of hydrogen dissolution and superconductivity in Re-based solid solutions under pressure
studied by <i>ab initio</i> calculations. Physical Review B, 2021, 103, . 1.1 5

523
Phase Transition and Behaviors of Nâ€“N Bonds in Group-IVB Transition-Metal Pernitrides:
First-Principles Calculations under High Pressures. Journal of Physical Chemistry C, 2021, 125,
11555-11566.

1.5 1

524 Pressure-Enriched Chemistry of Pt: Prediction and Synthesis of Dense Sodium Platinides. Journal of
Physical Chemistry C, 2021, 125, 11791-11798. 1.5 1

525 Prediction of anomalous LA-TA splitting in electrides. Matter and Radiation at Extremes, 2021, 6, . 1.5 8

526 Calibrating experiments at atom-crushing pressures. Science, 2021, 372, 1037-1038. 6.0 2

527 Establishing gold and platinum standards to 1 terapascal using shockless compression. Science, 2021,
372, 1063-1068. 6.0 53

528 Electron-Deficient-Type Electride Ca<sub>5</sub>Pb<sub>3</sub>: Extension of Electride Chemical
Space. Journal of the American Chemical Society, 2021, 143, 8821-8828. 6.6 22

529

Strong electronic correlations in interstitial magnetic centers of zero-dimensional electride
<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mi>Î²</mml:mi><mml:mo>âˆ’</mml:mo><mml:mrow><mml:msub><mml:mi>Yb</mml:mi><mml:mn>5</mml:mn></mml:msub><mml:msub><mml:mi>Sb</mml:mi><mml:mn>3</mml:mn></mml:msub></mml:mrow></mml:math>.
Physical Review B, 2021, 103, .

1.1 11

530 New developments in the <scp>GDIS</scp> simulation package: Integration of <scp>VASP</scp> and
<scp>USPEX</scp>. Journal of Computational Chemistry, 2021, 42, 1602-1626. 1.5 3

531 Behavior of rubidium at over eightfold static compression. Physical Review B, 2021, 103, . 1.1 5

532 Boron at tera-Pascal pressures. Chinese Physics B, 2022, 31, 036301. 0.7 0

533 Structural and electrical transport properties of charge density wave material LaAgSb<sub>2</sub>
under high pressure*. Chinese Physics B, 2021, 30, 076201. 0.7 3

534 Tunability of Structure, Polarization, and Band Gap of High TC Organicâ€“Inorganic Ferroelectrics by
Hydrostatic Pressure: First-Principles Study. Journal of Physical Chemistry C, 2021, 125, 16296-16303. 1.5 11



31

Citation Report

# Article IF Citations

536
Equation of state and electrical transport properties of mixture of
Li1.2Mn0.54Co0.13Ni0.13O<sub>2</sub> and LiNi0.87Co0.09Mn0.03Al0.01O<sub>2</sub> at high pressure.
International Journal of Modern Physics B, 2021, 35, .

1.0 0

537 Nested sampling for materials. European Physical Journal B, 2021, 94, 1. 0.6 13

538 Two-state model for critical points and the negative slope of the melting curve. Physical Review B,
2021, 104, . 1.1 2

539

High-energy-density polymeric carbon oxide: Layered <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:msub><mml:mi
mathvariant="normal">C</mml:mi><mml:mi>x</mml:mi></mml:msub><mml:msub><mml:mi
mathvariant="normal">O</mml:mi><mml:mi>y</mml:mi></mml:msub></mml:mrow></mml:math> solids
under pressure. Physical Review B, 2021, 104, .

1.1 2

540 First-principles calculations to investigate electronic, elastic, and optical properties of one
dimensional electride Y5Si3. Results in Physics, 2021, 28, 104615. 2.0 5

541 Metastable materials discovery in the age of large-scale computation. Applied Physics Reviews, 2021, 8, . 5.5 16

542 The 2021 room-temperature superconductivity roadmap. Journal of Physics Condensed Matter, 2022, 34,
183002. 0.7 79

543
Pressureâ€•Induced Phase Transition, Jahnâ€•Teller Suppression, Optical and Electronic Property Evolutions
in Ruddlesdenâ€•Popper Perovskites Rb<sub>2</sub>CuCl<sub>4â€•<i>x</i></sub>Br<sub><i>x</i></sub>.
Chemistry - an Asian Journal, 2021, 16, 3437-3443.

1.7 5

544 Anomalous thermophysical properties and electride transition in fcc potassium. Physical Review B,
2021, 104, . 1.1 0

545 The unconventionally stoichiometric compounds in the Naâ€“K system at high pressures. Computational
Materials Science, 2021, 200, 110818. 1.4 2

546 Research Progresses of Inorganic Electrides. Journal of Advances in Physical Chemistry, 2021, 10, 51-61. 0.1 1

547 Layered Transition Metal Electride Hf2Se with Coexisting Two-Dimensional Anionic d-Electrons and
Hfâ€“Hf Metallic Bonds*. Chinese Physics Letters, 2021, 38, 017302. 1.3 2

548 Synchrotron and FEL Studies of Matter at High Pressures. , 2020, , 1857-1896. 2

549 CALYPSO Method for Structure Prediction and Its Applications to Materials Discovery. , 2020, ,
2729-2756. 3

550 Prediction of Stable Ground-State Binary Sodiumâ€“Potassium Interalkalis under High Pressures.
Inorganic Chemistry, 2021, 60, 124-129. 1.9 4

551 Quest for New Thermoelectric Materials. , 2018, , 240-292. 1

552 Pressure-induced decomposition of binary lanthanum intermetallic compounds. Physical Review B,
2020, 101, . 1.1 9

553 Nitrogen-hydrogen-oxygen ternary phase diagram: New phases at high pressure from structural
prediction. Physical Review Materials, 2018, 2, . 0.9 17



32

Citation Report

# Article IF Citations

554 High-pressure-assisted design of porous topological semimetal carbon for Li-ion battery anode with
high-rate performance. Physical Review Materials, 2018, 2, . 0.9 32

555 Structural and electronic properties of the alkali metal incommensurate phases. Physical Review
Materials, 2018, 2, . 0.9 20

556 Computational design of flexible electrides with nontrivial band topology. Physical Review Materials,
2019, 3, . 0.9 18

557 High-pressure lithium as an elemental topological semimetal. Physical Review Materials, 2019, 3, . 0.9 7

558
<i>Ab initio</i> exploration of post-PPV transitions in low-pressure analogs of <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mi>MgSiO</mml:mi><mml:mn>3</mml:mn></mml:msub></mml:math>.
Physical Review Materials, 2019, 3, .

0.9 10

559 Predicting copper gallium diselenide and band structure engineering through order-disordered
transition. Physical Review Materials, 2019, 3, . 0.9 5

560 High-pressure transformations in liquid rubidium. Physical Review Materials, 2020, 4, . 0.9 10

561 Force analysis and pressure quantitative measurement for the high pressure cubic cell. Wuli
Xuebao/Acta Physica Sinica, 2017, 66, 090702. 0.2 4

562

Proposed Superconducting Electride <mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:msub><mml:mrow><mml:mi>Li</mml:mi></mml:mrow><mml:mrow><mml:mn>6</mml:mn></mml:mrow></mml:msub><mml:mi
mathvariant="normal">C</mml:mi></mml:mrow></mml:math> by <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:mi>s</mml:mi><mml:mi>p</mml:mi></mml:mrow></mml:math>
-Hybridized Cage States at Moderate Pressures. Physical Review Letters, 2021, 127, 157002.

2.9 25

563 Pressure-induced superconductivity in Li-Te electrides. Physical Review B, 2021, 104, . 1.1 14

564 Synthesis of MgxZn1-xO under high pressure and high temperature. Wuli Xuebao/Acta Physica Sinica,
2010, 59, 8910. 0.2 3

565 Pressure induced band-gap changes in (Ba0.5Sr0.5)TiO3 (BST) from first-principles calculations. Wuli
Xuebao/Acta Physica Sinica, 2011, 60, 117309. 0.2 2

566 Characterization of the transparent n-type ZnO ceramic with lowresistivity prepared under high
pressure. Wuli Xuebao/Acta Physica Sinica, 2011, 60, 036105. 0.2 3

568 'Electrides': Electrons Claim their Independence. Opticon1826, 2011, 6, . 0.0 0

569 First-principles investigations on the electronic, elastic and thermodynamic properties of
Cr2MC(M=Al, Ga). Wuli Xuebao/Acta Physica Sinica, 2012, 61, 046301. 0.2 7

570 Finite element analysis of the high-pressure tungsten carbide radius-anvil. Wuli Xuebao/Acta Physica
Sinica, 2012, 61, 040702. 0.2 5

571 Characterization of the p-type ZnO solid solution by doping Li under high pressure. Wuli Xuebao/Acta
Physica Sinica, 2012, 61, 070702. 0.2 0

572 Calibration of pressure to 35 GPa for the cubic press using the diamond-cemented carbide compound
anvil. Wuli Xuebao/Acta Physica Sinica, 2013, 62, 180703. 0.2 2



33

Citation Report

# Article IF Citations

573 Discovery of the Face-Centered Cubic Ruthenium Nanoparticles: Facile Size-Controlled Synthesis Using
the Chemical Reduction Method. Springer Theses, 2014, , 59-67. 0.0 0

574 High-pressure structure prediction of Hf-C system and first-principle simulation of their electronic
properties. Wuli Xuebao/Acta Physica Sinica, 2015, 64, 236102. 0.2 4

575 High pressure single-crystal synchrotron X-ray diffraction technique. Wuli Xuebao/Acta Physica
Sinica, 2017, 66, 036203. 0.2 1

576 Superconductivities of pressurized iron pnictide superconductors. Wuli Xuebao/Acta Physica Sinica,
2017, 66, 037402. 0.2 3

577 Computational Materials Discovery Using Evolutionary Algorithms. , 2018, , 15-65. 0

579 Synchrotron and FEL Studies of Matter at High Pressures. , 2019, , 1-40. 0

580 Materials From Extreme High Pressure Conditions. , 2019, , . 1

581 Prediction of the fundamental properties of novel Be-B-Ta-based ternary compounds from
first-principles calculations. Physical Review Materials, 2019, 3, . 0.9 3

582
A re-interpretation of the structure of the silver borate, Ag16B4O10, in the light of the extended
Zintlâ€“Klemm concept. Acta Crystallographica Section B: Structural Science, Crystal Engineering and
Materials, 2020, 76, 865-874.

0.5 2

583
Prediction of <mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mi
mathvariant="normal">Li</mml:mi><mml:mi>n</mml:mi></mml:msub><mml:mtext>Cd</mml:mtext></mml:math>
compounds with unusual stoichiometry and valence states. Physical Review Materials, 2020, 4, .

0.9 3

584 First-principles study of Ca<sub>5</sub>N<sub>4</sub> at high pressure. Wuli Xuebao/Acta Physica
Sinica, 2020, 69, 067101. 0.2 1

585 Structural Chemistry of Metalâ€“Organic Frameworks under Hydrostatic Pressures. , 2021, 3, 1635-1651. 16

586 The recurrence of dense face-centered cubic cesium. Journal of Physics Condensed Matter, 2021, 33,
035404. 0.7 2

587 Electrical transport properties of EuTe under high pressure. Journal of Materials Chemistry C, 2021, 9,
17371-17381. 2.7 5

588 Unconventional materials: the mismatch between electronic charge centers and atomic positions.
Science Bulletin, 2022, 67, 598-608. 4.3 32

589

Signature of half-metallicity in <mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline" id="d1e709"
altimg="si6.svg"><mml:msub><mml:mrow><mml:mtext>BiFeO</mml:mtext></mml:mrow><mml:mrow><mml:mtext>3</mml:mtext></mml:mrow></mml:msub></mml:math>:
A DFT study. Computational Materials Science, 2022, 204, 111107.

1.4 5

590 Computational design of materials for metal-ion batteries. , 2023, , 404-429. 4

591 Pressure-induced bandgap engineering and photoresponse enhancement of wurtzite
CuInS<sub>2</sub> nanocrystals. Nanoscale, 2022, 14, 2668-2675. 2.8 5



34

Citation Report

# Article IF Citations

592 Materials by design at high pressures. Chemical Science, 2022, 13, 329-344. 3.7 24

593 Critical structural invariant during high-pressure solidification of copper. MRS Communications,
2022, 12, 45-50. 0.8 2

594 Compressed superhydrides: the road to room temperature superconductivity. Journal of Physics
Condensed Matter, 2022, 34, 173001. 0.7 12

595 Study on New High-Pressure Phases and Electronic Properties of Iodine Chloride Employing Ab Initio
Calculations. Journal of Electronic Materials, 2022, 51, 1632-1638. 1.0 3

596 Formation of twelve-fold iodine coordination at high pressure. Nature Communications, 2022, 13, 412. 5.8 23

597 A complete description of thermodynamic stabilities of molecular crystals. Proceedings of the
National Academy of Sciences of the United States of America, 2022, 119, . 3.3 21

598
Tuning chemical precompression: Theoretical design and crystal chemistry of novel hydrides in the
quest for warm and light superconductivity at ambient pressures. Journal of Applied Physics, 2022, 131,
.

1.1 33

599 Theory-directed discovery of high-temperature superconductivity in clathrate hydrides at high
pressure. Innovation(China), 2022, 3, 100226. 5.2 4

600 Bridge-bond formation in aluminum and its alloys under high pressure. Physical Review Materials,
2022, 6, . 0.9 3

601 Electronegativity and chemical hardness of elements under pressure. Proceedings of the National
Academy of Sciences of the United States of America, 2022, 119, e2117416119. 3.3 25

602 Dirac nodal-line semimetal zinc polynitride at high pressure. Physical Review B, 2022, 105, . 1.1 2

603 Charge fluctuation of simple substances in 3-dimensional lattices. Computational and Theoretical
Chemistry, 2022, 1212, 113697. 1.1 0

604 COPEX: co-evolutionary crystal structure prediction algorithm for complex systems. Npj
Computational Materials, 2021, 7, . 3.5 13

605 Unconventional Stoichiometries of Naâ€“O Compounds at High Pressures. Materials, 2021, 14, 7650. 1.3 0

606
Structural and thermoelectric properties of CH<sub>3</sub>NH<sub>3</sub>SnI<sub>3</sub>
perovskites processed by applying high pressure with shear strain. Materials Research Letters, 2022, 10,
521-529.

4.1 5

607 Suppression of the superconducting phase in new structures of elemental sulfur at terapascal
pressures. Physical Review B, 2022, 105, . 1.1 2

608 Materials under extreme pressure: combining theoretical and experimental techniques. European
Physical Journal: Special Topics, 0, , 1. 1.2 1

609 Predicted stable electrides in Mgâ€“Al systems under high pressure. Physical Chemistry Chemical
Physics, 2022, , . 1.3 0



35

Citation Report

# Article IF Citations

610 Materials under high pressure: a chemical perspective. Applied Physics A: Materials Science and
Processing, 2022, 128, 1. 1.1 15

611 Simultaneous imaging and diffraction in the dynamic diamond anvil cell. Review of Scientific
Instruments, 2022, 93, 053903. 0.6 3

612 Superconducting Li10Se electride under pressure. Journal of Chemical Physics, 2022, 156, . 1.2 8

613 Structural complexity in ramp-compressed sodium to 480â€‰GPa. Nature Communications, 2022, 13, 2534. 5.8 14

614 Exploring the potential of Ti2BT2 (TÂ =Â F, Cl, Br, I, O, S, Se and Te) monolayers as anode materials for
lithium and sodium ion batteries. Applied Surface Science, 2022, 596, 153619. 3.1 18

615 Pressure-driven symmetry breaking and electron disproportionation of the trigonal Nb3 cluster in
Nb3Cl8. Science China: Physics, Mechanics and Astronomy, 2022, 65, . 2.0 3

616 Compression rate of dynamic diamond anvil cells from room temperature to 10 K. Review of Scientific
Instruments, 2022, 93, 063901. 0.6 3

617 Phase transition and electronic properties of Coâ€“As binary compounds at high pressure. RSC
Advances, 2022, 12, 18102-18106. 1.7 0

618 Planar, longitudinal, compressive waves in solids: Thermodynamics and uniaxial strain restrictions.
Journal of Applied Physics, 2022, 131, 215904. 1.1 1

619 Theoretical methods for structural phase transitions in elemental solids at extreme conditions:
statics and dynamics. Journal of Physics Condensed Matter, 2022, 34, 363001. 0.7 1

620 Sc<sub>2</sub>C, a 2D Semiconducting Electride. Journal of the American Chemical Society, 2022, 144,
10862-10869. 6.6 19

621 Structural diversity and unusual valence states in compressed Na-Hg system. Computational Materials
Science, 2022, 211, 111561. 1.4 0

622 Equation of State and Electrical Transport Properties of Li2mno3 at High Pressure. SSRN Electronic
Journal, 0, , . 0.4 0

623 Conceptual density functional theory under pressure: Part I. XP-PCM method applied to atoms.
Chemical Science, 2022, 13, 9329-9350. 3.7 7

624 Unique Conduction Band Minimum of Semiconductors Possessing a Zincblende-Type Framework.
Inorganic Chemistry, 2022, 61, 10359-10364. 1.9 3

625 Ephemeral data derived potentials for random structure search. Physical Review B, 2022, 106, . 1.1 15

626 Molecular Electrides: An In Silico Perspective. ChemPhysChem, 2022, 23, . 1.0 4

627
Pressure-Induced Structural Phase Transition, Anomalous Insulator-to-Metal Transition, and nâ€“p
Conduction-Type Switching in Defective, NiAs-Type Cr<sub>1âˆ’Î´</sub>Te. Inorganic Chemistry, 2022, 61,
11923-11931.

1.9 6



36

Citation Report

# Article IF Citations

628 Bandgap Engineering of Cesium Lead Halide Perovskite CsPbBr<sub>3</sub> through Cu Doping.
Advanced Theory and Simulations, 2022, 5, . 1.3 5

629 Application of impedance spectroscopy in exploring electrical properties of dielectric materials under
high pressure. Journal of Physics Condensed Matter, 2022, 34, 434001. 0.7 4

630 First-principles study on high-pressure phases and compression properties of gold-bearing
intermetallic compounds. Journal of Physics Condensed Matter, 2022, 34, 464001. 0.7 3

631 The concealed solid-solid structural phase transition of Fe70Ni10Cr20 under high pressure. Materials
Today Communications, 2022, 33, 104499. 0.9 1

632 First-principles calculations study of TiS2/Ti2CS2 heterostructure as an anode material for Li/Na/K-ion
batteries. Computational Materials Science, 2022, 215, 111784. 1.4 6

633 Pressure-Induced Enhancement of Thermoelectric Performance of CoP
&lt;sub&gt;3&lt;/sub&gt;&amp;nbsp;By the Structural Phase Transition. SSRN Electronic Journal, 0, , . 0.4 0

634 Crystal chemistry at high pressure. , 2022, , . 0

635
Pressure-stabilized superconducting electride <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mrow><mml:mi>Li</mml:mi></mml:mrow><mml:mn>5</mml:mn></mml:msub><mml:mi
mathvariant="normal">C</mml:mi></mml:math>. Physical Review B, 2022, 106, .

1.1 10

636 Femtosecond diffraction and dynamic high pressure science. Journal of Applied Physics, 2022, 132, . 1.1 6

637 Shocked silica aerogel radiance transition. Journal of Applied Physics, 2022, 132, 095902. 1.1 0

638 Prediction of Ground State Structures and Robust Weyl Fermionic States in MnRhP. Journal of
Physical Chemistry C, 2022, 126, 17328-17337. 1.5 0

639 Experimental observation of open structures in elemental magnesium at terapascal pressures. Nature
Physics, 2022, 18, 1307-1311. 6.5 7

640 Electride Formation in Baâ€“P System and the Unexpected Structure Transition of Electrides under
Pressure. Journal of Physical Chemistry C, 2022, 126, 16815-16824. 1.5 5

641 Pressure-Induced Electride States in Intermetallic BaMg<sub>2</sub> Compounds. Journal of Physical
Chemistry C, 2022, 126, 17374-17380. 1.5 5

642 First principles crystal structure prediction. , 2022, , . 0

643 Thermodynamic Functions of a Metal Exposed to High Energy Densities in Compressed and Expanded
States. Condensed Matter, 2022, 7, 61. 0.8 1

644
Superatomic-Charge-Density-Wave in Cluster-Assembled
Au<sub>6</sub>Te<sub>12</sub>Se<sub>8</sub> Superconductors. Journal of the American Chemical
Society, 2022, 144, 20915-20922.

6.6 6

645 Crystal Structures and Electronic Properties of BaAu Compound under High Pressure. Materials,
2022, 15, 7381. 1.3 0



37

Citation Report

# Article IF Citations

646 Effect of catalyst composition on growth and crack defects of diamond single crystals by HPHT. Wuli
Xuebao/Acta Physica Sinica, 2023, . 0.2 0

647 Structure, Stability, Electronic and Magnetic Properties of FemBin (m + n = 2â€“4) Clusters: A DFT Study.
Russian Journal of Physical Chemistry A, 2022, 96, 2466-2475. 0.1 2

648 Structural and electronic properties of Na-B-H compounds at high pressure. Physical Review B, 2022,
106, . 1.1 2

649 Investigation of superconductivity in ultrahigh pressure phases of yttrium. Solid State
Communications, 2022, 358, 115004. 0.9 0

650 Corresponding States for Volumes of Elemental Solids at Their Pressures of Polymorphic
Transformations. Crystals, 2022, 12, 1698. 1.0 1

651 Anomalous thermal transport under high pressure in boron arsenide. Nature, 2022, 612, 459-464. 13.7 25

652 Pressure Stabilized Lithium-Aluminum Compounds with Both Superconducting and Superionic
Behaviors. Physical Review Letters, 2022, 129, . 2.9 13

653 Collective dynamics in liquid Si under high pressure above the melting line minimum. Journal of
Molecular Liquids, 2023, 371, 121116. 2.3 0

654
Regulating the photoluminescence and energy transfer process of
Sr<sub>5</sub>(PO<sub>4</sub>)<sub>3</sub>Cl:Eu<sup>2+</sup>, Mn<sup>2+</sup> via
pressure-induced phase transition. Journal of Materials Chemistry C, 2023, 11, 2162-2168.

2.7 3

655 Structural and electronic properties of cubic BiFeO3 from first-principles calculations. Solid State
Communications, 2023, , 115065. 0.9 0

656 Clathrateâ€•Like Alkali and Alkalineâ€•Earth Metal Borides: A New Family of Superconductors with Superior
Hardness. Advanced Functional Materials, 0, , 2213377. 7.8 2

657 Structures of elemental potassium at terapascal pressures. Physical Review B, 2023, 107, . 1.1 1

658 Rewritable Pressure-Driven <i>n</i>â€“<i>p</i> Conduction Switching in Marcasite-Type
CrSb<sub>2</sub>. Chemistry of Materials, 2023, 35, 1449-1457. 3.2 5

659 Pressure-induced enhancement of thermoelectric performance of CoP3 by the structural phase
transition. Acta Materialia, 2023, 248, 118773. 3.8 4

660 Novel Boron-rich Phosphides with High Hardness, Large Strain, and Magnetism. Journal of Physical
Chemistry Letters, 2023, 14, 1310-1317. 2.1 3

661 Emerging dâˆ’d orbital coupling between non-d-block main-group elements Mg and I at high pressure.
IScience, 2023, 26, 106113. 1.9 1

662 Protein structure prediction using the evolutionary algorithm <scp>USPEX</scp>. Proteins:
Structure, Function and Bioinformatics, 2023, 91, 933-943. 1.5 0

663 Chemical interactions that govern the structures of metals. Proceedings of the National Academy of
Sciences of the United States of America, 2023, 120, . 3.3 2



38

Citation Report

# Article IF Citations

664 Universal diamond edge Raman scale to 0.5 terapascal and implications for the metallization of
hydrogen. Nature Communications, 2023, 14, . 5.8 4

665
Superconductivity in <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:msub><mml:mi>Li</mml:mi><mml:mn>8</mml:mn></mml:msub><mml:mi>Au</mml:mi></mml:mrow></mml:math>
electride. Physical Review B, 2023, 107, .

1.1 8

666 Pressure-induced electride phase formation in calcium: A key to its strange high-pressure behavior.
Physical Review B, 2023, 107, . 1.1 2

667 B<sub>5</sub>N<sub>3</sub>as a potential high-capacity electrode material for calcium ion batteries.
Physical Chemistry Chemical Physics, 2023, 25, 12854-12862. 1.3 4

668 Simulation study of the collective excitations in liquid sodium under high pressure. Journal of
Physics Condensed Matter, 0, , . 0.7 0


