
Efficient Implementation of a van der Waals Density Functional: Application to
Double-Wall Carbon Nanotubes

Physical Review Letters

103, 096102

DOI: 10.1103/physrevlett.103.096102

Citation Report



Citation Report

2

# Article IF Citations

1 Functionals for exchange and correlation. , 2004, , 152-171. 3

2 Density functional method including weak interactions: Dispersion coefficients based on the local
response approximation. Journal of Chemical Physics, 2009, 131, 224104. 1.2 204

3
Study of the Structural and Electronic Properties of Rh<sub><i>N</i></sub> and
Ru<sub><i>N</i></sub> Clusters (<i>N</i> &lt; 20) within the Density Functional Theory. Journal of
Physical Chemistry A, 2009, 113, 13483-13491.

1.1 53

4

First-principles characterization of the structure and electronic structure of<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:mi>Î±</mml:mi><mml:mo>âˆ’</mml:mo><mml:mtext>S</mml:mtext></mml:mrow></mml:math>and
Rh-S chalcogenides. Physical Review B, 2009, 80, .

1.1 23

5 A van der Waals density functional study of ice Ih. Journal of Chemical Physics, 2010, 133, 214503. 1.2 39

6 Adsorption of Aromatic and Anti-Aromatic Systems on Graphene through Ï€âˆ’Ï€ Stacking. Journal of
Physical Chemistry Letters, 2010, 1, 3407-3412. 2.1 344

7 Higher-accuracy van der Waals density functional. Physical Review B, 2010, 82, . 1.1 2,072

8 Iron porphyrin attached to single-walled carbon nanotubes: Electronic and dynamical properties
fromab initiocalculations. Physical Review B, 2010, 82, . 1.1 19

9 RPBE-vdW Description of Benzene Adsorption on Au(111). Topics in Catalysis, 2010, 53, 378-383. 1.3 57

10 Flexibility in a Metalâ€“Organic Framework Material Controlled by Weak Dispersion Forces: The
Bistability of MILâ€•53(Al). Angewandte Chemie, 2010, 122, 7663-7665. 1.6 35

11 Flexibility in a Metalâ€“Organic Framework Material Controlled by Weak Dispersion Forces: The
Bistability of MILâ€•53(Al). Angewandte Chemie - International Edition, 2010, 49, 7501-7503. 7.2 158

12 Band alignment engineering in organized rrP3HT/C60 bulk heterojunction. Organic Electronics, 2010,
11, 1991-1998. 1.4 1

13 The effect of van der Waals interactions on the properties of intrinsic defects in graphite. Carbon,
2010, 48, 4145-4161. 5.4 37

14 Graphene on the Ir(111) surface: from van der Waals to strong bonding. New Journal of Physics, 2010,
12, 113016. 1.2 54

15 Structure and binding in crystals of cagelike molecules: Hexamine and platonic hydrocarbons.
Journal of Chemical Physics, 2010, 132, 134705. 1.2 34

16 Chiral interaction in double-wall carbon nanotubes: Simple rules deduced from a large sampling of
tubes. Journal of Chemical Physics, 2010, 132, 124704. 1.2 3

17 Density functional study of 1,3,5-trinitro-1,3,5-triazine molecular crystal with van der Waals
interactions. Journal of Chemical Physics, 2010, 132, 094106. 1.2 44

18 Structure and properties of surface and subsurface defects in graphite accounting for van der Waals
and spin-polarization effects. Physical Review B, 2010, 82, . 1.1 17



3

Citation Report

# Article IF Citations

19 Vydrov and Van Voorhis Reply:. Physical Review Letters, 2010, 104, . 2.9 18

20

Stability, Adsorption, and Diffusion of<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:msub><mml:mi>CH</mml:mi><mml:mn>4</mml:mn></mml:msub></mml:math>,<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:msub><mml:mi>CO</mml:mi><mml:mn>2</mml:mn></mml:msub></mml:math>,
and<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:msub><mml:mi
mathvariant="bold">H</mml:mi><mml:mn>2</mml:mn></mml:msu

2.9 83

21 CoPc adsorption on Cu(111): Origin of the C4 to C2 symmetry reduction. Journal of Chemical Physics,
2010, 133, 154701. 1.2 61

22 Power series expansion of the random phase approximation correlation energy: The role of the third-
and higher-order contributions. Journal of Chemical Physics, 2010, 133, 154110. 1.2 48

23 Local response dispersion method. II. Generalized multicenter interactions. Journal of Chemical
Physics, 2010, 133, 194101. 1.2 89

24 van der Waals Interactions in Molecular Assemblies from First-Principles Calculations. Journal of
Physical Chemistry A, 2010, 114, 1944-1952. 1.1 50

25 Comparative van der Waals density-functional study of graphene on metal surfaces. Physical Review B,
2010, 82, . 1.1 274

26 The Relevance of Dispersion Interactions for the Stability of Oxide Phases. Journal of Physical
Chemistry C, 2010, 114, 22718-22726. 1.5 58

27 Can silicon behave like graphene? A first-principles study. Applied Physics Letters, 2010, 97, . 1.5 208

28 Global Hybrid Functionals: A Look at the Engine under the Hood. Journal of Chemical Theory and
Computation, 2010, 6, 3688-3703. 2.3 87

29 Graphene on metals: A van der Waals density functional study. Physical Review B, 2010, 81, . 1.1 431

30 Van der Waals density functional: An appropriate exchange functional. Physical Review B, 2010, 81, . 1.1 403

31 Chemical accuracy for the van der Waals density functional. Journal of Physics Condensed Matter,
2010, 22, 022201. 0.7 2,222

32 Interaction of Molecular Hydrogen with Microporous Metal Organic Framework Materials at Room
Temperature. Journal of the American Chemical Society, 2010, 132, 1654-1664. 6.6 88

33 Insight from First-Principles Calculations into the Interactions between Hydroxybenzoic Acids and
Alkali Chloride Surfaces. Journal of Physical Chemistry C, 2010, 114, 460-467. 1.5 14

34 Molecular Hydrogen â€œPairingâ€• Interaction in a Metal Organic Framework System with Unsaturated
Metal Centers (MOF-74). Journal of the American Chemical Society, 2010, 132, 14834-14848. 6.6 61

35 Electronic structure calculations with GPAW: a real-space implementation of the projector
augmented-wave method. Journal of Physics Condensed Matter, 2010, 22, 253202. 0.7 1,451

36 Van der Waals Interactions Between Organic Adsorbates and at Organic/Inorganic Interfaces. MRS
Bulletin, 2010, 35, 435-442. 1.7 257



4

Citation Report

# Article IF Citations

37 Implementation and assessment of a simple nonlocal van der Waals density functional. Journal of
Chemical Physics, 2010, 132, 164113. 1.2 74

38 Orbital Specific Chirality and Homochiral Self-Assembly of Achiral Molecules Induced by Charge
Transfer and Spontaneous Symmetry Breaking. Physical Review Letters, 2010, 105, 115702. 2.9 116

39 Role of van der Waals interaction in forming molecule-metal junctions: flat organic molecules on
the Au(111) surface. Physical Chemistry Chemical Physics, 2010, 12, 4759. 1.3 109

40 The RPA Atomization Energy Puzzle. Journal of Chemical Theory and Computation, 2010, 6, 127-134. 2.3 76

41
Adsorption of<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mi>n</mml:mi></mml:math>-butane on Cu(100), Cu(111), Au(111), and Pt(111): Van
der Waals density-functional study. Physical Review B, 2010, 82, .

1.1 50

42 Modeling van der Waals interactions between proteins and inorganic surfaces from time-dependent
density functional theory calculations. Physical Chemistry Chemical Physics, 2011, 13, 15055. 1.3 5

43 The role of hydrogen bonding in waterâ€“metal interactions. Physical Chemistry Chemical Physics, 2011,
13, 3375-3384. 1.3 36

44 Energetics and structure of organic molecules embedded in single-wall carbon nanotubes from first
principles: The example of benzene. Physical Review B, 2011, 84, . 1.1 15

45 First-principles study of electronic structure and charge transport at PTCDA molecular layers on
Ag(111) and Al(111) electrodes. Physical Review B, 2011, 84, . 1.1 7

46 To Wet or Not to Wet? Dispersion Forces Tip the Balance for Water Ice on Metals. Physical Review
Letters, 2011, 106, 026101. 2.9 159

47
Ab Initio Modeling of Donorâ€“Acceptor Interactions and Charge-Transfer Excitations in Molecular
Complexes: The Case of Terthiopheneâ€“Tetracyanoquinodimethane. Journal of Chemical Theory and
Computation, 2011, 7, 2068-2077.

2.3 46

48 Density Functional Theory Study on Propane and Propene Adsorption on Pt(111) and PtSn Alloy
Surfaces. Journal of Physical Chemistry C, 2011, 115, 9578-9586. 1.5 130

49
Weak Molecular Interactions Studied with Parallel Implementations of the Local Pair Natural Orbital
Coupled Pair and Coupled Cluster Methods. Journal of Chemical Theory and Computation, 2011, 7,
76-87.

2.3 140

50 Binding of hydrogen on benzene, coronene, and graphene from quantum Monte Carlo calculations.
Journal of Chemical Physics, 2011, 134, 134701. 1.2 48

51 Dispersion interactions in room-temperature ionic liquids: Results from a non-empirical density
functional. Journal of Chemical Physics, 2011, 135, 154505. 1.2 18

52 The role of the organic layer functionalization in the formation of silicon/organic layer/metal
junctions with coinage metals. Physical Chemistry Chemical Physics, 2011, 13, 21411. 1.3 4

53 Structural and Vibrational Properties of Liquid Water from van der Waals Density Functionals.
Journal of Chemical Theory and Computation, 2011, 7, 3054-3061. 2.3 146

54 Ab Initio van der Waals Interactions in Simulations of Water Alter Structure from Mainly Tetrahedral
to High-Density-Like. Journal of Physical Chemistry B, 2011, 115, 14149-14160. 1.2 83



5

Citation Report

# Article IF Citations

55 Anomalous Aharonovâ€“Bohm Gap Oscillations in Carbon Nanotubes. Nano Letters, 2011, 11, 4052-4057. 4.5 9

56 Ab Initio Study of the Adsorption of NO on the Rh6+Cluster. Journal of Physical Chemistry A, 2011, 115,
8350-8360. 1.1 25

57 Electronic Properties of Silicene: Insights from First-Principles Modeling. Journal of the
Electrochemical Society, 2011, 158, H107. 1.3 42

58 Van der Waals effect in weak adsorption affecting trends in adsorption, reactivity, and the view of
substrate nobility. Physical Review B, 2011, 83, . 1.1 32

59 GGA versus van der Waals density functional results for mixed gold/mercury molecules and pure Au
and Hg cluster properties. Physical Chemistry Chemical Physics, 2011, 13, 20863. 1.3 31

60 Evaluation of Theoretical Approaches for Describing the Interaction of Water with Linear Acenes.
Journal of Physical Chemistry A, 2011, 115, 5955-5964. 1.1 24

61

First-principles approach to rotational-vibrational frequencies and infrared intensity for<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:mrow><mml:msub><mml:mi
mathvariant="normal">H</mml:mi><mml:mrow><mml:mn>2</mml:mn></mml:mrow></mml:msub></mml:mrow></mml:math>adsorbed
in nanoporous materials. Physical Review B, 2011, 83, .

1.1 22

62 Density, structure, and dynamics of water: The effect of van der Waals interactions. Journal of
Chemical Physics, 2011, 134, 024516. 1.2 242

63 Properties of copper (fluoro-)phthalocyanine layers deposited on epitaxial graphene. Journal of
Chemical Physics, 2011, 134, 194706. 1.2 77

64 On the Importance of Gradient-Corrected Correlation for van der Waals Density Functionals. Topics
in Catalysis, 2011, 54, 1143-1150. 1.3 23

65 Mechanical and Electronic Properties of Graphene Nanostructures. , 2011, , . 3

66 Thermally activated transformation of the adsorption configurations of a complex molecule on a
Cu(111) surface. Catalysis Today, 2011, 177, 50-54. 2.2 3

67 Van der Waals density functionals applied to solids. Physical Review B, 2011, 83, . 1.1 3,608

68 Localization and anharmonicity of the vibrational modes for GC Watsonâ€“Crick and Hoogsteen base
pairs. Journal of Molecular Modeling, 2011, 17, 3265-3274. 0.8 7

69 noloco: An efficient implementation of van der Waals density functionals based on a Monte-Carlo
integration technique. Computer Physics Communications, 2011, 182, 1657-1662. 3.0 20

70 Bundle and chirality influences on properties of carbon nanotubes studied with van der Waals
density functional theory. Physica Status Solidi (B): Basic Research, 2011, 248, 2589-2592. 0.7 20

71 Sensitivity analysis and uncertainty calculation for dispersion corrected density functional theory.
Journal of Computational Chemistry, 2011, 32, 1424-1430. 1.5 41

72 Enhancing Gas Adsorption and Separation Capacity through Ligand Functionalization of Microporous
Metalâ€“Organic Framework Structures. Chemistry - A European Journal, 2011, 17, 5101-5109. 1.7 176



6

Citation Report

# Article IF Citations

73 Vacancy clusters as entry ports for cesium intercalation in graphite. Carbon, 2011, 49, 3937-3952. 5.4 28

74 Van der Waals density functional calculations of binding in molecular crystals. Computer Physics
Communications, 2011, 182, 1800-1804. 3.0 44

75 Methane adsorption on graphene from first principles including dispersion interaction. Surface
Science, 2011, 605, 746-749. 0.8 129

76 Structural and zero-point vibrational effects on the electric dipole moments and static dipole
polarizabilities of sodium clusters. Physical Review B, 2011, 84, . 1.1 23

77

Evaluation of a density functional with account of van der Waals forces using experimental data of
H<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:msub><mml:mrow
/><mml:mn>2</mml:mn></mml:msub></mml:math>physisorption on Cu(111). Physical Review B, 2011, 84, .

1.1 46

78

Adsorption of Alq<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:msub><mml:mrow
/><mml:mrow><mml:mn>3</mml:mn></mml:mrow></mml:msub></mml:mrow></mml:math>on Mg(001)
surface: Role of chemical bonding, molecular distortion, and van der Waals interaction. Physical
Review B, 2011, 83, .

1.1 7

79

<i>Ab initio</i>energetics and kinetics study of H<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:msub><mml:mrow
/><mml:mn>2</mml:mn></mml:msub></mml:math>and CH<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:msub><mml:mrow
/><mml:mn>4</mml:mn></mml:msub></mml:math>in the SI clathrate hydrate. Physical Review B, 2011,
84, .

1.1 30

80

van der Waals density functional study of energetic, structural, and vibrational properties of small
water clusters and ice<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:msub><mml:mi>I</mml:mi><mml:mrow><mml:mi>h</mml:mi></mml:mrow></mml:msub></mml:mrow></mml:math>.
Physical Review B, 2011, 84, .

1.1 46

81 Noble gases on metal surfaces: Insights on adsorption site preference. Physical Review B, 2011, 84, . 1.1 33

82 Pseudopotential approximation in van der Waals density functional calculations. Physical Review B,
2011, 84, . 1.1 20

83 Self-assembly of molecular wires on H-terminated Si(100) surfaces driven by London dispersion
forces. Physical Review B, 2011, 84, . 1.1 10

84

van der Waals interactions in the ground state of Mg(BH<mml:math) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 327 Td (xmlns:mml="http://www.w3.org/1998/Math/MathML") Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 317 Td (display="inline"><mml:mrow><mml:msub><mml:mrow) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 307 Td (/><mml:mrow><mml:mn>4</mml:mn></mml:mrow></mml:msub></mml:mrow></mml:math>)<mml:math

xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mrow><mml:msub><mml:mrow
/><mml:mrow><mml:mn>2</mml:mn></mml:mro

1.1 47

85 Why Sliding Friction of Ne and Kr Monolayers Is So Different on the Pb(111) Surface. Physical Review
Letters, 2011, 106, 236103. 2.9 44

86 Self-assembled cyclic oligothiophene nanotubes: Electronic properties from a dispersion-corrected
hybrid functional. Physical Review B, 2011, 84, . 1.1 30

87 Nanotube bundles and tube-tube orientation: A van der Waals density functional study. Physical
Review B, 2011, 84, . 1.1 11

88

First-principles study for the adsorption of segments of BPA-PC on<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mi>Î±</mml:mi></mml:math>-Al<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:msub><mml:mrow
/><mml:mn>2</mml:mn></mml:msub></mml:math>O<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:msub><mml:mrow
/><mml:

1.1 8

89 Stacking and band structure of van der Waals bonded graphane multilayers. Physical Review B, 2011,
83, . 1.1 44

90 Role of covalent and metallic intercalation on the electronic properties of epitaxial graphene on
SiC(0001). Physical Review B, 2011, 84, . 1.1 47



7

Citation Report

# Article IF Citations

91 <i>Ab Initio</i>Study of Ge Intercalation in Epitaxial Graphene on SiC(0001). Applied Physics Express,
2011, 4, 125101. 1.1 10

92 The role of van der Waals interaction in the tilted binding of amine molecules to the Au(111) surface.
Journal of Physics Condensed Matter, 2012, 24, 222001. 0.7 6

93 Dynamical screening of the van der Waals interaction between graphene layers. Journal of Physics
Condensed Matter, 2012, 24, 424208. 0.7 7

94 Density functional studies of the defect-induced electronic structure modifications in bilayer
boronitrene. Journal of Physics: Conference Series, 2012, 367, 012004. 0.3 1

95 Water monomer interaction with gold nanoclusters from van der Waals density functional theory.
Journal of Chemical Physics, 2012, 136, 024702. 1.2 15

96 A pathway between Bernal and rhombohedral stacked graphene layers with scanning tunneling
microscopy. Applied Physics Letters, 2012, 100, . 1.5 18

97 Physisorption of benzene on a tin dioxide surface: van der Waals interaction. Physical Review B, 2012,
85, . 1.1 4

98 Adsorption of tris(8-hydroxyquinoline)aluminum molecules on cobalt surfaces. Physical Review B,
2012, 85, . 1.1 19

99 Semiempirical van der Waals interactions versus<i>ab initio</i>nonlocal correlation effects in the
thiophene-Cu(111) system. Physical Review B, 2012, 86, . 1.1 22

100 Effects of DNA nucleotide adsorption on the conductance of graphene nanoribbons from first
principles. Applied Physics Letters, 2012, 100, 153117. 1.5 11

101 Accuracy of the Faddeev random phase approximation for light atoms. Physical Review A, 2012, 85, . 1.0 7

102 Structure and energetics of a ferroelectric organic crystal of phenazine and chloranilic acid.
Physical Review B, 2012, 86, . 1.1 24

103 Impact of edge shape on the functionalities of graphene-based single-molecule electronics devices.
Physical Review B, 2012, 85, . 1.1 26

104

Al enhances the H<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:msub><mml:mrow /><mml:mn>2</mml:mn></mml:msub></mml:math>storage
capacity of graphene at nanoribbon borders but not at central sites: A study using nonlocal van der
Waals density functionals. Physical Review B, 2012, 85, .

1.1 25

105
Nonequilibrium thermodynamics of interacting tunneling transport: variational grand potential,
density functional formulation and nature of steady-state forces. Journal of Physics Condensed
Matter, 2012, 24, 424219.

0.7 14

106
Structure and stability of weakly chemisorbed ethene adsorbed on low-index Cu surfaces:
performance of density functionals with van der Waals interactions. Journal of Physics Condensed
Matter, 2012, 24, 424217.

0.7 19

107

First-principles investigations of the atomic, electronic, and thermoelectric properties of equilibrium
and strained Bi<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:msub><mml:mrow
/><mml:mn>2</mml:mn></mml:msub></mml:math>Se<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:msub><mml:mrow
/><mml:mn>3</mml:mn></mml:msub></mml:math>and Bi<mml:math
xmlns:mml="http://www.w3.org/199

1.1 132

108 CO2 Capture by Metalâ€“Organic Frameworks with van der Waals Density Functionals. Journal of
Physical Chemistry A, 2012, 116, 4957-4964. 1.1 92



8

Citation Report

# Article IF Citations

109 Interfacial Water Facilitates Energy Transfer by Inducing Extended Vibrations in Membrane Lipids.
Journal of Physical Chemistry B, 2012, 116, 6455-6460. 1.2 15

110 Carbon nanotubes as substrates for molecular spiropyran-based switches. Journal of Physics
Condensed Matter, 2012, 24, 394006. 0.7 19

111 Adsorption studies of C6H6 on Cu (111), Ag (111), and Au (111) within dispersion corrected density
functional theory. Journal of Chemical Physics, 2012, 137, 134703. 1.2 40

112 Van der Waals Coefficients for Nanostructures: Fullerenes Defy Conventional Wisdom. Physical
Review Letters, 2012, 109, 233203. 2.9 66

113 Electronic structure and quantum transport properties of trilayers formed from graphene and
boron nitride. Nanoscale, 2012, 4, 5490. 2.8 58

114 Modeling van der Waals Interactions in Zeolites with Periodic DFT: Physisorption of n-Alkanes in
ZSM-22. Catalysis Letters, 2012, 142, 1057-1060. 1.4 61

115 Physisorption to chemisorption transition of NO2 on graphene induced by the interplay of SiO2
substrate and van der Waals forces: A first principles study. Chemical Physics, 2012, 405, 161-166. 0.9 23

116 Prediction of CO<sub>2</sub> Adsorption Properties in Zeolites Using Force Fields Derived from
Periodic Dispersion-Corrected DFT Calculations. Journal of Physical Chemistry C, 2012, 116, 10692-10701. 1.5 123

117

Structural and vibrational properties of<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:mi>Î±</mml:mi></mml:math>-MoO<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"><mml:msub><mml:mrow
/><mml:mn>3</mml:mn></mml:msub></mml:math>from van der Waals corrected density functional
theory calculations. Physical Review B, 2012, 85, .

1.1 47

118 Anomalous Nuclear Quantum Effects in Ice. Physical Review Letters, 2012, 108, 193003. 2.9 110

119 Insight into the Adsorption of Water on the Clean CeO<sub>2</sub>(111) Surface with van der Waals
and Hybrid Density Functionals. Journal of Physical Chemistry C, 2012, 116, 13584-13593. 1.5 116

120 Ligand-Assisted Enhancement of CO<sub>2</sub> Capture in Metalâ€“Organic Frameworks. Journal of
the American Chemical Society, 2012, 134, 6714-6719. 6.6 95

121 Adsorption of rare-gas atoms on Cu(111) and Pb(111) surfaces by van der Waals corrected density
functional theory. Physical Review B, 2012, 85, . 1.1 47

122 A benchmark for non-covalent interactions in solids. Journal of Chemical Physics, 2012, 137, 054103. 1.2 300

123 Physisorption of nucleobases on graphene: a comparative van der Waals study. Journal of Physics
Condensed Matter, 2012, 24, 424210. 0.7 83

124 Influence of water on the electronic structure of metal-supported graphene: Insights from van der
Waals density functional theory. Physical Review B, 2012, 85, . 1.1 70

125 Electrochemical, High-Resolution Photoemission Spectroscopy and vdW-DFT Study of the Thermal
Stability of Benzenethiol and Benzeneselenol Monolayers on Au(111). Langmuir, 2012, 28, 13624-13635. 1.6 42

126 <i>Ab initio</i>studies of hydrogen adatoms on bilayer graphene. Physical Review B, 2012, 85, . 1.1 64



9

Citation Report

# Article IF Citations

127 Density functionals for surface science: Exchange-correlation model development with Bayesian
error estimation. Physical Review B, 2012, 85, . 1.1 1,087

128 Boron nitride nanotubes as templates for half-metal nanowires. Journal of Physics Condensed Matter,
2012, 24, 165501. 0.7 0

129 A Density Functional Theory Study of Cytosine on Au(111). Journal of Physical Chemistry C, 2012, 116,
21366-21373. 1.5 38

130 Supramolecular Environment-Dependent Electronic Properties of Metalâ€“Organic Interfaces.. Journal
of Physical Chemistry C, 2012, 116, 4780-4785. 1.5 25

131 A theoretical study of the hydrogen-storage potential of (H2)4CH4in metal organic framework
materials and carbon nanotubes. Journal of Physics Condensed Matter, 2012, 24, 424204. 0.7 12

132 Thermal Stability and Ordering Study of Long- and Short-Alkyl Chain Phosphonic Acid Multilayers.
Langmuir, 2012, 28, 15124-15133. 1.6 18

133 Ab initio carbon capture in open-site metalâ€“organic frameworks. Nature Chemistry, 2012, 4, 810-816. 6.6 310

134 A theoretical investigation of the stability of crystalline silicon dicarbide. Computational Materials
Science, 2012, 55, 186-191. 1.4 7

135 Perspective: Advances and challenges in treating van der Waals dispersion forces in density
functional theory. Journal of Chemical Physics, 2012, 137, 120901. 1.2 931

136 Spectroscopic characterization of van der Waals interactions in a metal organic framework with
unsaturated metal centers: MOF-74â€“Mg. Journal of Physics Condensed Matter, 2012, 24, 424203. 0.7 32

137 Adsorption of water on graphene: A van der Waals density functional study. Physical Review B, 2012,
86, . 1.1 88

138 van der Waals density functional study of CO2binding in zeolitic imidazolate frameworks. Physical
Review B, 2012, 85, . 1.1 22

139
Single layer MoS<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:msub><mml:mrow /><mml:mn>2</mml:mn></mml:msub></mml:math>on the
Cu(111) surface: First-principles electronic structure calculations. Physical Review B, 2012, 85, .

1.1 26

140 Molecular adsorption on metal surfaces with van der Waals density functionals. Physical Review B,
2012, 85, . 1.1 89

141 <i>Ab initio</i>and semi-empirical van der Waals study of grapheneâ€“boron nitride interaction from a
molecular point of view. Journal of Physics Condensed Matter, 2012, 24, 424214. 0.7 26

142 Improved description of soft layered materials with van der Waals density functional theory. Journal
of Physics Condensed Matter, 2012, 24, 424216. 0.7 150

143 Solvent Exfoliation of Transition Metal Dichalcogenides: Dispersibility of Exfoliated Nanosheets
Varies Only Weakly between Compounds. ACS Nano, 2012, 6, 3468-3480. 7.3 625

144 The role of van der Waals interactions in the adsorption of noble gases on metal surfaces. Journal of
Physics Condensed Matter, 2012, 24, 424211. 0.7 42



10

Citation Report

# Article IF Citations

145 Tungsten Oxide Clathrates for Water Oxidation: A First Principles Study. Chemistry of Materials, 2012,
24, 4252-4260. 3.2 37

146 Neutral and charged gallium clusters: structures, physical properties and implications for the
melting features. Nanoscale, 2012, 4, 6481. 2.8 26

147
Benchmarking van der Waals density functionals with experimental data: potential-energy curves for
H<sub>2</sub>molecules on Cu(111), (100) and (110) surfaces. Journal of Physics Condensed Matter,
2012, 24, 424213.

0.7 35

148 Reliable DFT-based estimates of cohesive energies of organic solids: The anthracene crystal. Journal of
Chemical Physics, 2012, 137, 194311. 1.2 12

149 Structural evolution of amino acid crystals under stress from a non-empirical density functional.
Journal of Physics Condensed Matter, 2012, 24, 424209. 0.7 65

150 Water overlayers on Cu(110) studied by van der Waals density functionals. , 2012, , 67-75. 0

151 Discovery of Magnetic Superatoms and Assessment of van der Waals Dispersion Effects in Csn
Clusters. Journal of Physical Chemistry C, 2012, 116, 6841-6851. 1.5 21

152 MOLECULAR BIOLOGY AT THE QUANTUM LEVEL: CAN MODERN DENSITY FUNCTIONAL THEORY FORGE THE
PATH?. Nano LIFE, 2012, 02, 1230006. 0.6 8

153 Why the Band Gap of Graphene Is Tunable on Hexagonal Boron Nitride. Journal of Physical Chemistry
C, 2012, 116, 3142-3146. 1.5 103

154 Desorption of n-alkanes from graphene: a van der Waals density functional study. Journal of Physics
Condensed Matter, 2012, 24, 424212. 0.7 27

155 A van der Waals density functional study of chloroform and other trihalomethanes on graphene.
Journal of Chemical Physics, 2012, 137, 174702. 1.2 25

156 Rationale for switching to nonlocal functionals in density functional theory. Journal of Physics
Condensed Matter, 2012, 24, 424215. 0.7 18

157 A hybrid zinc phthalocyanine/zinc oxide system for photovoltaic devices: a DFT and TDDFPT theoretical
investigation. Journal of Materials Chemistry, 2012, 22, 440-446. 6.7 32

158 Theoretical investigation of structural and electronic propertyies of [PW12O40]3âˆ’ on graphene layer.
Dalton Transactions, 2012, 41, 4602. 1.6 48

159 Critical analysis of vacancy-induced magnetism in monolayer and bilayer graphene. Physical Review B,
2012, 85, . 1.1 105

160 Noncovalent Interactions in SIESTA Using the vdW-DF Functional: S22 Benchmark and Macrocyclic
Structures. Journal of Chemical Theory and Computation, 2012, 8, 281-289. 2.3 26

161 Adsorption and Cyclotrimerization Kinetics of C<sub>2</sub>H<sub>2</sub> at a Cu(110) Surface.
Journal of Physical Chemistry C, 2012, 116, 9550-9560. 1.5 20

162 Correlation between (in)commensurate domains of multilayer epitaxial graphene grown on SiC($0 0) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 62 Td (0�ar {1}$) and single layer electronic behavior. Nanotechnology, 2012, 23, 475602.1.3 19



11

Citation Report

# Article IF Citations

163
<i>Ab initio</i> derived forceâ€•field parameters for molecular dynamics simulations of deprotonated
amorphousâ€•SiO<sub>2</sub>/water interfaces. Physica Status Solidi (B): Basic Research, 2012, 249,
292-305.

0.7 71

164 mathcal{O}(N) methods in electronic structure calculations. Reports on Progress in Physics, 2012,
75, 036503. 8.1 432

165 Challenges for Density Functional Theory. Chemical Reviews, 2012, 112, 289-320. 23.0 1,869

166 Calculation of dispersion energies. Journal of Physics Condensed Matter, 2012, 24, 073201. 0.7 187

167 A simplified implementation of van der Waals density functionals for first-principles molecular
dynamics applications. Journal of Chemical Physics, 2012, 136, 224107. 1.2 49

168 Zinc Oxideâ€“Zinc Phthalocyanine Interface for Hybrid Solar Cells. Journal of Physical Chemistry C,
2012, 116, 15439-15448. 1.5 36

169 Comparing van der Waals Density Functionals for CO<sub>2</sub> Adsorption in Metal Organic
Frameworks. Journal of Physical Chemistry C, 2012, 116, 16957-16968. 1.5 72

170 van der Waals interaction in magnetic bilayer graphene nanoribbons. Physical Review B, 2012, 85, . 1.1 41

171
Complete <sup>13</sup>C NMR Chemical Shifts Assignment for Cholesterol Crystals by Combined
CP-MAS Spectral Editing and ab Initio GIPAW Calculations with Dispersion Forces. Journal of Physical
Chemistry A, 2012, 116, 3765-3769.

1.1 28

172 Atomistic theory and simulation of the morphology and structure of ionic nanoparticles. Nanoscale,
2012, 4, 1051-1067. 2.8 15

173 On the electric dipole moments of small sodium clusters from different theoretical approaches.
Chemical Physics, 2012, 399, 252-257. 0.9 9

174 Wannier functions approach to van der Waals interactions in ABINIT. Computer Physics
Communications, 2012, 183, 480-485. 3.0 5

175 Electrochemical detection of the thermal stability of n-alkanethiolate monolayers on Au(111).
Electrochimica Acta, 2012, 61, 132-139. 2.6 12

176 Largeâ€•scale DFT calculations in implicit solventâ€”A case study on the T4 lysozyme L99A/M102Q protein.
International Journal of Quantum Chemistry, 2013, 113, 771-785. 1.0 34

177 Analysis of the origin of lateral interactions in the adsorption of small organic molecules on oxide
surfaces. Theoretical Chemistry Accounts, 2013, 132, 1. 0.5 5

178 Asymmetric Effect of Oxygen Adsorption on Electron and Hole Mobilities in Bilayer Graphene: Long-
and Short-Range Scattering Mechanisms. ACS Nano, 2013, 7, 6597-6604. 7.3 34

179 Mechanical properties of hydrogenated bilayer graphene. Journal of Chemical Physics, 2013, 138,
244709. 1.2 4

180 Structures, relative stabilities, and electronic properties of potassium clusters Kn (13â©½nâ©½80).
Computational and Theoretical Chemistry, 2013, 1021, 135-143. 1.1 7



12

Citation Report

# Article IF Citations

181 Van der Waals density-functional study of 100% hydrogen coverage on bilayer graphene.
Computational Materials Science, 2013, 78, 1-8. 1.4 1

182 Van der Waals interactions in density functional theory by combining the quantum harmonic
oscillator-model with localized Wannier functions. Journal of Chemical Physics, 2013, 139, 054106. 1.2 34

183 GolP-CHARMM: First-Principles Based Force Fields for the Interaction of Proteins with Au(111) and
Au(100). Journal of Chemical Theory and Computation, 2013, 9, 1616-1630. 2.3 210

184
Origins of CH<sub>4</sub>/CO<sub>2</sub> Adsorption Selectivity in Zeolitic Imidazolate
Frameworks: A van der Waals Density Functional Study. Journal of Physical Chemistry C, 2013, 117,
14642-14651.

1.5 16

185 Recent Progress in Density Functional Methodology for Biomolecular Modeling. Structure and
Bonding, 2013, , 1-64. 1.0 9

186 Growth of aligned Mo6S6 nanowires on Cu(111). Surface Science, 2013, 611, 1-4. 0.8 20

187 First-Principles Studies of Photoinduced Charge Transfer in Noncovalently Functionalized Carbon
Nanotubes. Journal of Physical Chemistry C, 2013, 117, 17909-17918. 1.5 13

188 Molecular hydrogen uptake by zigzag graphene nanoribbons doped with early 3d transition-metal
atoms. International Journal of Hydrogen Energy, 2013, 38, 8872-8880. 3.8 22

189 Condensed Astatine: Monatomic and Metallic. Physical Review Letters, 2013, 111, 116404. 2.9 38

190

New Layered Structures of Cuprous Chalcogenides as Thin Film Solar Cell Materials:<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:msub><mml:mi>Cu</mml:mi><mml:mn>2</mml:mn></mml:msub><mml:mi>Te</mml:mi></mml:math>and<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
display="inline"><mml:msub><mml:mi>Cu</mml:mi><mml:mn>2</mml:mn></mml:msub><mml:mi>Se</mml:mi></mml:math>.
Physical Review Letters, 2013, 111, 165502.

2.9 103

191 Importance of dispersion in density functional calculations of cesium chloride and its related
halides. Physical Review B, 2013, 88, . 1.1 29

192 Li-Ion Adsorption and Diffusion on Two-Dimensional Silicon with Defects: A First Principles Study. ACS
Applied Materials &amp; Interfaces, 2013, 5, 10690-10695. 4.0 73

193 Structural and electronic properties of perylene from first principles calculations. Journal of
Chemical Physics, 2013, 138, 094509. 1.2 35

194 First-Principles-Based Force Field for the Interaction of Proteins with Au(100)(5â€‰Ã—â€‰1): An Extension of
GolP-CHARMM. Journal of Physical Chemistry C, 2013, 117, 24292-24306. 1.5 61

195 Room temperature compressibility and diffusivity of liquid water from first principles. Journal of
Chemical Physics, 2013, 139, 194502. 1.2 54

196 Theoretical predictions of the two-dimensional solid-state NMR spectra: A case study of the 13Câ€“1H
correlations in metergoline. Chemical Physics Letters, 2013, 586, 56-60. 1.2 18

197 Electronics and Structural Properties of Single-Walled Carbon Nanotubes Interacting with a Glucose
Molecule:<i>ab initio</i>Calculations. Communications in Theoretical Physics, 2013, 60, 341-347. 1.1 6

198 Drastic reduction in the growth temperature of graphene on copper via enhanced London dispersion
force. Scientific Reports, 2013, 3, 1925. 1.6 62



13

Citation Report

# Article IF Citations

199 Characterization of a high pressure, high temperature modification of ammonia borane (BH3NH3).
Journal of Chemical Physics, 2013, 139, 054507. 1.2 14

200 Accuracy of density functional theory in the prediction of carbon dioxide adsorbent materials.
Dalton Transactions, 2013, 42, 4670. 1.6 15

201 The role of van der Waals forces in water adsorption on metals. Journal of Chemical Physics, 2013,
138, 024708. 1.2 173

202 Structure, Bonding, and Mineralogy of Carbon at Extreme Conditions. Reviews in Mineralogy and
Geochemistry, 2013, 75, 47-77. 2.2 100

203 Atmospheric contaminants on graphitic surfaces. Carbon, 2013, 61, 33-39. 5.4 72

204 Adsorption of H, H2, and H2O inside and outside of (M@Si16F)6 tubelike aggregates and wires (MÂ =Â V, Ta).
A first principles study. Materials Chemistry and Physics, 2013, 139, 247-255. 2.0 3

205 Ï€-Stacked polyphenolic dimers: A case study using dispersion-corrected methods. Chemical Physics
Letters, 2013, 578, 120-125. 1.2 11

206 Contribution analysis of the van der Waals term on electronic structures of carbon related systems.
Applied Surface Science, 2013, 267, 173-176. 3.1 3

207 Breathing-trap mechanism for encapsulation of atomic hydrogen in C60. Chemical Physics Letters,
2013, 583, 114-118. 1.2 7

208 Interlayer Breathing and Shear Modes in Few-Trilayer MoS<sub>2</sub> and WSe<sub>2</sub>. Nano
Letters, 2013, 13, 1007-1015. 4.5 576

209 Noncovalent Interactions of DNA Bases with Naphthalene and Graphene. Journal of Chemical Theory
and Computation, 2013, 9, 2090-2096. 2.3 73

210 Chiral â€œPinwheelâ€• Heterojunctions Self-Assembled from C<sub>60</sub> and Pentacene. ACS Nano,
2013, 7, 3086-3094. 7.3 16

211 Nuclear Quantum Effects and Nonlocal Exchange-Correlation Functionals Applied to Liquid Hydrogen
at High Pressure. Physical Review Letters, 2013, 110, 065702. 2.9 150

212 CO and O overlayers on Pd nanocrystals supported on TiO2(110). Faraday Discussions, 2013, 162, 191. 1.6 6

213 Theoretical insights into [PMo12O40]3âˆ’ grafted on single-walled carbon nanotubes. Physical
Chemistry Chemical Physics, 2013, 15, 9177. 1.3 27

214 Adsorption and Diffusion of Oxygen on Single-Layer Graphene with Topological Defects. Journal of
Physical Chemistry C, 2013, 117, 10366-10374. 1.5 79

215 Enhanced Autoionization of Water at Phospholipid Interfaces. Journal of Physical Chemistry C, 2013,
117, 510-514. 1.5 13

216 Accounting for van der Waals interactions between adsorbates and surfaces in density functional
theory based calculations: selected examples. RSC Advances, 2013, 3, 13085. 1.7 138



14

Citation Report

# Article IF Citations

217 Towards a predictive first-principles description of solid molecular hydrogen with density
functional theory. Physical Review B, 2013, 87, . 1.1 75

218 Edgeâ€“Edge Interactions in Stacked Graphene Nanoplatelets. ACS Nano, 2013, 7, 2834-2841. 7.3 25

219 First-principles vdW-DF investigation on the interaction between the oxazepam molecule and C60
fullerene. Journal of Molecular Modeling, 2013, 19, 1929-1936. 0.8 17

220 Electric field induced orientation-selective unzipping of zigzag carbon nanotubes upon oxidation.
Physical Chemistry Chemical Physics, 2013, 15, 6431. 1.3 17

221 Initial Growth of <i>N</i>,<i>N</i>â€²-Bis(1-ethylpropyl)perylene-3,4,9,10-tetracarboxdiimide Films on
Cu(100). Journal of Physical Chemistry C, 2013, 117, 11679-11685. 1.5 7

222 Nonlocal van der Waals functionals: The case of rare-gas dimers and solids. Journal of Chemical
Physics, 2013, 138, 204103. 1.2 42

223 Universality in the low-voltage transport response of molecular wires physisorbed onto graphene
electrodes. Physical Review B, 2013, 87, . 1.1 18

224 Electronic Transport Properties of Chemically Modified Double-Walled Carbon Nanotubes. Journal of
Physical Chemistry C, 2013, 117, 15266-15271. 1.5 12

225 van der Waals bonding and the quasiparticle band structure of SnO from first principles. Physical
Review B, 2013, 87, . 1.1 55

226 Interaction between hydrogen flux and carbon monolayer on SiC(0001): graphene formation kinetics.
Nanoscale, 2013, 5, 671-680. 2.8 18

227 Probing the Electronic Properties of Trimesic Acid Nanoporous Networks on Au(111). Langmuir, 2013,
29, 11593-11599. 1.6 26

228 Binding Interactions in Dimers of Phenalenyl and Closed-Shell Analogues. Journal of Physical
Chemistry A, 2013, 117, 3642-3649. 1.1 35

229 van der Waals-Corrected Ab Initio Study of Water Iceâ€“Graphite Interaction. Journal of Physical
Chemistry C, 2013, 117, 321-325. 1.5 26

230 Controlling Carboxyl Deprotonation on Cu(001) by Surface Sn Alloying. Journal of Physical Chemistry
C, 2013, 117, 17058-17065. 1.5 16

231 Influence of spin-phonon coupling on antiferromagnetic spin fluctuations in FeSe under pressure:
First-principles calculations with van der Waals corrections. Physical Review B, 2013, 88, . 1.1 23

232 5-Methylation of Cytosine in CG:CG Base-Pair Steps: A Physicochemical Mechanism for the Epigenetic
Control of DNA Nanomechanics. Journal of Physical Chemistry B, 2013, 117, 16436-16442. 1.2 22

233 Probing Adsorption Interactions in Metalâ€“Organic Frameworks using X-ray Spectroscopy. Journal of
the American Chemical Society, 2013, 135, 18183-18190. 6.6 56

234 Diamond as an inert substrate of graphene. Journal of Chemical Physics, 2013, 138, 054701. 1.2 46



15

Citation Report

# Article IF Citations

235 Intermolecular Vibrations in Hydrophobic Amino Acid Crystals: Experiments and Calculations. Journal
of Physical Chemistry B, 2013, 117, 10444-10461. 1.2 73

236 Interactions between stacked layers of phenyl-modified silicene. New Journal of Physics, 2013, 15,
125018. 1.2 13

237 Towards a specific reaction parameter density functional for reactive scattering of H2 from Pd(111).
Journal of Chemical Physics, 2013, 139, 244707. 1.2 14

238 Electron-doped organics: Charge-disproportionate insulators and Hubbard-FrÃ¶hlich metals. Physical
Review B, 2013, 88, . 1.1 16

239 Harris-type van der Waals density functional scheme. Physical Review B, 2013, 88, . 1.1 8

240 Nonlocal van der Waals density functional made simple and efficient. Physical Review B, 2013, 87, . 1.1 471

241 Inclusion of screening effects in the van der Waals corrected DFT simulation of adsorption processes
on metal surfaces. Physical Review B, 2013, 87, . 1.1 22

242 Thermodynamic stability of alkali-metalâ€“zinc double-cation borohydrides at low temperatures.
Physical Review B, 2013, 88, . 1.1 29

243 Hydrogen Storage in MOF-5 with Fluorine Substitution: A van der Waals Density Functional Theory
Study. Advanced Materials Research, 0, 716, 244-247. 0.3 4

244 On the accuracy of van der Waals inclusive density-functional theory exchange-correlation
functionals for ice at ambient and high pressures. Journal of Chemical Physics, 2013, 139, 154702. 1.2 119

245 Structure and functionality of bromine doped graphite. Journal of Chemical Physics, 2013, 138, 164702. 1.2 8

246
Implementation of van der Waals Density Functional Approach to the Spin-Polarized System:
Interaction Potential between Oxygen Molecules. Journal of the Physical Society of Japan, 2013, 82,
093701.

0.7 20

247 Theoretical Simulations of Reactive and Nonreactive Scattering of Light Diatomic Molecules from
Metal Surfaces: Past, Present, and Future. Advances in Chemistry, 2014, 2014, 1-21. 1.1 0

248 Freestanding MoO3âˆ’ nanobelt/carbon nanotube films for Li-ion intercalation pseudocapacitors. Nano
Energy, 2014, 9, 355-363. 8.2 146

249 Influence of graphene coating on the adsorption and tribology of Xe on Au(1â€‰1â€‰1) substrate. Journal of
Physics Condensed Matter, 2014, 26, 445003. 0.7 2

250 GOLLUM: a next-generation simulation tool for electron, thermal and spin transport. New Journal of
Physics, 2014, 16, 093029. 1.2 269

251 Origin of the band dispersion in a metal phthalocyanine crystal. Physical Review B, 2014, 90, . 1.1 15

252 First Principles Methods: A Perspective from Quantum Monte Carlo. Entropy, 2014, 16, 287-321. 1.1 33



16

Citation Report

# Article IF Citations

253

Agâ€“Ag dispersive interaction and physical properties of<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mrow><mml:mi
mathvariant="normal">Ag</mml:mi></mml:mrow><mml:mn>3</mml:mn></mml:msub><mml:mi>Co</mml:mi><mml:mo>(</mml:mo><mml:mi>CN</mml:mi><mml:mo>)</mml:mo><mml:msub><mml:mrow
/><mml:mn>6</mml:mn></mml:msub></mml:math>. Physical Review B, 2014, 90, .

1.1 26

254 Decoding the mechanism of the mechanical transfer of a GaN-based heterostructure via an h-BN
release layer in a device configuration. Applied Physics Letters, 2014, 105, 121605. 1.5 11

255 Strain engineering of Dirac cones in graphyne. Applied Physics Letters, 2014, 104, 213107. 1.5 51

256 Including screening in van der Waals corrected density functional theory calculations: The case of
atoms and small molecules physisorbed on graphene. Journal of Chemical Physics, 2014, 140, 124107. 1.2 61

257 Spontaneous Formation of O<sub>8</sub> Clusters and Chains within Nanostructures. Journal of
Physical Chemistry C, 2014, 118, 24741-24745. 1.5 2

258 Microscopic mechanism of electron transfer through the hydrogen bonds between carboxylated
alkanethiol molecules connected to gold electrodes. Journal of Chemical Physics, 2014, 141, 174702. 1.2 7

259 Insight into the description of van der Waals forces for benzene adsorption on transition metal (111)
surfaces. Journal of Chemical Physics, 2014, 140, 084704. 1.2 158

260 Determination of corrugation and friction of Cu(111) toward adsorption and motion of Ne and Xe.
Physical Review B, 2014, 89, . 1.1 10

261 Li intercalation in graphite: A van der Waals density-functional study. Physical Review B, 2014, 90, . 1.1 63

262
Benchmarking the performance of density functional theory and point charge force fields in their
description of sI methane hydrate against diffusion Monte Carlo. Journal of Chemical Physics, 2014,
140, 174703.

1.2 41

263 First-principles predicted low-energy structures of NaSc(BH4)4. Journal of Chemical Physics, 2014, 140,
124708. 1.2 25

264
Geometrical and optical benchmarking of copper(II) guanidineâ€“quinoline complexes: Insights from
TDâ€•DFT and manyâ€•body perturbation theory (part II). Journal of Computational Chemistry, 2014, 35,
2146-2161.

1.5 31

265
A Magnetic Ionic Liquid Based on Tetrachloroferrate Exhibits Threeâ€•Dimensional Magnetic Ordering: A
Combined Experimental and Theoretical Study of the Magnetic Interaction Mechanism. Chemistry - A
European Journal, 2014, 20, 72-76.

1.7 48

266 Hydrogenation-induced ferromagnetism on graphite surfaces. Physical Review B, 2014, 90, . 1.1 36

267 Static Dielectric Permittivity of Ice from First Principles. Physical Review Letters, 2014, 113, 245501. 2.9 7

268 Exchange functional that tests the robustness of the plasmon description of the van der Waals
density functional. Physical Review B, 2014, 89, . 1.1 414

269 Interaction of silicene with<i>Î²</i>-Si<sub>3</sub>N<sub>4</sub>(0001)/Si(111) substrate; energetics
and electronic properties. Journal of Physics Condensed Matter, 2014, 26, 395009. 0.7 6

270 Spin polarization of Co(0001)/graphene junctions from first principles. Journal of Physics Condensed
Matter, 2014, 26, 104204. 0.7 15



17

Citation Report

# Article IF Citations

271 Van der Waals interaction in a boron nitride bilayer. New Journal of Physics, 2014, 16, 113015. 1.2 37

272 Identifying the nature of interaction between LiBH4 and two-dimensional substrates: DFT study with
van der Waals correction. Journal of Alloys and Compounds, 2014, 587, 428-436. 2.8 4

273 Contributions of dispersion forces to R-3-methylcyclohexanone physisorption on low and high Miller
index Cu surfaces. Surface Science, 2014, 629, 35-40. 0.8 7

274 Work function modification of the (111) gold surface covered by long alkanethiol-based
self-assembled monolayers. Physical Chemistry Chemical Physics, 2014, 16, 2866. 1.3 26

275 Grapheneâ€“boron nitride superlattices: the role of point defects at the BN layer. Nanotechnology,
2014, 25, 165705. 1.3 17

276 The classical molecular dynamics simulation of graphene on Ru(0001) using a fitted Tersoff interface
potential. Surface and Interface Analysis, 2014, 46, 42-47. 0.8 6

277 Predicting the stability of surface phases of molybdenum selenides. Applied Physics Letters, 2014, 104, . 1.5 2

278 A study of planar anchor groups for graphene-based single-molecule electronics. Journal of Chemical
Physics, 2014, 140, 054708. 1.2 37

279 DFT-D investigation of the interaction between Ir (III) based photosensitizers and small silver clusters
Agn (n=2â€“20,92). Chemical Physics, 2014, 435, 40-48. 0.9 10

280 Perspective: Fifty years of density-functional theory in chemical physics. Journal of Chemical Physics,
2014, 140, 18A301. 1.2 1,083

281 Homologous series of layered structures in binary and ternary Bi-Sb-Te-Se systems:<i>Ab
initio</i>study. Physical Review B, 2014, 89, . 1.1 5

282 Carbon Support Effects on the Hydrogen Storage Properties of LiBH<sub>4</sub> Nanoparticles: A
First-Principles Study. Journal of Physical Chemistry C, 2014, 118, 5102-5109. 1.5 12

283 Evaluation of model exchange-correlation kernels in the adiabatic connection fluctuation-dissipation
theorem for inhomogeneous systems. Journal of Chemical Physics, 2014, 140, 18A520. 1.2 26

284
First-principles investigation of the bulk and low-index surfaces of<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mi>Mo</mml:mi><mml:msub><mml:mi>Se</mml:mi><mml:mn>2</mml:mn></mml:msub></mml:math>.
Physical Review B, 2014, 89, .

1.1 19

285 Study of van der Waals bonding and interactions in metal organic framework materials. Journal of
Physics Condensed Matter, 2014, 26, 133002. 0.7 34

286 Site-selective adsorption of phthalocyanine on h-BN/Rh(111) nanomesh. Physical Chemistry Chemical
Physics, 2014, 16, 12374-12384. 1.3 47

287 Ab initio investigation on hybrid graphite-like structure made up of silicene and boron nitride. Physics
Letters, Section A: General, Atomic and Solid State Physics, 2014, 378, 1162-1169. 0.9 12

288 Optimizing the Band Edges of Tungsten Trioxide for Water Oxidation: A First-Principles Study. Journal
of Physical Chemistry C, 2014, 118, 6019-6028. 1.5 63



18

Citation Report

# Article IF Citations

289
Dissociative Adsorption of 5-Nitro-2,4-dihydro-3<i>H</i>-1,2,4-triazol-3-one (NTO) on
Aluminum-Terminated (0001) Surface of Î±-Alumina As Predicted from Plane-Wave Density Functional
Theory. Journal of Physical Chemistry C, 2014, 118, 310-319.

1.5 16

290 Ag (100)/MgO (100) interface: A van der Waals density functional study. Applied Surface Science, 2014,
288, 115-121. 3.1 7

291 Band structure engineering of monolayer MoS<sub>2</sub> on h-BN: first-principles calculations.
Journal Physics D: Applied Physics, 2014, 47, 075301. 1.3 91

292 Encapsulation of organic molecules in carbon nanotubes: role of the van der Waals interactions.
Journal Physics D: Applied Physics, 2014, 47, 083001. 1.3 31

293 Interactions of polymers with reduced graphene oxide: van der Waals binding energies of benzene on
graphene with defects. Physical Chemistry Chemical Physics, 2014, 16, 33-37. 1.3 43

294
Assessing the Performances of Dispersion-Corrected Density Functional Methods for Predicting the
Crystallographic Properties of High Nitrogen Energetic Salts. Journal of Chemical Theory and
Computation, 2014, 10, 4982-4994.

2.3 22

295 Fluorine Adsorption on Single and Bilayer Graphene: Role of Sublattice and Layer Decoupling. Journal
of Physical Chemistry C, 2014, 118, 27074-27080. 1.5 20

296 Understanding the Reactivity of Layered Transition-Metal Sulfides: A Single Electronic Descriptor for
Structure and Adsorption. Journal of Physical Chemistry Letters, 2014, 5, 3884-3889. 2.1 70

297 Thermal equation of state of solid naphthalene to 13 GPa and 773 K: In situ X-ray diffraction study and
first principles calculations. Journal of Chemical Physics, 2014, 140, 164508. 1.2 26

298
Binding and Diffusion of Lithium in Graphite: Quantum Monte Carlo Benchmarks and Validation of van
der Waals Density Functional Methods. Journal of Chemical Theory and Computation, 2014, 10,
5318-5323.

2.3 117

299 Phonons and electronâ€•phonon coupling in grapheneâ€•<i>h</i>â€•BN heterostructures. Annalen Der Physik,
2014, 526, 381-386. 0.9 40

300 Arginine-phosphate salt bridges between histones and DNA: Intermolecular actuators that control
nucleosome architecture. Journal of Chemical Physics, 2014, 141, 165102. 1.2 19

301 Theoretical Prediction of Carrier Mobility in Few-Layer BC<sub>2</sub>N. Journal of Physical
Chemistry Letters, 2014, 5, 4073-4077. 2.1 88

302 Oxidation of a Graphite Surface: The Role of Water. Journal of Physical Chemistry C, 2014, 118,
27594-27598. 1.5 20

303 Single-Layer MoS<sub>2</sub> with Sulfur Vacancies: Structure and Catalytic Application. Journal of
Physical Chemistry C, 2014, 118, 5346-5351. 1.5 260

304 Interpretation of van der Waals density functionals. Physical Review B, 2014, 90, . 1.1 63

305 Optical and electronic properties of graphene nanoribbons upon adsorption of ligand-protected
aluminum clusters. Physical Chemistry Chemical Physics, 2014, 16, 3558. 1.3 22

306 Density Functional Theory Based Study of Molecular Interactions, Recognition, Engineering, and
Quantum Transport in Ï€ Molecular Systems. Accounts of Chemical Research, 2014, 47, 3321-3330. 7.6 54



19

Citation Report

# Article IF Citations

307 Adsorption and desulfurization reaction mechanism of thiophene and its hydrogenated derivatives
over NbC(001) and NbN(001): an ab initio DFT study. Catalysis Science and Technology, 2014, 4, 2550-2563. 2.1 15

308 Van der Waals density functional study of the energetics of alkali metal intercalation in graphite. RSC
Advances, 2014, 4, 3973-3983. 1.7 145

309 Inducing Magnetism in Pure Organic Molecules by Single Magnetic Atom Doping. Physical Review
Letters, 2014, 113, 106102. 2.9 17

310 Electronic and Quantum Transport Properties of Substitutionally Doped Double-Walled Carbon
Nanotubes. Journal of Physical Chemistry C, 2014, 118, 1472-1477. 1.5 8

311 Supramolecular and Chiral Effects at the Titanyl Phthalocyanine/Ag(100) Hybrid Interface. Journal of
Physical Chemistry C, 2014, 118, 5255-5267. 1.5 20

312 Density Functional Theory with van der Waals Corrections Study of the Adsorption of Alkyl,
Alkylthiol, Alkoxyl, and Amino-Alkyl Chains on the H:Si(111) Surface. Langmuir, 2014, 30, 13255-13265. 1.6 14

313 Periodic DFT Study of Benzene Adsorption on Pd(100) and Pd(110) at Medium and Saturation Coverage.
Journal of Physical Chemistry C, 2014, 118, 21483-21499. 1.5 16

314 Termination Dependence of Tetragonal CH<sub>3</sub>NH<sub>3</sub>PbI<sub>3</sub> Surfaces for
Perovskite Solar Cells. Journal of Physical Chemistry Letters, 2014, 5, 2903-2909. 2.1 320

315 Adsorption of tetrathiafulvalene (TTF) on Cu(1 0 0): can Ï€-stacked 1-D aggregates be formed at low
temperature?. Chemical Physics Letters, 2014, 612, 45-50. 1.2 0

316
Anionâˆ’Ï€ and Halideâ€“Halide Nonbonding Interactions in a New Ionic Liquid Based on Imidazolium
Cation with Three-Dimensional Magnetic Ordering in the Solid State. Inorganic Chemistry, 2014, 53,
8384-8396.

1.9 43

317 The nature of bonding and electronic properties of graphene and benzene with iridium adatoms.
Physical Chemistry Chemical Physics, 2014, 16, 20818-20827. 1.3 10

318 Strong Photoluminescence Enhancement of MoS<sub>2</sub> through Defect Engineering and
Oxygen Bonding. ACS Nano, 2014, 8, 5738-5745. 7.3 995

319 Polyoxometalateâ€•coupled Graphene via Polymeric Ionic Liquid Linker for Supercapacitors. Advanced
Functional Materials, 2014, 24, 7301-7309. 7.8 107

320 First-principles vdW-DF study on the enhanced hydrogen storage capacity of Pt-adsorbed graphene.
Journal of Molecular Modeling, 2014, 20, 2230. 0.8 16

321 Effect of van der Waals interaction on the structural and cohesive properties of black phosphorus.
Journal of the Korean Physical Society, 2014, 64, 547-553. 0.3 21

322 Augmented methane adsorption at Ca decorated carbon nanotubesâ€”a DFT study. Journal Physics D:
Applied Physics, 2014, 47, 075305. 1.3 3

323 Doping of carbon nanotubes with aluminum atom to improve Pt adsorption. Applied Surface Science,
2014, 290, 86-91. 3.1 19

324 Interfacial Engineering of P3HT/ZnO Hybrid Solar Cells Using Phthalocyanines: A Joint Theoretical and
Experimental Investigation. Advanced Energy Materials, 2014, 4, 1301694. 10.2 42



20

Citation Report

# Article IF Citations

325 Theoretical Chemistry of Î±-Graphyne: Functionalization, Symmetry Breaking, and Generation of
Dirac-Fermion Mass. Chemistry of Materials, 2014, 26, 3701-3708. 3.2 15

326 Active edge sites in MoSe<sub>2</sub> and WSe<sub>2</sub> catalysts for the hydrogen evolution
reaction: a density functional study. Physical Chemistry Chemical Physics, 2014, 16, 13156-13164. 1.3 426

327 van der Waals density functional made accurate. Physical Review B, 2014, 89, . 1.1 524

328 First-principles study of van der Waals interactions in MoS<sub>2</sub>and MoO<sub>3</sub>.
Journal of Physics Condensed Matter, 2014, 26, 305502. 0.7 45

329 Isolation and characterization of few-layer black phosphorus. 2D Materials, 2014, 1, 025001. 2.0 1,411

330 Benchmarking van der Waals functionals with noncontact RPA calculations on graphene-Ag(111).
Physical Review B, 2014, 90, . 1.1 33

331
Plane-wave density functional theory investigation of adsorption of 2,4,6-trinitrotoluene on
al-hydroxylated (0001) surface of (4 Ã— 4) Î±-alumina. Journal of Computational Chemistry, 2014, 35,
1977-1985.

1.5 7

332
The covariance of the differences between experimental and theoretical chemical shifts as an aid for
assigning two-dimensional heteronuclear correlation solid-state NMR spectra. Chemical Physics
Letters, 2014, 608, 334-339.

1.2 20

333 Transport fingerprints at graphene superlattice Dirac points induced by a boron nitride substrate.
Physical Review B, 2014, 89, . 1.1 10

334 Hydrostatic pressure effects on structural and electronic properties of TATB from first principles
calculations. Chemical Physics, 2014, 436-437, 1-7. 0.9 30

335 Quantum Monte Carlo Benchmark of Exchange-Correlation Functionals for Bulk Water. Journal of
Chemical Theory and Computation, 2014, 10, 2355-2362. 2.3 39

336 Adsorption of small aromatic molecules on gold: a DFT localized basis set study including van der
Waals effects. Theoretical Chemistry Accounts, 2014, 133, 1. 0.5 33

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

338 Force and magnetic field sensor based on measurement of tunneling conductance between ends of
coaxial carbon nanotubes. Computational Materials Science, 2014, 92, 84-91. 1.4 9

339 Gas Membrane Selectivity Enabled by Zeolitic Imidazolate Framework Electrostatics. Chemistry of
Materials, 2014, 26, 3976-3985. 3.2 25

340 The effect of the exchange-correlation functional on H2 dissociation on Ru(0001). Journal of
Chemical Physics, 2014, 140, 084702. 1.2 57

341 Hydrogen segregation and its roles in structural stability and metallization: silane under pressure.
Scientific Reports, 2015, 5, 13039. 1.6 17

342 Assessing the accuracy of the van der Waals density functionals for rare-gas and small molecular
systems. Physical Review B, 2015, 91, . 1.1 34



21

Citation Report

# Article IF Citations

343 Rashba effect in single-layer antimony telluroiodide SbTeI. Physical Review B, 2015, 92, . 1.1 60

344 Periodic arrays of intercalated atoms in twisted bilayer graphene: An<i>ab initio</i>investigation.
Physical Review B, 2015, 92, . 1.1 5

345
Dispersion effects in<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mi>SiO</mml:mi><mml:mn>2</mml:mn></mml:msub></mml:math>polymorphs:
An<i>ab initio</i>study. Physical Review B, 2015, 92, .

1.1 27

346 Theoretical study of the dynamics of atomic hydrogen adsorbed on graphene multilayers. Physical
Review B, 2015, 91, . 1.1 23

347 van der Waals corrected DFT simulation of adsorption processes on transition-metal surfaces: Xe and
graphene on Ni(111). Physical Review B, 2015, 91, . 1.1 39

348 Electronic and nuclear quantum effects on the ice XI/ice Ih phase transition. Physical Review B, 2015,
92, . 1.1 18

349 Structural diversity in lithium carbides. Physical Review B, 2015, 92, . 1.1 26

350 High-Energy Density and Superhard Nitrogen-Rich B-N Compounds. Physical Review Letters, 2015, 115,
105502. 2.9 132

351 Graphdiyne as a promising material for detecting amino acids. Scientific Reports, 2015, 5, 16720. 1.6 59

352 On the van der Waals interactions and the stability of polypeptide chains in helical conformations.
International Journal of Quantum Chemistry, 2015, 115, 1613-1620. 1.0 12

353 Nâ€•Doped Carbon Networks: Alternative Materials Tracing New Routes for Activating Molecular
Hydrogen. Chemistry - A European Journal, 2015, 21, 3806-3814. 1.7 11

354 Molecular Interactions for Modeling of Oxygen System Using vanÂ derÂ Waals Density Functional
Approach. , 2015, , . 1

355 Structural Properties of Liquid Water and Ice Ih from Ab-Initio Molecular Dynamics with a Non-Local
Correlation Functional. Energies, 2015, 8, 9383-9391. 1.6 20

356 Self-assembly of indole-2-carboxylic acid at graphite and gold surfaces. Journal of Chemical Physics,
2015, 142, 101923. 1.2 21

357 Significantly Enhanced Visible Light Photoelectrochemical Activity in TiO<sub>2</sub> Nanowire
Arrays by Nitrogen Implantation. Nano Letters, 2015, 15, 4692-4698. 4.5 159

358 Application of a VanÂ DerÂ Waals Density Functional to Small Molecular Complexes and Solids. , 2015, , . 1

359 Theoretical study on stability of hybrid bilayers. Materials Research Express, 2015, 2, 045007. 0.8 3

360 Self-assembly of NiTPP on Cu(111): a transition from disordered 1D wires to 2D chiral domains. Physical
Chemistry Chemical Physics, 2015, 17, 18344-18352. 1.3 12



22

Citation Report

# Article IF Citations

361 Recent progress in predicting structural and electronic properties of organic solids with the van der
Waals density functional. Journal of Electron Spectroscopy and Related Phenomena, 2015, 204, 159-167. 0.8 10

362 The mechanical exfoliation mechanism of black phosphorus to phosphorene: A first-principles study.
Europhysics Letters, 2015, 112, 37003. 0.7 28

363 Interplay between Hydrogen Bonding, Epitaxy, and Charge Transfer in the Self-Assembly of Croconic
Acid on Au(111) and Ag(111). Journal of Physical Chemistry C, 2015, 119, 26429-26437. 1.5 9

364 The Nonlocal Correlation Density Functional VV10. Annual Reports in Computational Chemistry, 2015,
11, 37-102. 0.9 17

365 Absorption of NH3 on pristine and defected boron nitride nanosheets: A first principle study.
Superlattices and Microstructures, 2015, 88, 371-376. 1.4 21

366 Improving the Description of Nonmagnetic and Magnetic Molecular Crystals via the van der Waals
Density Functional. Journal of the Physical Society of Japan, 2015, 84, 024715. 0.7 14

367 Exothermic Mechanism for the Abstraction of Hydrogen from Methane on Li-Doped MgO. Journal of
Physical Chemistry C, 2015, 119, 196-215. 1.5 8

368 Sonogashira Cross-Coupling and Homocoupling on a Silver Surface: Chlorobenzene and
Phenylacetylene on Ag(100). Journal of the American Chemical Society, 2015, 137, 940-947. 6.6 50

369 First principles characterization of silicate sites in clay surfaces. Physical Chemistry Chemical
Physics, 2015, 17, 4952-4960. 1.3 21

370 Experimental and theoretical investigations of monolayer and few-layer talc. 2D Materials, 2015, 2,
015004. 2.0 37

371 Tetrahydrothiophene and Tetrahydrofuran, Computational and X-ray Studies in the Crystalline Phase.
Crystal Growth and Design, 2015, 15, 1073-1081. 1.4 15

372 Structural and electronic properties of supramolecular C60:RU(II)(bipy)3:C60 triad: Ab initio van der
Waals calculations. Physica E: Low-Dimensional Systems and Nanostructures, 2015, 69, 384-393. 1.3 3

373 Energetics and Atomic Structures of Cu<sub>2</sub>Te Overlayers on CdTe(111). Journal of Physical
Chemistry C, 2015, 119, 4843-4847. 1.5 1

374 Ti-decorated zigzag graphene nanoribbons for hydrogen storage. A van der Waals-corrected
density-functional study. International Journal of Hydrogen Energy, 2015, 40, 4960-4968. 3.8 65

375 Elucidating the mechanism and active site of the cyclohexanol dehydrogenation on copper-based
catalysts: A density functional theory study. Surface Science, 2015, 640, 181-189. 0.8 38

376 The effective adsorption and decomposition of N<sub>2</sub>O on Al-decorated graphene oxide
under electric field. RSC Advances, 2015, 5, 18761-18766. 1.7 12

377 Small-Molecule Adsorption in Open-Site Metalâ€“Organic Frameworks: A Systematic Density Functional
Theory Study for Rational Design. Chemistry of Materials, 2015, 27, 668-678. 3.2 248

378 AIREBO-M: A reactive model for hydrocarbons at extreme pressures. Journal of Chemical Physics, 2015,
142, 024903. 1.2 159



23

Citation Report

# Article IF Citations

379 Theoretical study of carbon double cones. European Physical Journal B, 2015, 88, 1. 0.6 4

380 Substrate Effects in the Supramolecular Assembly of 1,3,5-Benzene Tricarboxylic Acid on Graphite and
Graphene. Langmuir, 2015, 31, 7016-7024. 1.6 63

381 Defect states at organicâ€“inorganic interfaces: Insight from first principles calculations for
pentaerythritol tetranitrate on MgO surface. Surface Science, 2015, 637-638, 19-28. 0.8 17

382 Influence of the van der Waals interaction in the dissociation dynamics of N2 on W(110) from first
principles. Journal of Chemical Physics, 2015, 142, 074704. 1.2 23

383

Nearly-free electronlike surface resonance of a<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mi>Î²</mml:mi><mml:mo>âˆ’</mml:mo><mml:msub><mml:mi
mathvariant="normal">Si</mml:mi><mml:mn>3</mml:mn></mml:msub><mml:msub><mml:mi
mathvariant="normal">N</mml:mi><mml:mn>4</mml:mn></mml:msub><mml:mo>(</mml:mo><mml:mn>0001</mml:mn><mml:mo>)</mml:mo><mml:mo>/</mml:mo><mml:mi>Si</mml:mi><mml:mo>(</mml:mo><mml:mn>111</mml:mn><mml:mo>)</mml:mo><mml:mo>âˆ’</mml:mo><mml:mn>8</mml:mn><mml:mo>Ã—</mml:mo><mml:mn>8</.
Physical Review B, 2015, 91, .

1.1 11

384 The role of density functional theory methods in the prediction of nanostructured gas-adsorbent
materials. Coordination Chemistry Reviews, 2015, 300, 142-163. 9.5 36

385 A van der Waals Density Functional Investigation on the Improved Adsorption Properties of NO on the
Rhn/MgO (100) Interface. ACS Applied Materials &amp; Interfaces, 2015, 7, 17499-17509. 4.0 4

386 van der Waals Interactions in Layered Lithium Cobalt Oxides. Journal of Physical Chemistry C, 2015, 119,
19053-19058. 1.5 103

387 The electronic structure of quasi-free-standing germanene on monolayer MX (M = Ga, In; X = S, Se, Te).
Physical Chemistry Chemical Physics, 2015, 17, 19039-19044. 1.3 26

388
Role of the Head and/or Tail Groups of Adsorbed âˆ’[Xheadâ€¯group]â€“Alkylâ€“[Xtailâ€¯group] [X = O(H), S(H),
NH(2)] Chains in Controlling the Work Function of the Functionalized H:Si(111) Surface. Journal of
Physical Chemistry C, 2015, 119, 11588-11597.

1.5 18

389 Novel Two-Dimensional Silica Monolayers with Tetrahedral and Octahedral Configurations. Journal
of Physical Chemistry C, 2015, 119, 15654-15660. 1.5 18

390 Role of the dispersion force in modeling the interfacial properties of molecule-metal interfaces:
adsorption of thiophene on copper surfaces. Scientific Reports, 2014, 4, 5036. 1.6 62

391 Toggling the Local Electric Field with an Embedded Adatom Switch. Nano Letters, 2015, 15, 5564-5568. 4.5 5

392 Highly Sensitive and Selective Gas Detection Based on Silicene. Journal of Physical Chemistry C, 2015,
119, 16934-16940. 1.5 174

393 Covalent and noncovalent functionalization of pristine and defective graphene by cyclohexane and
dehydrogenated derivatives. Applied Surface Science, 2015, 351, 344-352. 3.1 14

394
First-principles investigation on the electronic efficiency and binding energy of the contacts formed
by graphene and poly-aromatic hydrocarbon anchoring groups. Journal of Chemical Physics, 2015, 142,
164701.

1.2 8

395 Influence of support morphology on the bonding of molecules to nanoparticles. Proceedings of the
National Academy of Sciences of the United States of America, 2015, 112, 7903-7908. 3.3 15

396 Investigation of Polyol Adsorption on Ru, Pd, and Re Using vdW Density Functionals. Journal of
Physical Chemistry C, 2015, 119, 17182-17192. 1.5 20



24

Citation Report

# Article IF Citations

397 Band-gap engineering of the h-BN/MoS<sub>2</sub>/h-BN sandwich heterostructure under an external
electric field. Journal Physics D: Applied Physics, 2015, 48, 205302. 1.3 29

398 First-principle calculations on the effect of impurities on different stacking of h-BN bilayers. Applied
Physics A: Materials Science and Processing, 2015, 119, 697-705. 1.1 6

399 Ferromagnetic Graphene Nanoribbons: Edge Termination with Organic Radicals. Journal of Physical
Chemistry C, 2015, 119, 10109-10115. 1.5 25

400 Graphyne on metallic surfaces: A density functional theory study. Physical Review B, 2015, 91, . 1.1 17

401 Subsystem density-functional theory as an effective tool for modeling ground and excited states,
their dynamics and many-body interactions. Journal of Physics Condensed Matter, 2015, 27, 183202. 0.7 67

402 van der Waals forces in density functional theory: a review of the vdW-DF method. Reports on
Progress in Physics, 2015, 78, 066501. 8.1 615

403 Adiabatic-connection fluctuation-dissipation DFT for the structural properties of solidsâ€”The
renormalized ALDA and electron gas kernels. Journal of Chemical Physics, 2015, 143, 102802. 1.2 56

404 Continuously tunable electronic structure of transition metal dichalcogenides superlattices.
Scientific Reports, 2015, 5, 8356. 1.6 16

405 Capacitive charge storage at an electrified interface investigated via direct first-principles
simulations. Physical Review B, 2015, 91, . 1.1 25

406 Theoretical investigation on coadsorption effect of O2 and H2O on Pt(111) surface. Computational
Materials Science, 2015, 102, 174-182. 1.4 9

407 Adsorption of 2-vinyl thiophene on Si(100)2 Ã— 1: A van Der Waals corrected DFT study. Journal of
Theoretical and Computational Chemistry, 2015, 14, 1550011. 1.8 4

408 Interfacial Charge Transfer Anisotropy in Polycrystalline Lead Iodide Perovskite Films. Journal of
Physical Chemistry Letters, 2015, 6, 1396-1402. 2.1 141

409 Cu-deficiency induced structural transition of Cu<sub>2âˆ’x</sub>Te. CrystEngComm, 2015, 17,
2878-2885. 1.3 41

410 Silicene as a new potential DNA sequencing device. Nanotechnology, 2015, 26, 154002. 1.3 135

411 The synergistic mechanism of graphene and MoS<sub>2</sub> for hydrogen generation: insights from
density functional theory. Physical Chemistry Chemical Physics, 2015, 17, 11375-11381. 1.3 32

412 Diffusion of alkali metals in the first stage graphite intercalation compounds by vdW-DFT
calculations. RSC Advances, 2015, 5, 15985-15992. 1.7 64

413 Ab initio study of sodium intercalation into disordered carbon. Journal of Materials Chemistry A,
2015, 3, 9763-9768. 5.2 193

414 Molecular Precursor Induced Surface Reconstruction at Graphene/Pt(111) Interfaces. Journal of
Physical Chemistry C, 2015, 119, 22534-22541. 1.5 15



25

Citation Report

# Article IF Citations

415 A nano Ag<sub>5</sub> cluster tip probing the vertical transfer of CO<sub>(ads)</sub> adsorbed on
Ag(110) with simulated inelastic electron tunneling spectroscopy. RSC Advances, 2015, 5, 64682-64688. 1.7 0

416 Assessing photocatalytic power of g-C3N4 for solar fuel production: A first-principles study
involving quasi-particle theory and dispersive forces. Journal of Chemical Physics, 2015, 143, 094705. 1.2 11

417 Breaking Badly: DFT-D2 Gives Sizeable Errors for Tensile Strengths in Palladium-Hydride Solids. Journal
of Chemical Theory and Computation, 2015, 11, 5426-5435. 2.3 74

418 A comparative chemisorption study of acrylic, vinyl acetic, fumaric, maleic and tartaric acid on Si(1 0) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 622 Td (0)2 Ã— 1 by van der Waals corrected DFT. Computational and Theoretical Chemistry, 2015, 1073, 106-115.1.1 5

419 Al2O3 as a suitable substrate and a dielectric layer for n-layer MoS2. Applied Physics Letters, 2015, 107,
053106. 1.5 30

420 DFT-based force field development for noble gas adsorption in metal organic frameworks. Journal of
Materials Chemistry A, 2015, 3, 23539-23548. 5.2 33

421 Role of Long-Range Interactions for the Structure and Energetics of Olympicene Radical Adsorbed on
Au(111) and Pt(111) Surfaces. Journal of Physical Chemistry C, 2015, 119, 25408-25419. 1.5 19

422 Performance of a Non-Local van der Waals Density Functional on the Dissociation of H<sub>2</sub>
on Metal Surfaces. Journal of Physical Chemistry A, 2015, 119, 12146-12158. 1.1 44

423 Understanding the nanoscale local buckling behavior of vertically aligned MWCNT arrays with van
der Waals interactions. Nanoscale, 2015, 7, 14299-14304. 2.8 25

424 <i>Ab Initio</i> Prediction of Piezoelectricity in Two-Dimensional Materials. ACS Nano, 2015, 9,
9885-9891. 7.3 445

425 Anisotropic displacement parameters from dispersion-corrected DFT methods and their experimental
validation by temperature-dependent X-ray diffraction. CrystEngComm, 2015, 17, 7414-7422. 1.3 27

426 Many-body dispersion effects in the binding of adsorbates on metal surfaces. Journal of Chemical
Physics, 2015, 143, 102808. 1.2 69

427 Bond Network Topology and Antiferroelectric Order in Cuprice CuOH. Inorganic Chemistry, 2015, 54,
8969-8977. 1.9 21

428 Resolving the Controversy about the Band Alignment between Rutile and Anatase: The Role of
OH<sup>â€“</sup>/H<sup>+</sup> Adsorption. Journal of Physical Chemistry C, 2015, 119, 21952-21958. 1.5 43

429
The accurate calculation of the band gap of liquid water by means of GW corrections applied to
plane-wave density functional theory molecular dynamics simulations. Physical Chemistry Chemical
Physics, 2015, 17, 365-375.

1.3 54

430 CellMatch: Combining two unit cells into a common supercell with minimal strain. Computer Physics
Communications, 2015, 197, 324-334. 3.0 60

431 Structural and electronic properties of crystalline graphite-like BC3. Computational Materials
Science, 2015, 109, 248-252. 1.4 11

432
Influence of Carboxylation on Structural and Mechanical Properties of Carbon Nanotubes:
Composite Reinforcement and Toxicity Reduction Perspectives. Journal of Physical Chemistry C, 2015,
119, 26734-26746.

1.5 18



26

Citation Report

# Article IF Citations

433 Structural, electronic, and optical properties of bulk Cu2Se. Current Applied Physics, 2015, 15,
1417-1420. 1.1 13

434 Stacking-Dependent Interlayer Coupling in Trilayer MoS<sub>2</sub> with Broken Inversion Symmetry.
Nano Letters, 2015, 15, 8155-8161. 4.5 141

435 Electrically Tunable van der Waals Interaction in Grapheneâ€“Molecule Complex. Nano Letters, 2015, 15,
8176-8180. 4.5 53

436
Pseudocapacitive slurry electrodes using redox-active quinone for high-performance flow
capacitors: an atomic-level understanding of pore texture and capacitance enhancement. Journal of
Materials Chemistry A, 2015, 3, 23323-23332.

5.2 58

437
Chemical Stability toward O<sub>2</sub> and H<sub>2</sub>O of Si(111) Grafted with
â€”CH<sub>3</sub>, â€”CH<sub>2</sub>CH<sub>2</sub>CH<sub>3</sub>, â€”CHCHCH<sub>3</sub>, and
â€”CCCH<sub>3</sub>. Journal of Physical Chemistry C, 2015, 119, 284-295.

1.5 11

438 Atomic, electronic and magnetic structure of graphene/iron and nickel interfaces: theory and
experiment. RSC Advances, 2015, 5, 9173-9179. 1.7 11

439 CO catalytic oxidation on iron-embedded monolayer MoS2. Applied Surface Science, 2015, 328, 71-77. 3.1 100

440 Local response dispersion method: A densityâ€•dependent dispersion correction for density functional
theory. International Journal of Quantum Chemistry, 2015, 115, 309-324. 1.0 12

441 Adsorption of TCDD molecule onto CNTs and BNNTs: Ab initio van der Waals density-functional study.
Physica E: Low-Dimensional Systems and Nanostructures, 2015, 67, 105-111. 1.3 13

442 On the solid-state NMR spectra of naproxen. Chemical Physics Letters, 2015, 619, 230-235. 1.2 15

443 First principles study of van der Waals heterobilayers. Computational Condensed Matter, 2015, 2, 1-10. 0.9 33

444 Rational design of MoS<sub>2</sub> catalysts: tuning the structure and activity via transition metal
doping. Catalysis Science and Technology, 2015, 5, 246-253. 2.1 152

445
Adsorption of Glucose Molecule onto Platinum-Decorated Single-Walled Carbon Nanotubes: A
Dispersion-Corrected DFT Simulation. Fullerenes Nanotubes and Carbon Nanostructures, 2015, 23,
273-282.

1.0 8

446 Adsorption of organic molecules at the TiO2(110) surface: The effect of van der Waals interactions.
Surface Science, 2015, 632, 142-153. 0.8 57

447 Science and technology roadmap for graphene, related two-dimensional crystals, and hybrid systems.
Nanoscale, 2015, 7, 4598-4810. 2.8 2,452

448 Photochemistry of the Î±-Al2O3-PETN Interface. Molecules, 2016, 21, 289. 1.7 8

449 Oscillators based on double-walled armchair@zigzag carbon nanotubes containing inner tubes with
different helical rises. Nanotechnology, 2016, 27, 095705. 1.3 8

450 Force-induced tautomerization in a single molecule. Nature Chemistry, 2016, 8, 935-940. 6.6 111



27

Citation Report

# Article IF Citations

452 The effects of copper doping on photocatalytic activity at (101) planes of anatase TiO2: A theoretical
study. Applied Surface Science, 2016, 387, 682-689. 3.1 68

453 The atomic structures and electronic properties of potassium-doped phenanthrene from a
first-principles study. Journal of Materials Chemistry C, 2016, 4, 11566-11571. 2.7 11

454 First-principles study of the pressure effects on the structural and electronic properties of
crystalline organic azide C10H8N6O4. Journal of Structural Chemistry, 2016, 57, 1074-1078. 0.3 2

455 Self-consistent implementation of meta-GGA functionals for the ONETEP linear-scaling electronic
structure package. Journal of Chemical Physics, 2016, 145, 204114. 1.2 18

456 Methane dissociation on Pt(111): Searching for a specific reaction parameter density functional.
Journal of Chemical Physics, 2016, 144, 044702. 1.2 52

457 Lattice thermal expansion and anisotropic displacements in ?-sulfur from diffraction experiments and
first-principles theory. Journal of Chemical Physics, 2016, 145, 234512. 1.2 19

458 Application of van der Waals functionals to the calculation of dissociative adsorption of N2 on
W(110) for static and dynamic systems. Journal of Chemical Physics, 2016, 144, 084702. 1.2 12

459 On the tautomerisation of porphycene on copper (111): Finding the subtle balance between van der
Waals interactions and hybridisation. Journal of Chemical Physics, 2016, 145, 244701. 1.2 5

460 Strengthened PAN-based carbon fibers obtained by slow heating rate carbonization. Scientific Reports,
2016, 6, 22988. 1.6 39

461

Origin of superconductivity in the Weyl semimetal <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:mi>WT</mml:mi><mml:msub><mml:mi
mathvariant="normal">e</mml:mi><mml:mn>2</mml:mn></mml:msub></mml:mrow></mml:math> under
pressure. Physical Review B, 2016, 94, .

1.1 91

462 Density-functional description of polymer crystals: A comparative study of recent van der Waals
functionals. Journal of Chemical Physics, 2016, 144, 214905. 1.2 12

463 Dynamics of H2 dissociation on the close-packed (111) surface of the noblest metal: H2 + Au(111).
Journal of Chemical Physics, 2016, 145, 144701. 1.2 22

464 Electronic Structure of Iron Porphyrin Adsorbed to the Pt(111) Surface. Journal of Physical Chemistry
C, 2016, 120, 29173-29181. 1.5 13

465 Heterogeneous Metal-Free Hydrogenation over Defect-Laden Hexagonal Boron Nitride. ACS Omega,
2016, 1, 1343-1354. 1.6 43

466 Computational discovery and characterization of polymorphic two-dimensional IVâ€“V materials.
Applied Physics Letters, 2016, 109, . 1.5 60

467 Perspective: How good is DFT for water?. Journal of Chemical Physics, 2016, 144, 130901. 1.2 571

468 Adsorption of Dimethyl Methylphosphonate on MoO<sub>3</sub>: The Role of Oxygen Vacancies.
Journal of Physical Chemistry C, 2016, 120, 29077-29088. 1.5 66

469 Two-dimensional semiconductors: The case of silver thiolates. Applied Physics Letters, 2016, 109, . 1.5 8



28

Citation Report

# Article IF Citations

470 Phase behaviour of self-assembled monolayers controlled by tuning physisorbed and chemisorbed
states: A lattice-model view. Journal of Chemical Physics, 2016, 144, 134707. 1.2 12

471 Flexible 2D Crystals of Polycyclic Aromatics Stabilized by Static Distortion Waves. ACS Nano, 2016, 10,
6474-6483. 7.3 23

472 Modulating Bond Lengths via Backdonation: A First-Principles Investigation of a Quinonoid
Zwitterion Adsorbed to Coinage Metal Surfaces. Journal of Physical Chemistry C, 2016, 120, 6633-6641. 1.5 11

473 Adsorption of CsCl on porous SiO 2 glass surface: experimental results and ab-initio calculations.
Journal of Non-Crystalline Solids, 2016, 440, 70-75. 1.5 3

474 Valence Band Splitting on Multilayer MoS<sub>2</sub>: Mixing of Spinâ€“Orbit Coupling and Interlayer
Coupling. Journal of Physical Chemistry Letters, 2016, 7, 2175-2181. 2.1 73

475 Doping Effect on Edge-Terminated Ferromagnetic Graphene Nanoribbons. Journal of Physical
Chemistry C, 2016, 120, 11237-11244. 1.5 22

476 An ab initio molecular dynamics study of D2 dissociation on CO-precovered Ru(0001). Physical
Chemistry Chemical Physics, 2016, 18, 21190-21201. 1.3 3

477 One-dimensional nanoclustering of the Cu(100) surface under CO gas in the mbar pressure range.
Surface Science, 2016, 651, 210-214. 0.8 32

478 Optical Absorption Spectra and Excitons of Dye-Substrate Interfaces: Catechol on
TiO<sub>2</sub>(110). Journal of Chemical Theory and Computation, 2016, 12, 2843-2852. 2.3 31

479 Controlled Sculpture of Black Phosphorus Nanoribbons. ACS Nano, 2016, 10, 5687-5695. 7.3 111

480 Comparative Ab-Initio Study of Substituted Norbornadiene-Quadricyclane Compounds for Solar
Thermal Storage. Journal of Physical Chemistry C, 2016, 120, 3635-3645. 1.5 71

481 Unveiling the Mechanisms Leading to H<sub>2</sub> Production Promoted by Water Decomposition
on Epitaxial Graphene at Room Temperature. ACS Nano, 2016, 10, 4543-4549. 7.3 60

482 Dispersion-Corrected Mean-Field Electronic Structure Methods. Chemical Reviews, 2016, 116, 5105-5154. 23.0 1,032

483
Van Der Waals-Corrected Density Functional Theory Simulation of Adsorption Processes on
Noble-Metal Surfaces: Xe on Ag(111), Au(111), and Cu(111). Journal of Low Temperature Physics, 2016, 185,
183-197.

0.6 13

484 Recent developments in the ABINIT software package. Computer Physics Communications, 2016, 205,
106-131. 3.0 662

485 Absence of a stable atomic structure in fluorinated graphene. Physical Chemistry Chemical Physics,
2016, 18, 13287-13293. 1.3 11

486 Modeling the Interface of Platinum and Î±-Quartz(001): Implications for Sintering. Journal of Physical
Chemistry C, 2016, 120, 10340-10350. 1.5 18

487 Interaction of boron with graphite: A van der Waals density functional study. Applied Surface Science,
2016, 379, 402-410. 3.1 15



29

Citation Report

# Article IF Citations

488 Hydrostatic Pressure Effects on Structural and Electronic Properties of ETN and PETN from
First-Principles Calculations. Journal of Physical Chemistry A, 2016, 120, 3710-3717. 1.1 8

489 A van der Waals DFT study of PtH 2 systems absorbed on pristine and defective graphene. Applied
Surface Science, 2016, 382, 80-87. 3.1 27

490 Pseudocarbynes: Charge-Stabilized Carbon Chains. Journal of Physical Chemistry Letters, 2016, 7,
1675-1681. 2.1 46

491 Density Functional Theory Methods for Computing and Predicting Mechanical Properties. Springer
Series in Materials Science, 2016, , 131-158. 0.4 0

492 Theoretical study of disorder-order transition of sodium borohydride. Computational Materials
Science, 2016, 124, 87-91. 1.4 3

493 Magnetic and Electronic Properties of Samarium-Doped Phenanthrene from First-Principles Study.
Journal of Physical Chemistry C, 2016, 120, 22565-22570. 1.5 12

494 Charge-State-Dependent Diffusion of Individual Gold Adatoms on Ionic Thin NaCl Films. Physical
Review Letters, 2016, 117, 146102. 2.9 21

495 First-principles study of organically modifiedÂ muscovite mica with ammonium (NH $$_4^+$$ 4 + ) or
methylammonium (CH $$_3$$ 3 NH $$_3^+$$ 3 + ) ion. Journal of Materials Science, 2016, 51, 10806-10818. 1.7 8

496 Mg/O<sub>2</sub> Battery Based on the Magnesiumâ€“Aluminum Chloride Complex (MACC) Electrolyte.
Chemistry of Materials, 2016, 28, 7629-7637. 3.2 25

497 First-principles study of relative stability of rutile and anatase TiO<sub>2</sub> using the random
phase approximation. Physical Chemistry Chemical Physics, 2016, 18, 29914-29922. 1.3 51

498 Role of Hydrogen Abstraction Reaction in Photocatalytic Decomposition of High Energy Density
Materials. Journal of Physical Chemistry C, 2016, 120, 24835-24846. 1.5 5

499 Characterization of Few-Layer 1Tâ€² MoTe<sub>2</sub> by Polarization-Resolved Second Harmonic
Generation and Raman Scattering. ACS Nano, 2016, 10, 9626-9636. 7.3 148

500 Adsorption of asphaltenes on the calcite (10.4) surface by first-principles calculations. RSC Advances,
2016, 6, 95328-95336. 1.7 31

501
van der Waals density functionals applied to corundum-type sesquioxides: bulk properties and
adsorption of CH<sub>3</sub> and C<sub>6</sub>H<sub>6</sub> on (0001) surfaces. Physical
Chemistry Chemical Physics, 2016, 18, 23139-23146.

1.3 7

502 An Antimony Selenide Molecular Ink for Flexible Broadband Photodetectors. Advanced Electronic
Materials, 2016, 2, 1600182. 2.6 31

503 Applications of large-scale density functional theory in biology. Journal of Physics Condensed Matter,
2016, 28, 393001. 0.7 105

504 First-principles study of ternary graphite compounds cointercalated with alkali atoms (Li, Na, and K)
and alkylamines towards alkali ion battery applications. Journal of Power Sources, 2016, 324, 758-765. 4.0 35

505 Comparative Analysis of Reactant and Product Adsorption Energies in the Selective Oxidative Coupling
of Alcohols to Esters on Au(111). Topics in Catalysis, 2016, 59, 1383-1393. 1.3 3



30

Citation Report

# Article IF Citations

506 Electronic structure and photoabsorption property of pseudocubic perovskites CH3NH3PbX3(XÂ =Â I, Br)
including van der Waals interaction. Journal of Materials Science, 2016, 51, 9849-9854. 1.7 18

507 Single-Molecule Rotational Switch on a Dangling Bond Dimer Bearing. ACS Nano, 2016, 10, 8499-8507. 7.3 33

508 Structural Studies of Polyaramid Fibers: Solid-State NMR and First-Principles Modeling.
Macromolecules, 2016, 49, 5548-5560. 2.2 12

509 Cohesive properties of noble metals by van der Waalsâ€“corrected density functional theory: Au, Ag,
and Cu as case studies. Physical Review B, 2016, 94, . 1.1 28

510 Electronic Band Structure of 2D TMDCs. Springer Series in Materials Science, 2016, , 165-226. 0.4 1

511 Two-dimensional boron nitride structures functionalization: first principles studies. Journal of
Molecular Modeling, 2016, 22, 226. 0.8 11

512 Kineticâ€•energyâ€•density dependent semilocal exchangeâ€•correlation functionals. International Journal of
Quantum Chemistry, 2016, 116, 1641-1694. 1.0 78

513 How can we describe the adsorption of quinones on activated carbon surfaces?. Current Applied
Physics, 2016, 16, 1437-1441. 1.1 7

514 Ferroelectric phase transitions in multiferroicGe1âˆ’xMnxTedriven by local lattice distortions.
Physical Review B, 2016, 94, . 1.1 13

515 Pt<sub>38</sub>cluster on OH- and COOH-functionalised graphene as a model for Pt/C-catalysts.
Physical Chemistry Chemical Physics, 2016, 18, 25693-25704. 1.3 7

516 Co-adsorption of O<sub>2</sub> and H<sub>2</sub>O on Al(111) surface: a vdW-DFT study. RSC
Advances, 2016, 6, 79836-79843. 1.7 14

517 High-pressure phase of brucite stable at Earthâ€™s mantle transition zone and lower mantle conditions.
Proceedings of the National Academy of Sciences of the United States of America, 2016, 113, 13971-13976. 3.3 35

518 Room temperature detection of individual molecular physisorption using suspended bilayer graphene.
Science Advances, 2016, 2, e1501518. 4.7 127

519 Complexation and Phase Evolution at Dimethylformamideâ€“Ag(111) Interfaces. Journal of Physical
Chemistry C, 2016, 120, 22979-22988. 1.5 10

521 Grand-canonical evolutionary algorithm for the prediction of two-dimensional materials. Physical
Review B, 2016, 93, . 1.1 59

522 Ab initiostudy of the one-dimensional H-bonded ferroelectricCsH2PO4. Physical Review B, 2016, 93, . 1.1 17

523
Strong anisotropy and magnetostriction in the two-dimensional Stoner ferromagnet<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:msub><mml:mi>Fe</mml:mi><mml:mn>3</mml:mn></mml:msub><mml:msub><mml:mi>GeTe</mml:mi><mml:mn>2</mml:mn></mml:msub></mml:mrow></mml:math>.
Physical Review B, 2016, 93, .

1.1 299

524 Thickness and electric-field-dependent polarizability and dielectric constant in phosphorene. Physical
Review B, 2016, 93, . 1.1 66



31

Citation Report

# Article IF Citations

525 Self-consistent van der Waals density functional study of benzene adsorption on Si(100). Physical
Review B, 2016, 93, . 1.1 45

526 Synthesis and structure of ruthenium-fullerides. RSC Advances, 2016, 6, 69135-69148. 1.7 22

527
Stability and magnetism of strongly correlated single-layer<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mi>VS</mml:mi><mml:mn>2</mml:mn></mml:msub></mml:math>.
Physical Review B, 2016, 93, .

1.1 176

528
Adsorption of metal-phthalocyanine molecules onto the Si(111) surface passivated by<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mi>Î´</mml:mi></mml:math>doping:<i>Ab
initio</i>calculations. Physical Review B, 2016, 93, .

1.1 17

529 Energy level alignment of self-assembled linear chains of benzenediamine on Au(111) from first
principles. Physical Review B, 2016, 93, . 1.1 8

530 Phonons in nonlocal van der Waals density functional theory. Physical Review B, 2016, 93, . 1.1 17

531 mBEEF-vdW: Robust fitting of error estimation density functionals. Physical Review B, 2016, 93, . 1.1 35

532 Charge-transfer optical absorption mechanism of DNA:Ag-nanocluster complexes. Physical Review E,
2016, 93, 052413. 0.8 6

533
Density functional theory study of bulk and single-layer magnetic semiconductor <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mi>CrPS</mml:mi><mml:mn>4</mml:mn></mml:msub></mml:math>.
Physical Review B, 2016, 94, .

1.1 50

534 A Combined Energy-Force Fitting Procedure to Develop DFT-Based Force Fields. Journal of Physical
Chemistry C, 2016, 120, 26309-26319. 1.5 3

535 Versatile van der Waals Density Functional Based on a Meta-Generalized Gradient Approximation.
Physical Review X, 2016, 6, . 2.8 321

536 Spontaneous symmetry breaking on ordered, racemic monolayers of achiral theophylline: formation
of unichiral stripes on Au(111). Nanoscale, 2016, 8, 19302-19313. 2.8 6

537 Ditechnetium Heptoxide Revisited: Solid-State, Gas-Phase, and Theoretical Studies. Inorganic Chemistry,
2016, 55, 10445-10452. 1.9 17

538 Light-activated photocurrent degradation and self-healing in perovskite solar cells. Nature
Communications, 2016, 7, 11574. 5.8 584

539 Metal organic frameworks as sorption media for volatile and semi-volatile organic compounds at
ambient conditions. Scientific Reports, 2016, 6, 27813. 1.6 132

540 Stacking-Sequence Changes and Na Ordering in Layered Intercalation Materials. Chemistry of
Materials, 2016, 28, 8640-8650. 3.2 66

541 Trilayer Graphene as a Candidate Material for Phase-Change Memory Applications. MRS Advances, 2016,
1, 1487-1494. 0.5 0

542 Adsorption structures and energetics of molecules on metal surfaces: Bridging experiment and
theory. Progress in Surface Science, 2016, 91, 72-100. 3.8 121



32

Citation Report

# Article IF Citations

543 High-pressure phase transitions in rubidium and caesium hydroxides. Physical Chemistry Chemical
Physics, 2016, 18, 16527-16534. 1.3 9

544 Structural Evolution of Solid Phenanthrene at High Pressures. Journal of Physical Chemistry C, 2016,
120, 14310-14316. 1.5 11

545 Noncontact AFM First-Principles Simulations of Functionalized Silicon Tips on the Montmorillonite
(001) Surface. Journal of Physical Chemistry C, 2016, 120, 13503-13513. 1.5 7

546 Dielsâ€“Alder attachment of a planar organic molecule to a dangling bond dimer on a hydrogenated
semiconductor surface. Physical Chemistry Chemical Physics, 2016, 18, 16757-16765. 1.3 7

547

Molecular dynamics and first-principles studies of structural change in
1,3,5-triamino-2,4,6-trinitrobenzene (TATB) in crystalline state under high pressure: Comparison of
hydrogen bond systems of TATB versus 1,3-diamino-2,4,6-trinitrobenzene (DATB). Chemical Physics, 2016,
472, 163-172.

0.9 19

548
Combining Linear-Scaling DFT with Subsystem DFT in Bornâ€“Oppenheimer and Ehrenfest Molecular
Dynamics Simulations: From Molecules to a Virus in Solution. Journal of Chemical Theory and
Computation, 2016, 12, 3214-3227.

2.3 59

549 Framework for Scalable Adsorbateâ€“Adsorbate Interaction Models. Journal of Physical Chemistry C,
2016, 120, 13087-13094. 1.5 18

550 Quantum interference effects in biphenyl dithiol for gas detection. RSC Advances, 2016, 6, 59299-59304. 1.7 11

551 Optical fingerprints and electron transport properties of DNA bases adsorbed on monolayer
MoS<sub>2</sub>. RSC Advances, 2016, 6, 60223-60230. 1.7 28

552 Theoretical study of para-nitro-aniline adsorption on the Au(111) surface. Surface Science, 2016, 649,
124-132. 0.8 5

553 A pH-Sensitive Supramolecular Switch Based on Mixed Carboxylic Acid Terminated Self-Assembled
Monolayers on Au(111). Langmuir, 2016, 32, 947-953. 1.6 19

554 Charge-Transfer-Induced Magic Cluster Formation of Azaborine Heterocycles on Noble Metal
Surfaces. Journal of Physical Chemistry C, 2016, 120, 6020-6030. 1.5 23

555 Structure and electronic properties of C<sub>2</sub>N/graphene predicted by first-principles
calculations. RSC Advances, 2016, 6, 28484-28488. 1.7 56

556 Water splitting and the band edge positions of TiO2. Electrochimica Acta, 2016, 199, 27-34. 2.6 64

557 Two-dimensional self-assembly of benzotriazole on an inert substrate. Nanoscale, 2016, 8, 9167-9177. 2.8 15

558 Interface-Induced Renormalization of Electrolyte Energy Levels in Magnesium Batteries. Journal of
Physical Chemistry Letters, 2016, 7, 874-881. 2.1 39

559 Sodium-Ion Intercalation Mechanism in MXene Nanosheets. ACS Nano, 2016, 10, 3334-3341. 7.3 448

560 The stacking dependent electronic structure and optical properties of bilayer black phosphorus.
Physical Chemistry Chemical Physics, 2016, 18, 6085-6091. 1.3 54



33

Citation Report

# Article IF Citations

561
First-Principles Study of the Structural, Electronic, Dynamic, and Mechanical Properties of HOPG and
Diamond: Influence of Exchangeâ€“Correlation Functionals and Dispersion Interactions. Journal of
Physical Chemistry C, 2016, 120, 5083-5100.

1.5 23

562 Theoretical Studies of Functionalised Silicene. Springer Series in Materials Science, 2016, , 107-127. 0.4 1

563 Stabilizing and Modulating Color by Copigmentation: Insights from Theory and Experiment. Chemical
Reviews, 2016, 116, 4937-4982. 23.0 408

564 Thermodynamic Properties of Molecular Crystals Calculated within the Quasi-Harmonic
Approximation. Journal of Physical Chemistry A, 2016, 120, 2022-2034. 1.1 48

565 Noble metal chain adsorption on graphene sheet. Surface Science, 2016, 647, 96-102. 0.8 11

566 Challenges in modelling nanoparticles for drug delivery. Journal of Physics Condensed Matter, 2016,
28, 023002. 0.7 14

567 Thiophene-Based Oligomers Interacting with Silver Surfaces and the Role of a Condensed Benzene
Ring. Journal of Physical Chemistry C, 2016, 120, 252-264. 1.5 8

568 Ethene Oligomerization in Ni-Containing Zeolites: Theoretical Discrimination of Reaction Mechanisms.
ACS Catalysis, 2016, 6, 1205-1214. 5.5 106

569 Analytical nuclear gradients for the range-separated many-body dispersion model of noncovalent
interactions. Chemical Science, 2016, 7, 1712-1728. 3.7 33

570 Quantized phenomena in graphene nanoripples. Carbon, 2016, 96, 1175-1180. 5.4 4

571 First principles study of enhanced CO 2 adsorption on MOF-253 by salt-insertion. Computational
Materials Science, 2016, 111, 79-85. 1.4 7

572 First-principles study of two-dimensional van der Waals heterojunctions. Computational Materials
Science, 2016, 112, 518-526. 1.4 88

573 Oxygen Binding to Active Sites of Feâ€“Nâ€“C ORR Electrocatalysts Observed by Ambient-Pressure XPS.
Journal of Physical Chemistry C, 2017, 121, 2836-2843. 1.5 135

574 Long-range interactions from the many-pair expansion: A different avenue to dispersion in DFT. Journal
of Chemical Physics, 2017, 146, 024111. 1.2 6

575 Enhanced Liâ€•Ion Accessibility in MXene Titanium Carbide by Steric Chloride Termination. Advanced
Energy Materials, 2017, 7, 1601873. 10.2 212

576 Adsorbate-induced lattice deformation in IRMOF-74 series. Nature Communications, 2017, 8, 13945. 5.8 34

577 Elementary steps in acetone condensation reactions catalyzed by aluminosilicates with diverse void
structures. Journal of Catalysis, 2017, 346, 134-153. 3.1 73

578 Engineering of the interactions of volatile organic compounds with MoS<sub>2</sub>. Journal of
Materials Chemistry C, 2017, 5, 1463-1470. 2.7 30



34

Citation Report

# Article IF Citations

579 Adsorption of CO<sub>2</sub> on Graphene: A Combined TPD, XPS, and vdW-DF Study. Journal of
Physical Chemistry C, 2017, 121, 2807-2814. 1.5 76

580 Rhâ€“Agâ€“Si ternary composites: highly active hydrogen evolution electrocatalysts over Ptâ€“Agâ€“Si.
Journal of Materials Chemistry A, 2017, 5, 1623-1628. 5.2 28

581 Efficient Carrier Separation in Graphitic Zinc Oxide and Blue Phosphorus van der Waals
Heterostructure. Journal of Physical Chemistry C, 2017, 121, 3648-3653. 1.5 71

582
Determination of geometric and electronic structures of organic crystals from first principles: Role
of the molecular configuration on the electronic structure. Journal of Applied Physics, 2017, 121,
045501.

1.1 14

583 Molecular modeling and infrared and Raman spectroscopy of the crystal structure of the chiral
antiparasitic drug Praziquantel. Journal of Molecular Modeling, 2017, 23, 106. 0.8 25

584 First-Principles Models for van der Waals Interactions in Molecules and Materials: Concepts, Theory,
and Applications. Chemical Reviews, 2017, 117, 4714-4758. 23.0 408

585 Topology-Scaling Identification of Layered Solids and Stable Exfoliated 2D Materials. Physical Review
Letters, 2017, 118, 106101. 2.9 262

586 Thymine adsorption on two-dimensional boron nitride structures: first-principles studies. Journal of
Molecular Modeling, 2017, 23, 109. 0.8 3

587 Pathways of NO adsorption on Si(100)2Ã—1 by van der Waals corrected DFT. Journal of Theoretical and
Computational Chemistry, 2017, 16, 1750009. 1.8 1

588 Graphene flakes obtained by local electro-exfoliation of graphite with a STM tip. Physical Chemistry
Chemical Physics, 2017, 19, 8061-8068. 1.3 11

589 Electro- and opto-mutable properties of MgO nanoclusters adsorbed on mono- and double-layer
graphene. Nanoscale, 2017, 9, 4205-4218. 2.8 24

590
Corrosion inhibition of copper in aqueous chloride solution by 1H-1,2,3-triazole and 1,2,4-triazole and
their combinations: electrochemical, Raman and theoretical studies. Physical Chemistry Chemical
Physics, 2017, 19, 6113-6129.

1.3 60

591 Atomistic mechanisms of van der <scp>Waals</scp> epitaxy and property optimization of layered
materials. Wiley Interdisciplinary Reviews: Computational Molecular Science, 2017, 7, e1300. 6.2 14

592 Towards highly active Pd/CeO<sub>2</sub>for alkene hydrogenation by tuning Pd dispersion and
surface properties of the catalysts. Nanoscale, 2017, 9, 3140-3149. 2.8 35

593 Towards an accurate description of perovskite ferroelectrics: exchange and correlation effects.
Scientific Reports, 2017, 7, 43482. 1.6 57

594 Influence of misorientation on graphene MoirÃ© patterns. Physical Review B, 2017, 95, . 1.1 12

595 Vibrational properties of anhydrous and partially hydrated uranyl fluoride. Journal of Chemical
Physics, 2017, 146, 024502. 1.2 10

596 Vibrational Modes of Hydrogen Hydrates: A First-Principles Molecular Dynamics and Raman Spectra
Study. Journal of Physical Chemistry C, 2017, 121, 3690-3696. 1.5 29



35

Citation Report

# Article IF Citations

597 Luminescent metal-organic frameworks for the detection of nitrobenzene in aqueous media. Sensors
and Actuators B: Chemical, 2017, 245, 305-313. 4.0 42

598 Two-dimensional semiconductors XY 2 (XÂ =Â Ge,Sn;YÂ =Â S,Se) with promising piezoelectric properties.
Computational Condensed Matter, 2017, 11, 33-39. 0.9 10

599
Influence of Pd/Pd 2 decoration on the structural, electronic and sensing properties of monolayer
graphene in the presence of methane molecule: A dispersion-corrected DFT study. Surface Science,
2017, 662, 93-101.

0.8 21

600 Hydrogenated boron nitride monolayer functionalization: A density functional theory study.
Computational and Theoretical Chemistry, 2017, 1111, 33-39. 1.1 5

601
Understanding the Fate of Insensitive Munitions Compounds: Computational Study on Adsorption of
Nitroguanidine (NQ) and 1,1-Diamino-2,2-dinitroethylene (FOX7) on Pristine and Al-Hydroxylated
Î±-Alumina Surfaces. Journal of Physical Chemistry C, 2017, 121, 11560-11567.

1.5 8

602 Trapping and diffusion of organic dyes inside of palygorskite clay: The ancient Maya Blue pigment.
Microporous and Mesoporous Materials, 2017, 249, 111-117. 2.2 26

603 Theoretical studies on the structural, electronic and optical properties of orthorhombic perovskites
CH3NH3PbX3(XÂ =Â I, Br, Cl). Journal of Physics and Chemistry of Solids, 2017, 110, 145-151. 1.9 7

604 Adsorption of NO 2 molecules on armchair phosphorene nanosheet for nano sensor applications â€“ A
first-principles study. Journal of Molecular Graphics and Modelling, 2017, 75, 365-374. 1.3 46

605 Adsorption and desorption of propane on Pd (111): A van der Waals density functional study. Energy
binding sites and geometries. Surface Science, 2017, 664, 82-86. 0.8 2

606 Transition metals doped and encapsulated ZnO nanotubes: Good materials for the spintronic
applications. Journal of Magnetism and Magnetic Materials, 2017, 441, 139-148. 1.0 30

607 Adsorption studies of ethanol and butanol on Co 3 O 4 nanostructures â€“ A DFT study. Chemical
Physics, 2017, 491, 61-68. 0.9 20

608 Ab initio and classical atomistic modelling of structure and defects inÂ crystalline orthorhombic
polyethylene: Twin boundaries, slip interfaces, and nature of barriers. Polymer, 2017, 121, 234-246. 1.8 19

609 Synthesis, characterization and theoretical study in gaseous and solid phases of the imine
4-Acetyl-N-(4-methoxybenzylidene)aniline. Journal of Molecular Structure, 2017, 1147, 300-309. 1.8 2

610 A comparison between quantum chemistry and quantum Monte Carlo techniques for the adsorption
of water on the (001) LiH surface. Journal of Chemical Physics, 2017, 146, 204108. 1.2 35

611
A surprising way to control the charge transport in molecular electronics: the subtle impact of the
coverage of self-assembled monolayers of floppy molecules adsorbed on metallic electrodes. Faraday
Discussions, 2017, 204, 35-52.

1.6 12

612 Searching for DFT-based methods that include dispersion interactions to calculate the physisorption
of H2 on benzene and graphene. Journal of Chemical Physics, 2017, 146, 214104. 1.2 30

613 libvdwxc: a library for exchangeâ€“correlation functionals in the vdW-DF family. Modelling and
Simulation in Materials Science and Engineering, 2017, 25, 065004. 0.8 28

614 On Monolayer Formation of Pyrenebutyric Acid on Graphene. Langmuir, 2017, 33, 3588-3593. 1.6 39



36

Citation Report

# Article IF Citations

615
Conductive metal adatoms adsorbed on graphene nanoribbons: a first-principles study of electronic
structures, magnetization and transport properties. Journal of Materials Chemistry C, 2017, 5,
4053-4062.

2.7 12

616 Understanding Ultrafast Rechargeable Aluminum-Ion Battery from First-Principles. Journal of Physical
Chemistry C, 2017, 121, 7131-7138. 1.5 84

617 Surface structure of novel semimetal WTe<sub>2</sub>. Applied Physics Express, 2017, 10, 045702. 1.1 9

618 Accurate, Large-Scale Density Functional Melting of Hg: Relativistic Effects Decrease Melting
Temperature by 160 K. Journal of Physical Chemistry Letters, 2017, 8, 1407-1412. 2.1 21

619 Trends in the Surface and Catalytic Chemistry of Transition-Metal Ceramics in the Deoxygenation of a
Woody Biomass Pyrolysis Model Compound. ACS Catalysis, 2017, 7, 3169-3180. 5.5 32

620 Embedded and DFT Calculations on the Crystal Structures of Small Alkanes, Notably Propane. Crystal
Growth and Design, 2017, 17, 1636-1646. 1.4 18

621
Enhanced optical absorption and photocatalytic H2 production activity of g-C3N4/TiO2
heterostructure by interfacial coupling: A DFT+U study. International Journal of Hydrogen Energy,
2017, 42, 9903-9913.

3.8 50

622 Interlayer locking and atomic-scale friction in commensurate small-diameter boron nitride
nanotubes. Physical Review B, 2017, 95, . 1.1 5

623 Quantum and classical inter-cage hopping of hydrogen molecules in clathrate hydrate: temperature
and cage-occupation effects. Physical Chemistry Chemical Physics, 2017, 19, 717-728. 1.3 28

624 Donor/Acceptor Properties of Aromatic Molecules in Complex Metalâ€“Molecule Interfaces. Langmuir,
2017, 33, 451-458. 1.6 13

625 Use of the rVV10 Nonlocal Correlation Functional in the B97M-V Density Functional: Defining B97M-rV
and Related Functionals. Journal of Physical Chemistry Letters, 2017, 8, 35-40. 2.1 78

626 Stability and electronic properties of two-dimensional indium iodide. Physical Review B, 2017, 95, . 1.1 10

627 Î±-Amino Thiophene on Si(100)2 Ã— 1: Adsorption and transition states investigated by van der Waals
corrected DFT and CI-NEB. Journal of Theoretical and Computational Chemistry, 2017, 16, 1740001. 1.8 2

628 Flexible and Anisotropic Properties of Monolayer MX<sub>2</sub> (M = Tc and Re; X = S, Se). Journal
of Physical Chemistry C, 2017, 121, 23744-23751. 1.5 35

629 From Single Asphaltenes and Resins to Nanoaggregates: A Computational Study. Energy &amp; Fuels,
2017, 31, 11743-11754. 2.5 22

630 Dimension-dependent band alignment and excitonic effects in graphitic carbon nitride: a many-body
perturbation and time-dependent density functional theory study. RSC Advances, 2017, 7, 44997-45002. 1.7 6

631
Bilayers of Ni<sub>3</sub>C<sub>12</sub>S<sub>12</sub>and
Pt<sub>3</sub>C<sub>12</sub>S<sub>12</sub>: graphene-like 2D topological insulators tunable by
electric fields. Journal of Physics Condensed Matter, 2017, 29, 465502.

0.7 8

632 Advanced capabilities for materials modelling with Quantum ESPRESSO. Journal of Physics Condensed
Matter, 2017, 29, 465901. 0.7 4,303



37

Citation Report

# Article IF Citations

633 H2S + SO2 produces water-dispersed sulfur nanoparticles for lithium-sulfur batteries. Nano Energy,
2017, 41, 665-673. 8.2 12

634 First Principle Study on the Adsorption of Hydrocarbon Chains Involved in Fischerâ€“Tropsch Synthesis
over Iron Carbides. Journal of Physical Chemistry C, 2017, 121, 25052-25063. 1.5 16

635 Evaluation and Optimization of Interface Force Fields for Water on Gold Surfaces. Journal of
Chemical Theory and Computation, 2017, 13, 5610-5623. 2.3 34

636 Submolecular Resolution by Variation of the Inelastic Electron Tunneling Spectroscopy Amplitude
and its Relation to the AFM/STM Signal. Physical Review Letters, 2017, 119, 166001. 2.9 30

637 Structural and electronic changes of pentacene induced by potassium doping. Physical Review B, 2017,
95, . 1.1 4

638 Phonon spectra in the parent superconducting iron-tuned telluride Fe1+xTe from inelastic neutron
scattering and ab initio calculations. Physical Review B, 2017, 96, . 1.1 2

639 Direct Observation of Double Hydrogen Transfer via Quantum Tunneling in a Single Porphycene
Molecule on a Ag(110) Surface. Journal of the American Chemical Society, 2017, 139, 12681-12687. 6.6 49

640 Germanene and stanene on two-dimensional substrates: Dirac cone and Z2 invariant. Physical Review
B, 2017, 96, . 1.1 39

641 Theoretical Studies on the Growth Mechanism of Chemical Vapor Deposition of Graphene on Metal
Surface. , 2017, , 205-241. 0

642 Optimal Size of a Cylindrical Pore for Post-Combustion CO<sub>2</sub> Capture. Journal of Physical
Chemistry C, 2017, 121, 22025-22030. 1.5 9

643 CO2 adsorption on the copper surfaces: van der Waals density functional and TPD studies. Journal of
Chemical Physics, 2017, 147, 094702. 1.2 47

644 A General Route to Include Pauli Repulsion and Quantum Dispersion Effects in QM/MM Approaches.
Journal of Chemical Theory and Computation, 2017, 13, 4854-4870. 2.3 62

645

Structural and electronic properties of <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mi>Î±</mml:mi></mml:math> -(BEDT-TTF)
<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:msub><mml:mrow
/><mml:mn>2</mml:mn></mml:msub><mml:msub><mml:mi
mathvariant="normal">I</mml:mi><mml:mn>3</mml:mn></mml:msub></mml:mrow></mml:math> ,
<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mi>Î²</mml:mi></mml:math>



38

Citation Report

# Article IF Citations

651 Energetics and diffusion of liquid water and hydrated ions through nanopores in graphene: ab initio
molecular dynamics simulation. Physical Chemistry Chemical Physics, 2017, 19, 20551-20558. 1.3 14

652 Why is sodium-intercalated graphite unstable?. RSC Advances, 2017, 7, 36550-36554. 1.7 194

653 Two-Dimensional Intrinsic Half-Metals With Large Spin Gaps. Nano Letters, 2017, 17, 5251-5257. 4.5 172

654 Interaction of Cobalt Atoms, Dimers, and Co<sub>4</sub> Clusters with Circumcoronene: A
Theoretical Study. Journal of Physical Chemistry C, 2017, 121, 18900-18908. 1.5 12

655 Assessment of two hybrid van der Waals density functionals for covalent and non-covalent binding
of molecules. Journal of Chemical Physics, 2017, 146, 234106. 1.2 33

656 Simple way to apply nonlocal van der Waals functionals within all-electron methods. Physical Review
B, 2017, 96, . 1.1 16

657 Nonacene Generated by On-Surface Dehydrogenation. ACS Nano, 2017, 11, 9321-9329. 7.3 107

658
Davydov Collective Vibrational Modes and Infrared Spectrum Features in Aniline Crystal: Influence of
Geometry Change Induced by van der Waals Interactions. Journal of Physical Chemistry C, 2017, 121,
18867-18875.

1.5 1

659 Optical Response From Functionalized Atomically Thin Nanomaterials. Annalen Der Physik, 2017, 529,
1700097. 0.9 2

660 SBH10: A Benchmark Database of Barrier Heights on Transition Metal Surfaces. Journal of Physical
Chemistry C, 2017, 121, 19807-19815. 1.5 89

661
Mitigating Cation Diffusion Limitations and Intercalation-Induced Framework Transitions in a 1D
Tunnel-Structured Polymorph of V<sub>2</sub>O<sub>5</sub>. Chemistry of Materials, 2017, 29,
10386-10397.

3.2 24

662 Highly Tunable Electronic Structures of Phosphorene/Carbon Nanotube Heterostructures through
External Electric Field and Atomic Intercalation. Nano Letters, 2017, 17, 7995-8004. 4.5 15

663 Acetylene chain reaction on hydrogenated boron nitride monolayers: a density functional theory
study. Journal of Molecular Modeling, 2017, 23, 359. 0.8 5

664 Adsorption of Water onto SrTiO<sub>3</sub> from Periodic MÃ¸llerâ€“Plesset Second-Order
Perturbation Theory. Journal of Chemical Theory and Computation, 2017, 13, 6301-6307. 2.3 1

665 Ultrashort Mnâ€“Mn Bonds in Organometallic Complexes. Journal of Physical Chemistry C, 2017, 121,
25554-25560. 1.5 6

666 Lattice Thermal Conductivity of Polyethylene Molecular Crystals from First-Principles Including
Nuclear Quantum Effects. Physical Review Letters, 2017, 119, 185901. 2.9 51

667 Evaluation of Multivalent Cation Insertion in Single- and Double-Layered Polymorphs of
V<sub>2</sub>O<sub>5</sub>. ACS Applied Materials &amp; Interfaces, 2017, 9, 23756-23765. 4.0 64

668 DFT study of Î²-d-glucose adsorption on single-walled carbon nanotubes decorated with platinum. A
bonding analysis. Applied Surface Science, 2017, 423, 542-548. 3.1 7



39

Citation Report

# Article IF Citations

669 Ground state structure of high-energy-density polymeric carbon monoxide. Physical Review B, 2017, 95,
. 1.1 22

670 Computational design of a robust two-dimensional antiferromagnetic semiconductor. Physical
Review B, 2017, 96, . 1.1 20

671 Methylbenzenes on graphene. Surface Science, 2017, 664, 162-167. 0.8 15

672 Periodic Arrays of Phosphorene Nanopores as Antidot Lattices with Tunable Properties. ACS Nano,
2017, 11, 7494-7507. 7.3 42

673 Relativistic coupled-cluster and density-functional studies of argon at high pressure. Physical Review
B, 2017, 95, . 1.1 19

674 The sensitive detection of formaldehyde in aqueous media using zirconium-based metal organic
frameworks. Sensors and Actuators B: Chemical, 2017, 241, 938-948. 4.0 96

675 Review of two-dimensional materials for photocatalytic water splitting from a theoretical
perspective. Catalysis Science and Technology, 2017, 7, 545-559. 2.1 345

676 Adsorption of 2, 3, 7, 8-tetrachlorodibenzo-p-dioxin (TCDD) on pristine, defected and Al-doped carbon
nanotube: A dispersion corrected DFT study. Vacuum, 2017, 136, 51-59. 1.6 18

677 High-pressure behavior of the Feâ€“S system and composition of the Earth's inner core. Physics-Uspekhi,
2017, 60, 1025-1032. 0.8 13

678
Dynamic instabilities in strongly correlated <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mtext>VSe</mml:mtext><mml:mn>2</mml:mn></mml:msub></mml:math>
monolayers and bilayers. Physical Review B, 2017, 96, .

1.1 91

679 The vdW-DF Family of Nonlocal Exchange-Correlation Functionals. , 2017, , 241-274. 8

680 Route to high-energy density polymeric nitrogen t-N via Heâˆ’N compounds. Nature Communications,
2018, 9, 722. 5.8 131

681 Quantum tunneling in real space: Tautomerization of single porphycene molecules on the (111) surface
of Cu, Ag, and Au. Journal of Chemical Physics, 2018, 148, 102330. 1.2 29

682 Instability of the layered orthorhombic post-perovskite phase of SrTiO3 and other candidate
orthorhombic phases under pressure. Solid State Communications, 2018, 274, 27-30. 0.9 5

683 Cyanographone and isocyanographone â€” Two asymmetrically functionalized graphene pseudohalides
and their potential use in chemical sensing. Journal of Chemical Physics, 2018, 148, 084703. 1.2 1

684 Computational Screening of Hydration Reactions for Thermal Energy Storage: New Materials and
Design Rules. Chemistry of Materials, 2018, 30, 2006-2017. 3.2 45

685 Insights into the Structure of Liquid Water from Nuclear Quantum Effects on the Density and
Compressibility of Ice Polymorphs. Journal of Physical Chemistry B, 2018, 122, 5694-5706. 1.2 11

686 Study of quantum confinement effects in ZnO nanostructures. Materials Research Express, 2018, 5,
035032. 0.8 24



40

Citation Report

# Article IF Citations

687 Density Functional Theory Modeling of Solid-State Nuclear Magnetic Resonances for Polycyclic
Aromatic Hydrocarbons. Journal of Physical Chemistry C, 2018, 122, 11008-11014. 1.5 0

688 Reorganization energy upon charging a single molecule on an insulator measured by atomic force
microscopy. Nature Nanotechnology, 2018, 13, 376-380. 15.6 77

689 Platinum-catalyzed hydrolysis etching of SiC in water: A density functional theory study. Japanese
Journal of Applied Physics, 2018, 57, 055703. 0.8 10

690 Scalable Waterâ€•Based Production of Highly Conductive 2D Nanosheets with Ultrahigh Volumetric
Capacitance and Rate Capability. Advanced Energy Materials, 2018, 8, 1800227. 10.2 26

691

Theoretical investigations of the anisotropic optical properties of distorted <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:mn>1</mml:mn><mml:mi>T</mml:mi><mml:mspace
width="0.16em"
/><mml:msub><mml:mi>ReS</mml:mi><mml:mn>2</mml:mn></mml:msub></mml:mrow></mml:math> and
<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mi>ReSe</mml:mi><mml:mn>2</mml:mn></mml:msub></mml:math>

1.1 53

692 Signatures of van der Waals binding: A coupling-constant scaling analysis. Physical Review B, 2018, 97, . 1.1 17

693 Benchmarking several van der Waals dispersion approaches for the description of intermolecular
interactions. Journal of Chemical Physics, 2018, 148, 064112. 1.2 37

694 Development of a machine learning potential for graphene. Physical Review B, 2018, 97, . 1.1 142

695 Understanding bond formation and its impact on the capacitive properties of SiW12 polyoxometalates
adsorbed on functionalized carbon nanotubes. Carbon, 2018, 130, 623-635. 5.4 24

696 Tuning the magnetic properties of hydrogenated bilayer graphene and graphene/h-BN
heterostructures by compressive pressures. Carbon, 2018, 131, 266-274. 5.4 10

697 Controlling the orientation of nucleobases by dipole moment interaction with graphene/h-BN
interfaces. RSC Advances, 2018, 8, 6527-6531. 1.7 18

698 Structural and Electronic Properties of Two-Dimensional Organicâ€“inorganic Halide Perovskites and
their Stability against Moisture. Journal of Physical Chemistry C, 2018, 122, 5844-5853. 1.5 19

699 Tuning the ferroelectric-to-paraelectric transition temperature and dipole orientation of group-IV
monochalcogenide monolayers. Physical Review B, 2018, 97, . 1.1 79

700 Chemical modification of group IV graphene analogs. Science and Technology of Advanced Materials,
2018, 19, 76-100. 2.8 33

701 A computational study of energy barriers of structural transformations and hydrogen transfer in
boehmite. RSC Advances, 2018, 8, 2377-2384. 1.7 8

702 Charge density wave states in tantalum dichalcogenides. Physical Review B, 2018, 97, . 1.1 35

703 Significant Enhancement of the Stark Effect in Rippled Monolayer Blue Phosphorus. Journal of
Physical Chemistry C, 2018, 122, 5171-5177. 1.5 9

704 First-Principles Insights on Acetone Vapor Manganese Ferrite Solid Surface Interactions. Journal of
Inorganic and Organometallic Polymers and Materials, 2018, 28, 121-129. 1.9 8



41

Citation Report

# Article IF Citations

705
Band alignments and heterostructures of monolayer transition metal trichalcogenides
MX<sub>3</sub> (M = Zr, Hf; X = S, Se) and dichalcogenides MX<sub>2</sub> (M = Tc, Re; X=S, Se) for
solar applications. Nanoscale, 2018, 10, 3547-3555.

2.8 70

706 Topological line defects in graphene for applications in gas sensing. Carbon, 2018, 129, 803-808. 5.4 42

707 Predicting experimental results for polyethylene by computer simulation. European Polymer Journal,
2018, 99, 298-331. 2.6 47

708 Atomic adsorption on pristine graphene along the Periodic Table of Elements â€“ From PBE to non-local
functionals. Applied Surface Science, 2018, 436, 433-440. 3.1 61

709 Study of hydrogen-molecule guests in type II clathrate hydrates using a force-matched potential
model parameterised from ab initio molecular dynamics. Journal of Chemical Physics, 2018, 148, 102323. 1.2 18

710 Dissociation Mechanism of Water Molecules on the PuO<sub>2</sub>(110) Surface: An Ab Initio
Molecular Dynamics Study. Journal of Physical Chemistry C, 2018, 122, 371-376. 1.5 24

711 Density functional studies on the binding of methanol and ethanol molecules to graphyne nanosheet.
Computational and Theoretical Chemistry, 2018, 1125, 86-94. 1.1 57

712
Tuning dispersion correction in DFT-D2 for metal-molecule interactions: A tailored
reparameterization strategy for the adsorption of aromatic systems on Ag(1â€¯1â€¯1). Chemical Physics
Letters, 2018, 693, 28-33.

1.2 13

713 Reaction Pathways for Solvent Decomposition on Magnesium Anodes. Journal of Physical Chemistry C,
2018, 122, 10714-10724. 1.5 28

714 Study of the electronic structure of electron accepting cyano-films: TCNQ<i>versus</i>TCNE.
Physical Chemistry Chemical Physics, 2018, 20, 10450-10459. 1.3 21

715 DFT Application on the Interaction Properties of Ethanol Vapors with MnFe2O4 Nanostructures.
Journal of Inorganic and Organometallic Polymers and Materials, 2018, 28, 1753-1763. 1.9 8

716 First-principles study of pollutant molecules absorbed on polymeric adsorbents using the vdW-DF2
functional. Materials Research Express, 2018, 5, 035516. 0.8 4

717 Metal-organic framework and Tenax-TA as optimal sorbent mixture for concurrent GC-MS analysis of
C1 to C5 carbonyl compounds. Scientific Reports, 2018, 8, 5033. 1.6 46

718 On-surface synthesis of polyethylenedioxythiophene. Chemical Communications, 2018, 54, 3723-3726. 2.2 6

719 Thermodynamics Study of Dehydriding Reaction on the PuO<sub>2</sub>(110) Surface from First
Principles. Journal of Physical Chemistry C, 2018, 122, 7790-7794. 1.5 13

720 Detection of nucleobases using 2D germanane nanosheet: A first-principles study. Computational and
Theoretical Chemistry, 2018, 1130, 68-76. 1.1 31

721 Polypyrrole on graphene: A density functional theory study. Surface Science, 2018, 674, 1-5. 0.8 13

722 Surprising Stability of Cubane under Extreme Pressure. Journal of Physical Chemistry Letters, 2018, 9,
2031-2037. 2.1 12



42

Citation Report

# Article IF Citations

723 Nature of Photoinduced Quenching Traps in Methylammonium Lead Triiodide Perovskite Revealed by
Reversible Photoluminescence Decline. ACS Photonics, 2018, 5, 2034-2043. 3.2 42

724 Selective Hydrogen Adsorption in Graphene Rotated Bilayers. Journal of Physical Chemistry B, 2018,
122, 595-600. 1.2 18

725 First-principles investigation on transport properties of $$hbox {Zn}_{2}hbox {SnO}_{4}$$ Zn 2 SnO
4 molecular. Journal of Computational Electronics, 2018, 17, 1-8. 1.3 19

726 Adsorption of ammonia molecules and humidity on germanane nanosheetâ€”A density functional study.
Journal of Molecular Graphics and Modelling, 2018, 79, 149-156. 1.3 30

727 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

728 First-principles insights on detection of dimethyl amine and trimethyl amine vapors using graphdiyne
nanosheets. Computational and Theoretical Chemistry, 2018, 1123, 119-127. 1.1 47

729 Interaction Studies of Ammonia Gas Molecules on Borophene Nanosheet and Nanotubes: A Density
Functional Study. Journal of Inorganic and Organometallic Polymers and Materials, 2018, 28, 920-931. 1.9 13

730

Joint Experimental and Computational Investigation of the Flexibility of a Diacetyleneâ€•Based
Mixedâ€•Linker MOF: Revealing the Existence of Two Lowâ€•Temperature Phase Transitions and the Presence
of Colossal Positive and Giant Negative Thermal Expansions. Chemistry - A European Journal, 2018, 24,
1586-1605.

1.7 10

731 HOD on Ni(111): <i>Ab Initio</i> molecular dynamics prediction of molecular beam experiments. Journal
of Chemical Physics, 2018, 149, 244706. 1.2 12

732 Ostwald's rule of stages and metastable transitions in the hydrogenâ€“water system at high pressure.
Physical Chemistry Chemical Physics, 2018, 20, 26853-26858. 1.3 8

733 â€˜Diet GMTKN55â€™ offers accelerated benchmarking through a representative subset approach. Physical
Chemistry Chemical Physics, 2018, 20, 27735-27739. 1.3 26

734 Tuning the electronic properties of van der Waals heterostructures composed of black phosphorus
and graphitic SiC. Physical Chemistry Chemical Physics, 2018, 20, 29333-29340. 1.3 17

735 Theoretical description of alkali metal <i>closo</i>-boranes â€“ towards the crystal structure of
MgB<sub>12</sub>H<sub>12</sub>. Physical Chemistry Chemical Physics, 2018, 20, 30140-30149. 1.3 8

736 Low-energy band structure very sensitive to the interlayer distance in Bernal-stacked tetralayer
graphene. Current Applied Physics, 2018, 18, 1393-1398. 1.1 0

737 Ab Initio Evaluation of Henry Coefficients Using Importance Sampling. Journal of Chemical Theory and
Computation, 2018, 14, 6359-6369. 2.3 12

738 Hydrogen storage on cation-decorated biphenylene carbon and nitrogenated holey graphene.
International Journal of Hydrogen Energy, 2018, 43, 22966-22975. 3.8 33

739 Are dispersion corrections accurate outside equilibrium? A case study on benzene. Beilstein Journal
of Organic Chemistry, 2018, 14, 1181-1191. 1.3 15

740 Dispersion-corrected PBEsol exchange-correlation functional. Physical Review B, 2018, 98, . 1.1 40



43

Citation Report

# Article IF Citations

741 Hydrogenation and Fluorination of 2D Boron Phosphide and Boron Arsenide: A Density Functional
Theory Investigation. ACS Omega, 2018, 3, 16416-16423. 1.6 38

742 <i>Ab initio</i> study of the structure, isotope effects, and vibrational properties in KDP crystals.
Physical Review B, 2018, 98, . 1.1 19

743 Water Splits To Degrade Two-Dimensional Group-IV Monochalcogenides in Nanoseconds. ACS Central
Science, 2018, 4, 1436-1446. 5.3 53

744 Energy Trends in Adsorption at Surfaces. , 2018, , 1-20. 0

745 Momentum-resolved TDDFT algorithm in atomic basis for real time tracking of electronic excitation.
Journal of Chemical Physics, 2018, 149, 154104. 1.2 21

746 Electronic Structure of Polymer Dielectrics: The Role of Chemical and Morphological Complexity.
Chemistry of Materials, 2018, 30, 7699-7706. 3.2 26

747
Phase Evolution and Degradation Modes of <i>R</i>3Ì…<i>m</i>
Li<sub><i>x</i></sub>Ni<sub>1â€“<i>y</i>â€“<i>z</i></sub>Co<sub><i>y</i></sub>Al<sub><i>z</i></sub>O<sub>2</sub>
Electrodes Cycled Near Complete Delithiation. Chemistry of Materials, 2018, 30, 7545-7574.

3.2 30

748 Electronic Detection of Oxygen Adsorption and Sizeâ€•Specific Doping of Fewâ€•Atom Gold Clusters on
Graphene. Advanced Materials Interfaces, 2018, 5, 1801274. 1.9 11

749 Theoretical Insights into Vinyl Derivatives Adsorption on a Cu(100) Surface. Journal of Physical
Chemistry C, 2018, 122, 27301-27313. 1.5 6

750 Dipole-Induced Transition Orbitals: A Novel Tool for Investigating Optical Transitions in Extended
Systems. Journal of Physical Chemistry Letters, 2018, 9, 6624-6630. 2.1 2

751 Rational design of polyaromatic ionomers for alkaline membrane fuel cells with &gt;1 W
cm<sup>âˆ’2</sup> power density. Energy and Environmental Science, 2018, 11, 3283-3291. 15.6 209

752 Stability of Hydrogen Hydrates from Second-Order MÃ¸llerâ€“Plesset Perturbation Theory. Journal of
Physical Chemistry Letters, 2018, 9, 5624-5629. 2.1 7

753 Methane on a stepped surface: Dynamical insights on the dissociation of CHD3 on Pt(111) and Pt(211).
Journal of Chemical Physics, 2018, 149, 094701. 1.2 15

754 Electrochemical Atomic Force Microscopy and First-Principles Calculations of Ferriprotoporphyrin
Adsorption and Polymerization. Langmuir, 2018, 34, 11335-11346. 1.6 0

755 Adsorption of common solvent molecules on graphene and MoS2 from first-principles. Journal of
Chemical Physics, 2018, 149, 094702. 1.2 17

756 Adsorption of Acetone on Rutile TiO<sub>2</sub>: A DFT and FTIRS Study. Journal of Physical
Chemistry C, 2018, 122, 19481-19490. 1.5 23

757 First principle study of chain termination reactions during Fischer-Tropsch Synthesis on Ï‡ -Fe 5 C 2
(010). Molecular Catalysis, 2018, 453, 55-63. 1.0 8

758 Thionine Self-Assembled Structures on Graphene: Formation, Organization, and Doping. Langmuir,
2018, 34, 6903-6911. 1.6 11



44

Citation Report

# Article IF Citations

759 Extent of Fock-exchange mixing for a hybrid van der Waals density functional?. Journal of Chemical
Physics, 2018, 148, 194115. 1.2 17

760 Effect of adsorbates on single-molecule junction conductance. Surface Science, 2018, 678, 169-176. 0.8 5

761 Computational findings of metastable ferroelectric phases of squaric acid. Physical Review B, 2018, 97,
. 1.1 17

762 Hydrogen Bond-Induced Nitric Oxide Dissociation on Cu(110). Journal of Physical Chemistry C, 2018,
122, 11814-11824. 1.5 11

763 Interaction of metal phthalocyanines with carbon zigzag and armchair nanotubes with different
diameters. Applied Surface Science, 2018, 457, 235-240. 3.1 16

764 Tunable Quasiâ€•Oneâ€•Dimensional Ribbon Enhanced Light Absorption in Sb<sub>2</sub>Se<sub>3</sub>
Thinâ€•film Solar Cells Grown by Closeâ€•Space Sublimation. Solar Rrl, 2018, 2, 1800128. 3.1 64

765 Prediction of a metallic phase for Cs3Pentacene compound. Materials Research Express, 2018, 5, 066554. 0.8 2

766 New nickel-based hybrid organic/inorganic metal halide for photovoltaic applications. Journal of
Chemical Physics, 2018, 148, 244703. 1.2 5

767 The Ideal Crystal Structure of Cristobalite X-I: A Bridge in SiO<sub>2</sub> Densification. Journal of
Physical Chemistry C, 2018, 122, 17437-17446. 1.5 4

768 Novel method to detect the lung cancer biomarker volatiles using hydrogen vacant silicane
nanosheets: A DFT investigation. Computational and Theoretical Chemistry, 2018, 1138, 107-116. 1.1 22

769 Importance of van der Waals interactions and cation-anion coupling in an organic quantum spin
liquid. Physical Review B, 2018, 97, . 1.1 11

770 Electro-optical interfacial effects on a graphene/Ï€-conjugated organic semiconductor hybrid system.
Beilstein Journal of Nanotechnology, 2018, 9, 963-974. 1.5 8

771 Evaluation of Gas-to-Liquid 17O Chemical Shift of Water: A Test Case for Molecular and Periodic
Approaches. Journal of Chemical Theory and Computation, 2018, 14, 4041-4051. 2.3 2

772 Geometry optimisations with a nonlocal density-functional theory method based on a double
Hirshfeld partitioning. Journal of Chemical Physics, 2018, 149, 044103. 1.2 2

773 Promoted methane activation on doped ceria via occupation of Pr(4f) states. Applied Surface Science,
2018, 458, 397-404. 3.1 9

774 Adsorption and Reactivity of Pyridine Dicarboxylic Acid on Cu(111). Journal of Physical Chemistry C,
2018, 122, 17836-17845. 1.5 11

775 Solid-State Testing of a Van-Der-Waals-Corrected Exchange-Correlation Functional Based on the
Semiclassical Atom Theory. Computation, 2018, 6, 7. 1.0 17

776 Electrodynamics in Organic Dimer Insulators Close to Mott Critical Point. Crystals, 2018, 8, 190. 1.0 17



45

Citation Report

# Article IF Citations

777 Reaction Mechanism with Thermodynamic Structural Screening for Electrochemical Hydrogen
Evolution on Monolayer 1Tâ€² Phase MoS<sub>2</sub>. Chemistry of Materials, 2018, 30, 5404-5411. 3.2 33

778 Enhancement of CO2 adsorption on oxygen-functionalized epitaxial graphene surface under
near-ambient conditions. Physical Chemistry Chemical Physics, 2018, 20, 19532-19538. 1.3 19

779 Computational calculation identified optimal binding sites in nano-sized magnetic-cored dendrimer.
Chemosphere, 2018, 210, 287-295. 4.2 7

780 Pressure dependence of structural properties of ice VII: An <i>ab initio</i> molecular-dynamics study.
Journal of Chemical Physics, 2018, 148, 204505. 1.2 7

781 Elastic properties of bulk and low-dimensional materials using van der Waals density functional.
Physical Review B, 2018, 98, . 1.1 88

782 Exfoliation, point defects and hydrogen storage properties of monolayer TiS<sub>3</sub>: an <i>ab
initio</i> study. RSC Advances, 2018, 8, 26169-26179. 1.7 11

783 Face-centered cubic MoS<sub>2</sub>: a novel superconducting three-dimensional crystal more
stable than layered T-MoS<sub>2</sub>. Journal of Materials Chemistry C, 2018, 6, 6046-6051. 2.7 11

784 A dispersion-corrected DFT insight into the structural, electronic and CH4 adsorption properties of
small tin-oxide clusters. Journal of Alloys and Compounds, 2018, 757, 382-392. 2.8 8

785 Incident Angle Dependence of CHD<sub>3</sub> Dissociation on the Stepped Pt(211) Surface. Journal of
Physical Chemistry C, 2018, 122, 19652-19660. 1.5 18

786 Antimonene nanosheet device for detection of explosive vapors â€“ A first-principles inspection.
Chemical Physics Letters, 2018, 708, 130-137. 1.2 39

787 Hydraulic Power Manufacturing for Highly Scalable and Stable 2D Nanosheet Dispersions and Their
Film Electrode Application. Advanced Functional Materials, 2018, 28, 1802952. 7.8 24

788 Density functional study on the binding properties of nucleobases to stanane nanosheet. Applied
Surface Science, 2018, 462, 831-839. 3.1 27

789 Organometallic MTCNQ films: a comparative study of CuTCNQ <i>versus</i> AgTCNQ. Physical
Chemistry Chemical Physics, 2018, 20, 21705-21715. 1.3 10

790 Molecular Orientations Change Reaction Kinetics and Mechanism: A Review on Catalytic Alcohol
Oxidation in Gas Phase and Liquid Phase on Size-Controlled Pt Nanoparticles. Catalysts, 2018, 8, 226. 1.6 16

791 Destabilization of pseudo-Jahnâ€“Teller distortion in cesium-doped hexagonal tungsten bronzes.
Journal of Applied Physics, 2018, 124, . 1.1 19

792 First-Principles Study of Water Nanotubes Captured Inside Carbon/Boron Nitride Nanotubes.
Langmuir, 2018, 34, 11176-11187. 1.6 23

793 Strain-Induced Stabilization of Charged State in Li-Rich Layered Transition-Metal Oxide for Lithium-Ion
Batteries. Journal of Physical Chemistry C, 2018, 122, 19298-19308. 1.5 14

794 Pressureâ€•Dependent Strong Photoluminescence of Excitons Bound to Defects in WS<sub>2</sub>
Quantum Dots. Advanced Materials Interfaces, 2018, 5, 1800305. 1.9 8



46

Citation Report

# Article IF Citations

795

<i>Ab initio</i> density functional theory study of the electronic, dynamic, and thermoelectric
properties of the crystalline pseudobinary chalcogenide <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mrow><mml:mtext>(GeTe)</mml:mtext></mml:mrow><mml:mi>x</mml:mi></mml:msub><mml:mo>/</mml:mo><mml:mo>(</mml:mo><mml:mrow><mml:msub><mml:mi>Sb</mml:mi><mml:mn>2</mml:mn></mml:msub><mml:msub><mml:mi>Te</mml:mi><mml:mn>3</mml:mn></mml:msub></mml:mrow><mml:mo>)</mml:mo><mml:mspace
width="0.. Physical Review B, 2018, 97, .

1.1 18

796
First principles-based multiscale atomistic methods for input into first principles nonequilibrium
transport across interfaces. Proceedings of the National Academy of Sciences of the United States of
America, 2019, 116, 18193-18201.

3.3 7

797 Substrate-mediated and temperature-modulated long-range interactions between bromine adatom
stripes on Cu(1â€¯1â€¯1). Applied Surface Science, 2019, 463, 253-260. 3.1 2

798
A novel route to get functionality in nanoelectronics: Controlling the charge transport by the
subtle impact of the coverage of self-assembled monolayers on the conformation of floppy molecules
adsorbed on metallic electrodes. Applied Surface Science, 2019, 472, 16-21.

3.1 7

799 Mechanistic insights into Cu and K promoted Fe-catalyzed production of liquid hydrocarbons via CO2
hydrogenation. Journal of CO2 Utilization, 2019, 34, 522-532. 3.3 43

800 Exotic impurity-induced states in single-layer h -BN: The role of sublattice structure and intervalley
interactions. Physical Review B, 2019, 100, . 1.1 6

801 Influence of Local Defects on the Dynamics of Oâ€“H Bond Breaking and Formation on a Magnetite
Surface. Journal of Physical Chemistry C, 2019, 123, 19742-19747. 1.5 11

802
Outstanding Energy Exchange between Organic Molecules and Metal Surfaces: Decomposition
Kinetics of Excited Vinyl Derivatives Driven by the Interaction with a Cu(111) Surface. Journal of
Physical Chemistry C, 2019, 123, 19625-19636.

1.5 6

803 Nonoxidative Direct Conversion of Methane on Silica-Based Iron Catalysts: Effect of Catalytic
Surface. ACS Catalysis, 2019, 9, 7984-7997. 5.5 61

804 Unified Assessment of the Effects of Van der Waals Interactions on the Structural and Electronic
Properties of Some Layered Organic Solids Îº-(BEDT-TTF)2X. Crystals, 2019, 9, 348. 1.0 0

805
Complex interaction of hydrogen with the monolayer TiS2 decorated with Li and Li2O clusters: an ab
initio random structure searching approach. International Journal of Hydrogen Energy, 2019, 44,
21988-21998.

3.8 5

806 Tunable optoelectronic properties in h-BP/h-BAs bilayers: The effect of an external electrical field.
Applied Surface Science, 2019, 493, 308-319. 3.1 23

807 Unraveling anomalous isotope effect on hydrogen diffusivities in fcc metals from first principles
including nuclear quantum effects. Physical Review B, 2019, 100, . 1.1 17

808 Orbital-free density functional theory correctly models quantum dots when asymptotics,
nonlocality, and nonhomogeneity are accounted for. Physical Review B, 2019, 100, . 1.1 34

809
Local Structure and Coordination Define Adsorption in a Model
Ir<sub>1</sub>/Fe<sub>3</sub>O<sub>4</sub> Singleâ€•Atom Catalyst. Angewandte Chemie -
International Edition, 2019, 58, 13961-13968.

7.2 93

810
Local Structure and Coordination Define Adsorption in a Model
Ir<sub>1</sub>/Fe<sub>3</sub>O<sub>4</sub> Singleâ€•Atom Catalyst. Angewandte Chemie, 2019, 131,
14099-14106.

1.6 44

811 Emerging Twoâ€•Dimensional Nanomaterials for Cancer Therapy. ChemPhysChem, 2019, 20, 2417-2433. 1.0 24

812 Analysis of Water Coupling in Inelastic Neutron Spectra of Uranyl Fluoride. Scientific Reports, 2019, 9,
10476. 1.6 5



47

Citation Report

# Article IF Citations

813 Hydrogen physisorption on palygorskite dehydrated channels: A van der Waals density functional
study. International Journal of Hydrogen Energy, 2019, 44, 21936-21947. 3.8 6

814 First-principles study of alkali-metal intercalation in disordered carbon anode materials. Journal of
Materials Chemistry A, 2019, 7, 19070-19080. 5.2 68

815 Higher alcohol synthesis from syngas over xerogel-derived Co-Cu-Al2O3 catalyst with an enhanced
metal proximity. Molecular Catalysis, 2019, 475, 110481. 1.0 5

816 Comparative study of density functionals for the description of lithiumâ€•graphite intercalation
compounds. Journal of Computational Chemistry, 2019, 40, 2400-2412. 1.5 21

817
Enhancing electronic and optical properties of monolayer MoSe<sub>2</sub><i>via</i> a
MoSe<sub>2</sub>/blue phosphorene heterobilayer. Physical Chemistry Chemical Physics, 2019, 21,
15760-15766.

1.3 68

818 Noncollinear Magnetic Structure with Spin-dependent van der Waals Density Functional Approach:
Î²-phase Solid Oxygen. Journal of the Physical Society of Japan, 2019, 88, 104601. 0.7 1

819 Flutamide drug interaction studies on graphdiyne nanotube â€“ A first-principles study. Computational
and Theoretical Chemistry, 2019, 1167, 112590. 1.1 23

820 De novo exploration and self-guided learning of potential-energy surfaces. Npj Computational
Materials, 2019, 5, . 3.5 132

821 Understanding Mechanism of Adsorption in the Decolorization of Aqueous Methyl Violet (6B)
Solution by Okra Polysaccharides: Experiment and Theory. ACS Omega, 2019, 4, 17880-17889. 1.6 15

822
Application of Zr-Cluster-Based MOFs for the Adsorptive Removal of Aliphatic Aldehydes
(C<sub>1</sub> to C<sub>5</sub>) from an Industrial Solvent. ACS Applied Materials &amp; Interfaces,
2019, 11, 44270-44281.

4.0 23

823 Cobalt-Modulated Molybdenumâ€“Dinitrogen Interaction in MoS<sub>2</sub> for Catalyzing Ammonia
Synthesis. Journal of the American Chemical Society, 2019, 141, 19269-19275. 6.6 189

824 Structural, electronic, and electromechanical properties of MoSSe/blue phosphorene heterobilayer.
AIP Advances, 2019, 9, 115302. 0.6 19

825 Metallic 1T Phase, 3d<sup>1</sup> Electronic Configuration and Charge Density Wave Order in
Molecular Beam Epitaxy Grown Monolayer Vanadium Ditelluride. ACS Nano, 2019, 13, 12894-12900. 7.3 48

826 Performance of Taoâ€“Mo Semilocal Functional with rVV10 Dispersion-Correction: Influence of
Different Correlation. Journal of Physical Chemistry A, 2019, 123, 10582-10593. 1.1 14

827 Ab initio studies of Ti2S3 as a new cathode material for magnesium secondary batteries. Materials
Today Communications, 2019, 20, 100598. 0.9 4

828 Phonon dynamics in the layered negative thermal expansion compounds CuxNi2âˆ’x(CN)4. Physical
Review B, 2019, 100, . 1.1 9

829
Effects of Se substitution and transition metal doping on the electronic and magnetic properties of a
MoS<sub>x</sub>Se<sub>2âˆ’x</sub>/h-BN heterostructure. Physical Chemistry Chemical Physics, 2019,
21, 20073-20082.

1.3 14

830 Graphene quantum dot/Co(OH)<sub>2</sub> electrode on nanoporous Auâ€“Ag alloy for superior
hybrid micro-supercapacitors. Journal of Materials Chemistry C, 2019, 7, 11441-11448. 2.7 22



48

Citation Report

# Article IF Citations

831
Doped graphene and Ag(1â€¯1â€¯1) hybrid material as fuel cell electrode: New insights on interfacial features
and oxygen adsorption from dispersion-corrected density functional theory. Computational
Materials Science, 2019, 169, 109141.

1.4 2

832 Tuning the Structure and Chiroptical Properties of Gold Nanoparticle Single Helices via Peptide
Sequence Variation. Journal of the American Chemical Society, 2019, 141, 15710-15716. 6.6 29

833 Kinetic energy density of nearly free electrons. II. Response functionals of the electron density.
Physical Review B, 2019, 100, . 1.1 12

834 Thermodynamics of graphite intercalation binary alloys of Li-Na, Na-K, and Li-K from van der Waals
density functionals. Journal of Solid State Electrochemistry, 2019, 23, 2825-2834. 1.2 2

835 Non-trivial band gaps and charge transfer in Janus-like functionalized bilayer boron arsenide.
Computational Materials Science, 2019, 170, 109186. 1.4 4

836 Structural properties of sH hydrate: a DFT study of anisotropy and equation of state. Molecular
Simulation, 2019, 45, 1524-1537. 0.9 15

837
Assessment of van der Waals inclusive density functional theory methods for adsorption and
selective dehydrogenation of formic acid on Pt(111) surface. Physical Chemistry Chemical Physics, 2019,
21, 21049-21056.

1.3 23

838 Thermal transport and phonon focusing in complex molecular crystals: <i>Ab initio</i> study of
polythiophene. Physical Review B, 2019, 100, . 1.1 8

839 Characterization of nitrogen doped graphene bilayers synthesized by fast, low temperature
microwave plasma-enhanced chemical vapour deposition. Scientific Reports, 2019, 9, 13715. 1.6 33

840 Ultrahigh-sensitive gas sensors based on doped phosphorene: A first-principles investigation. Applied
Surface Science, 2019, 497, 143660. 3.1 35

841 Theoretical Study of GaN/BP van der Waals Nanocomposites with Strain-Enhanced Electronic and
Optical Properties for Optoelectronic Applications. ACS Applied Nano Materials, 2019, 2, 6482-6491. 2.4 75

842 Translucency of Graphene to van der Waals Forces Applies to Atoms/Molecules with Different Polar
Character. ACS Nano, 2019, 13, 12230-12241. 7.3 11

843 Platinum single-atom adsorption on graphene: a density functional theory study. Nanoscale Advances,
2019, 1, 1165-1174. 2.2 21

844
Lattice dynamics and negative thermal expansion in the framework compound <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:mi>ZnNi</mml:mi><mml:msub><mml:mrow><mml:mo>(</mml:mo><mml:mi>CN</mml:mi><mml:mo>)</mml:mo></mml:mrow><mml:mn>4</mml:mn></mml:msub></mml:mrow></mml:math>
with two-dimensional and three-dimensional local environments. Physical Review B, 2019, 99, .

1.1 26

845 Probing cyanogen chloride gas molecules using blue phosphorene nanosheets based on adsorption
properties: A first-principles study. Computational and Theoretical Chemistry, 2019, 1150, 63-70. 1.1 33

846
NMR Crystallography: Evaluation of Hydrogen Positions in Hydromagnesite by
<sup>13</sup>C{<sup>1</sup>H} REDOR Solidâ€•State NMR and Density Functional Theory Calculation of
Chemical Shielding Tensors. Angewandte Chemie - International Edition, 2019, 58, 4210-4216.

7.2 18

847 Real-Space Observation of Quantum Tunneling by a Carbon Atom: Flipping Reaction of Formaldehyde
on Cu(110). Journal of Physical Chemistry Letters, 2019, 10, 645-649. 2.1 9

848 Exciton in phosphorene: Strain, impurity, thickness, and heterostructure. Physical Review B, 2019, 99, . 1.1 17



49

Citation Report

# Article IF Citations

849 Graphene on the oxidized SiC surface and the impact of the metal intercalation. Carbon, 2019, 145,
603-613. 5.4 9

850 Adsorption studies of dimethyl and methyl-ethyl ester molecules on silicene nanoring: Application of
DFT study. Phosphorus, Sulfur and Silicon and the Related Elements, 2019, 194, 25-32. 0.8 12

851 Symmetry-breaking induced large piezoelectricity in Janus tellurene materials. Physical Chemistry
Chemical Physics, 2019, 21, 1207-1216. 1.3 134

852 Effects of pore surfaces on the electronic states of metal complexes formed on bipyridine periodic
mesoporous organosilica. New Journal of Chemistry, 2019, 43, 2471-2478. 1.4 6

853 Optical absorption in complexes of abasic DNA with noble-metal nanoclusters by first principles
calculations. Physical Chemistry Chemical Physics, 2019, 21, 1260-1270. 1.3 4

854 Tuning the electronic and magnetic properties of metal-doped phenanthrene by codoping method. AIP
Advances, 2019, 9, . 0.6 2

855 Standing Waves Induced by Valley-Mismatched Domains in Ferroelectric SnTe Monolayers. Physical
Review Letters, 2019, 122, 206402. 2.9 27

856 Monolayer SiP nanosheets for near and mid-infrared optoelectronic device applications - A DFT
approach. Superlattices and Microstructures, 2019, 130, 332-338. 1.4 0

857 Vibration-driven reaction of CO2 on Cu surfaces via Eleyâ€“Rideal-type mechanism. Nature Chemistry,
2019, 11, 722-729. 6.6 64

858 Phthalocyanine and Metal Phthalocyanines Adsorbed on Graphene: A Density Functional Study.
Journal of Physical Chemistry C, 2019, 123, 16614-16620. 1.5 33

859
Interface Engineering via Sputtered Oxygenated CdS:O Window Layer for Highly Efficient
Sb<sub>2</sub>Se<sub>3</sub> Thinâ€•Film Solar Cells with Efficiency Above 7%. Solar Rrl, 2019, 3,
1900225.

3.1 42

860 Initial stages of the epitaxial growth of MnN on the GaAs (001)-(2â€¯Ã—â€¯2) surface: First-principle study.
Applied Surface Science, 2019, 489, 639-647. 3.1 9

861 Electrochemical Stability Window of Polymeric Electrolytes. Chemistry of Materials, 2019, 31,
4598-4604. 3.2 83

862 Î³-Graphyne nanotube as nanofilter for cigarette smoke based on chemisorption properties â€“ A
first-principles study. Diamond and Related Materials, 2019, 97, 107436. 1.8 7

863 Non-dissociative adsorption of glycerol on the (111) surface of Ni and Pt-based metallic systems: Hints
on reforming activity from d-band center. Molecular Catalysis, 2019, 474, 110412. 1.0 3

864 Control of Functionalities in GO: Effect of Bronsted Acids as Supported by Ab Initio Simulations and
Experiments. ACS Omega, 2019, 4, 9407-9418. 1.6 10

865 Dimension engineering of single-layer PtN 2 with the Cairo tessellation. Journal of Applied Physics,
2019, 125, 204302. 1.1 4

866 Adsorption of Polyaromatic Backbone Impacts the Performance of Anion Exchange Membrane Fuel
Cells. Chemistry of Materials, 2019, 31, 4195-4204. 3.2 91



50

Citation Report

# Article IF Citations

867 CHD<sub>3</sub> Dissociation on the Kinked Pt(210) Surface: A Comparison of Experiment and Theory.
Journal of Physical Chemistry C, 2019, 123, 14530-14539. 1.5 14

868 High-Pressure Elastic Properties of Polycyclic Aromatic Hydrocarbons Obtained by First-Principles
Calculations. Geochemistry International, 2019, 57, 499-508. 0.2 3

869 A DFTâ€¯+â€¯U study of H2O adsorption on the V2O5(0 0 1) surface including van der Waals interactions.
Chemical Physics Letters, 2019, 730, 171-178. 1.2 7

870 Theory and practice of modeling van der Waals interactions in electronic-structure calculations.
Chemical Society Reviews, 2019, 48, 4118-4154. 18.7 114

871 2DMatPedia, an open computational database of two-dimensional materials from top-down and
bottom-up approaches. Scientific Data, 2019, 6, 86. 2.4 201

872 Automated Detection and Characterization of Surface Restructuring Events in Bimetallic Catalysts.
Journal of Physical Chemistry C, 2019, 123, 16332-16344. 1.5 10

873 Water dissociation on the reduced PuO2(110) surface from first principles. Science China: Physics,
Mechanics and Astronomy, 2019, 62, 1. 2.0 7

874 Distinction between Intrinsic and X-ray-Induced Oxidized Oxygen States in Li-Rich 3d Layered Oxides
and LiAlO<sub>2</sub>. Journal of Physical Chemistry C, 2019, 123, 13201-13207. 1.5 33

875 Adsorption and Diffusion of H Atoms on Î²-PtO<sub>2</sub> Surface: The Role of Nuclear Quantum
Effects. Journal of Physical Chemistry C, 2019, 123, 13804-13811. 1.5 9

876 Monolayer boronâ€•arsenide as a perfect anode for alkaliâ€•based batteries with large storage capacities
and fast mobilities. International Journal of Quantum Chemistry, 2019, 119, e25975. 1.0 15

877 n â†’ Ï€* Interaction Promoted Charge Carrier Transfer between Helical SWNTs and a 4-(1-Pyrenyl)phenyl
Group. Journal of Physical Chemistry C, 2019, 123, 13976-13982. 1.5 3

878
Structure and Dynamics of Water at the Waterâ€“Air Interface Using First-Principles Molecular
Dynamics Simulations. II. NonLocal vs Empirical van der Waals Corrections. Journal of Chemical
Theory and Computation, 2019, 15, 3836-3843.

2.3 12

879 Van der Waals Density Functional Theory vdW-DFq for Semihard Materials. Crystals, 2019, 9, 243. 1.0 22

880 First-principles analysis of the detection of amine vapors using an antimonene electroresistive
molecular device. Journal of Computational Electronics, 2019, 18, 779-790. 1.3 21

881 General adsorption model for H2S, H2Se, H2Te, NH3, PH3, AsH3 and SbH3 on the V2O5(0 0 1) surface
including the van der Waals interaction. Chemical Physics Letters, 2019, 720, 58-63. 1.2 30

882 From an atomic layer to the bulk: Low-temperature atomistic structure and ferroelectric and
electronic properties of SnTe films. Physical Review B, 2019, 99, . 1.1 39

883 First-Principles Prediction of Potentials and Space-Charge Layers in All-Solid-State Batteries. Physical
Review Letters, 2019, 122, 167701. 2.9 57

884 Ion Association in Lanthanide Chloride Solutions. Chemistry - A European Journal, 2019, 25, 8725-8740. 1.7 5



51

Citation Report

# Article IF Citations

885 Transferability of the SRP32-vdW specific reaction parameter functional to CHD3 dissociation on
Pt(110)-(2 Ã— 1). Journal of Chemical Physics, 2019, 150, 124702. 1.2 17

886 Van der Waals density functional study of formic acid adsorption and decomposition on Cu(111).
Journal of Chemical Physics, 2019, 150, 154707. 1.2 19

887 Adsorption and dissociation of iron phthalocyanine on H/Si(111): Impact of van der Waals interactions
and perspectives for subsurface doping. Physical Review B, 2019, 99, . 1.1 6

888
NMR Crystallography: Evaluation of Hydrogen Positions in Hydromagnesite by 13 C{ 1 H} REDOR
Solidâ€•State NMR and Density Functional Theory Calculation of Chemical Shielding Tensors.
Angewandte Chemie, 2019, 131, 4254-4260.

1.6 2

889 Unraveling the dislocation core structure at a van der Waals gap in bismuth telluride. Nature
Communications, 2019, 10, 1820. 5.8 29

890
Adsorption Ability of Germanane Nanosheets Towards Nitrogen and Sulfur Mustard Gas Molecules: A
First-Principles Study. Journal of Inorganic and Organometallic Polymers and Materials, 2019, 29,
2035-2043.

1.9 12

891 van der Waals interactions in DFT using Wannier functions without empirical parameters. Journal of
Chemical Physics, 2019, 150, 164109. 1.2 14

892 Influence of brÃ¸nsted-acid and cation-exchange sites on ethene adsorption in ZSM-5. Microporous and
Mesoporous Materials, 2019, 284, 336-342. 2.2 8

893 An unexpected organometallic intermediate in surface-confined Ullmann coupling. Nanoscale, 2019, 11,
7682-7689. 2.8 29

894
Amphoteric behavior of hydrogen (<i>H</i><sup>+1</sup> and <i>H</i><sup>âˆ’1</sup>) in complex
hydrides from van der Waals interaction-including <i>ab initio</i> calculations. Journal of Materials
Chemistry A, 2019, 7, 6228-6240.

5.2 7

895 Discovery of Hidden Classes of Layered Electrides by Extensive High-Throughput Material Screening.
Chemistry of Materials, 2019, 31, 1860-1868. 3.2 39

896 Assessment of Two Problems of Specific Reaction Parameter Density Functional Theory: Sticking and
Diffraction of H<sub>2</sub> on Pt(111). Journal of Physical Chemistry C, 2019, 123, 10406-10418. 1.5 10

897 Benchmarking the performance of approximate van der Waals methods for the structural and
energetic properties of SiO2 and AlPO4 frameworks. Journal of Chemical Physics, 2019, 150, 094102. 1.2 24

898 Potassium Ordering and Structural Phase Stability in Layered K<sub><i>x</i></sub>CoO<sub>2</sub>.
ACS Applied Energy Materials, 2019, 2, 2629-2636. 2.5 29

899 Improved DFT Adsorption Energies with Semiempirical Dispersion Corrections. Journal of Chemical
Theory and Computation, 2019, 15, 3250-3259. 2.3 43

900 Scalable and efficient Sb2S3 thin-film solar cells fabricated by close space sublimation. APL Materials,
2019, 7, . 2.2 72

901 Fundamental insights about interlayer cation migration in Li-ion electrodes at high states of charge.
Journal of Materials Chemistry A, 2019, 7, 11996-12007. 5.2 12

902 Formaldehyde trapping by radical initiated reaction on hydrogenated boron nitride. Applied Surface
Science, 2019, 484, 470-478. 3.1 12



52

Citation Report

# Article IF Citations

903 Restructuring of MFI Framework Zeolite Models and Their Associated Artifacts in Density Functional
Theory Calculations. Journal of Physical Chemistry C, 2019, 123, 6572-6585. 1.5 21

904
Extraordinary Sensitivity of Surfaceâ€•Enhanced Raman Spectroscopy of Molecules on MoS<sub>2</sub>
(WS<sub>2</sub>) Nanodomes/Graphene van der Waals Heterostructure Substrates. Advanced Optical
Materials, 2019, 7, 1801249.

3.6 73

905 Charge transference and conformational stress influence on the electronic properties of zigzag
carbon nanowires. Journal of Nanoparticle Research, 2019, 21, 1. 0.8 1

906 Tuning of the gold work function by carborane films studied using density functional theory.
Physical Chemistry Chemical Physics, 2019, 21, 6178-6185. 1.3 3

907 Solventâ€“Adsorbate Interactions and Adsorbate-Specific Solvent Structure in Carbon Dioxide
Reduction on a Stepped Cu Surface. Journal of Physical Chemistry C, 2019, 123, 5999-6009. 1.5 63

908 Band-Edge Engineering at the Carbon Dotâ€“TiO<sub>2</sub> Interface by Substitutional Boron Doping.
Journal of Physical Chemistry C, 2019, 123, 5980-5988. 1.5 6

909 Water Splitting Reaction at Polar Lithium Niobate Surfaces. ACS Omega, 2019, 4, 3850-3859. 1.6 16

910 Boron nitride nanochannels encapsulating a water/heavy water layer for energy applications. RSC
Advances, 2019, 9, 5901-5907. 1.7 3

911 Hydrogen physisorption channel on graphene: a highway for atomic H diffusion. 2D Materials, 2019, 6,
021004. 2.0 13

912 Structure and Dynamics of Polysulfide Clusters in a Nonaqueous Solvent Mixture of 1,3-Dioxolane
and 1,2-Dimethoxyethane. Chemistry of Materials, 2019, 31, 2308-2319. 3.2 54

913 Gap opening in the most stable phases of K<sub>3</sub> Terphenyl compound. Materials Research
Express, 2019, 6, 125111. 0.8 1

914 Superconducting Single-Layer T-Graphene and Novel Synthesis Routes*. Chinese Physics Letters, 2019,
36, 097401. 1.3 61

915 Silicon Carbide Induced Doping of Graphene: A New Potential Synthetic Route for SiC<sub>3</sub>
Siligraphene. Journal of Physical Chemistry C, 2019, 123, 30341-30350. 1.5 13

916 First-Principles Calculation of Physical Tensors of Î±-Diisopropylammonium Bromide (Î±-DIPAB) Molecular
Ferroelectric Crystal. Frontiers in Physics, 2019, 7, . 1.0 6

917 Efficient and accurate description of adsorption in zeolites. Journal of Chemical Physics, 2019, 151,
234108. 1.2 15

918

Anomalous thermal expansion in one-dimensional transition metal cyanides: Behavior of the
trimetallic cyanide <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:mi
mathvariant="normal">C</mml:mi><mml:msub><mml:mi
mathvariant="normal">u</mml:mi><mml:mrow><mml:mn>1</mml:mn><mml:mo>/</mml:mo><mml:mn>3</mml:mn></mml:mrow></mml:msub><mml:mi
mathvariant="normal">A</mml:mi><mml:msub><mml:mi
mathvariant="normal">g</mml:mi><mml:mrow

1.1 3

919 Metastable interlayer Frenkel pair defects in black phosphorus. Physical Review B, 2019, 100, . 1.1 10

920 Comparison of dispersion-corrected exchange-correlation functionals using atomic orbitals.
Physical Review B, 2019, 100, . 1.1 5



53

Citation Report

# Article IF Citations

921 Anomalous phase transition behavior in hydrothermal grown layered tellurene. Nanoscale, 2019, 11,
20245-20251. 2.8 3

922 Non-oxidative dehydroaromatization of methane over Mo/H-ZSM-5 catalysts: A detailed analysis of the
reaction-regeneration cycle. Applied Catalysis B: Environmental, 2019, 241, 305-318. 10.8 76

923 A DFT+u study, including the van der waals interaction, on the adsorption of XO2 molecules on the
v2o5(001) surface (x= S, N, O, C). Surface Science, 2019, 679, 110-116. 0.8 1

924 Application of van der Waals density functionals to two dimensional systems based on a mixed basis
approach. Computer Physics Communications, 2019, 238, 138-144. 3.0 1

925 Electrochemical Hydrogen Evolution at the Interface of Monolayer VS<sub>2</sub> and Water from
First-Principles Calculations. ACS Applied Materials &amp; Interfaces, 2019, 11, 2944-2949. 4.0 20

926 Investigation on probing explosive nitroaromatic compound vapors using graphyne nanosheet: a
first-principle study. Structural Chemistry, 2019, 30, 657-667. 1.0 22

927 Adsorption of CO2 on biphasic and amorphous calcium phosphates: An experimental and theoretical
analysis. Chemical Physics Letters, 2019, 714, 143-148. 1.2 12

928 Electronic, transport, and optical properties of atomically thin silicon phosphide: first-principles
calculations. Materials Research Express, 2019, 6, 026428. 0.8 7

929
Synthesis and application of stable, reusable TiO2 polymeric composites for photocatalytic removal of
metronidazole: Removal kinetics and density functional analysis. Chemical Engineering Journal, 2019,
359, 963-975.

6.6 60

930 A study on quercetin and 5-fluorouracil drug interaction on graphyne nanosheets and solvent
effects â€” A first-principles study. Journal of Molecular Liquids, 2019, 275, 713-722. 2.3 45

931 Unusual self-assembly of chloroaluminium phthalocyanine on graphite. Surface Science, 2019, 681,
104-110. 0.8 3

932 Pressure-induced magnetism in rotated graphene bilayers. Physical Review B, 2019, 99, . 1.1 17

933 Adsorption and diffusion of alkaliâ€•atoms (Li, Na, and K) on BeN dual doped graphene. International
Journal of Quantum Chemistry, 2019, 119, e25900. 1.0 16

934 A comparative study of mechanisms of the adsorption of CO<sub>2</sub> confined within
grapheneâ€“MoS<sub>2</sub> nanosheets: a DFT trend study. Nanoscale Advances, 2019, 1, 1442-1451. 2.2 22

935 Predicting the Electrochemical Synthesis of 2D Materials from First Principles. Journal of Physical
Chemistry C, 2019, 123, 3180-3187. 1.5 34

936 A new carbon phase with direct bandgap and high carrier mobility as electron transport material for
perovskite solar cells. Npj Computational Materials, 2019, 5, . 3.5 67

937 Zig-zag boron nitride nanotubes functionalization with acetylene molecules: a density functional
theory study. Adsorption, 2019, 25, 63-74. 1.4 4

938 Ab initio molecular dynamics simulation of methanol and acetonitrile: The effect of van der Waals
interactions. Chemical Physics Letters, 2019, 714, 172-177. 1.2 5



54

Citation Report

# Article IF Citations

939
Properties of NTCDA Thin Films on Ag(110): Scanning Tunneling Microscopy, Photoemission, Near-Edge
X-ray Fine Structure, and Density Functional Theory Investigations. Journal of Physical Chemistry C,
2019, 123, 379-386.

1.5 5

940 Adsorption of Amino Acids on Gold: Assessing the Accuracy of the GolP-CHARMM Force Field and
Parametrization of Auâ€“S Bonds. Journal of Chemical Theory and Computation, 2019, 15, 613-624. 2.3 23

941 Effect of surface hydrogenation on the topological properties of multilayer graphene. Current
Applied Physics, 2019, 19, 137-142. 1.1 4

942 First-principles modeling of water permeation through periodically porous graphene derivatives.
Journal of Colloid and Interface Science, 2019, 538, 367-376. 5.0 16

943 Intelligent-ReaxFF: Evaluating the reactive force field parameters with machine learning.
Computational Materials Science, 2020, 172, 109393. 1.4 34

944 Influence of defect pairs in Ga-based ordered defect compounds: a hybrid density functional study.
Canadian Journal of Physics, 2020, 98, 770-777. 0.4 0

945
Charge reduction in ions in the ionic liquid 1-ethy-2,3-dimethylimidazolium
bis(trifluoromethanesulfonyl)imide on the Au(111) surface. Theoretical Chemistry Accounts, 2020, 139,
1.

0.5 1

946 Temperature, strain and charge mediated multiple and dynamical phase changes of selenium and
tellurium. Nanoscale, 2020, 12, 3249-3258. 2.8 8

947 Understanding the Separation Mechanism of C2H6/C2H4 on Zeolitic Imidazolate Framework ZIF-7 by
Periodic DFT Investigations. Journal of Physical Chemistry C, 2020, 124, 256-266. 1.5 9

948 Electronic property enhancement of zinc oxide by surface decoration with carbon nanotubes:
experimental and theoretical studies. Applied Physics A: Materials Science and Processing, 2020, 126, 1. 1.1 3

949 Catalytic activity of Rh /MegO-nanotube for NO adsorption and dissociation: A van der waals density
functional study. Applied Surface Science, 2020, 530, 147179. 3.1 2

950
Intra- and Interchain Interactions in (Cu<sub>1/2</sub>Au<sub>1/2</sub>)CN,
(Ag<sub>1/2</sub>Au<sub>1/2</sub>)CN, and (Cu<sub>1/3</sub>Ag<sub>1/3</sub>Au<sub>1/3</sub>)CN
and Their Effect on One-, Two-, and Three-Dimensional Order. Inorganic Chemistry, 2020, 59, 11704-11714.

1.9 1

951 A first-principles analysis of the charge transfer in magnesium corrosion. Scientific Reports, 2020, 10,
15006. 1.6 37

952 Achieving tunable chemical reactivity through photo-initiation of energetic materials at metal oxide
surfaces. Physical Chemistry Chemical Physics, 2020, 22, 25284-25296. 1.3 6

953
Theoretical and Experimental Overview of Structural, Dielectric, Crystallographic, Electronic,
Optical, and Physical Tensors of Î±-DIPAB and Iodine-Doped Î±-DIPAB Molecular Ferroelectric Crystals.
Journal of Electronic Materials, 2020, 49, 7112-7132.

1.0 0

954 The CECAM electronic structure library and the modular software development paradigm. Journal of
Chemical Physics, 2020, 153, 024117. 1.2 19

955 Effects of van der Waals Dispersion Interactions in Density Functional Studies of Adsorption,
Catalysis, and Tribology on Metals. Journal of Physical Chemistry C, 2020, 124, 16926-16942. 1.5 19

956 Adsorption structure of adenine on cerium oxide. Applied Surface Science, 2020, 530, 147257. 3.1 8



55

Citation Report

# Article IF Citations

957 <i>In situ</i> textured carbon nitride photoanodes with enhanced photoelectrochemical activity by
band-gap state modulation. Journal of Materials Chemistry A, 2020, 8, 24005-24012. 5.2 9

958 EQCM analysis of intercalation species into graphite positive electrodes for Al batteries. Journal of
Alloys and Compounds, 2020, 846, 156469. 2.8 13

959
Heat Capacity, Thermal Expansion Coefficient, and GrÃ¼neisen Parameter of CH<sub>4</sub>,
CO<sub>2</sub>, and C<sub>2</sub>H<sub>6</sub> Hydrates and Ice I<sub>h</sub> via Density
Functional Theory and Phonon Calculations. Crystal Growth and Design, 2020, 20, 5947-5955.

1.4 14

960 Next-Generation Nonlocal van der Waals Density Functional. Journal of Chemical Theory and
Computation, 2020, 16, 5893-5911. 2.3 57

961
Ab Initio Calculations of Free Energy of Activation at Multiple Electronic Structure Levels Made
Affordable: An Effective Combination of Perturbation Theory and Machine Learning. Journal of
Chemical Theory and Computation, 2020, 16, 6049-6060.

2.3 28

962
Structural stability, tunable electronic and optical properties of two-dimensional WS2 and GaN
heterostructure: First-principles calculations. Materials Science and Engineering B: Solid-State
Materials for Advanced Technology, 2020, 261, 114672.

1.7 46

963 Elastic properties and anisotropic behavior of structure-H (sH) gas hydrate from first principles.
Chemical Engineering Science, 2020, 227, 115948. 1.9 18

964 Ce0.5La0.5Ni9Ge4 compound: Why is cerium valence not 3+?. Chinese Journal of Physics, 2020, 67,
473-481. 2.0 0

965 Gas Evolution in Li-Ion Batteries: Modeling Ethylene Carbonate Decomposition on LiCoO<sub>2</sub>
in the Presence of Surface Magnetism. Journal of Physical Chemistry C, 2020, 124, 24097-24104. 1.5 6

966 Towards defect engineering in hexagonal MoS2 nanosheets for tuning hydrogen evolution and
nitrogen reduction reactions. Applied Materials Today, 2020, 21, 100812. 2.3 16

967 Fabrication of Conjugated Porous Polymer Catalysts for Oxygen Reduction Reactions: A Bottom-Up
Approach. Catalysts, 2020, 10, 1224. 1.6 1

968

Electronic properties of substitutional impurities in graphenelike <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:msub><mml:mi
mathvariant="normal">C</mml:mi><mml:mn>2</mml:mn></mml:msub><mml:mi
mathvariant="normal">N</mml:mi></mml:mrow></mml:math> , <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:mi>t</mml:mi><mml:mi>g</mml:mi><mml:mtext>âˆ’</mml:mtext><mml:msub><mml:mi
mathvariant="normal">C</mml:mi><mml:mn>3</mml:mn></mml:msub><mml:msub><mml:mi
mathvariant

1.1 11

973 Periodic Solids and Electron Bands. , 2020, , 81-108. 0

974 Uniform Electron Gas and sp-Bonded Metals. , 2020, , 109-128. 0

975 Density Functional Theory: Foundations. , 2020, , 129-144. 0

976 The Kohnâ€“Sham Auxiliary System. , 2020, , 145-170. 0

977 Functionals for Exchange and Correlation I. , 2020, , 171-187. 0

978 Functionals for Exchange and Correlation II. , 2020, , 188-214. 0



56

Citation Report

# Article IF Citations

979 Electronic Structure of Atoms. , 2020, , 215-229. 0

980 Pseudopotentials. , 2020, , 230-258. 0

982 Plane Waves and Grids: Basics. , 2020, , 262-282. 0

983 Plane Waves and Real-Space Methods: Full Calculations. , 2020, , 283-294. 0

984 Localized Orbitals: Tight-Binding. , 2020, , 295-319. 0

985 Localized Orbitals: Full Calculations. , 2020, , 320-331. 0

986 Augmented Functions: APW, KKR, MTO. , 2020, , 332-364. 0

987 Augmented Functions: Linear Methods. , 2020, , 365-385. 0

988 Locality and Linear-Scaling O(N) Methods. , 2020, , 386-410. 0

989 Quantum Molecular Dynamics (QMD). , 2020, , 411-426. 0

990 Response Functions: Phonons and Magnons. , 2020, , 427-445. 0

991 Excitation Spectra and Optical Properties. , 2020, , 446-464. 0

992 Surfaces, Interfaces, and Lower-Dimensional Systems. , 2020, , 465-480. 0

993 Wannier Functions. , 2020, , 481-498. 0

994 Polarization, Localization, and Berry Phases. , 2020, , 499-516. 0

995 Topology of the Electronic Structure of a Crystal: Introduction. , 2020, , 517-530. 0

996 Two-Band Models: Berry Phase, Winding, and Topology. , 2020, , 531-546. 0

997 Topological Insulators I: Two Dimensions. , 2020, , 547-568. 0



57

Citation Report

# Article IF Citations

998 Topological Insulators II: Three Dimensions. , 2020, , 569-580. 0

1017 Surface reconstruction and band bending in hydrogen-adsorbed $$hbox {Bi}_2hbox {Se}_3$$
topological insulator. Scientific Reports, 2020, 10, 14504. 1.6 0

1018 Hydrogen Intramolecular Stretch Redshift in the Electrostatic Environment of Type II Clathrate
Hydrates from SchrÃ¶dinger Equation Treatment. Applied Sciences (Switzerland), 2020, 10, 8504. 1.3 1

1019 Highly Sensitive Gas Sensing Material for Environmentally Toxic Gases Based on Janus NbSeTe
Monolayer. Nanomaterials, 2020, 10, 2554. 1.9 17

1020 Atomic-orbital-free intrinsic ferromagnetism in electrenes. Physical Review B, 2020, 102, . 1.1 34

1021 Acetonitrile Transition Metal Interfaces from First Principles. Journal of Physical Chemistry Letters,
2020, 11, 9802-9811. 2.1 13

1022 Atomistic Insight into Cation Effects on Binding Energies in Cu-Catalyzed Carbon Dioxide Reduction.
Journal of Physical Chemistry C, 2020, 124, 24765-24775. 1.5 25

1023 Origin of Confined Catalysis in Nanoscale Reactors between Two-Dimensional Covers and Metal
Substrates: Mechanical or Electronic?. Journal of Physical Chemistry C, 2020, 124, 11564-11573. 1.5 14

1024 The <scp>ONETEP</scp> linear-scaling density functional theory program. Journal of Chemical
Physics, 2020, 152, 174111. 1.2 94

1025 Theory of finite-temperature two-dimensional structural transformations in group-IV
monochalcogenide monolayers. Physical Review B, 2020, 101, . 1.1 19

1026 An ultrathin two-dimensional vertical ferroelectric tunneling junction based on
CuInP<sub>2</sub>S<sub>6</sub> monolayer. Nanoscale, 2020, 12, 12522-12530. 2.8 40

1027 First-Principles Investigation of the 1T-HfTe<sub>2</sub> Nanosheet for Selective Gas Sensing. ACS
Applied Nano Materials, 2020, 3, 5160-5171. 2.4 27

1028
Vibrational mode frequency correction of liquid water in density functional theory molecular
dynamics simulations with van der Waals correction. Physical Chemistry Chemical Physics, 2020, 22,
12785-12793.

1.3 9

1029 Hexagonal layered group IVâ€“VI semiconductors and derivatives: fresh blood of the 2D family.
Nanoscale, 2020, 12, 13450-13459. 2.8 20

1030 CP2K: An electronic structure and molecular dynamics software package - Quickstep: Efficient and
accurate electronic structure calculations. Journal of Chemical Physics, 2020, 152, 194103. 1.2 1,371

1031 Controlled selectivity for ethanol steam reforming reaction over doped CeO2 surfaces: The role of
gallium. Applied Catalysis B: Environmental, 2020, 277, 119103. 10.8 29

1032 A Semiempirical Method to Detect and Correct DFT-Based Gas-Phase Errors and Its Application in
Electrocatalysis. ACS Catalysis, 2020, 10, 6900-6907. 5.5 71

1033 Transition from Schottky to Ohmic contacts in Janus MoSSe/germanene heterostructures. Nanoscale,
2020, 12, 11448-11454. 2.8 37



58

Citation Report

# Article IF Citations

1034 S<scp>iesta</scp>: Recent developments and applications. Journal of Chemical Physics, 2020, 152,
204108. 1.2 229

1035 Structural Transition in Oxidized Ca2N Electrenes: CaO/CaN 2D Heterostructures. Journal of Physical
Chemistry C, 2020, 124, 14706-14712. 1.5 4

1036
Two-Dimensional Functionalized Ultrathin Semi-Insulating CaF2 Layer on the Si(100) Surface at a Low
Temperature for Molecular Electronic Decoupling. ACS Applied Materials &amp; Interfaces, 2020, 12,
29661-29670.

4.0 3

1037 Gap variability upon packing in organic photovoltaics. PLoS ONE, 2020, 15, e0234115. 1.1 0

1038 Origin of ferromagnetism and the effect of doping on Fe<sub>3</sub>GeTe<sub>2</sub>. Nanoscale,
2020, 12, 13501-13506. 2.8 41

1039 Long structures of H2O molecules adsorbed on the V2O5(0 0 1) surface. A DFTÂ +Â U study including van
der Waals interactions. Chemical Physics Letters, 2020, 749, 137408. 1.2 0

1040 Electronic transport properties of a lithium-decorated ZrTe5 thin film. Scientific Reports, 2020, 10,
3537. 1.6 1

1041 Reduction chemistry of hexagonal boron nitride sheets and graphene: a comparative study on the
effect of alkali atom doping on their chemical reactivity. New Journal of Chemistry, 2020, 44, 5725-5730. 1.4 9

1042 Atomic and molecular adsorption on single platinum atom at the graphene edge: A density functional
theory study. Journal of Chemical Physics, 2020, 152, 104707. 1.2 10

1043 Pressure-Stabilized Zinc Trifluoride. Journal of Physical Chemistry Letters, 2020, 11, 2854-2858. 2.1 7

1044 Octopus, a computational framework for exploring light-driven phenomena and quantum dynamics in
extended and finite systems. Journal of Chemical Physics, 2020, 152, 124119. 1.2 210

1045 Chemical instability of free-standing boron monolayers and properties of oxidized borophene sheets.
Physica E: Low-Dimensional Systems and Nanostructures, 2020, 120, 114082. 1.3 6

1046 Structural and magnetic properties of a defective graphene buffer layer grown on SiC(0001): a DFT
study. Physical Chemistry Chemical Physics, 2020, 22, 16096-16106. 1.3 7

1047 Screening nature of the van der Waals density functional method: a review and analysis of the
many-body physics foundation. Journal of Physics Condensed Matter, 2020, 32, 393001. 0.7 28

1048 Selective dissociation of benzoic acid on carbonate surfaces: A density functional theory perspective.
Applied Surface Science, 2020, 529, 147103. 3.1 5

1049 Intrinsic ferromagnetism with high temperature, strong anisotropy and controllable magnetization
in the CrX (X = P, As) monolayer. Nanoscale, 2020, 12, 5464-5470. 2.8 48

1050 Gate field effects on the topological insulator BiSbTeSe2 interface. Applied Physics Letters, 2020, 116,
031601. 1.5 5

1051 Nanoscale First-Principles Electronic Structure Simulations of Materials Relevant to Organic
Electronics. , 2020, , 89-131. 1



59

Citation Report

# Article IF Citations

1052 Insight into Trimeric Formation of Nitric Oxide on Cu(111): A Density Functional Theory Study. Journal
of Physical Chemistry C, 2020, 124, 2968-2977. 1.5 18

1053 Van der Waals induced molecular recognition of canonical DNA nucleobases on a 2D GaS monolayer.
Physical Chemistry Chemical Physics, 2020, 22, 6706-6715. 1.3 5

1054 Mechanism of Precursor Blocking by Acetylacetone Inhibitor Molecules during Area-Selective Atomic
Layer Deposition of SiO<sub>2</sub>. Chemistry of Materials, 2020, 32, 3335-3345. 3.2 39

1055 Molecular Structure and Electronic Properties of <i>para</i>-Hexaphenyl Monolayer on Atomically
Flat Rutile TiO<sub>2</sub>(110). Journal of Physical Chemistry C, 2020, 124, 5681-5689. 1.5 3

1056 WIEN2k: An APW+lo program for calculating the properties of solids. Journal of Chemical Physics,
2020, 152, 074101. 1.2 1,185

1057 Fe<sub>2</sub>CS<sub>2</sub> MXene: a promising electrode for Al-ion batteries. Nanoscale, 2020, 12,
5324-5331. 2.8 35

1058 Exploring the Adsorption Mechanism of Tetracene on Ag(110) by STM and Dispersion-Corrected DFT.
Crystals, 2020, 10, 13. 1.0 2

1059
K + Intercalation of NH 4 HF 2 â€•Exfoliated Ti 3 C 2 MXene as Binderâ€•Free Electrodes with High
Electrochemical Capacitance. Physica Status Solidi (A) Applications and Materials Science, 2020, 217,
1900806.

0.8 6

1060 Probing structural changes upon carbon monoxide coordination to single metal adatoms. Journal of
Chemical Physics, 2020, 152, 051102. 1.2 4

1061 Long-range behavior of a nonlocal correlation-energy density functional based on the random-phase
approximation. Physical Review B, 2020, 101, . 1.1 1

1062 Hydrogenation of benzoic acid to benzyl alcohol over Pt/SnO2. Applied Catalysis A: General, 2020, 593,
117420. 2.2 15

1063 Mechanisms of Oxygen Passivation on Surface Defects in MAPbI<sub>3</sub> Revealed by
First-Principles Study. Journal of Physical Chemistry C, 2020, 124, 3731-3737. 1.5 10

1064
Ab Initio Simulations of Interfaces between SAM-Modified Gold Electrodes and n-Type or p-Type
Organic Semiconductors Based on the Benzothieno-Benzothiophene (BTBT) Architecture. Journal of
Physical Chemistry C, 2020, 124, 3601-3609.

1.5 7

1065 Mechanically Tunable Spontaneous Vertical Charge Redistribution in Few-Layer WTe<sub>2</sub>.
Journal of Physical Chemistry C, 2020, 124, 2008-2012. 1.5 8

1066 Filter function of graphene oxide: Trapping perfluorinated molecules. Journal of Chemical Physics,
2020, 152, 024704. 1.2 9

1067 Comparing study of picene thin films on SnSe and Au(1Â 1Â 1) surfaces. Chemical Physics, 2020, 532, 110689. 0.9 2

1068 Physicochemical properties of l- and dl-valine: first-principles calculations. Amino Acids, 2020, 52,
425-433. 1.2 5

1069 Enhancing the stability of perovskites by constructing heterojunctions of
graphene/MASnI<sub>3</sub>. Physical Chemistry Chemical Physics, 2020, 22, 3724-3733. 1.3 6



60

Citation Report

# Article IF Citations

1070 Metalâ€“2D multilayered semiconductor junctions: layer-number dependent Fermi-level pinning. Journal
of Materials Chemistry C, 2020, 8, 3113-3119. 2.7 33

1071 Adsorption of carbonyl sulfide on Pt-doped vacancy-defected SWCNT: A DFT study. Applied Surface
Science, 2020, 525, 146331. 3.1 7

1072 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

1073 Status and Challenges of Density Functional Theory. Trends in Chemistry, 2020, 2, 302-318. 4.4 216

1074
ATR-FTIR in Kretschmann configuration integrated with electrochemical cell as in situ interfacial
sensitive tool to study corrosion inhibitors for magnesium substrates. Electrochimica Acta, 2020, 345,
136166.

2.6 37

1075 Improved Predictive Tools for Structural Properties of Metalâ€“Organic Frameworks. Molecules, 2020,
25, 1552. 1.7 7

1076 Identification of active sites for CO<sub>2</sub> hydrogenation in Fe catalysts by first-principles
microkinetic modelling. Journal of Materials Chemistry A, 2020, 8, 13014-13023. 5.2 30

1077 The XtalOpt Evolutionary Algorithm for Crystal Structure Prediction. Journal of Physical Chemistry
C, 2021, 125, 1601-1620. 1.5 42

1078 One molecule, two states: Single molecular switch on metallic electrodes. Wiley Interdisciplinary
Reviews: Computational Molecular Science, 2021, 11, e1511. 6.2 9

1079
Designing new SRP density functionals including non-local vdW-DF2 correlation for H2 + Cu(111) and
their transferability to H2 + Ag(111), Au(111) and Pt(111). Physical Chemistry Chemical Physics, 2021, 23,
7875-7901.

1.3 9

1080 Computational Methods in Heterogeneous Catalysis. Chemical Reviews, 2021, 121, 1007-1048. 23.0 198

1081 Study of the Elastic Properties of the Energetic Molecular Crystals Using Density Functionals with
van der Waals Corrections. ACS Omega, 2021, 6, 642-648. 1.6 11

1082 Evidencing Interfacial Charge Transfer in 2D CdS/2D MXene Schottky Heterojunctions toward
Highâ€•Efficiency Photocatalytic Hydrogen Production. Solar Rrl, 2021, 5, 2000414. 3.1 83

1083 Tunable optoelectronic properties in multilayer 1T-TiS2: the effects of strain and an external electric
field. Journal of Materials Science, 2021, 56, 6891-6902. 1.7 5

1084 A flat-lying dimer as a key intermediate in NO reduction on Cu(100). Physical Chemistry Chemical
Physics, 2021, 23, 16880-16887. 1.3 6

1085 Doping of the hydrogen-passivated Si(100) electronic structure through carborane adsorption
studied using density functional theory. Physical Chemistry Chemical Physics, 2021, 23, 20379-20387. 1.3 0

1086 Preservation of the donorâ€“acceptor character of a carbazoleâ€“phenalenone dyad upon adsorption on
Pt(111). Nanoscale Advances, 2021, 3, 538-549. 2.2 0

1087 Metastable piezoelectric group-IV monochalcogenide monolayers with a buckled honeycomb
structure. Physical Review B, 2021, 103, . 1.1 23



61

Citation Report

# Article IF Citations

1088 Amino-acid interactions with the Au(111) surface: adsorption, band alignment, and interfacial
electronic coupling. Physical Chemistry Chemical Physics, 2021, 23, 10257-10266. 1.3 8

1089 Ab initio molecular dynamics of hydrogen on tungsten surfaces. Physical Chemistry Chemical Physics,
2021, 23, 7919-7925. 1.3 1

1090 Ultrafast Dynamics of Electronic Resonances in Molecules Adsorbed on Metal Surfaces: A Wave
Packet Propagation Approach. Journal of Chemical Theory and Computation, 2021, 17, 639-654. 2.3 2

1091 Unravelling the K-promotion effect in highly active and stable Fe5C2 nanoparticles for catalytic linear
Î±-olefin production. Materials Advances, 2021, 2, 1050-1058. 2.6 3

1092 ReaxFF-MPNN machine learning potential: a combination of reactive force field and message passing
neural networks. Physical Chemistry Chemical Physics, 2021, 23, 19457-19464. 1.3 9

1093 Computational approaches to dissociative chemisorption on metals: towards chemical accuracy.
Physical Chemistry Chemical Physics, 2021, 23, 8962-9048. 1.3 47

1094 Investigation on the interlayer coupling and bonding in layered nitride-halides ThNF and ThNCl. RSC
Advances, 2021, 11, 28698-28703. 1.7 0

1095 Noble metal (Ag, Au, Pd and Pt) doped TaS<sub>2</sub> monolayer for gas sensing: a first-principles
investigation. Physical Chemistry Chemical Physics, 2021, 23, 18359-18368. 1.3 28

1096 Unraveling CO adsorption on model single-atom catalysts. Science, 2021, 371, 375-379. 6.0 179

1097 First-principles calculation of volatile organic compound adsorption on carbon nanotubes: Furan as
case of study. Carbon Letters, 2021, 31, 1061-1070. 3.3 6

1098 Exfoliation of boron carbide into ultrathin nanosheets. Nanoscale, 2021, 13, 1652-1662. 2.8 16

1099

Decoupled strain response of ferroic properties in a multiferroic <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mi
mathvariant="normal">VOCl</mml:mi><mml:mn>2</mml:mn></mml:msub></mml:math> monolayer.
Physical Review B, 2021, 103, .

1.1 9

1100 Atomically Alloyed Feâ€“Co Catalyst Derived from a N-Coordinated Co Single-Atom Structure for
CO<sub>2</sub> Hydrogenation. ACS Catalysis, 2021, 11, 2267-2278. 5.5 48

1101 Effects of alloying elements on the dissolution and diffusion of Bi in Sn: A first-principles study. IOP
Conference Series: Earth and Environmental Science, 0, 657, 012018. 0.2 1

1102 Tunable and sizeable band gaps in strained SiC3/hBN vdW heterostructures: A potential replacement
for graphene in future nanoelectronics. Computational Materials Science, 2021, 188, 110233. 1.4 8

1103
Comparative Molecular Dynamics Study of the Roles of Anionâ€“Cation and Cationâ€“Cation Correlation
in Cation Diffusion in Li<sub>2</sub>B<sub>12</sub>H<sub>12</sub> and
LiCB<sub>11</sub>H<sub>12</sub>. Chemistry of Materials, 2021, 33, 2357-2369.

3.2 16

1104 Electronic and Magnetic Diversity of Graphone/Graphene Superlattices. Chemistry of Materials, 2021,
33, 2090-2098. 3.2 5

1105 Accuracy of Cluster Model Calculations for Quasicrystal Surface. Materials Transactions, 2021, 62,
350-355. 0.4 2



62

Citation Report

# Article IF Citations

1106
Performance of Made Simple Meta-GGA Functionals with rVV10 Nonlocal Correlation for
H<sub>2</sub> + Cu(111), D<sub>2</sub> + Ag(111), H<sub>2</sub> + Au(111), and D<sub>2</sub> + Pt(111).
Journal of Physical Chemistry C, 2021, 125, 8993-9010.

1.5 11

1107 Azahomofullerenes as New n-Type Acceptor Materials for Efficient and Stable Inverted Planar
Perovskite Solar Cells. ACS Applied Materials &amp; Interfaces, 2021, 13, 20296-20304. 4.0 13

1108 Design of Graphene/Ionic Liquid Composites for Carbon Capture. ACS Applied Materials &amp;
Interfaces, 2021, 13, 17511-17516. 4.0 17

1109 Methanol carbonylation over acid mordenite: Insights from ab initio molecular dynamics and machine
learning thermodynamic perturbation theory. Journal of Catalysis, 2021, 396, 166-178. 3.1 11

1110 Antiphase boundary migration as a diffusion mechanism in a P3 sodium layered oxide. Physical Review
Materials, 2021, 5, . 0.9 5

1111

Formation of SO<mml:math xmlns:mml="http://www.w3.org/1998/Math/MathML"
altimg="si1.svg"><mml:msub><mml:mrow
/><mml:mn>4</mml:mn></mml:msub></mml:math>H<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" altimg="si2.svg"><mml:msub><mml:mrow



63

Citation Report

# Article IF Citations

1125 NO2 Interactions with MoO3 and CuO at Atmospherically Relevant Pressures. Journal of Physical
Chemistry C, 2021, 125, 16489-16497. 1.5 5

1126
Water Breakup at Fe<sub>2</sub>O<sub>3</sub>â€“Hematite/Water Interfaces: Influence of External
Electric Fields from Nonequilibrium <i>Ab Initio</i> Molecular Dynamics. Journal of Physical
Chemistry Letters, 2021, 12, 6818-6826.

2.1 9

1127 Deep Learning Method to Accelerate Discovery of Hybrid Polymer-Graphene Composites. Scientific
Reports, 2021, 11, 15111. 1.6 13

1128 Electric-field-promoted photo-electrochemical production of hydrogen from water splitting. Journal
of Molecular Liquids, 2021, 342, 116949. 2.3 11

1129
Indiumâ€“Organic Framework with <i>soc</i> Topology as a Versatile Catalyst for Highly Efficient
One-Pot Strecker Synthesis of Î±-aminonitriles. ACS Applied Materials &amp; Interfaces, 2021, 13,
52023-52033.

4.0 28

1130 First-principles theory for Schottky barrier physics. Physical Review B, 2021, 104, . 1.1 14

1131 Revised Huang-Carter nonlocal kinetic energy functional for semiconductors and their surfaces.
Physical Review B, 2021, 104, . 1.1 15

1132 Unveiling the anisotropic behavior of ultrafast electron transfer at the metal/organic interface.
Applied Surface Science, 2021, 554, 149311. 3.1 1

1133 Design of pâ€“p heterojunctions based on CuO decorated WS<sub>2</sub> nanosheets for sensitive
NH<sub>3</sub> gas sensing at room temperature. Nanotechnology, 2021, 32, 445502. 1.3 48

1134 Angle-dependent electron confinement in graphene moirÃ© superlattices. Physical Review B, 2021, 104, . 1.1 5

1135 First principles study on formation and migration energies of sodium and lithium in graphite. Physical
Review Materials, 2021, 5, . 0.9 2

1136 Precise Layerâ€•Dependent Electronic Structure of MBEâ€•Grown PtSe<sub>2</sub>. Advanced Electronic
Materials, 2021, 7, 2100559. 2.6 16

1137 Locating Hydrides in Ligand-Protected Copper Nanoclusters by Deep Learning. ACS Applied Materials
&amp; Interfaces, 2021, 13, 53468-53474. 4.0 8

1138 Hydrogen-bonded single-component organic ferroelectrics revisited by van der Waals
density-functional theory calculations. Physical Review Materials, 2021, 5, . 0.9 4

1139 Monolayer PtTe2: A promising candidate for NO2 sensor with ultrahigh sensitivity and selectivity.
Physica E: Low-Dimensional Systems and Nanostructures, 2021, 134, 114925. 1.3 11

1140
Density functional theory studies on h-BNâ€“transition metal dichalcogenide heterostructures
(TMDCs) and TMDC-h-BN-TMDC (sandwich heterostructures). Computational and Theoretical
Chemistry, 2021, 1204, 113417.

1.1 13

1141 Isotope effect of methane adsorbed on fcc metal (1 1 1) surfaces. Chemical Physics Letters, 2021, 780,
138943. 1.2 1

1142 Simulation of metal-supported metal-Nanoislands: A comparison of DFT methods. Surface Science,
2021, 712, 121889. 0.8 7



64

Citation Report

# Article IF Citations

1143 Tuning the electronic structure and optical properties of Î²-Te/g-SiC and Î²-Te/MoS2 van der Waals
heterostructure. Materials Chemistry and Physics, 2021, 273, 125026. 2.0 2

1144 Effect of heterostructure engineering on electronic structure and transport properties of
two-dimensional halide perovskites. Computational Materials Science, 2021, 200, 110823. 1.4 10

1145 Efficient electrocatalytic water splitting by bimetallic cobalt iron boride nanoparticles with
controlled electronic structure. Journal of Colloid and Interface Science, 2021, 604, 650-659. 5.0 32

1146 eQE 2.0: Subsystem DFT beyond GGA functionals. Computer Physics Communications, 2021, 269, 108122. 3.0 13

1147 Role of the Binding Motifs in the Energy Level Alignment and Conductance of Amine-Gold Linked
Molecular Junctions within DFT and DFT + Î£. Applied Sciences (Switzerland), 2021, 11, 802. 1.3 6

1148 Incommensurate transition-metal dichalcogenides <i>via</i> mechanochemical reshuffling of binary
precursors. Nanoscale Advances, 2021, 3, 4065-4071. 2.2 4

1150 Improving the Description of Interlayer Bonding in TiS<sub>2</sub> by Density Functional Theory.
Journal of Physical Chemistry C, 2020, 124, 27592-27603. 1.5 6

1151 Orderâ€“disorder phase transition induced by proton transfer in a co-crystal of 2,4-dichlorobenzoic
acid and trimethylamine N-oxide. CrystEngComm, 2017, 19, 3753-3759. 1.3 3

1152 Ptâ€“dipyridyl tetrazine metalâ€“organic network on the Au(100) surface: insights from first principles
calculations. Faraday Discussions, 2017, 204, 83-95. 1.6 4

1153 Lattice energies of molecular solids from the random phase approximation with singles corrections.
Journal of Chemical Physics, 2016, 145, 094506. 1.2 26

1154 The mechanism of layer number and strain dependent bandgap of 2D crystal PtSe2. Journal of Applied
Physics, 2017, 122, . 1.1 40

1155 Quantum Monte Carlo calculations on dissociative chemisorption of H2 + Al(110): Minimum barrier
heights and their comparison to DFT values. Journal of Chemical Physics, 2020, 153, 224701. 1.2 16

1156 Band unfolding made simple. Journal of Physics Condensed Matter, 2020, 32, 205902. 0.7 16

1157 Temporally decoherent and spatially coherent vibrations in metal halide perovskites. Physical Review
B, 2020, 102, . 1.1 7

1158 Stable carbon monosulfide nanostructures: Chain arrays and monolayers. Physical Review Materials,
2017, 1, . 0.9 7

1159

Graphene/ <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mi>MoS</mml:mi><mml:mn>2</mml:mn></mml:msub></mml:math>
heterostructures as templates for growing two-dimensional metals: Predictions from <i>ab initio</i>
calculations. Physical Review Materials, 2017, 1, .

0.9 13

1160 Hybrid image potential states in molecular overlayers on graphene. Physical Review Materials, 2017, 1, . 0.9 13

1161
Lithiation properties of <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:mi>s</mml:mi><mml:msup><mml:mi>p</mml:mi><mml:mn>2</mml:mn></mml:msup></mml:mrow></mml:math>
carbon allotropes. Physical Review Materials, 2018, 2, .

0.9 7



65

Citation Report

# Article IF Citations

1162
Microscopic understanding of magnetic interactions in bilayer <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msub><mml:mi>CrI</mml:mi><mml:mn>3</mml:mn></mml:msub></mml:math>.
Physical Review Materials, 2019, 3, .

0.9 127

1163 Emergence of flat-band magnetism and half-metallicity in twisted bilayer graphene. Physical Review
Materials, 2019, 3, . 0.9 14

1164 Nonlocal van der Waals functionals for solids: Choosing an appropriate one. Physical Review
Materials, 2019, 3, . 0.9 65

1165

Reorientational motion and <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:msup><mml:mrow><mml:mi>Li</mml:mi></mml:mrow><mml:mo>+</mml:mo></mml:msup></mml:math>
-ion transport in <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:msub><mml:mi>Li</mml:mi><mml:mn>2</mml:mn></mml:msub><mml:msub><mml:mi
mathvariant="normal">B</mml:mi><mml:mn>12</mml:mn></mml:msub><mml:msub><mml:mi
mathvariant="normal">H</mml:mi><mml:mn>12</mml:mn></mml:msub></mml:mrow></mml:math>
syste

0.9 15

1166

Untwinned <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:msub><mml:mi>YBa</mml:mi><mml:mn>2</mml:mn></mml:msub><mml:msub><mml:mi>Cu</mml:mi><mml:mn>3</mml:mn></mml:msub><mml:msub><mml:mi
mathvariant="normal">O</mml:mi><mml:mrow><mml:mn>7</mml:mn><mml:mo>âˆ’</mml:mo><mml:mi>Î´</mml:mi></mml:mrow></mml:msub></mml:mrow></mml:math>
thin films on MgO substrates: A platform to study strain effects on the local orders in cuprates.
Physical Review Materials, 2019, 3, .

0.9 9

1167 Molecule-surface interaction from van der Waals-corrected semilocal density functionals: The
example of thiophene on transition-metal surfaces. Physical Review Materials, 2020, 4, . 0.9 13

1168

Prediction of Li intercalation voltages in rechargeable battery cathode materials: Effects of
exchange-correlation functional, van der Waals interactions, and Hubbard <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mi>U</mml:mi></mml:math>. Physical
Review Materials, 2020, 4, .

0.9 15

1169 Possibility of realizing superionic ice VII in external electric fields of planetary bodies. Science
Advances, 2020, 6, eaaz2915. 4.7 18

1171 Dielectric properties of ice VII under the influence of time-alternating external electric fields.
Physical Chemistry Chemical Physics, 2021, , . 1.3 1

1172 Application of Computational Chemistry for Contaminant Adsorption on the Components of Soil
Surfaces. , 2022, , 171-213. 2

1173

Nonaqueous Solvent Adsorption on Transition Metal Surfaces with Density Functional Theory:
Interaction of <i>N</i>,<i>N</i>-Dimethylformamide (DMF), Tetrahydrofuran (THF), and Dimethyl
Sulfoxide (DMSO) with Ag, Cu, Pt, Rh, and Re Surfaces. Journal of Physical Chemistry C, 2021, 125,
21943-21957.

1.5 5

1174
Approaching the basis set limit in Gaussian-orbital-based periodic calculations with transferability:
Performance of pure density functionals for simple semiconductors. Journal of Chemical Physics,
2021, 155, 164102.

1.2 14

1175 Analysis of the origin of lateral interactions in the adsorption of small organic molecules on oxide
surfaces. Highlights in Theoretical Chemistry, 2014, , 177-183. 0.0 0

1177 Application of (Kohnâ€“Sham) Density-Functional Theory to Real Materials. Letters in Mathematical
Physics, 2014, , 191-206. 0.4 0

1178 First-Principles Conductance Between Carbon Nanotubes. Springer Theses, 2015, , 107-130. 0.0 0

1179 First-Principles Methods. Springer Theses, 2015, , 39-61. 0.0 0

1180 Tunable vertical ferroelectricity and domain walls by interlayer sliding in Î²-ZrI2. Npj Computational
Materials, 2021, 7, . 3.5 14

1181 Novel C<sub>3</sub>B/SiC<sub>2</sub> Heterobilayer: Electroâ€•Optical Properties Induced by Different
Interlayer Coupling. Advanced Theory and Simulations, 2021, 4, . 1.3 3



66

Citation Report

# Article IF Citations

1182 Designing xenes with two-dimensional triangular lattice. Physical Review Materials, 2020, 4, . 0.9 2

1183 Interference effects in one-dimensional moirÃ© crystals. Carbon, 2022, 186, 416-422. 5.4 1

1184 Energy Trends in Adsorption at Surfaces. , 2020, , 1321-1341. 1

1185 Tunable contact resistance in transition metal dichalcogenide lateral heterojunctions. Physical
Review Materials, 2020, 4, . 0.9 2

1186 Establishing the accuracy of density functional approaches for the description of noncovalent
interactions in ionic liquids. Physical Chemistry Chemical Physics, 2021, 23, 25558-25564. 1.3 5

1187 Rapid oxygen exchange between hematite and water vapor. Nature Communications, 2021, 12, 6488. 5.8 8

1188 Competing Superior Electronic Structure and Complex Defect Chemistry in Quasi-One-Dimensional
Antimony Chalcogenide Photovoltaic Absorbers. ACS Applied Energy Materials, 2022, 5, 492-502. 2.5 14

1189

A DFT+U study on the adsorption of CO, H<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" altimg="si1.svg"><mml:msub><mml:mrow
/><mml:mn>2</mml:mn></mml:msub></mml:math>S, PH<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" altimg="si3.svg"><mml:msub><mml:mrow
/><mml:mn>3</mml:mn></mml:msub></mml:math>, CO<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" altimg="si1.svg"><mml:msub><mml:mrow
/><mml:

0.8 5

1190 Synthesis and Structure of Quasi-One-Dimensional Niobium Tetrasulfide NbS<sub>4</sub>. Inorganic
Chemistry, 2022, 61, 2783-2789. 1.9 5

1191 Antisite defect qubits in monolayer transition metal dichalcogenides. Nature Communications, 2022,
13, 492. 5.8 28

1192 Revealing buckling of an apparently flat monolayer of NaCl on Pt(111). Physical Review B, 2022, 105, . 1.1 1

1193 Study elastic properties of the leucine and isoleuicine from first principles calculations. Journal of
Physics Condensed Matter, 2022, 34, 145702. 0.7 3

1194 Ab Initio Simulations of Water/Metal Interfaces. Chemical Reviews, 2022, 122, 10746-10776. 23.0 72

1195 Linear response calculation with nonlocal van der Waals density functionals. Physical Review B, 2022,
105, . 1.1 3

1196

Local Lithium-Ion Transport of a Ternary Sulfolane-Lithium
Bis(trifluoromethanesulfonyl)amide-Carbonate Electrolyte: Experimental and First-Principles
Molecular Dynamics Analysis toward Quasi-Solid-State Lithium-Ion Battery. Journal of the
Electrochemical Society, 2022, 169, 020534.

1.3 3

1197 The effect of N-doping on the electronic structure property and the li and Na storage capacity of
graphene nanomaterials: A first-principles study. Electrochimica Acta, 2022, 403, 139719. 2.6 12

1198 Insights into Effects of Metal Cations on the Adsorption of Benzotriazole on Halloysite Nanotubes:
An Experimental and DFT Study. Journal of Physical Chemistry C, 2022, 126, 2920-2929. 1.5 5

1199 Hierarchical AgAu alloy nanostructures for highly efficient electrocatalytic ethanol oxidation.
Chinese Journal of Catalysis, 2022, 43, 851-861. 6.9 13



67

Citation Report

# Article IF Citations

1200 Effects of van der Waals interaction on the adsorption of H2 on MoS2 monolayers and nanoribbons.
Chemical Physics, 2022, 555, 111446. 0.9 0

1201 First-principles calculations of defects in metal halide perovskites: A performance comparison of
density functionals. Physical Review Materials, 2021, 5, . 0.9 12

1203 Exploring the enhancement of the thermoelectric properties of bilayer graphyne nanoribbons.
Physical Chemistry Chemical Physics, 2022, 24, 9324-9332. 1.3 4

1204 Assessing the Accuracy of Machine Learning Thermodynamic Perturbation Theory: Density Functional
Theory and Beyond. Journal of Chemical Theory and Computation, 2022, 18, 1382-1394. 2.3 9

1205 Towards Predicting the Sequential Appearance of Zeolitic Imidazolate Frameworks Synthesized by
Mechanochemistry. Molecules, 2022, 27, 1946. 1.7 0

1206 Decoding the Gate Opening Mechanism of the Flexible Framework RPM3â€“Zn upon Hydrocarbon
Inclusion. Chemistry of Materials, 2022, 34, 3246-3252. 3.2 3

1207 Van der Waals force-induced intralayer ferroelectric-to-antiferroelectric transition via interlayer
sliding in bilayer group-IV monochalcogenides. Npj Computational Materials, 2022, 8, . 3.5 20

1208 The equation of state and shock-driven decomposition of polymethylmethacrylate (PMMA). Journal of
Applied Physics, 2022, 131, . 1.1 5

1209 Atomistic Insight into the Hydration States of Layered Double Hydroxides. ACS Omega, 2022, 7,
12412-12423. 1.6 9

1210
Molecular Bending: An Important Factor Affecting the Packing of Self-Assembled Monolayers of
Triptycene-Based Molecular Rods on a (111) Gold Surface. Journal of Physical Chemistry C, 2022, 126,
7193-7207.

1.5 2

1211 Best practices for first-principles simulations of epitaxial inorganic interfaces. Journal of Physics
Condensed Matter, 2022, 34, 233002. 0.7 6

1212 Thermal-fluctuation gradient induced tangential entropic forces in layered two-dimensional
materials. Journal of the Mechanics and Physics of Solids, 2022, 163, 104871. 2.3 10

1213 Anomalous elasticity of talc at high pressures: Implications for subduction systems. Geoscience
Frontiers, 2022, 13, 101381. 4.3 4

1214 Accurate Simulations of the Reaction of H<sub>2</sub>on a Curved Pt Crystal through Machine
Learning. Journal of Physical Chemistry Letters, 2021, 12, 12157-12164. 2.1 5

1215 MBE-grown ultrathin PtTe<sub>2</sub> films and their layer-dependent electronic structures.
Nanoscale, 2022, 14, 7650-7658. 2.8 7

1216 Mechanistic Insights into the Effect of Sulfur on the Selectivity of Cobalt-Catalyzed Fischerâ€“Tropsch
Synthesis: A DFT Study. Catalysts, 2022, 12, 425. 1.6 4

1218 Nanovectorization of Ivermectin to avoid overdose of drugs. Journal of Biomolecular Structure and
Dynamics, 2023, 41, 4272-4285. 2.0 0

1219 Semi-Empirical model to retrieve finite temperature terahertz absorption spectra using Morse
potential. Chinese Journal of Chemical Physics, 2023, 36, 15-24. 0.6 3



68

Citation Report

# Article IF Citations

1220 Interlaboratory study on Sb2S3 interplay between structure, dielectric function, and
amorphous-to-crystalline phase change for photonics. IScience, 2022, 25, 104377. 1.9 29

1221

Adsorption and dissociation of water molecules on the <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
altimg="si2.svg"><mml:mi>Î±</mml:mi></mml:math>-Pu<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" altimg="si3.svg"><mml:msub><mml:mrow
/><mml:mn>2</mml:mn></mml:msub></mml:math>O<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" altimg="si4.svg"><mml:msub><mml:mrow
/><mml:

1.3 1

1222 Gasâ€•Phase Errors Affect DFTâ€•Based Electrocatalysis Models of Oxygen Reduction to Hydrogen Peroxide.
ChemElectroChem, 2022, 9, . 1.7 2

1223 Evidence of carbon-supported porphyrins pyrolyzed for the oxygen reduction reaction keeping
integrity. Scientific Reports, 2022, 12, 8072. 1.6 13

1224
Inelastic scattering of electrons in water from first principles: cross sections and inelastic mean free
path for use in Monte Carlo track-structure simulations of biological damage. Royal Society Open
Science, 2022, 9, .

1.1 4

1225 Insights into the Adsorption, Alloy Formation, and Poisoning Effects of Hg on Monometallic and
Bimetallic Adsorbents. Langmuir, 0, , . 1.6 2

1226
Highly Durable and Selective Fe- and Mo-Based Atomically Dispersed Electrocatalysts for Nitrate
Reduction to Ammonia via Distinct and Synergized NO<sub>2</sub><sup>â€“</sup> Pathways. ACS
Catalysis, 2022, 12, 6651-6662.

5.5 58

1227 Oxidation of two-dimensional electrides: Structural transition and the formation of half-metallic
channels protected by oxide layers. Physical Review B, 2022, 105, . 1.1 1

1228 Janus transition-metal dichalcogenides heterostructures for highly efficient excitonic solar cells.
Applied Surface Science, 2022, 598, 153835. 3.1 11

1229 Grazing incidence fast atom and molecule diffraction: theoretical challenges. Physical Chemistry
Chemical Physics, 2022, 24, 15628-15656. 1.3 3

1230

Magnetotransport Study of van der Waals <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" display="inline"
overflow="scroll"><mml:msub><mml:mrow><mml:mi>Cr</mml:mi><mml:mi>PS</mml:mi></mml:mrow><mml:mn>4</mml:mn></mml:msub><mml:mo>/</mml:mo><mml:mo
stretchy="false">(</mml:mo><mml:mi>Pt</mml:mi><mml:mo>,</mml:mo><mml:mi>Pd</mml:mi><mml:mo) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 332 Td (stretchy="false">)</mml:mo></mml:math> Heterostructures: Spin-Flop Transition and

Room-Temperature Anomalous Hall Effect. Physical Review Applied, 2022, 17, .

1.5 6

1231 Hybridization-Induced Image Potential States with Large Effective Mass in Lead Phthalocyanine
Overlayers on Graphene. Journal of Physical Chemistry C, 0, , . 1.5 0

1232 Elasticity of two-dimensional ferroelectrics across their paraelectric phase transformation. Physical
Review B, 2022, 105, . 1.1 5

1233 First-principles study of the contact resistance and optoelectronic properties of PdSe2/MoTe2 van der
Waals heterostructure optoelectronic devices. Chinese Journal of Physics, 2022, 78, 57-71. 2.0 2

1234 Tuning bandgap and energy stability of Organic-Inorganic halide perovskites through surface
engineering. Computational Materials Science, 2022, 213, 111649. 1.4 1

1235

Density functional theory study of <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:mi>NO</mml:mi><mml:mtext>âˆ’</mml:mtext><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> coadsorption on Cu(111). Physical
Review Materials, 2022, 6, .

0.9 3

1236 First-Principles Calculation of Kh2po4Â Anharmonic Force Constants Phonon Dispersion Curves. SSRN
Electronic Journal, 0, , . 0.4 0

1237 Electronic Structure and External Electric Field Modulation of Polyethylene/Graphene Interface.
Polymers, 2022, 14, 2949. 2.0 0



69

Citation Report

# Article IF Citations

1238 Competitive Adsorption of NH<sub>3</sub> and H<sub>2</sub>O in Metalâ€“Organic Framework
Materials: MOF-74. Chemistry of Materials, 2022, 34, 7906-7915. 3.2 4

1239 Effects of thermal, elastic, and surface properties on the stability of SiC polytypes. Physical Review B,
2022, 106, . 1.1 6

1240
Two-dimensional <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"><mml:mrow><mml:mi>Mo</mml:mi><mml:msub><mml:mi>Te</mml:mi><mml:mn>2</mml:mn></mml:msub><mml:mo>/</mml:mo><mml:mi>Sn</mml:mi><mml:msub><mml:mi>Se</mml:mi><mml:mn>2</mml:mn></mml:msub></mml:mrow></mml:math>
van der Waals heterostructures for tunnel-FET applications. Physical Review Materials, 2022, 6, .

0.9 8

1241 Hydrolysis of Acetamide on Low-Index CeO<sub>2</sub> Surfaces: Ceria as a Deamidation and General
De-esterification Catalyst. ACS Catalysis, 2022, 12, 10222-10234. 5.5 5

1242 Screening 0D Materials for 2D Nanoelectronics Applications. Advanced Electronic Materials, 0, ,
2200393. 2.6 2

1243
Verification of the Accuracy and Efficiency of Dispersion-Corrected Density Functional Theory
Methods to Describe the Lattice Structure and Energy of Energetic Cocrystals. Crystal Growth and
Design, 2022, 22, 5307-5321.

1.4 5

1244 Semiconductive vertical graphene nanoribbons self-assembled on diamond (100) surface by oxidation:
a DFT study. Applied Surface Science, 2022, , 154646. 3.1 1

1245 Theoretical study of the interaction of lactose with collagen, the electronic and mechanical
properties of crystalline lactose. Materialia, 2022, 25, 101537. 1.3 1

1246 Tuning electronic and optical properties of graphene/h-BN heterobilayer via surface modification.
Applied Surface Science, 2022, 605, 154591. 3.1 13

1247 The influence of adsorption geometry on the reduction affinity of nitroaromatics on Au(111). Physical
Chemistry Chemical Physics, 2022, 24, 22960-22970. 1.3 3

1248 The role of Mo species in Niâ€“Mo catalysts for dry reforming of methane. Physical Chemistry Chemical
Physics, 2022, 24, 21461-21469. 1.3 4

1249 Formic acid formation via direct hydration reaction (COÂ +Â H2OÂ â†’Â HCOOH) on magnesia-silver composite.
Applied Surface Science, 2023, 607, 155067. 3.1 54

1250 Pressure Tuning Resonance Raman Scattering in Monolayer, Trilayer, and Many-Layer Molybdenum
Disulfide. ACS Applied Nano Materials, 2022, 5, 14464-14469. 2.4 3

1251 Unraveling 1-Hexene Hydrogenation over Dilute Pd-in-Au Alloys. Journal of Physical Chemistry C, 2022,
126, 15710-15723. 1.5 6

1252 Effect of orientation of the cation CH3NH3 on excitonâ€™s mobility in CH3NH3PbI3. Chinese Journal of
Physics, 2022, 80, 34-45. 2.0 3

1253 Facilitating Hydrogen Dissociation over Dilute Nanoporous Tiâ€“Cu Catalysts. Journal of the American
Chemical Society, 2022, 144, 16778-16791. 6.6 10

1254 Water Uptake in an Anion Exchange Membrane Based on Polyamine: A First-Principles Study. Journal of
Physical Chemistry B, 2022, 126, 7418-7428. 1.2 5

1255 Graphene grown on transition metal substrates: Versatile templates for organic molecules with new
properties and structures. Surface Science Reports, 2022, , 100575. 3.8 1



70

Citation Report

# Article IF Citations

1256 Hot-Carrier Transfer across a Nanoparticleâ€“Molecule Junction: The Importance of Orbital
Hybridization and Level Alignment. Nano Letters, 2022, 22, 8786-8792. 4.5 15

1257 DFT based microkinetic modeling of confinement driven [4 + 2] Dielsâ€“Alder reactions between ethene
and isoprene in H-ZSM5. Catalysis Science and Technology, 2022, 12, 7389-7407. 2.1 1

1258 Two-dimensional heterostructures formed by graphenelike ZnO and MgO monolayers for
optoelectronic applications. Physical Review Materials, 2022, 6, . 0.9 2

1259 Hydrogen Dissociation Controls 1-Hexyne Selective Hydrogenation on Dilute Pd-in-Au Catalysts. ACS
Catalysis, 2022, 12, 13321-13333. 5.5 6

1260 Accurate Nonempirical Range-Separated Hybrid van der Waals Density Functional for Complex
Molecular Problems, Solids, and Surfaces. Physical Review X, 2022, 12, . 2.8 5

1261 Phase and polarization modulation in two-dimensional In <sub>2</sub> Se <sub>3</sub> via in situ
transmission electron microscopy. Science Advances, 2022, 8, . 4.7 18

1262
PtO<sub>x</sub>Cl<sub>y</sub>(OH)<sub>z</sub>(H<sub>2</sub>O)<sub>n</sub> Complexes under
Oxidative and Reductive Conditions: Impact of the Level of Theory on Thermodynamic Stabilities.
ChemPhysChem, 2023, 24, .

1.0 3

1263 Perspectives on weak interactions in complex materials at different length scales. Physical Chemistry
Chemical Physics, 2023, 25, 2671-2705. 1.3 10

1264

First-principles study on the lattice thermal conductivity of layered Dirac semimetal BeN<mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML" altimg="si29.svg" display="inline"
id="d1e625"><mml:msub><mml:mrow
/><mml:mrow><mml:mn>4</mml:mn></mml:mrow></mml:msub></mml:math>. Physica E:
Low-Dimensional Systems and Nanostructures, 2023, 147, 115571.

1.3 4

1265 Electronic band gap on graphene induced by interaction with hydrogen cyanide. An DFT analysis.
Chemical Physics, 2023, 565, 111744. 0.9 5

1266 Interfacial electronic characteristics and tunable contact types in novel silicene/Janus Ga2STe
heterobilayers. Surfaces and Interfaces, 2022, 35, 102451. 1.5 0

1267 Discovery of Salt Hydrates for Thermal Energy Storage. Journal of the American Chemical Society,
2022, 144, 21617-21627. 6.6 6

1268 Band valley modification under strain in monolayer WSe2. AIP Advances, 2022, 12, . 0.6 4

1269 Tautomerization of single asymmetric oxahemiporphycene molecules on Cu(111). Physical Chemistry
Chemical Physics, 0, , . 1.3 0

1270 Quantum capacitance of multi-layered Î´-6 borophene: A DFT study. Electrochimica Acta, 2023, 439, 141589. 2.6 10

1271
Improving the DFT computational accuracy for CO activation on Fe surfaces by Bayesian error
estimation functional with van der Waals correlation. Computational and Theoretical Chemistry,
2023, 1219, 113968.

1.1 0

1272 Methane direct conversion to olefins, aromatics, and hydrogen over silica entrapped bimetallic
MeFe-SiO2 (MeÂ =Â Co, Ni, Pd, Pt) catalysts. Molecular Catalysis, 2023, 535, 112864. 1.0 1

1273 Adsorption and infrared spectra simulations of acrylic acid over (001) surface of molybdenum
carbide. Chemical Physics, 2023, 566, 111798. 0.9 0



71

Citation Report

# Article IF Citations

1274 Nitrogenâ€“phosphorus codoped carbon nanotube sponges for detecting volatile organic compounds:
experimental and DFT calculations. Physical Chemistry Chemical Physics, 2023, 25, 2546-2565. 1.3 2

1275 Atomistic Insights into the Oxidation of Flat and Stepped Platinum Surfaces Using Large-Scale Machine
Learning Potential-Based Grand-Canonical Monte Carlo. ACS Catalysis, 2022, 12, 14812-14824. 5.5 7

1276 SBH17: Benchmark Database of Barrier Heights for Dissociative Chemisorption on Transition Metal
Surfaces. Journal of Chemical Theory and Computation, 2023, 19, 245-270. 2.3 8

1277
Interfacial Electronic and Photovoltaic Performance of a Novel Leadâ€•Free Zâ€•Scheme CsSnBr
<sub>3</sub> /MoSe <sub>2</sub> Perovskite Heterostructure: A Theoretical and Experimental Study.
Solar Rrl, 0, , 2200784.

3.1 1

1278 Phenylâ€•Free Polynorbornenes for Potential Anion Exchange Ionomers for Fuel Cells and Electrolyzers.
Advanced Energy Materials, 2023, 13, . 10.2 16

1279 First-principles study on the electronic structures and topological properties of Bi(110)/IV-VI and
Bi(110)/V-V van der Waals heterostructures. Applied Surface Science, 2023, 614, 156027. 3.1 2

1280 Phase-controllable large-area two-dimensional In2Se3 and ferroelectric heterophase junction. Nature
Nanotechnology, 2023, 18, 55-63. 15.6 45

1281 Investigation on adsorption of sodium fluoro-aluminates on graphite by density functional theory.
Journal of Molecular Liquids, 2023, 373, 121252. 2.3 0

1282 Control of Explosive Chemical Reactions by Optical Excitations: Defect-Induced Decomposition of
Trinitrotoluene at Metal Oxide Surfaces. Molecules, 2023, 28, 953. 1.7 0

1283 Version 2.0.0 - M-SPARC: Matlab-Simulation Package for Ab-initio Real-space Calculations. SoftwareX,
2023, 21, 101295. 1.2 2

1284 Ab Initio Investigation of the Adsorption of CO2 Molecules on Defect Sites of Graphene Surfaces: Role
of Local Vacancy Structures. Materials, 2023, 16, 981. 1.3 5

1285 How Adsorbed Oxygen Atoms Inhibit Hydrogen Dissociation on Tungsten Surfaces. Journal of Physical
Chemistry Letters, 2023, 14, 1246-1252. 2.1 3

1286 Electronic and magnetic properties of <scp>TATAâ€•DNA</scp> sequence driven by chemical
functionalization. Journal of Computational Chemistry, 2023, 44, 1199-1207. 1.5 0

1287 2D Hemiporphyrazine: A new nanoporous material. Physica E: Low-Dimensional Systems and
Nanostructures, 2023, 150, 115705. 1.3 1

1288 Role of environmental oxygen and water in the electronic and optical properties of sigma tellurene.
Physica E: Low-Dimensional Systems and Nanostructures, 2023, 151, 115716. 1.3 0

1289 Effects of dispersion corrections on the theoretical description of bulk metals. Physical Review B,
2023, 107, . 1.1 5

1290 Deviceâ€•toâ€•Materials Pathway for Electron Traps Detection in Amorphous GeSeâ€•Based Selectors.
Advanced Electronic Materials, 2023, 9, . 2.6 8

1291
Excellent Optoelectronic Properties and Low Contact Resistance of Graphene/MoS<sub>2</sub>
Heterostructure Optoelectronic Devices: First-Principles Calculation and Experimental Verification.
ACS Applied Electronic Materials, 2023, 5, 1676-1687.

2.0 3



72

Citation Report

# Article IF Citations

1292 â€œOne Stone Five Birdsâ€• Plasma Activation Strategy Synergistic with Ru Single Atoms Doping Boosting
the Hydrogen Evolution Performance of Metal Hydroxide. Advanced Functional Materials, 2023, 33, . 7.8 22

1293 Enhanced Superconductivity and Upper Critical Field in Taâ€•Doped Weyl Semimetal
<i>T</i><sub>d</sub>â€•MoTe<sub>2</sub>. Advanced Materials, 2023, 35, . 11.1 4

1294 First principle study on transition metal ammine borohydrides with amphoteric hydrogen for
hydrogen storage applications. International Journal of Hydrogen Energy, 2023, , . 3.8 0

1295
Assessment of random phase approximation and second-order MÃ¸llerâ€“Plesset perturbation theory
for many-body interactions in solid ethane, ethylene, and acetylene. Journal of Chemical Physics, 2023,
158, .

1.2 2

1296 Physicochemical Properties of Organic Molecular Ferroelectric Diisopropylammonium Chloride Thin
Films. Nanomaterials, 2023, 13, 1200. 1.9 0

1297 Electronegativity principle for hydrogen evolution activity using first-principles calculations.
Physical Chemistry Chemical Physics, 2023, 25, 13289-13296. 1.3 1

1298
Type-II MoSi<sub>2</sub>N<sub>4</sub>/MoS<sub>2</sub> van der Waals Heterostructure with
Excellent Optoelectronic Performance and Tunable Electronic Properties. Journal of Physical
Chemistry C, 2023, 127, 7878-7886.

1.5 6

1299 Hydrogenation-induced interfacial bonding effects on the structural, electronic, and optical
properties of GaN bilayer. Vacuum, 2023, 213, 112080. 1.6 10

1311 Application of Molecular Simulation Methods in Treating Intrinsic Structures of Energetic Materials.
, 2023, , 41-113. 1

1319 The effectiveness of structured scaffolding modules in project-based learning on work
organizational skills. AIP Conference Proceedings, 2023, , . 0.3 0


