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blu Coherent Electron Transport across a 3 nm Bioelectronic Junction Made of Multi-Heme Proteins J. Phys. Chem. Lett 2020 11 9766-9774 10.1021/acs.jpclett.0c02686

blu Ergodicity Breaking in Thermal Biological Electron Transfer? Cytochrome C Revisited II J. Phys. Chem. B} 2020 124 3336-3342 10.1021/acs.jpcb.0c01414

blu Flickering Polarons Extending over Ten Nanometres Mediate Charge Transport in High‐Mobility Organic Crystals Adv. Theory Simul 2020 3 2000093 10.1002/adts.202000093

blu Identifying high-mobility tetracene derivatives using a non-adiabatic molecular dynamics approach  J. Mater. Chem. C 2020 8 1054-1064 10.1039/C9TC05270D

blu Polaronic structure of excess electrons and holes for a series of bulk iron oxides Phys. Chem. Chem. Phys 2020 22 10699-10709 10.1039/c9cp06482f

blu Ultrathin porphyrin and tetra-indole covalent organic frameworks for organic electronics applications J. Chem. Phys. 2020 153 044702 10.1063/5.0010164

blu Which Multi-Heme Protein Complex Transfers Electrons More Efficiently? Comparing MtrCAB from Shewanella with OmcS from Geobacter J. Phys. Chem. Lett. 2020 11 9421-9425 10.1021/acs.jpclett.0c02842

cat A DFT and KMC based study on the mechanism of the water gas shift reaction on the Pd(100) surface Phys. Chem. Chem. Phys. 2020 22(6) 3620-3632 10.1039/C9CP05476F

cat Detection of key transient Cu intermediates in SSZ-13 during NH3-SCR deNOx by modulation excitation IR spectroscopy Chem. Sci. 2020 11 447-455 10.1039/C9SC04905C

cat Mechanism of CO2 conversion to methanol over Cu (110) and Cu (100) surfaces Dalton Trans. 2020 49 8478-8497 10.1039/D0DT00754D

cat Methanol loading dependent methoxylation in zeolite H-ZSM-5 Chem. Sci. 2020 11 (26) 6805-6814 10.1039/D0SC01924K

cat Modelling the bulk properties of ambient pressure polymorphs of zirconia Phys. Chem. Chem. Phys. 2020 22(12) 6660-6676 10.1039/D0CP00032A

cat Morphology of Cu Clusters Supported on Reconstructed Polar ZnO (0001) and (0001 [combining overline]) Surfaces J. Mater. Chem. A 2020 8 (43 22840-22857 10.1039/D0TA08351H 

cat Synergistic ultraviolet and visible light photo-activation enables intensified low-temperature methanol synthesis over copper/zinc oxide/alumina Nat. Commun. 2020 11(1) 1-11 10.1038/s41467-020-15445-z

cat/log Mechanistic Insight into the Framework Methylation of H-ZSM-5 for Varying Methanol Loadings and Si/Al Ratios Using First-Principles Molecular Dynamics Simulations.ACS Catal. 2020 10 (15) 8904-8915 10.1021/acscatal.0c01454

cat/rol The influence of oxygen vacancy and Ce 3+ ion positions on the properties of small gold clusters supported on CeO 2−x (111) Journal of Materials Chemistry A 2020 8 (31) 15695-15705 10.1039/D0TA01398F

cat/rol/wil DFT-Assisted Spectroscopic Studies on the Coordination of Small Ligands to Palladium: From Isolated Ions to Nanoparticles J. Phys. Chem. C 2020 124(8) 4781-4790 10.1021/acs.jpcc.9b09791

cat/shl Real and Virtual Polymorphism of Titanium Selenide with Robust Interatomic Potentials J. Mater. Chem. A 2020 8 14054-14061 10.1039/D0TA03667F 

clf Electron spin mediated distortion in metallic systems Scripta Materialia 2020 185 159-164 10.1016/j.scriptamat.2020.04.025

cor Aquaporin-like water transport in nanoporous crystalline layered carbon nitride Science Advances 2020 6 eabb6011 10.1126/sciadv.abb6011

cor Diamond-Graphene Composite Nanostructures Nano Lett 2020 20 3611-3619 10.1021/acs.nanolett.0c00556

cor Effects of Octahedral Tilting on Band Structure and Thermoelectric Power Factor of Titanate Perovskites: A First-Principles Study on SrTiO3 J. Phys. Chem. C 2020 124 13045–13052 10.1021/acs.jpcc.0c03513

cor Enabling stable MnO2 matrix for aqueous zinc-ion battery cathodes J. Mat. Chem. A 2020 42 22075-22082 10.1039/D0TA08638J

cor Multi‐Scale Investigations of δ‐Ni0.25V2O5·nH2O Cathode Materials in Aqueous Zinc‐Ion Batteries Adv Ener Mat 2020 10 2000058 10.1002/aenm.202000058

cre Adsorption of Aspartic Acid on Ni{100}: A Combined Experimental and Theoretical Study Langmuir 2020 36 (32) 9399–9411 10.1021/acs.langmuir.0c01175

cre Molybdenum and sulfur incorporation as oxyanion substitutional impurities in calcium carbonate minerals: A computational investigation Chem. Geol. 2020 553 119796 10.1016/j.chemgeo.2020.119796

cre Novel WS2-Based Nanofluids for Concentrating Solar Power: Performance Characterization and Molecular-Level Insights ACS Appl. Mater. Interfaces 2020 12 (5) 5793–5804 10.1021/acsami.9b18868

cre The closed-edge structure of graphite and the effect of electrostatic charging RSC Adv. 2020 10 7994-8001 10.1039/C9RA09913A

cre Understanding the Specific Heat Enhancement in Metal-Containing Nanofluids for Thermal Energy Storage: Experimental and Ab Initio Evidence for a Strong Interfacial Layering EffectACS Appl. Energy Mater. 2020 3 (9) 9246–9256 10.1021/acsaem.0c01556

dos  Optical and Photocatalytic properties of Mixed Anion Solid Solutions: Ba3Sc2-XInXO5Cu2S2 and Ba3In2O5Cu2S2-YSeY J. Mater. Chem. A 2020 8 19887 10.1039/D0TA06629J

dos Assessing the Limitations of Transparent Conducting Oxides as Thermoelectrics J. Mater. Chem. A 2020 8 11948 10.1039/D0TA02247K

dos Colloidal Synthesis and Optical Properties of Perovskite-Inspired Cesium Zirconium Halide Nanocrystals ACS Mater. Lett. 2020 2 1644 10.1021/acsmaterialslett.0c00393

dos Computational Prediction of the Thermoelectric Performance of LaZnOPn (Pn = P, As) J. Mater. Chem. A. 2020 8 7914 10.1039/D0TA00690D

dos Computationally Driven Discovery of Layered Quinary Oxychalcogenides: Potential p-Type Transparent Conductors? Matter 2020 3 759 10.1016/j.matt.2020.05.020

dos Controlling the thermoelectric properties of organometallic coordination polymers via ligand design Adv. Funct. Mater. 2020 30 2003106 10.1002/adfm.202003106

dos Experimental and first-principles spectroscopy of Cu2SrSnS4 and Cu2BaSnS4 photoabsorbers ACS Appl. Mater. Interfaces 2020 12 50446 10.1021/acsami.0c14578

dos Geometric analysis and formability of the cubic A2BX6 vacancy ordered double perovskite structure Chem. Mater. 2020 32 9573 10.1021/acs.chemmater.0c02806

dos GeSe: optical spectroscopy and theoretical study of a van der Waals solar absorber Chem. Mater. 2020 32 3245 10.1021/acs.chemmater.0c00453

dos Identifying Raman Modes of Sb2Se3 and their Symmetries using Angle Resolved Polarised Raman Spectra J. Mater. Chem. A 2020 8 8337 10.1039/D0TA01783C

dos Isotype heterojunction solar cells using n-type Sb2Se3 thin films Chem. Mater. 2020 32 2621 10.1021/acs.chemmater.0c00223

dos Pronounced Nonlinear Bandgap Behavior in Mixed Cs2Ag(Sb1-xBix)Br6 Double Perovskite Alloys J. Mater. Chem. A 2020 8 21780 10.1039/D0TA07145E

dos Resonant doping for high mobility transparent conductors: the case of Mo-doped In2O3 Mater. Horiz. 2020 7 236 10.1039/C9MH01014A

dos Resonant Ta doping for Enhanced Mobility in Transparent Conducting SnO2 Chem. Mater. 2020 32 1964 10.1021/acs.chemmater.9b04845

dos Sb 5s2 lone pairs and band alignment of Sb2Se3: a photoemission and density functional theory study J. Mater. Chem. C 2020 8 12615 10.1039/D0TC03470C

dos Structure and optical properties of layered perovskite (Ma)2PbI2-xBrx(SCN)2 (0 < x < 1.6) Inorg. Chem. 2020 59 17379 10.1021/acs.inorgchem.0c02686

dos Transition Metal Migration Can Facilitate Ionic Diffusion in Defect Garnet Based Intercalation Electrodes ACS Energy Letters 2020 5 1448 10.1021/acsenergylett.0c00376

dos Uncovering the origin of the Enhanced Photocatalytic and Antibacterial Ability of Cu-doped TiO2 Thin Films: Theory and Experiment ACS Appl. Mater. Interfaces 2020 12 15348 10.1021/acsami.9b22056

dos/ske Polymorph exploration of bismuth stannate using first-principles phonon mode mapping Chem. Sci. 2020 11 7904-7909 10.1039/D0SC02995E

dos/ske α‐Bi2Sn2O7: a potential room temperature n‐type oxide thermoelectric J. Mater. Chem. A 2020 8 16405-16420 10.1039/D0TA03945D

hep  Calcium-Stannous Oxide Solid Solutions for Solar Devices  Applied Physics Letters 2020 117 (15) 153901-153901 10.1063/5.0024947

hep ARTEMIS: Ab initio Restructuring Tool Enabling the Modelling of Interface Structures Computer Physics 2020 257 107515-107515 10.1016/j.cpc.2020.107515

hep The Potential of Overlayers on Tin-based Perovskites for Water Splitting The Journal of Physical Chemistry Letters 2020 11 (10) 4124 10.1021/acs.jpclett.0c00964

kos Evolution of amorphous structure under irradiation: zircon case study Journal of Physics: Condensed Matter 2020 32 415703 10.1088/1361-648X/ab9f51

kos Experimental and modeling evidence for structural crossover in supercritical CO2 Phys. Rev. E 2020 101 052109 10.1103/PhysRevE.101.052109

kos Pronounced structural crossover in water at supercritical pressures J. Phys. Condens. Matt 2020 32 385102 10.1088/1361-648X/ab94f1

lbp Pressure−Temperature Phase Diagram of Lithium, Predicted by Embedded Atom Model Potentials J.Phys.Chem.B. 2020 124 6015−6023 10.1021/acs.jpcb.0c03882

lev Kinetics of growth of covalent assembly of porphyrin molecules on a copper surface  J. Phys. Chem C 2020 124 22250-22258 10.1021/acs.jpcc.0c02941

lev Long-range Ordered and Atomic-scale Control of Graphene Hybridization by Photocycloaddition Nature Chemistry 2020 12 1035 -1041 10.1038/s41557-020-0540-2

lin Design principles for the ultimate gas deliverable capacity material: nonporous to porous deformations without volume change Mol. Syst. Des. Eng. 2020 5 1491-1503 10.1039/D0ME00122H 

lin Extracting an Empirical Intermetallic Hydride Design Principle from Limited Data via Interpretable Machine Learning J. Phys. Chem. Lett. 2020 11 40–47 10.1021/acs.jpclett.9b02971

lin The Interaction of Hydrogen with the van der Waals Crystal γ‐InSe Molecules 2020 25(11) 2526 10.3390/molecules25112526

log Methanol loading dependent methoxylation in zeolite H-ZSM-5 Chem. Sci. 2020 11 6805-6814 10.1039/D0SC01924K

log Polymorphism in a Multicomponent Crystal System of Trimesic Acid and t‑Butylamine Crys. Growth Des. 2020 20 5736-5744 10.1021/acs.cgd.0c00163

lor  Effect of lipid heterogeneity on model human brain lipid membranes Soft Matter 2020 n/a n/a 10.1039/D0SM01766C

lor  Morphology of bile salts micelles and mixed micelles with lipolysis products, from scattering techniques and atomistic simulations J. Colloid. Inter. Sci. 2020 n/a n/a 10.1016/j.jcis.2020.10.101



lor  Supramolecular architecture of a multi-component biomimetic lipid barrier formulation J. Coll. Inter. Sci. 2020 n/a n/a 10.1016/j.jcis.2020.11.017

lor  Understanding the pH-Directed Self-Assembly of a Four-Arm Block Copolymer Macromolecules 2020 n/a n/s 10.1021/acs.macromol.0c01694

lor A pleurocidin analogue with greater conformational flexibility, enhanced antimicrobial potency and in vivo therapeutic efficacy Comm. Bio. 2020 3 697 10.1038/s42003-020-01420-3

lor Accurate large scale modelling of graphene oxide: Ion trapping and chaotropic potential at the interface Carbon 2020 n/a n/a 10.1016/j.carbon.2020.12.032

lor Engineering Chirally Blind Protein Pseudocapsids into Antibacterial Persisters ACS Nano 2020 14 (2) 1609 – 1622 10.1021/acsnano.9b06814

lor ILC1 drive intestinal epithelial and matrix remodelling Nat. Mater 2020 n/a n/a 10.1038/s41563-020-0783-8

lor Laurdan and Di-4-ANEPPDHQ Influence the Properties of Lipid Membranes: A Classical Molecular Dynamics and Fluorescence Study J. Phys. Chem. B 2020 124 (50) 11419–11430 10.1021/acs.jpcb.0c09496

lor Structure and dynamics of nanoconfined water between surfactant monolayers Langmuir 2020 36 (1) 447 - 455 10.1021/acs.langmuir.9b03130

lor Time-resolved fluorescence anisotropy of a molecular rotor resolves microscopic viscosity parameters in complex environments Small 2020 16 (22) 1907139 10.1002/smll.201907139

lor Two coexisting membrane structures are defined by lateral and transbilayer interactions between sphingomyelin and cholesterol Langmuir 2020 36 (33) 9786-9799 10.1021/acs.langmuir.0c01237

mat CP2K: An electronic structure and molecular dynamics software package - Quickstep: Efficient and accurate electronic structure calculations J. Chem. Phys. 2020 152 194103 10.1063/5.0007045@jcp.2020.ESS2020.issue-1

mck Density Functional Theory and Experimental Determination of Band Gaps and Lattice Parameters in Kesterite Cu2ZnSn(SxSe1–x)4 J. Phys. Chem. Lett. 2020 11 10463 10.1021/acs.jpclett.0c03205

mck Evidence for self-healing benign grain boundaries and a highly defective Sb2Se3-CdS interfacial layer in Sb2Se3 thin-film photovoltaics ACS Appl. Mater. Interfaces 2020 12 (19) 21730–21738 10.1021/acsami.0c03690

mck First-Principles Modelling of Oxygen-Deficient Anatase TiO2 Nanoparticles J. Phys. Chem. C 2020 124 23637 10.1021/acs.jpcc.0c06052

mol/par The energetics of carbonated PuO2 surfaces affects nanoparticle morphology: a DFT+U study Phys. Chem. Chem. Phys. 2020 22 7728-7737 10.1039/D0CP00021C

mur A point defect model for YBa2Cu3O7 from density functional theory J. Phys. Commun. 2020 4 (11) 115003 10.1088/2399-6528/abc9a7

mur Influence of Lithium Vacancy Defects on Tritium Diffusion in β‐Li2TiO3 J. Phys. Chem. C 2020 124 (23) 12286–12294 10.1021/acs.jpcc.0c02551

nat Origin of Solvent‐Induced Polymorphism in Self‐Assembly of Trimesic Acid Monolayers at Solid–Liquid Interfaces Chem. Mater. 2020 32 (12) 5057–5065 10.1021/acs.chemmater.0c00827

nik Adsorption of U(VI) on stoichiometric and oxidised Mackinawite; a DFT Study Environmental Science and Technology 2020 54 6792–6799 10.1021/acs.est.0c01604

nik Computational study of plutonium-americium mixed oxides (Pu0.92Am0.08O2-x); water adsorption on (111), (110) and (100) surfaces J. Phys. Chem. C 2020 124 6646–6658 10.1021/acs.jpcc.9b11601

nik Formation of a U(VI)-persulfide complex during sulfidation of iron (oxyhydr)oxides Environmental Science and Technology 2020 54 129–136 10.1021/acs.est.9b03180

pan  Li1.5La1.5MO6 (M = W6+, Te6+) as a new series of lithium‐rich double perovskites for all‐solid‐state lithium‐ion batteries, Nature Communications 2020 11 2041-1723 10.1038/s41467-020-19815-5.

pan Combined Experimental and Computational Study of Ce-Doped La3Zr2Li7O12 Garnet Solid-State Electrolyte chemistry of Materials 2020 32 215-223 10.1021/acs.chemmater.9b03526.

pan Enhancement of photovoltaic efficiency in CdSexTe1−x (where 0≤x≤1): Insights from density functional theory, J. Phys. Cond. Matter 2020 32 125702 - 125710 10.1088/1361-648x/ab5bba.

pan Structure and ion transport of lithium‐rich Li1+xAlxTi2−x(PO4)3 with 0.3, Solid State Ionics 2020 346 0167-2738 10.1016/j.ssi.2019.115192

rjm A deep neural network for molecular wave functions in quasi-atomic minimal basis representation J. Chem. Phys 2020 153 044123 10.1063/5.0012911

rjm Alkali doping leads to charge-transfer salt formation in a two-dimensional metal-organic framework ACS Nano 2020 14 (6) 7475–7483 10.1021/acsnano.0c03133

rjm Determining the Effect of Hot Electron Dissipation on Molecular Scattering Experiments at Metal Surfaces JACS Au 2020 1 N/A 10.1021/jacsau.0c00066

rjm Enhanced Bonding of Pentagon−Heptagon Defects in Graphene to Metal Surfaces: Insights from the Adsorption of Azulene and Naphthalene to Pt(111)Chem. Matter. 2020 32 1041-1053 10.1021/acs.chemmater.9b03744

rol Biomass hydrodeoxygenation catalysts innovation from atomistic activity predictors Philosophical Transactions of the Royal Society A: Mathematical, Physical and Engineering Sciences2020 378 (2176) 20200056 10.1098/rsta.2020.0056

rol Mechanistic study of hydrazine decomposition on Ir(111) Phys. Chem. Chem. Phys. 2020 22 3883-3896 10.1039/C9CP06525C 

sal Calculation of Diamagnetic Susceptibility Tensors of Organic Crystals: From Coronene to Pharmaceutical Polymorphs J. Phys. Chem. A 2020 124 (7) 1409-1420 10.1021/acs.jpca.9b07104

sal Reversible, Two-Step Single-Crystal to Single-Crystal Phase Transitions between Desloratadine Forms I, II, and III Cryst. Growth Des. 2020 20 (3) 1800-1810 10.1021/acs.cgd.9b01522

shl Modeling of Intrinsic Electron and Hole Trapping in Crystalline and Amorphous ZnO Advanced Electronic Materials 2020 6 (1) 1900760 10.1002/aelm.201900760

ske Accuracy of hybrid functionals with non-self-consistent Kohn-Sham orbitals for predicting the properties of semiconductors J. Chem. Theory. Comput. 2020 16 (6) 3543-3557 10.1021/acs.jctc.9b01218

ske Assessment of dynamic structural instabilities across 24 cubic inorganic halide perovskites J. Chem. Phys. 2020 152 10691 10.1063/1.5131575

ske Lattice dynamics of Pnma Sn(S1-xSex) solid solutions: energetics, phonon spectra and thermal transport J. Phys.: Energy 2020 2 (2) 10758 10.1088/2515-7655/ab7839

ske Sn 5s2 lone pairs and the electronic structure of tin sulphides: A photoreflectance, high-energy photoemission, and theoretical investigation Phys. Rev. Mater. 2020 4 (7) 74602 10.1103/PhysRevMaterials.4.074602

ske/wal Chemical Trends in the Lattice Thermal Conductivity of Li(Ni, Mn, Co)O2 (NMC) Battery Cathodes Chem. Mater. 2020 32 (17)  7542−7550 10.1021/acs.chemmater.0c02908

Group code Title Journal Year Volume (Issue) Pages DOI

add Porosity Switching in Polymorphic Porous Organic Cages with Exceptional Chemical Stability Angew. Chem. Int. Ed. 2019 58 (13) 4243-4247 10.1002/anie.201813773

add Redox-Triggered Buoyancy and Size Modulation of a Dynamic Covalent Gel Chem. Mater. 2019 31 (11) 4148-4155 10.1021/acs.chemmater.9b00919

add Triazine Functionalized Porous Covalent Organic Framework for Photo‐organocatalytic Eâ€“Z Isomerization of Olefins J. Am. Chem. Soc. 2019 141 (15) 6152-6156 10.1021/jacs.9b01891

blu Ergodicity-breaking in thermal biological electron transfer? Cytochrome c revisited J. Phys. Chem. B 2019 123 7588-7598 10.1021/acs.jpcb.9b05253

blu Kinetics of trifurcated electron flow in the bacterial deca-heme cytochromes MtrC and MtrF Proc. Nat. Acad. Sci. USA 2019 116 3425-3430 10.1073/pnas.1818003116

blu Nonadiabatic dynamics with quantum nuclei: Simulating charge transfer with ring polymer surface hopping Faraday Discuss. 2019 Advance Article Advance Article 10.1039/C9FD00046A

blu Quantum localization and delocalization of charge carriers in organic semiconducting crystals Nature Comm. 2019 10 3843 10.1038/s41467-019-11775-9

blu Ultra-fast light-driven electron transfer in a Ru(II)tris(bipyridine)-labelled multiheme cytochrome J. Am. Chem. Soc. 2019 141 15190-15200 10.1021/jacs.9b06858

clf  Interaction of stable aggregates drives the precipitation of calcium phosphate in supersaturated solutions CrystEngComm 2019 21 (42) 6354-6364 10.1039/c9ce00658c

clo Self Assembly of Atomically Thin Chiral Copper Heterostructures Templated by Black Phosphorus Advanced Functional Materials 2019 29 (37) 1903120 10.1002/adfm.201903120

cre Double-well potential energy surface in the interaction between h-BN and Ni(111) Phys. Chem. Chem. Phys. 2019 21 10888-10894 10.1039/C8CP07880G

cre Ensemble-Based Modeling of the NMR Spectra of Solid Solutions: Cation Disorder in Y2(Sn,Ti)2O7 J. Am. Chem. Soc. 2019 141 17838-17846 10.1021/jacs.9b09036

cre The origin of the vanadium dioxide transition entropy Phys. Rev. B 2019 99 64113 10.1103/PhysRevB.99.064113

cre Understanding the origin of disorder in kesterite-type chalcogenides A2ZnBQ4 (A = Cu, Ag; B = Sn, Ge; Q = S, Se): the influence of inter-layer interactionsPhys. Chem. Chem. Phys. 2019 21 19311-19317 10.1039/C9CP03630J

dar Chemical control of structure and guest uptake by a conformationally mobile porous material Nature 2019 565 213-217 10.1038/s41586-018-0820-9

dev Anomalous Water and Ion Dynamics in Hydroxyapatite Mesopores Computational Materials Science 2019 156 26-34 10.1016/j.commatsci.2018.08.060

dos An experimental and theoretical study into NaSbS2 as an emerging solar absorber J. Mater. Chem. C 2019 7 2059 10.1039/C8TC06284F

dos Anion distribution, structural distortion, and symmetry-driven optical band gap bowing of mixed halide Cs2SnX6 vacancy ordered double perovskitesChem. Mater. 2019 31 9430 10.1021/acs.chemmater.9b03267

dos Anionic Order and Band Gap Engineering in Vacancy Ordered Triple Perovskites Chem. Commun. 2019 55 3164 10.1039/C8CC09947B

dos Band Edge Evolution of ZnMIII2O4 (MIII = Co, Rh, Ir) Spinels Phys. Rev. B 2019 100 085126 10.1103/PhysRevB.100.085126

dos Band Gap, Core-levels and Valence-Band States in Cu3BiS3 for Photovoltaics ACS Appl. Mater.  Interfaces 2019 11 27033 10.1021/acsami.9b04268

dos Dispelling the Myth of Passivated Codoping in TiO2 Chem. Mater. 2019 31 2577 10.1021/acs.chemmater.9b00257

dos Electronic band structure and optical properties of boron arsenide Phys. Rev. Materials 2019 3 51601 10.1103/PhysRevMaterials.3.051601

dos Exploiting excited-state aromaticity to design highly stable singlet fission materials J. Am. Chem. Soc. 2019 141 13867 10.1021/jacs.9b06346

dos Influence of one specific carbonâ€“carbon bond on the quality, stability, and photovoltaic performance of hybrid organicâ€“inorganic bismuthâ€“iodide materialsACS Appl. Energy Mater. 2019 2 1579 10.1021/acsaem.8b01809

dos Insights into the Electronic Structure of OsO2 using Soft and Hard X-ray Photoelectron Spectroscopy in Combination with Density Functional Theory Phys. Rev. Mater. 2019 3 25001 10.1103/PhysRevMaterials.3.025001



dos Intrinsic disorder and the n- and -p-type dopability of the narrow band gap semiconductors GaSb and InSb Phys. Rev. B 2019 100 035207 10.1103/PhysRevB.100.035207

dos Origin of High-Efficiency Photoelectrochemical Water Splitting on Hematite/Functional Nanohybrid Metal Oxide Overlayer Photoanode after a Low Temperature Inert Gas Annealing TreatmentACS Omega 2019 4 1449 10.1021/acsomega.8b02444

dos Perspectives and Design Principles of Vacancy-Ordered Double Perovskite Halide Semiconductors Chem. Mater. 2019 31 1184 10.1021/acs.chemmater.8b05036

dos Sensing and Discrimination of Explosives at Variable Concentrations with a Large-Pore MOF as Part of a Luminescent Array ACS Appl. Mater. Interfaces 2019 11 11618 10.1021/acsami.8b22385

dos The complex defect chemistry of Sb2Se3 J. Mater. Chem. A 2019 7 10739 10.1039/C9TA02022E

dos Two-dimensional eclipsed arrangement hybrid perovskites for tunable energy level alignments and photovoltaics J. Mater. Chem. C. 2019 7 5139 10.1039/C9TC01325C

ell Observation of an Inversion in Photophysical Tuning in a Systematic Study of Luminescent Triazole-Based Osmium(II) Complexes Inorg. Chem. 2019 58 (13) 8607-8621 10.1021/acs.inorgchem.9b00915

gre Ionic and Electronic Conduction in TiNb2O7 J. Am. Chem. Soc. 2019 141 (42) 16706-16725 10.1021/jacs.9b06669

kos The nature of collective excitations and their crossover at extreme supercritical conditions Sci. Rep. 2019 9 755 10.1038/s41598-018-36178-6

kos Thermodynamic heterogeneity and crossover in the supercritical state of matter J. Phys. : Condens. Matt. 2019 31 225401 10.1088/1361-648X/ab0ab1

lbp Thermodynamics and the potential energy landscape: case study of small water clusters Phys. Chem. Chem. Phys. 2019 21 (14) 7305-7312 10.1039/C9CP00474B

lee Density functional theory study explaining the underperformance of copper oxides as photovoltaic absorbers Phys. Rev. B 2019 99 (3) 35154 10.1103/PhysRevB.99.035154

lee Molecular behaviour of phenol in zeolite Beta catalysts as a function of acid site presence: a quasielastic neutron scattering and molecular dynamics simulation studyCatal. Sci. Technol. 2019 9 (23) 6700-6713 10.1039/C9CY01548E

lee Tuning the electronic band gap of Cu2O via transition metal doping for improved photovoltaic applications Phys. Rev. B 2019 3 (11) 115202 10.1103/PhysRevMaterials.3.115202

lin Imaging defects and their evolution in a metal-organic framework at sub-unit-cell resolution Nature Chemistry 2019 11 622-628 10.1038/s41557-019-0263-4

lin Kinetic Control of Interpenetration in Fe‐Biphenyl‐4, 4â€²‐Dicarboxylate Metal‐Organic Frameworks by Coordination and Oxidation Modulation J. Am. Chem. Soc. 2019 141 8346-8357 10.1021/jacs.9b03269

lis Accurate absolute core-electron binding energy of molecules, solids and surfaces from first-principles calculations Phys. Rev. Materials 2019 3 100801 10.1103/PhysRevMaterials.3.100801

lis Multiscale modelling of charged impurities in two-dimensional materials Computational Materials Science 2019 160 368-373 10.1016/j.commatsci.2019.01.012

log Computational QM/MM investigation of the adsorption of MTH active species in H-Y and H-ZSM-5 Phys. Chem. Chem. Phys. 2019 21 2639 10.1039/C8CP06736H

log Hybrid-DFT Modeling of Lattice and Surface Vacancies in MnO J. Phys. Chem. C 2019 123 (13) 8133 10.1021/acs.jpcc.8b07846

log Main-group test set for materials science and engineering with user-friendly graphical tools for error analysis: systematic benchmark of the numerical and intrinsic errors in state-of-the-art electronic-structure approximationsNew J. Phys. 2019 21 13025 10.1088/1367-2630/aaf751

log Polymorphism of lâ€•Tryptophan Angew. Chem. Int. Ed. 2019 131 1 10.1002/anie.201908247

lor Minor chemistry changes alter surface hydration to control fibronectin adsorption and assembly into nanofibrils Adv. Theory Sim. 2019 NaN 1900169 10.1002/adts.201900169

lor Molecular insights into the behaviour of bile salts at interfaces: a key to their role in lipid digestion J. Colloid Interface Sci 2019 556 266-277 10.1016/j.jcis.2019.08.010

lor On the hydration of DOPE in solution J. Chem. Phys. 2019 150 115104 10.1063/1.5085736

lor On the interaction of hyaluronic acid with synovial fluid lipid membranes Phys. Chem. Chem. Phys. 2019 21 9845-9857 10.1039/C9CP01532A

lor On the structure of solid lipid nanoparticles Small 2019 15 1903156 10.1002/smll.201903156

lor Targeted fluorescence lifetime probes reveal responsive organelle viscosity and membrane fluidity PLoS One 2019 14 (2) e0211165 10.1371/journal.pone.0211165

mck Electronic Properties of 112 and 110 Twin Boundaries in Anatase TiO2 Adv. Theory Simul. 2019 N/A 1900157 10.1002/adts.201900157

mck First principles investigation of the structure and properties of Au nanoparticles supported on ZnO J. Phys. Chem. C 2019 123 21185 10.1021/acs.jpcc.9b02639

mck First principles investigation of Y2O3-doped HfO2 J. Appl. Phys. 2019 126 84105 10.1063/1.5110669

mck Forming-Free Grain Boundary Engineered Hafnium Oxide Resistive Random Access Memory Devices Adv. Electron. Mater. 2019 N/A 1900484 10.1002/aelm.201900484

mck Passivating Grain Boundaries in Polycrystalline CdTe J. Phys. Chem. C 2019 123 23882 10.1021/acs.jpcc.9b08373
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