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Code Developments 
December 2025 – June 2026 
 
Connor Box 
 

• Improve and Fix Friction / Superconductivity implementation 
MR!2009, MR!2035, MR!2037, MR!2118, MR!2140, MR!2172, MR!2173, 
MR!2141, MR!2171, MR!2201 

 
 
James Green 
 

• Initial density guess improvements: New version of free atom 
minimal basis occupation number setting for charged and spin 
collinear calculations MR!2077 

• Enable spin collinear metaGGA stress MR!2156 
 
 
Muhammad Naeem Tahir 
 

• Spin polarized RPA force for molecules MR!2039 
 
 
Minye Zhang 
 

• Interface to LibRPA through API functions for many-body 
perturbation theory calculations MR!2031 MR!2108, MR!2206, MR!2221 

 
 
Andrei Sobolev 
 

• Implement the explicit calculation of the GGA XC potential MR!2065 
 
 
Krystof Brezina 
 

• Documentation of TERS simulations in the FHI-aims manual MR!1991 
 
 
Konstantin Lion 
 

• Manual now available on the website; conversion of manual from 
latex to html added to the repo MR!2033 

 
 

https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2009
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2035
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2037
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2118
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2140
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2172
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2173
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2141
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2171
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2201
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2077
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2156
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2039
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2031
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2108
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2206
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2221
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2065
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/1991
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2033
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Kyle Bryenton 
 

• Update XDM to version XDMv11 MR!2080 
• XDM(Z) Full Release MR!2151 

 
 
Xingtao He 
 

• Implement SOC Magnetic Anisotropy Energy MR!2040 
• Enable use_local_index for Transport MR!2207, MR!2214 

 
 
Elia Stocco 
 

• Scalapack and improved Lapack implementation of the Berry phase 
polarization. MR!2103, MR!2153 

 
 
Wentao Zhang 
 

• Pulay forces for relativistic q4c method for LDAs and GGAs MR!2130, 
MR!2180 

 
 
Matthias Kahk 
 

• deltascf_basis implemented for periodic systems MR!2187 
 
 
Mariana Rossi 
 

• Fixing critical bugs with analytical meta-GGA stresses MR!2216 
• Communicate quantities to i-PI in json formatting to allow some 

examples in the i-PI repository to run with aims clients MR!2137 
 

Upcoming Events 
 

• Next FHI-aims monthly meeting: TUESDAY, Oct 6, 2026 08:30 AM 
Eastern Standard Time, US and Canada — More details are posted on 
the FHI-aims website! 

 

https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2080
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2151
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2040
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2207
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2214
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2103
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2153
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2130
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2180
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2187
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2216
https://aims-git.rz-berlin.mpg.de/aims/FHIaims/-/merge_requests/2137
https://fhi-aims.org/useful-things/monthly-community-meetings
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New Papers involving FHI-aims 
December 2025 – June 2026 
 
Disclaimer: We compile this list by identifying recent publications (nut no 
preprints) that cite the 2009 FHI-aims paper (DOI: 10.1016/j.cpc.2009.06.022). 
Before including any publication, we verify that FHI-aims was used in some 
capacity within the article. If we have overlooked any published work 
involving FHI-aims, we apologize for the oversight and welcome you to 
inform us. This list is intended for informational purposes only. 
 
New implementations and methods 
 

• “Capturing nuclear quantum effects in high-pressure 
superconducting hydrides and ice with nuclear–electronic orbital 
theory,” L.E. Smith, P. Settembri, A. Cucciari, L. Boeri, G. Profeta, and S. 
Hammes-Schiffer, Proceedings of the National Academy of Sciences 
123(21), e2605545123 (2026), DOI: 10.1073/pnas.2605545123. 
 

• “Low-Scaling GW Calculations of Quasi-Particle Energies for 
Extended Systems within the Numerical Atomic Orbital Framework,” 
M.-Y. Zhang, P. Lin, R. Shi, and X. Ren, Journal of Chemical Theory and 
Computation 22(11), 5770–5788 (2026), DOI: 10.1021/acs.jctc.6c00618. 
 

• “First-Principles Approach to Electron-Vibration Interaction in 
Molecules from an Atomic Orbital Basis: The Allen–Heine–Cardona 
Theory and Beyond,” H.-Y. Qi, H. Shang, X. Ren, and H. Jiang, The 
Journal of Physical Chemistry Letters 17(17), 4925–4933 (2026), DOI: 
10.1021/acs.jpclett.6c00235. 
 

• “Efficient band structure unfolding with atom-centered orbitals: 
General theory and application,” J. Quan, N. Rybin, M. Scheffler, and C. 
Carbogno, Physical Review B 113(8), 085112 (2026), DOI: 10.1103/7xym-
7388. 
 

• “Structure Prediction of Organic/Inorganic Interfaces with Genarris,” 
H. Ni, K. Larkin, W. Wen, S. Moayedpour, R. Tom, I. Bier, D. Dardzinski, 
and N. Marom, Journal of Chemical Theory and Computation 22(9), 
4835–4853 (2026), DOI: 10.1021/acs.jctc.6c00235. 
 

• “Einstein–Debye model for density-functional prediction of 
vibrational free energies of molecular crystals,” C.J. Nickerson, and 
E.R. Johnson, Physical Chemistry Chemical Physics 28(16), 10043–
10054 (2026), DOI: 10.1039/d6cp00089d. 
 

https://doi.org/10.1016/j.cpc.2009.06.022
https://doi.org/10.1073/pnas.2605545123
https://doi.org/10.1021/acs.jctc.6c00618
https://doi.org/10.1021/acs.jpclett.6c00235
https://doi.org/10.1103/7xym-7388
https://doi.org/10.1103/7xym-7388
https://doi.org/10.1021/acs.jctc.6c00235
https://doi.org/10.1039/d6cp00089d
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• “A Haldane–Anderson Hamiltonian model for hyperthermal 
hydrogen scattering from a semiconductor surface,” X. Lu, N. Hertl, S. 
Oregioni, R. Preston, S.L. Rudge, M. Thoss, R. Martinazzo, and R.J. 
Maurer, The Journal of Chemical Physics 164(2), 024707 (2026), DOI: 
10.1063/5.0297254. 
 

• “Multimer embedding for molecular crystals utilizing up to tetramer 
interactions,” A. List, A.D. Boese, and J. Hoja, The Journal of Chemical 
Physics 164(19), 194111 (2026), DOI: 10.1063/5.0319348. 
 

• “Edge-State Competition in a 2D Topological Insulator-
Semiconductor Heterostructure,” W. Li, P. Philipsen, T. Brumme, and 
T. Heine, Advanced Quantum Technologies 9(4), e01001 (2026), DOI: 
10.1002/qute.202501001. 

 
 
Artificial Intelligence  
 

• “Foundation models for atomistic simulation of chemistry and 
materials,” E.C.-Y. Yuan, Y. Liu, J. Chen, P. Zhong, S. Raja, T. Kreiman, S. 
Vargas, W. Xu, M. Head-Gordon, C. Yang, S.M. Blau, B. Cheng, A. 
Krishnapriyan, and T. Head-Gordon, Nature Reviews Chemistry 10(3), 
212–230 (2026), DOI: 10.1038/s41570-025-00793-5. 
 

• “Metatensor and metatomic: Foundational libraries for interoperable 
atomistic machine learning,” F. Bigi, J.W. Abbott, P. Loche, A. Mazitov, 
D. Tisi, M.F. Langer, A. Goscinski, P. Pegolo, S. Chong, R. Goswami, P. 
Febrer, S. Chorna, M. Kellner, M. Ceriotti, and G. Fraux, The Journal of 
Chemical Physics 164(6), 064113 (2026), DOI: 10.1063/5.0304911. 
 

• “Open Molecular Crystals 2025 (OMC25) dataset and models,” V. 
Gharakhanyan, L. Barroso-Luque, Y. Yang, M. Shuaibi, K. Michel, D.S. 
Levine, M. Dzamba, X. Fu, M. Gao, X. Liu, H. Ni, K. Noori, B.M. Wood, M. 
Uyttendaele, A. Boromand, C.L. Zitnick, N. Marom, Z.W. Ulissi, and A. 
Sriram, Scientific Data 13(1), 354 (2026), DOI: 10.1038/s41597-026-06628-
2. 
 

• “Equivariant electronic Hamiltonian prediction with many-body 
message passing,” C. Qian, V. Vitartas, J.R. Kermode, and R.J. Maurer, 
Npj Computational Materials 12(1), 169 (2026), DOI: 10.1038/s41524-026-
02020-1. 
 

• “Resolving the body-order paradox of machine learning interatomic 
potentials,” S. Chong, T. Jiang, M. Domina, F. Bigi, F. Grasselli, J. Lee, 
and M. Ceriotti, The Journal of Chemical Physics 164(6), 064121 (2026), 
DOI: 10.1063/5.0303302. 

https://doi.org/10.1063/5.0297254
https://doi.org/10.1063/5.0319348
https://doi.org/10.1002/qute.202501001
https://doi.org/10.1038/s41570-025-00793-5
https://doi.org/10.1063/5.0304911
https://doi.org/10.1038/s41597-026-06628-2
https://doi.org/10.1038/s41597-026-06628-2
https://doi.org/10.1038/s41524-026-02020-1
https://doi.org/10.1038/s41524-026-02020-1
https://doi.org/10.1063/5.0303302
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• “Aims-PAX: Parallel Active Exploration Enables Expedited 
Construction of Machine Learning Force Fields for Molecules and 
Materials Journal of Chemical Information and Modeling,” T. Henkes, 
S. Sharma, A. Tkatchenko, M. Rossi, and I. Poltavsky,  J. Chem. Inf. 
Model. 66, 4365−4381 (2026), DOI: 10.1021/acs.jcim.5c02682. 

. 
• “Combining DFT Calculations and Clustering Techniques to Screen 

Organic Monovalent Cations for Applications in Halide Perovskite 
Solar Cells,” G.C. Bueno, I.C. Ribeiro, I. Ornelas-Cruz, R.C. Prati, M.P. 
Lima, and J.L.F. Da Silva, ACS Omega 11(24), 36169–36180 (2026), DOI: 
10.1021/acsomega.6c03327. 
 

• “Practical integration of machine learning into ab initio calculations 
and workflows: Accelerating the SCF cycle via density matrix 
predictions,” P. Stishenko, C. Qian, J. Westermayr, R.J. Maurer, and A.J. 
Logsdail, The Journal of Chemical Physics 164(6), 064123 (2026), DOI: 
10.1063/5.0302234. 
 

• “Integrating Charge Equilibration with Equivariant Machine-Learning 
Interatomic Potentials,” M. Vondrák, W.J. Baldwin, G. Csányi, K. Reuter, 
and J.T. Margraf, Journal of Chemical Theory and Computation, 
(2026), DOI: 10.1021/acs.jctc.6c00553. 
 

• “QCell: Comprehensive quantum-mechanical dataset spanning 
diverse biomolecular fragments,” A. Kabylda, S. Suárez-Dou, N. 
Davoine, F.N. Brünig, and A. Tkatchenko, AI for Science 2(2), 025003 
(2026), DOI: 10.1088/3050-287X/ae5267. 
 

• “Planar structures of medium-sized gold clusters become ground 
states upon ionization,” M.I. Safa, E. Rahmatizad Khajehpasha, J.A. 
Finkler, and S. Goedecker, Nanoscale Advances 8(12), 3605–3612 
(2026), DOI: 10.1039/d6na00102e. 
 

• “Investigating anharmonicities in polarization-orientation Raman 
spectra of acene crystals with machine learning,” P. Lazzaroni, S. 
Sharma, and M. Rossi, Physical Review B 113(5), 054309 (2026), DOI: 
10.1103/t4s2-45t8. 
 

• “Interpretable Bayesian optimization for catalyst discovery,” A.S. Nair, 
L. Foppa, and M. Scheffler, Faraday Discussions, (2026), DOI: 
10.1039/d5fd00159e. 
 

• “Diverse Polymorphism in Ruddlesden-Popper Chalcogenides,” P. 
Kayastha, E. Fransson, P. Erhart, and L. Whalley, Physical Review 
Letters 136(8), 086101 (2026), DOI: 10.1103/f4kv-pk93. 
 

https://doi.org/10.1021/acs.jcim.5c02682
https://doi.org/10.1021/acsomega.6c03327
https://doi.org/10.1063/5.0302234
https://doi.org/10.1021/acs.jctc.6c00553
https://doi.org/10.1088/3050-287X/ae5267
https://doi.org/10.1039/d6na00102e
https://doi.org/10.1103/t4s2-45t8
https://doi.org/10.1039/d5fd00159e
https://doi.org/10.1103/f4kv-pk93
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• “Optimizing Molecular Descriptors for Reliable Adsorption Energy 
Prediction on Transition Metal Nanoclusters,” L.B. Pena, F.V. Calderan, 
P. Felício-Sousa, K.F. Andriani, M.G. Quiles, J.L.F. Da Silva, and B.R.L. 
Galvão, ACS Omega 11(2), 2962–2975 (2026), DOI: 
10.1021/acsomega.5c09138. 
 

• “Tip-Enhanced Raman Images of Realistic Systems through Ab Initio 
Modeling”, K. Brezina, Y. Litman, M. Rossi, ACS Nano 20 (7): 5550–5560 
(2026), DOI: 10.1021/acsnano.5c16052. 

 
 
Benchmarks  
 

• “WTMAD-4: A fair weighting scheme for GMTKN55,” K.R. Bryenton, 
and E.R. Johnson, Physical Chemistry Chemical Physics 28(2), 1463–
1469 (2026), DOI: 10.1039/d5cp03741g. 
 

• “The effects of dispersion damping and three-body interactions for 
accurate layered-material exfoliation energies,” A.F. Rumson, K.R. 
Bryenton, and E.R. Johnson, Physical Chemistry Chemical Physics 
28(22), 13543–13552 (2026), DOI: 10.1039/d6cp01304j. 

 
 
Applications and Experiments 
 

• “Scanning Tunneling Microscope-Based Break-Junction 
Technique─A Tutorial,” E. York, and L. Venkataraman, ACS Physical 
Chemistry Au 6(3), 408–424 (2026), DOI: 
10.1021/acsphyschemau.6c00026. 
 

• “Rationally designed polyradical nanographenes with strong spin 
entanglement and perturbation resilience via Clar’s goblet 
extension,” E. Li, M. Kumar, X. Peng, T. Shen, D. Soler-Polo, Y. Wang, Y. 
Teng, H. Zhang, J. Su, S. Song, J. Wu, P. Jelinek, and J. Lu, Nature 
Synthesis, 1–10 (2026), DOI: 10.1038/s44160-026-01052-1. 
 

• “Designing effective single-molecule electromagnets with radially π-
conjugated carbon structures,” W. Shi, R. Korytár, F. Evers, J.D. Tovar, 
and L. Venkataraman, Nature Communications, (2026), DOI: 
10.1038/s41467-026-74365-6. 
 

• “Emergence of Nonuniform Strain-Induced Exciton Species in Bilayer 
Transition Metal Dichalcogenides,” M. Daqiqshirazi, and T. Brumme, 
ACS Nano, (2026), DOI: 10.1021/acsnano.5c09721. 
 

• “Resolving the Cu(bdc) Conundrum: Identifying Non-Porous Packing 
of Prototypical Coordination-Network Thin Films Combining 

https://doi.org/10.1021/acsomega.5c09138
https://doi.org/10.1021/acsnano.5c16052
https://doi.org/10.1039/d5cp03741g
https://doi.org/10.1039/d6cp01304j
https://doi.org/10.1021/acsphyschemau.6c00026
https://doi.org/10.1038/s44160-026-01052-1
https://doi.org/10.1038/s41467-026-74365-6
https://doi.org/10.1021/acsnano.5c09721
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Advanced Diffraction Techniques and Computational Modelling,” N. 
Taghizade, M. Fratschko, R. Steentjes, M. Linares-Moreau, P. Falcaro, C. 
Wöll, R. Resel, and E. Zojer, Advanced Functional Materials n/a(n/a), 
e76075 (2026), DOI: 10.1002/adfm.76075. 
 

• “Quantum Confinement Effect in a Heteromorphic PbS/SnS2 
Superlattice Grown by Atomic Layer Deposition,” D.-H. Shin, M. 
Daqiqshirazi, A. Bahrami, S. Lehmann, D. Wolf, A. Lubk, A. Wrzesińska-
Lashkova, Y. Vaynzof, G. Haider, T. Brumme, and K. Nielsch, ACS Nano 
20(24), 17373–17383 (2026), DOI: 10.1021/acsnano.6c02718. 
 

• “Stabilizing O3-type layered oxide cathodes through Zn doping for 
high-energy sodium-ion batteries,” V. Sperati, H. Darjazi, L. Balducci, 
A. Langella, A. Massaro, A.B. Muñoz-García, M. Pavone, R.Z. Proietti, C. 
Gerbaldi, and G.A. Elia, Journal of Power Sources 687, 240482 (2026), 
DOI: 10.1016/j.jpowsour.2026.240482. 
 

• “Odd-even conductance oscillations in meta-cycloparaphenylenes,” 
Song, X.; Gao, J.-N.; Song, K.; Jing, C.; Liu, B.; Zhang, M.; Lin, J.; Lü, J.-T.; 
Wang, Y.; Cong, H.; Zhu, D.; Zang, Y, Science Advances 12 (10), 
eaeb8037 (2026), DOI: 10.1126/sciadv.aeb8037. 
 

• “In Situ Insights into Enhanced Cooperative Ligand Exchange 
Kinetics via Solvent-Induced Restacking in a 2D Metal–Organic 
Framework,” R. Engemann, I. Senkovska, F. Schwotzer, J. Winkler, V. 
Bon, S. Machill, P. Wollmann, F. Reichmayr, J. Weiß, J. Scheffler, E.E. 
Bas, F. Formalik, R.Q. Snurr, D. Golze, I.M. Weidinger, E. Brunner, and S. 
Kaskel, Journal of the American Chemical Society 148(13), 13940–13953 
(2026), DOI: 10.1021/jacs.5c22455. 
 

• “Enhanced electronic coupling in tetraaryl molecular junctions with 
osmium(iv) centers,” L. Zagami, M. Sharma, A. Fraire, C. Avedian, C. 
Olivar, T.M. Czyszczon-Burton, J. Prana, S. Yergeshbayeva, M. 
Camarasa-Gómez, D. Hernangómez-Pérez, and M.S. Inkpen, 
Chemical Science, (2026), DOI: 10.1039/d6sc03527b. 
 

• “Narrow-Band π-Stacked Frameworks Enabling Ecosystem-Benign 
Solar Desalination With Underwater Photosynthesis,” Z. Niu, Y. Zhao, 
X. Qin, X. Yan, T. Yang, Z. Ren, A. Dhillon, D. Li, W. Yang, M. Hu, Y. 
Zhang, H. Duan, J. Kim, X. Pan, Y. Yang, and D. Meng, Advanced 
Functional Materials 36(50), e76074 (2026), DOI: 10.1002/adfm.76074. 
 

• “Enhanced Anisotropic Magnetic Order and Nonlinear Hall Response 
in Fe1/2.5TaS2,” Z. Muhammad, Z. ur Rehman, B. Hong, I.S. Eid, W. 
Yang, N. Muhammad, S.S. Alarfaji, P. Chen, X. Lin, and W. Zhao, 
Chemistry of Materials 38(10), 5210–5220 (2026), DOI: 

https://doi.org/10.1002/adfm.76075
https://doi.org/10.1021/acsnano.6c02718
https://doi.org/10.1016/j.jpowsour.2026.240482
https://doi.org/10.1126/sciadv.aeb8037
https://doi.org/10.1021/jacs.5c22455
https://doi.org/10.1039/d6sc03527b
https://doi.org/10.1002/adfm.76074
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10.1021/acs.chemmater.6c00583. 
 

• “Enhancement of molecular conductance through a supramolecular 
five-molecule assembly,” E. Escorihuela, M.R. Aguilar, B. Mondal, S. 
Cuscó, P. Romero, R.J. Davidson, P. Cea, J. Benet-Buchholz, E. Ruiz, 
A.C. Aragonès, and S. Martín, Cell Reports Physical Science 7(1), (2026), 
DOI: 10.1016/j.xcrp.2025.103029. 
 

• “Spacer cation electronic structure controls excited-state pathways in 
two-dimensional hybrid perovskites,” C.J. Gloor, Z. Gan, J. Shanahan, 
W.A. Hearne, C.-H. Chen, S. Bhattacharya, J. Hu, L. Yan, Y. Kanai, A.M. 
Moran, and W. You, Journal of Materials Chemistry A 14(38), 25413–
25424 (2026), DOI: 10.1039/d6ta01590e. 
 

• “Mechanochemical Route to High-Entropy Three-Dimensional Halide 
Perovskites,” K. Jejen, G. Escobar, Z. Wang, J.-S. Park, F. Santos, S. 
Marras, M. Prato, G. Divitini, E. Ortí, J. Calbo, and F. Palazon, Chemistry 
of Materials 38(7), 3524–3535 (2026), DOI: 
10.1021/acs.chemmater.5c03336. 
 

• “Local Symmetry Breaking in 3D Hybrid Perovskites with 3-
Hydroxyazetidinium,” R. Chakraborty, B. Bobay, X. Qin, V. Blum, and 
D.B. Mitzi, Journal of the American Chemical Society 148(9), 9720–
9728 (2026), DOI: 10.1021/jacs.5c21300. 
 

• “Conjugated Polyelectrolytes with Tunable Ionic Side Chains for 
Iodide-Mediated Pt Reduction in Photoelectrochemical H2 
Generation,” J.M. Ha, J. Kim, S. Xu, Y. Lee, S. Lee, H. Koo, W.J. Byun, J. 
Seo, W. Lee, J.-W. Jang, S. Ringe, J.Y. Kim, and H.Y. Woo, Advanced 
Energy Materials 16(10), e05450 (2026), DOI: 10.1002/aenm.202505450. 
 

• “Unveiling the Role of Solvents in DBTTF:HATCN Ternary Cocrystals,” 
A.M. Valencia, L. Schraut-May, M. Siegert, S. Hammer, B. Cula, A. 
Friedrich, H. Helten, J. Pflaum, C. Cocchi, and A. Opitz, Chemistry of 
Materials 38(5), 2215–2226 (2026), DOI: 10.1021/acs.chemmater.5c02419. 
 

• “High Charge Carrier Mobility in Non-Conjugated 3D Covalent 
Organic Frameworks,” J. Almarza, K. Strutyński, S. Fu, Y. Chen, N. M. 
Padial, I. del Barrio Gómez, C. Martí-Gastaldo, A.N. Khlobystov, M. 
Bonn, H.I. Wang, M. Melle-Franco, and A. Mateo-Alonso, Advanced 
Materials n/a(n/a), e17211 (2026), DOI: 10.1002/adma.202517211. 
 

• “Measuring the molecular origins of stiffness in organic 
semiconductors,” K.-H. Hwang, D. Brandt, S. Cristofaro, C.J. Nickerson, 
F. Modesti, M. Gicevičius, M.T.R. Cervantes, M. Volpi, L.J. Spalek, L. 
Muccioli, P.M. Claesson, L. Fruk, Y. Geerts, G. Schweicher, Y. Olivier, E.R. 
Johnson, and D. Venkateshvaran, Nature Communications 17(1), 1621 

https://doi.org/10.1021/acs.chemmater.6c00583
https://doi.org/10.1016/j.xcrp.2025.103029
https://doi.org/10.1039/d6ta01590e
https://doi.org/10.1021/acs.chemmater.5c03336
https://doi.org/10.1021/jacs.5c21300
https://doi.org/10.1002/aenm.202505450
https://doi.org/10.1021/acs.chemmater.5c02419
https://doi.org/10.1002/adma.202517211
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(2026), DOI: 10.1038/s41467-026-68328-0. 
 

• “Exploring the energy storage properties of calcite/carbon 
composites derived from sargassum: An experimental and 
theoretical approach,” T. Kar, C.A. Celaya, M.F. Flores-Rodríguez, J.A. 
Jiménez-Juárez, O. Castro-Ocampo, J. Muñiz, and M.K. Kesarla, 
Journal of Power Sources 682, 240272 (2026), DOI: 
10.1016/j.jpowsour.2026.240272. 
 

• “Hydrogen-Free APCVD Synthesis of Heterophase WSe2 Nano-
Butterflies for Room Temperature NO2 Detection: Experimental and 
Computational Insights,” M.I. Rizu, A. Patra, F.E. Annanouch, M. 
Todorović, D. Fadil, and E. Llobet, Small Science 6(6), e70322 (2026), 
DOI: 10.1002/smsc.70322. 
 

• “Engineering halide composition to control structural and electronic 
properties in bismuth-based perovskite-inspired materials,” M. 
Zambrano-Angulo, A. Pecoraro, R. Grisorio, G.P. Suranna, M. Pavone, 
and A.B. Muñoz-García, Physical Chemistry Chemical Physics 28(25), 
15264–15274 (2026), DOI: 10.1039/d6cp01132b. 
 

• “Metallophilicity Enhances Electron Transport through Parallel 
Organometallic 1D Chains Formed in Situ,” S.Jr. Luna, H.E. Skipper, B. 
Lawson, E. Cueny, and M. Kamenetska, Journal of the American 
Chemical Society 148(8), 8961–8969 (2026), DOI: 10.1021/jacs.5c21701. 

• “Unveiling enhanced hole transfer mechanism in perovskite solar 
cells with a self-assembled monolayer and [1]benzothieno[3,2-
b][1]benzothiophene interlayer,” A. Pecoraro, F. Fasulo, M. Pavone, A. 
Di Carlo, and A.B. Muñoz-García, Journal of Materials Chemistry A 
14(1), 313–319 (2026), DOI: 10.1039/d5ta01185j. 
 

• “Emergent Spin-Momentum Locking Phenomena in Low-
Dimensional Perovskites,” N.A.M.S. Caturello, ACS Applied Materials & 
Interfaces 18(17), 24925–24931 (2026), DOI: 10.1021/acsami.6c00678. 
 

• “Strain-Field-Induced Bandgap Opening in Bilayer Graphene,” S. 
Zhao, M. Položij, and T. Heine, Small 22(33), e73525 (2026), DOI: 
10.1002/smll.73525. 
 

• “Toward Safer and Sustainable Lithium Metal Batteries: Fluorine-Free 
Solid Polymer Electrolytes,” D. Fraile-Insagurbe, L. Meabe, B.A. 
Fortuin, I. Segura-Laparra, E. Sasieta-Barrutia, R. Cid, J. Carrasco, W. 
Wieczorek, M. Forsyth, M. Armand, and M. Martínez-Ibañez, ENERGY 
& ENVIRONMENTAL MATERIALS, e70271 (2026), DOI: 
10.1002/eem2.70271. 
 

https://doi.org/10.1038/s41467-026-68328-0
https://doi.org/10.1016/j.jpowsour.2026.240272
https://doi.org/10.1002/smsc.70322
https://doi.org/10.1039/d6cp01132b
https://doi.org/10.1021/jacs.5c21701
https://doi.org/10.1039/d5ta01185j
https://doi.org/10.1021/acsami.6c00678
https://doi.org/10.1002/smll.73525
https://doi.org/10.1002/eem2.70271
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• “Synthesis and Structure of Group 13 POCOP Complexes,” S. Pahar, T. 
Wilde, K. Agrawal, N.T. Coles, B.M. Kariuki, D.L. Kays, A.J. Logsdail, T. 
Wirth, E. Richards, and R.L. Melen, Inorganic Chemistry 65(15), 8289–
8300 (2026), DOI: 10.1021/acs.inorgchem.5c05278. 
 

• “A computational elucidation of the structure-property relationships 
in graphene-organic 2D crystal heterostructures,” S. Zhao, M. Položij, 
and T. Heine, Npj 2D Materials and Applications 10(1), 62 (2026), DOI: 
10.1038/s41699-026-00716-y. 
 

• “First-principles investigation of 2D honeycomb III–V semiconductors: 
Stability, electronic structure, excitons and optical response,” E. da 
Silva Barboza, A.C. Dias, D.R. da Costa, G. de A. Farias, P. Venezuela, 
E.N. Lima, and T.A.S. Pereira, Computational Condensed Matter 48, 
e01351 (2026), DOI: 10.1016/j.cocom.2026.e01351. 
 

• “Nonequilibrium Electrochemical Synthesis of Cu–In Intermetallic 
Compound Nanoparticles for Selective CO2 Reduction,” S. Kikkawa, T. 
Koubayashi, T. Oka, R. Miyazaki, J. Hasegawa, H. Kawasoko, and S. 
Yamazoe, The Journal of Physical Chemistry Letters, (2026), DOI: 
10.1021/acs.jpclett.6c01116. 
 

• “Stabilized Multicolor CsPbBr3–xIx Nanocrystals via Ca–I Scorpionate 
Capping for Down-Light Converters,” B.N. Vallejos, I. Utreras-Asenjo, E. 
Francés-Poveda, F. de la Cruz-Martínez, J. Jang, H. Correa-Leiva, V. 
Mayorga, O.A. Douglas-Gallardo, F. Werlinger, J. Martínez, C. Segura, J. 
Rodriguez-Pereira, B. Julián-López, S.J. Yoon, I. Mora-Seró, C. Pareja-
Rivera, A. Lara-Sánchez, and A.F. Gualdrón-Reyes, ACS Applied Optical 
Materials 4(6), 1677–1688 (2026), DOI: 10.1021/acsaom.6c00102. 
 

• “Hydrothermal Synthesis and Electronic and Optical Characterization 
of Ag2(NH4)AsS4,” G.C. McKeown Wessler, T. Wang, C. Brown, G.J. 
Graf, Y. Yao, A. Singh, V. Blum, and D.B. Mitzi, Inorganic Chemistry 
65(9), 4901–4912 (2026), DOI: 10.1021/acs.inorgchem.5c04606. 
 

• “Dopant-enhanced hydrogen storage and hydrogen evaluation 
reaction activity in goldene: A first-principles investigation,” S. 
Ramirez-Gomez, A. Soon, and I.D. Arellano-Ramírez, Surfaces and 
Interfaces 94, 109428 (2026), DOI: 10.1016/j.surfin.2026.109428. 
 

• “Dual-role magnesium oxide: Enhancing phosphate cathodes for 
sodium-ion batteries,” S. Lavela, C. Pérez-Vicente, R. Alcántara, P. 
Lavela, J.L. Tirado, R. Kukeva, R. Stoyanova, V. Di Meglio, A. Massaro, 
A.B. Muñoz-García, and M. Pavone, Chemical Engineering Journal 
529, 172495 (2026), DOI: 10.1016/j.cej.2025.172495. 
 

https://doi.org/10.1021/acs.inorgchem.5c05278
https://doi.org/10.1038/s41699-026-00716-y
https://doi.org/10.1016/j.cocom.2026.e01351
https://doi.org/10.1021/acs.jpclett.6c01116
https://doi.org/10.1021/acsaom.6c00102
https://doi.org/10.1021/acs.inorgchem.5c04606
https://doi.org/10.1016/j.surfin.2026.109428
https://doi.org/10.1016/j.cej.2025.172495
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• “Structural and electronic properties of MXene flakes: From edge 
effects to bandgap evolution,” M. Allés, S. Vela, Á. Morales-García, F. 
Viñes, and C. Sousa, Nanoscale 18(14), 7749–7758 (2026), DOI: 
10.1039/d6nr00506c. 
 

• “The dynamics of stacking in layered covalent organic frameworks,” R. 
Steentjes, and E. Zojer, Monatshefte Für Chemie - Chemical Monthly 
157(3), 401–414 (2026), DOI: 10.1007/s00706-025-03412-7. 
 

• “From Monolayer to Bulk: Thin-Film-Specific Polymorphic Transitions 
of a Molecular Semiconductor,” N. Shioya, F. Gasser, N. Strasser, E. 
Zojer, R. Resel, J. Simbrunner, and T. Hasegawa, Chemistry of 
Materials 38(3), 1527–1541 (2026), DOI: 10.1021/acs.chemmater.5c03306. 
 

• “The role of nickel hydroxide phases in wastewater electrolysis for 
sustainable green hydrogen production,” W. Zitzmann, A.S. Nair, B. 
Paulus, A. Rafferty, X. Yi, N. Robertson, C. Kirk, and M.V. Sofianos, 
Nanoscale 18(24), 12885–12895 (2026), DOI: 10.1039/d5nr05037e. 
 

• “Proton quantum effects in the electronic structure of 
${\mathrm{H}}_{3}\mathrm{S}$: A multicomponent DFT study via the 
nuclear-electronic orbital method,” J. Xu, A.M. Schankler, and Y. Kanai, 
Physical Review B 113(15), 155105 (2026), DOI: 10.1103/bfp5-y2c1. 
 

• “Pressure-driven molecular ordering and host-guest interactions in 
tsaregorodtsevite: A tetramethylammonium sodalite-type natural 
zeolite,” G. Bera, J. Pellicer-Porres, J. González-Platas, A. Otero-de-la-
Roza, R. Chuliá-Jordán, L.A. Pautov, V.Y. Karpenko, and D. Santamaria-
Perez, Microporous and Mesoporous Materials 409, 114143 (2026), DOI: 
10.1016/j.micromeso.2026.114143. 
 

• “Proton Quantum Effects on Electronic Excitation in Hydrogen-
Bonded Organic Solid: A First-Principles Green’s Function Theory 
Study,” S. Bhattacharya, J. Xu, R. Zhou, and Y. Kanai, The Journal of 
Physical Chemistry Letters 17(5), 1419–1427 (2026), DOI: 
10.1021/acs.jpclett.5c03515. 
 

• “Effective Decoupling Bulk Conductivity and Surface Electrochemical 
Stability in Sol-Gel ATO Thin Films: Insights from Electronic Structure 
and Crystallization Kinetics,” C.D. Trinh, V.-K. Nguyen, C.T. Mai, X.H. 
Mai, N.N. Le, A.T. Nguyen, L.H. Truong, X.T. Trinh, and V. Nguyen-Si, The 
Journal of Physical Chemistry C 130(15), 5619–5632 (2026), DOI: 
10.1021/acs.jpcc.5c08549. 
 

• “Understanding the Optoelectronic Properties of Crown-Ether 
Perovskites and Their Compositionally Substituted Mixed-Halide 
Derivatives,” N.A.M.S. Caturello, ACS Applied Energy Materials 9(4), 

https://doi.org/10.1039/d6nr00506c
https://doi.org/10.1007/s00706-025-03412-7
https://doi.org/10.1021/acs.chemmater.5c03306
https://doi.org/10.1039/d5nr05037e
https://doi.org/10.1103/bfp5-y2c1
https://doi.org/10.1016/j.micromeso.2026.114143
https://doi.org/10.1021/acs.jpclett.5c03515
https://doi.org/10.1021/acs.jpcc.5c08549
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2445–2452 (2026), DOI: 10.1021/acsaem.6c00243. 
 

• “Stability Prediction of 2H–MoO2 Monolayer as a Platform for 
Photonic Devices: From Thermodynamics to the Excitonic Effects 
through First-Principles Calculations,” G.S. Costa, C. Alves do 
Nascimento Júnior, A.S. Santos, M.J. Piotrowski, C.R. Caldeira Rêgo, D. 
Guedes-Sobrinho, C.M.O. Bastos, L.A. Ribeiro Júnior, and A.C. Dias, 
ACS Omega 11(6), 9711–9718 (2026), DOI: 10.1021/acsomega.5c10173. 
 

• “Spectral Tuning of Hyperbolic Shear Polaritons in Monoclinic Gallium 
Oxide via Isotopic Substitution,” G. Carini, M. Pradhan, E. Gelžinytė, A. 
Ardenghi, S. Dixit, M. Obst, A.S. Senarath, N.S. Mueller, G. Álvarez-
Pérez, K. Diaz-Granados, R.A. Kowalski, R. Niemann, F.G. Kaps, J. 
Wetzel, R.B. Iyer, P. Mazzolini, M. Schubert, J.M. Klopf, J.T. Margraf, O. 
Bierwagen, M. Wolf, K. Reuter, L.M. Eng, S.C. Kehr, J.D. Caldwell, C. 
Carbogno, T.G. Folland, M.R. Wagner, and A. Paarmann, Advanced 
Materials 38(11), e14561 (2026), DOI: 10.1002/adma.202514561. 
 

• “Defects That Magnetize Beyond Monolayer PtSe2,” I.M. Oikonomou, 
D. Douglas-Henry, M. Daqiqshirazi, I. Plutnarová, Z. Sofer, T. Brumme, 
V. Nicolosi, and T. Heine, Small, e73946 (2026), DOI: 10.1002/smll.73946. 
 

• “Designing Pancake-Bonded Heterodimers for Scanning Probe 
Microscopy,” A. Matěj, and M. Kertesz, The Journal of Physical 
Chemistry A 130(18), 3525–3533 (2026), DOI: 10.1021/acs.jpca.5c08063. 

• “Adsorption-Induced Surface Magnetism,” M. Baljozović, S. Karmakar, 
A.L. Fernandes Cauduro, M. Shyam Sundar, M. Lozano, M. Kumar, D. 
Soler-Polo, A.K. Schmid, A.V. Bedekar, P. Jelinek, and K.-H. Ernst, ACS 
Nano 20(5), 4143–4151 (2026), DOI: 10.1021/acsnano.5c15791. 
 

• “Role of monodentate formate in product selectivity for CO2 
hydrogenation on Pd-based alloy catalysts,” I. Kowalec, H.I. Rivera-
Arrieta, Z. Lu, L. Foppa, M. Scheffler, C.R.A. Catlow, and A.J. Logsdail, 
Faraday Discussions, (2026), DOI: 10.1039/d5fd00125k. 
 

• “The influence of electron transport at perovskite/carbon interfaces to 
tailor photosupercapacitor devices: A DFT approach,” Á.G. Coronel, C. 
Delesma, C.A. Celaya, and J. Muñiz, Solar Energy 303, 114099 (2026), 
DOI: 10.1016/j.solener.2025.114099. 
 

• “Investigating the kinetics of spin-crossover transitions using Raman 
spectroscopy,” G. Kämmerer, L. Kämmerer, S. Sleziona, S.K. 
Kuppusamy, M. Ruben, M. Schleberger, H. Wende, and P. Kratzer, 
Physical Chemistry Chemical Physics 28(11), 6884–6893 (2026), DOI: 
10.1039/d5cp04473a. 
 

https://doi.org/10.1021/acsaem.6c00243
https://doi.org/10.1021/acsomega.5c10173
https://doi.org/10.1002/adma.202514561
https://doi.org/10.1002/smll.73946
https://doi.org/10.1021/acs.jpca.5c08063
https://doi.org/10.1021/acsnano.5c15791
https://doi.org/10.1039/d5fd00125k
https://doi.org/10.1016/j.solener.2025.114099
https://doi.org/10.1039/d5cp04473a
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• “Ab Initio Study of ZnO (101̅0) Surface Decorated with Terthiophene-
Cyanoacrylate Dye for DSSCs,” V.A. Bastos, T.J. da Silva, and M.J. 
Caldas, The Journal of Physical Chemistry C 130(8), 2857–2864 (2026), 
DOI: 10.1021/acs.jpcc.5c05624. 
 

• “Beyond the Solid Solution: Ordered Enantiomerically Unbalanced 
Packing in Surface-Confined Tetrahelicene Monolayers,” A. Cebrat, K. 
Martin, P. Mutombo, M. Parschau, N. Avarvari, and K.-H. Ernst, Chirality 
38(5), e70106 (2026), DOI: 10.1002/chir.70106. 
 

• “Ab initio insights into support-induced sulfur resistance of Ni-based 
reforming catalysts,” A. Chaudhari, P. Stishenko, A. Hiregange, C.R. 
Hawkins, M. Sarwar, S. Poulston, and A.J. Logsdail, Catalysis Science & 
Technology 16(4), 1457–1472 (2026), DOI: 10.1039/d5cy01279a. 
 

• “Alteration of the Lipid Bilayer Structure by Mg2+,” M. Saunders, S.A. 
Pandit, and S. Varma, Langmuir 42(3), 2474–2482 (2026), DOI: 
10.1021/acs.langmuir.5c04665. 
 

• “Cyclo-Graphyne: A Highly Porous and Semimetallic 2D Carbon 
Allotrope with Dirac Cones,” J. de Lima, and C.F. Woellner, ACS 
Omega 11(4), 5994–6002 (2026), DOI: 10.1021/acsomega.5c10456. 
 

• “Hexa-Graphyne: A Transparent and Semimetallic 2D Carbon 
Allotrope with Distinct Optical Properties,” J. de Lima, F. Hawthorne, 
and C.F. Woellner, ACS Omega 11(6), 10568–10577 (2026), DOI: 
10.1021/acsomega.5c12156. 
 

• “Quantum engineering of mixed-valence 1D conjugated polymers,” 
L.K. Sánchez De La Cruz, J. Ribas-Arino, S.T. Bromley, and I. Alcón, 
Physical Chemistry Chemical Physics 28(14), 8618–8625 (2026), DOI: 
10.1039/d5cp04664e. 
 

• “Β -Ga 2 O 3 ( 001 ) surface reconstructions from first principles and 
experiment,” K. Lion, P. Mazzolini, K. Egbo, T. Markurt, O. Bierwagen, 
M. Albrecht, and C. Draxl, Physical Review Materials 10(4), 043603 
(2026), DOI: 10.1103/wzfr-rllh. 
 

• “Excitonic effects and optical properties of CrO2 monolayer in 2H 
phases,” J.P.B. Ferreira, A.L. de O. Batista, M.J. Piotrowski, C.R.C. Rêgo, 
D. Guedes-Sobrinho, M. de A. Campos, L.A. Cabral, L.A. Ribeiro Jr, A.C. 
Dias, and C.M.O. Bastos, Journal of Physics: Condensed Matter 38(7), 
075501 (2026), DOI: 10.1088/1361-648X/ae443a. 
 

• “Photoluminescence quenching in WSe2via p-doping induced by 
functionalized rylene dyes,” A.M. Valencia, T. Kuechle, M. Tomoscheit, 
S.J. Finkelmeyer, O. Utismenko, K. Peneva, M. Presselt, G. Soavi, and C. 

https://doi.org/10.1021/acs.jpcc.5c05624
https://doi.org/10.1002/chir.70106
https://doi.org/10.1039/d5cy01279a
https://doi.org/10.1021/acs.langmuir.5c04665
https://doi.org/10.1021/acsomega.5c10456
https://doi.org/10.1021/acsomega.5c12156
https://doi.org/10.1039/d5cp04664e
https://doi.org/10.1103/wzfr-rllh
https://doi.org/10.1088/1361-648X/ae443a
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Cocchi, RSC Applied Interfaces 3(3), 696–705 (2026), DOI: 
10.1039/d5lf00362h. 
 

• “Mode-resolved electron–phonon fingerprints map topological 
protection in lithium beyond born-Oppenheimer,” H. Hu, H.K. Ooi, 
M.S. Ghaemi, J. Lin, J. Hostaš, B. Yogendran, and A. Hu, Journal of 
Physics: Condensed Matter 38(14), 145401 (2026), DOI: 10.1088/1361-
648X/ae585f. 
 

• “Exploring Ground State Energies and Electronic Band Structures of 
Bi₂Se₃ and Bi₂Te₃ Topological Insulators: A First-Principles DFT 
Approach for Spintronic and Thermoelectric Applications,” F. 
Aungwa, E.J. Adoyi, and P.E. Akpowaide, Nigerian Journal of Applied 
Physics 2(2), 102–109 (2026), DOI: 10.62292/njap-v2i2-2026-45. 

https://doi.org/10.1039/d5lf00362h
https://doi.org/10.1088/1361-648X/ae585f
https://doi.org/10.1088/1361-648X/ae585f
https://doi.org/10.62292/njap-v2i2-2026-45

