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J. Muñiz, ”Understanding Li interaction in TiO2/graphene composites for high-per-
formance Li-ion battery anodes: A first principles study”, Physica B 660 (2023)
414878. DOI: 10.1016/j.physb.2023.414878

287. D. Blasco , R. T. Nasibullin , R. R. Valiev, D. Sundholm, Gold(I)-Containing Light-
Emitting Molecules with an Inverted Singlet-Triplet Gap, Chem. Sci. 14 (2023)
3873-3880. DOI: 10.1039/D3SC00345K

286. R. R. Valiev, B. S. Merzlikin, R. T. Nasibullin, A. Kurtzevitch, V. N. Cherepanov,
R. R. Ramazanov, D. Sundholm and T. Kurtén, ”Internal conversion rate constant
calculations considering Duschinsky, anharmonic and Herzberg-Teller effects”, Phys.
Chem. Chem. Phys. 25 (2023) 6406-6415. DOI: 10.1039/d2cp05275j
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248. L. F. Pašteka, T. Helgaker, T. Saue, D. Sundholm, H.-J. Werner, M. Hasanbulli, J.
Major, P. Schwerdtfeger, ”Atoms and molecules in soft confinement potentials”, Mol.
Phys. 118 (2020) e1730989. DOI:10.1080/00268976.2020.1730989

247. I. Benkyi, O. Staszewska-Krajewska, D. T. Gryko, M. Jaszuński, A. Stanger, D. Sundholm,
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matic pathways in thieno-bridged porphyrins: understanding the influence of the
direction of the thiophene ring on the aromatic character”, Mol. Phys. 111 (2013)
1364-1372. DOI: 10.1080/00268976.2013.794397

166. D. Sundholm, ”C72: Gaudiene a Hollow and Aromatic All-Carbon Molecule”, Phys.
Chem. Chem. Phys. 15 (2013) 9025-9028. DOI: 10.1039/C3CP51042E

165. M. Touil, N. Hajjaji, D. Sundholm, H. Rabaâ, ”Computational studies of the corrosion-
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18. D. Sundholm, J. Olsen, P.Å. Malmqvist, B.O. Roos, ”Numerical MCSCF in One and
Two Dimensions”, in ”Numerical Determination of the Electronic Structure of Atoms,
Diatomic and Polyatomic Molecules”, Proc. NATO Advanced Research Workshop,
Versailles 1988, Edited by M. Defranceschi and J. Delhalle. Dordrecht: Reidel, (1989),
pp. 329-334.

17. D. Sundholm, ”Two-Dimensional Fully Numerical Solution of Molecular Dirac Equa-
tions: Dirac-Slater Calculations on LiH, Li2, BH, and CH+”, Chem. Phys. Letters
149 (1988) 251-256.

16. D. Sundholm, ”A Block Preconditioned Conjugate Gradient Method for Solving High-
order Finite Element Matrix Equations”, Computer Phys. Commun. 49 (1988) 409-
415.

15. G.H.F. Diercksen, A.J. Sadlej, D. Sundholm, P. Pyykkö, ”Towards an Accurate De-
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3. L. Laaksonen, D. Sundholm, P. Pyykkö, ”Fully Numerical Hartree-Fock Methods for
Molecules”, in ”Scientific Computing in Finland”, Eds. K. Kankaala and R. Nieminen,
Research Report R1/89, Centre for Scientific Computing, (1989), pp. 183-213.

2. M. Hotokka, D. Sundholm, ”Ab Initio Potential Energy Curves for the CH3F
− and

CH3Cl− Anions”, Finn. Chem. Letters 1985 (1985) 165-165. (abstract)

1. K. Kinnari, L. E. Lindfors, D. Sundholm, ”Mechanism and Kinetics of Carbon Monox-
ide Oxidation over Nickel Oxide”, Meddelanden fr̊an Institutionen för Teknisk Kemi,
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2. 2d-poisson: a finite-element program for solution of the Poisson equation for diatomic
molecular systems; author: D. Sundholm [16].

1. 2dhf: a finite-difference Hartree-Fock program for studies of diatomic molecules;
authors: J. Kobus, L. Laaksonen, D. Sundholm and P. Pyykkö [12,48].
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