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Robust Predictive Power of the Electrostatic Term at Shortened
Intermolecular Distances

Journal of Physical Chemistry Letters, 3, 2785-2789(2012) [F=6.213
Karol M. Langner, Wiktor Beker, W. Andrzej] Sokalski
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‘igure 2. Success mte of predicting the relative stability of molecula
dimers at equilibrium, wsing several levels of theory at varion:
intermolecular distances from equilibrinm.

Sktadowa elektrostatyczna pozwala lepiej niz metody MP2 lub CCSD(T) prognozowac wzgledne
stabilnosci komplekséw molekularnych dla odlegtosci mniejszych niz rownowagowe



Physical nature of interactions in charge-inverted hydrogen bonds
M. Jabtonski, W.A. Sokalski, Chem.Phys.Lett., 552, 156-161(2012) IF=2.337
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Figure 3. Angular dependence of interaction energy components for HySiH-: - AlH ;.
Multipolowa skladowa oddziatywan elektrostatycznych determinuje katowg strukture kompleksu



Fosforylowana chinina - konformacje
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Fosforylowana chinina - kompleksowanie
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Inhibitory ureazy — kwasy aminofosfinowe
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Theoretical Studies on the Structure and

Electronic Properties of Cubic Gold
Nanoclusters

D. Majumdar, Szczepan Roszak and Jerzy Leszczynski
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International Journal of Quantum Chemistry 2012, 112, 3046—-3051

The Theoretical Studies of Interactions of
the OH-(H20)n Clusters Evolution Toward
the Hydroxide Anion Hydration

Rafat Roszak, Robert W. Gora, and Szczepan Roszak
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Materials Chemistry and Physics 131 (2012) /57— 763

Electrochemical characterization of alternate
conducting carbazole—bisthiophene units

Mieczystaw tapkowski, Przemystaw Data,
Anna Nowakowska-Oleksy, Jadwiga
Sotoducho, Szczepan Roszak
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Journal of Theoretical Chemistry
and Computation

Exploring Relative Thermodynamic
Stabllities of Formic Acid and Formamide
Dimers — Role of Low-Freguency
Hydrogen-Bond Vibrations

Michael Cato, D. Majumdar, Szczepan
Roszak, and Jerzy Leszczynski
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