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Dynamics of Protonated Acetonitrile
Formation in CD;CN*" + CH,CN
Collisions: A Crossed-Beam
Scattering Study
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Analytical Solutions of the Schrédinger Equation.

Ground State Energies and Wave Functions

Jan Dvorak and Lubomir Skala

e Standard Approach

e Two Generalizations
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Ab initio Calculation of Transport Properties
of Supercritical Carbon Dioxide

Gerold Steinebrunner, Anthony J. Dyson,
Barbara Kirchner and Hanspeter Huber

A combination of quantum chemistry
and molecular dynamics simulations
allows the prediction of transport
properties of supercritical GQwith-
out any empirical calibration.
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New Approach to the Theory
of Circular Dichroism

Jaroslav Zamastil, Lubomir Skala,
Petr Pancoska and Oldrich Bilek

e CD Spectroscopy

e Quantum Chemistry
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Reliability of DFT Methods for Description
of Cu Sites and Their Interaction with NO
in Zeolites
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Dana Nachtigallova, Marketa Davidova
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Bare Molecular Anions of Unsaturated
Hydrocarbons: Density Functional Charge
and Spin Distributions Based on Their
Single Crystal Structures
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Evaluation of Molecular Integrals in a Mixed
Gaussian and Plane-Wave Basis by Means

of the Faddeeva Function and Its Derivatives

Petr Carsky and Tomas Reschel

(gKgk) and @gjgK) integrals
g's are Cartesian Gaussians

andk = exp (klr)
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Ultrafast Nonadiabatic Dynamics. Theoretical Study

of Femtosecond Electron Transfer Processes

Joshua Jortner and Mordechai Bixon

e Correlations in the Franck—Condon
Quasicontinuum

e Upper Bounds for Nonadiabatic
Rates
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