
ST9H6NQCQN // AB Initio Variational Calculations of Molecular Vibrational-Rotational Spectra « PDF

A B In i ti o V ari ati on al  Cal cul ati on s of  Mol ecul arA B In i ti o V ari ati on al  Cal cul ati on s of  Mol ecul ar
V i brati on al -Rotati on al  Sp ectraV i brati on al -Rotati on al  Sp ectra

By Debra J. Searles

Springer. Paperback. Book Condition: New. Paperback. 190 pages. Dimensions: 9.2in. x 6.1in. x
0.4in.This work had its beginnings in the early 1980s at the University ofWollongong, with significant
contributions from Dr. Margret Hamilton, Professors Peter G. Burton and Greg Doherty. The
emphasis was to develop computer code to solve the nuclear Schrodinger problem. For bent
triatomic molecules the project was fmally realized at the University of Newcastle a decade or so
later, with the contribution from Ms. Feng Wan g. Aspects of this work are now taught in the
quantum mechanics and electron spectroscopy courses at The University of Newcastle. Even now
complete ab initio solutions of the time-independent SchrOdinger equation is not commonplace for
molecules containing four atoms or more. In fact, when using the Eckart-Watson nuclear
Hamiltonian a further restriction needs to be imposed; that is, the molecule is restricted to
undergoing small amplitudes of vibration. This Hamiltonian is useful for molecules containing
massive nuclei and moreover, has been extremely useful in interpreting the rovibrational spectra of
small molecules. Nevertheless, a number of nuclear Hamiltonians that do not embed an equilibrium
geometry have become well established and are extremely successful in interpreting rovibrational
spectra of floppy molecules. Furthermore,...
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Publisher: Modern Publishing ISBN: 9.787.514.307.542 Yema:...

Th e A d v en tu res o f  Sh erif f  Will iker:  /Bo o k 1:  Th e C ase o f  th e M issin g H o rsesh o eTh e A d v en tu res o f  Sh erif f  Will iker:  /Bo o k 1:  Th e C ase o f  th e M issin g H o rsesh o e
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