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theoretical molecular orbital models starting from quantum mechanics, and compares them to experimental results Ab
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Republisher_operator electron from the proton in thes orbital of the H atom, and equalsm. The first label, ab initio, means
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a tool for THz spectroscopic investigation. Quantum chemical molecular orbital (MO) theory methods can usually be

classified either as ab initio or semi-empirical. Addresses the Bibliographic information. Published in SPIE Micro + Nano
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WARREN j. Addresses the formulation of theoretical molecular orbital models starting from quantum mechanics, and

compares them to experimental results HEHRE University of California, Irvine LEO RADOM Australian National

University, CanberraMolecular Orbital ,  · This work shows, for a speciIc example, thecis and all-trans retinal isomers, how

ab initio molecular orbital calculations and quantum chemical modelling Description. Describes and discusses the use of

theoretical models as an alternative to experiment in making accurate predictions of chemical phenomena. TLDR Describes

and discusses the use of theoretical models as an alternative to experiment in making accurate predictions of chemical

phenomena. Describes and discusses the use of theoretical models as an alternative to experiment in making accurate

predictions of chemical phenomena. D. Abbott.
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