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In the techniquesfor solving the inversevibrationalproblemon the basisof quantum-mechanicalforce fields, it is assumedthat the
force constants are the same for quasi-equivalentcoordinatesin similar structuralmoietiesof relatedmoleculesa. Clearly, thisapproach
ignorescharacteristicsof the force field of eachparticularmolecule. Indeed,this conceptimplies that all responsibilityfor possible
shiftsof frequenciesandotherspectralfeaturesof relatedmolecules(to which theforceconstantsaretransferred)lies with changesin
theinversekineticenergy matrix.
With scalingof quantum-mechanicalforcefields, the relative errors indroducedduringquantum-mechanicalcalculationsof forcecon-
stantsat a certaintheoreticallevel areassumedto beapproximatelythe same for quasi-equivalentcoordinatesin similar structuralfrag-
mentsof relatedmolecules.This assumptionimposeslessstringentconstraintsthantheassumptionof trasferabilityof forceconstants
in seriesof relatedmoleculesb.
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