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Diatomicis a WindowsGUI programthatallowsuserto simulateelectronicandinfraredspectraof diatomicmolecules.Major features
of the programinclude: (i) Multiple couplingschemesaresupported:Hund case(a) limit, Hundcase(b) limit andintermediatecase
coupling. (ii) Higher order centrifugal correctionsas well as fine structureinteractions(spin-orbit, spin-spinand spin-rotation)are
includedin thefrequency calculation.(iii)

�
-typedoublingupto

�
=2,S=2canbeincludedin thefrequency calculation.(iv) Calculation

of vibrationalintensitydistributionis supportedin simulationsinvolving multiplevibrationalbandsby constructingRKR potentialsfrom
spectroscopicconstantsandevaluatingFranck-Condonfactorsnumerically. (v) Nuclearspinstatisticscanbetakeninto accountin the
intensitycalculation.(vi) Effectsof excitation-detectiongeometry, polarizationandalignmentof theinitial-stateangularmomentumon
lines intensitiescanbetakeninto accountin LIF simulations.(vii) Calculationof line profilesis integrated.Gaussian,Lorentzianand
Voigt profilesaresupportedin LIF simulations;convolution integrationof Gaussianor Lorentzianintrinsicprofilewith instrumentalslit
transmissionfunction(rectangularor gratingdiffractionfunction)is supportedin chemiluminescencesimulations.(viii) Rotationallines
areautomaticallylabeledin simulations.(ix) Graphicaltools for spectrummanipulation,magnificationandcomparisonareincluded.
(x) Customizedreportandprinting aresupported.

Theprogramis freefor researchandeducationalpurposes.
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