Gaussian tutorial

-Infrared spectra calculation




» Gaussian 03 program was used to perform the calculation.

» GaussView 5.0 was used to prepare the input file for
Gaussian.

» Exampled compound:Aspirin OH
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Drawing the compound by GaussView
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Drawing the compound by GaussView
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Drawing the compound by GaussView
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Drawing the compound by GaussView
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Drawing the compound by GaussView
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Drawing the compound by GaussView
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Drawing the compound by GaussView
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Drawing the compound by GaussView
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Calculation setup
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Calculation setup
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Calculation setup
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Calculation setup

» Save =2 aspirin.gjf (Gaussian input file)
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Job processing window
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Initial guess ovhital suymmetries:

Occupied <CA> CRA> CAX (A> CA> CA> CA> CA> CA> {A> CAX <A>

CAd R 3 {AY
Virtual CA> <A> CA> <A> CA> <A CA> (A2 <A> <{A> <A} <A
CAY CA> CA> CAY Ay CAD> CAD> CA> CA> <A <ad <Ad>
= CA> CA> CA> CAY CdA> CAD> <Aad> dA> CA> <A dad dad
: CAY CA> > CAY CA> CA> <A> CA>» CA> <A CAX <AD
Gammn Dutput ares CA> N> > CA> CA> CA> <A> QA2 CA> <h> Ry <AD>

The electronic state of initial guess iz 1-A.
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Job edit window

Create/edil

additional , Number of addi.
o Task icons job steps
job steps ,1

Existing File Job Edit

Menu bar LFile Edit Check-Roue
Current inpuf file—} [=] Additional Shepd || 0
Link 0 section——71— ¢ Section f‘EEI
o
Route section——}— Route Section |47 BILYPI6-31G[d)

Title section

| Title Section |[2-MethylPropene K

Ch_argg éy. .. | Charge . Multipl., |0 1
spin multiplicity 3=
Molecule Specification L=
Molecular structure—}-|¢-CM  -2.53 0.19 0.00 A

HHA 200 -0.73 0.00
HHA  -360 0.9 0.00

CCM  -1.86 1.37 0.00 1
Appearsonly || Cor' 583 270 0.08

when editingan | |ypne 193 351 007
existing input fle | |HHC  -3.24 2.76 -0.88

| €




Viewing vibrational frequencies in GaussView

» File > Open =2 aspirin.out
» Results = Vibrations
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Viewing vibrational frequencies in GaussView
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