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Fig. | Momentum distibutions for 3o, orbital of carbon dioxide

8 », the experimental data of this work; A\, the experimental data of Cook (1982); the full rurve s the
DFT caleulation wing the 6— 311+ +G* basis set, the broken cunve i the DFT calculation using the D&
basis set, the dotted curve is the HF caleulation using the 6—311+ +G* hasis set and chain curve i the
HF calevlation wsing the DZ basis set. Density contour maps in {B) position space In the x—z plane and
in {¢) momentum space in the p,—p, plane as also show The ontour valpes represent 082%, (.04%,
G06%, 0.08%, 0.3%, 84%, 0.6%, 08%, 2%, 4%, 6%, 8%, 20%, A%, 8%, B, )
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Measurement of Electron Momentum Profile
of 3¢ Orbital of Carbon Dioxide
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Abstract The electron momentum distribution of 3¢, orbital of carbon dioxide has been meas-
ured at high momentum resolution. Through comparation between experimental and theoretical
results, the calculation by DFT—B3LYP method using 6—311+ +G* basis set is more agree-
ment with the experimental data than other calculations.
Key words (g, 22) electron momentum spectroscopy, Non-—coplanar symmetric, Trple
differential cross section
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