25/03/2022 16:56 Intermediate energy electron impact excitation of composite vibrational modes in phenol: The Journal of Chemical Physics: V...

z:: MENU SIGNIN/REGISTER B Q

¢ s I P The Journal of Chemical Physics

HOME BROWSE MORE ¥

Home > The Journal of Chemical Physics > Volume 142, Issue 19 > 10.1063/1.4921038

< PREV NEXT >

a No Access

Submitted: 13 March 2015
Accepted: 30 April 2015
Published Online: 15 May 2015

Intermediate energy electron
impact excitation of composite
vibrational modes in phenol

J. Chem. Phys. 142, 194302 (2015); https://doi.org/10.1063/1.4921038

R. F. C. Neves"?>, D. B. Jones', M. C. A. Lopes3, K. L. Nixon>, E. M. de Oliveira®, R. F. da Costa®,
M. T. do N. Varella®, M. H. F. Bettega7, M. A. P. Lima®“, G. B. da Silva®, and M. J. Brunger1'9' a)

View Affiliations

View Contributors

X ‘ @ Q \ ‘< ih

6 TAnirc -

https://aip.scitation.org/doi/10.1063/1.4921038 1/9


https://aip.scitation.org/action/showLogin?uri=%2Fdoi%2F10.1063%2F1.4921038
https://aip.scitation.org/action/showCart
https://aip.scitation.org/
https://aip.scitation.org/journal/jcp
https://aip.scitation.org/journal/jcp
https://aip.scitation.org/toc/jcp/current
https://doi.org/10.1063/1.4921038
http://orcid.org/0000-0003-3819-1714
https://aip.scitation.org/author/Neves%2C+R+F+C
https://aip.scitation.org/author/Jones%2C+D+B
https://aip.scitation.org/author/Lopes%2C+M+C+A
https://aip.scitation.org/author/Nixon%2C+K+L
https://aip.scitation.org/author/de+Oliveira%2C+E+M
https://aip.scitation.org/author/da+Costa%2C+R+F
https://aip.scitation.org/author/Varella%2C+M+T+Do+N
https://aip.scitation.org/author/Bettega%2C+M+H+F
http://orcid.org/0000-0002-3602-1546
https://aip.scitation.org/author/Lima%2C+M+A+P
https://aip.scitation.org/author/da+Silva%2C+G+B
https://aip.scitation.org/author/Brunger%2C+M+J
https://aip.scitation.org/
https://aip.scitation.org/journal/jcp
https://aip.scitation.org/toc/jcp/142/19
https://crossmark.crossref.org/dialog?doi=10.1063%2F1.4921038&domain=aip.scitation.org&uri_scheme=https%3A&cm_version=v2.0
https://aip.scitation.org/doi/10.1063/1.4919878
https://aip.scitation.org/doi/10.1063/1.4920946
https://aip.scitation.org/doi/abs/10.1063/1.4921038
https://aip.scitation.org/doi/full/10.1063/1.4921038
https://aip.scitation.org/doi/figure/10.1063/1.4921038
https://aip.scitation.org/doi/citedby/10.1063/1.4921038
https://aip.scitation.org/personalize/addFavoritePublication?doi=10.1063%2F1.4921038
https://aip.scitation.org/doi/pdf/10.1063/1.4921038

25/03/2022 16:56 Intermediate energy electron impact excitation of composite vibrational modes in phenol: The Journal of Chemical Physics: V...

ABSTRACT

We report differential cross section results from an experimental
investigation into the electron impact excitation of a number of the low-
lying composite (unresolved) vibrational modes in phenol (CsHsOH). The
measurements were carried out at incident electron energies in the range
15-40 eV and for scattered-electron angles in the range 10-90°. The
energy resolution of those measurements was typically ~80 meV.
Calculations, using the GAMESS code, were also undertaken with a
B3LYP/aug-cc-pVDZ level model chemistry, in order to enable us to
assign vibrational modes to the features observed in our energy loss
spectra. To the best of our knowledge, the present cross sections are the
first to be reported for vibrational excitation of the C¢HsOH molecule by

electron impact.
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