
Plik został wygenerowany dnia 2026-10-03 13:34:00

Adres w repozytorium https://old.chem.uni.wroc.pl/pl/repozytorium/0unLPVl.

Repozytorium
Plik pochodzi z repozytorium

Wydziału Chemii Uniwersytetu
Wrocławskiego

Electron affinity of the monobromomethyl radical and vibrational spectrum of its anion:
a combined coupled-cluster and density functional study.

Jerzy Moc

Jarosław Panek

2001

Chemical Physics Letters

345

497-504

10.1016/S0009-

2614(01)00908-3

Naukowa

Angielski

Artykuł

Autorzy

Rok wydania

Czasopismo

Numer woluminu

Strony

DOI

Kolekcja

Język

Typ publikacji

Adiabatic electron affinity (EA) of the CH Br radical and

vibrational frequencies and inversion barrier of the

corresponding anion CH Br  have been calculated using ab

initio coupled cluster and hybrid density functional methods with

large basis sets up to the augmented correlation-consistent

polarized quadruple-zeta (aug-cc-pVQZ) level. The effect of

systematic basis set expansion on the calculated EA of CH Br

and inversion barrier of CH Br  has been investigated with the

two theoretical approaches. Electron localization function (ELF)

topological analysis of the CH Br/CH Br  system is performed

to enlighten the process of electron attachment to CH Br to

form CH Br .
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