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Studies of 9-H carbazole and its N-substituted derivatives by He | ultraviolet photoelectron
spectroscopy and quantum chemistry

Chen Ruizhi,Ren Jie Li Weijie,Zheng Shijun,Wang Dianxun
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Abstract Gas-phase Hel ultraviolet photoelectron spectra (UPS) of 9-H carbazole and N-substituted derivatives are
reported in this paper. The property and the eigenvalus of each related molecular orbital obtained from the calculations arg
well consistent with the character of spectra bands and the changing rules of 1~v between carbazole and N-substituted
carbazole. In addition to the assignment of the spectra, some useful conclusions were obtained: comparing the N-alkylated
derivatives with the parent carbazole, the rt orbitals character on the carbazole ring have no change; only the related
ionization potentials (IPs) shift to lower energy, thisis, the selective destabilitation of the n orbitals. Increasing the carbon

T REIfE
AIAE B
¥ Supporting info
F PDE(413KB)
F[HTML 4= 3] (0KB)
F 2% R
ik 55 5 I ot
kA SCHERF 45 TR
b IR TIAR
BT H] ERE A
F IR
* Email Alert
b S A5
b 0 R A5
KA B
LN R il L e (O £ b 3
WA A A DG S

Wi 2

Z itk

A H 2

L

e

atomnumber in the n-alkyl has little effect on the & orbitals' character and their IPs, nor does the substitution site of the
alkyls. The selective destabilization has main effect on the = orbitals which largely located on the nitrogen atom.
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