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Photoelectron Spectroscopic (PE) Spectra of PAN and PPN Molecules
Li Yimin,Li Haiyang,Sun Qiao,Wang Dianxun

Anhui Institute of Optics and Fine Mechanics, Chinese Academy of Sciences;Graduate School of Chinese Academy of
Sciences

Abstract The photoel ectron spectroscopic spectra (PES) of two important atmospheric pollutants, peroxyacetyl nitrate
(PAN) and peroxypropiony! nitrate (PPN), are reported. To assign the PES of the molecules both HF and OV GF (outer
valence green function) methods have been performed. Moreover, the molecular geometries of the two compounds have
been optimized. There are two separate peaksin the low energy region of PES (11.42 eV and 12.07 eV for PAN, 11.08 eV
and 11.79 eV for PPN) resulted from respective ionizations of the electrons of the HOMO and the SHOMO, which have
dominant contributions of the NO2 group in the molecules. The first ionization energy (11.08 €V) of PPN islower than
that (11.42 eV) of PAN, which shows that PPN possesses more potent bioactivity than PAN, which is attributed to the
electron donating action of the increasing "CH_2" group.

Keywords AB INITIO CALCULATION PAN PPN TOXICITY IONIZATION ENERGY

DOI:

¥R fe
AR IAFH B
+ Supporting info
» PDF(OKB)
¥ [HTML 4> ] (0KB)
¥ 275 SCHK
k55 55 J it
U SCHER A I
b IR TR
P IO S P A
r SRS
* Email Alert
¥ 3O I Bt
25 S BHE B

LEPSEPS)

AR AE KRR 1

ZSE(E P e
- ZiR
-zt
-

- EBW

I A




