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Theoretical study of adsorption effects of long chain alkane system in STM images
Yin ShuxiaWang Chen,Qiu Xiaohui,Zeng Qingdao,Xu Bo,Bai Chunli
Inst of Chem, CAS.Beijing(100080)

Abstract STM observation shows that long chain alkanes increase the adsorption stability of organic molecules. In this work, the interactions|
of long chain alkanes adsorbed on graphite surface were simulated by molecular mechanics and the STM imaging mechanism of alkylated
phthal ocyanine and porphyrin was studied by semiempirical quantum mechanics method of ZINDO/1 and AM 1. The calculated results
illustrated that the interactions between adsorbed molecule and substrate enhanced the stability and immobility of adsorbate, and the
interactions between adsorbed molecules determined the form of two- dimensional structure. Compared the electron density contour of the
frontier molecular orbits, it was indicated that the STM image contrast of alkylated Copper (II)) phthalocyanine and porphyrin was
attributed to the electronic effects of the core of phthalocyanine and porphyrin and topographic effects of alkyl.

i fE

AIAF R

} Supporting info

» PDF(OKB)

¥ [HTML 4> 3] (0K B)
» % 30k
k55 55 S ot

AU SCHER AR
LI IR RS
PG A

¥ SHIRG|

+ Email Alert

b S S At

b X B S i B

R AE B

PARTI B Bk B ARG

WARSCAR B AR R SR

BOHE
EB
B
FDRs
A
AL

Keywords ALKANE PORPHYRIN ZINC PHTHALOCYANINE

DOI:

THRAEH




