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Table 1 Results of AM1 calculations on adduct ions
Adduet ion AH[kI-mol™! Adduct ions AH [kJ-mol ™!

(e) 4710.9 (f) 4765.2
(g 4748.5 (k) 4673.2

M 1 hITRE L, (a) 5 Coo BAEZBEE N ERM NS EF (o) HektE [242] Fina
BERAERMNEET (1) 1 54.3kJ; (b) 5 Ceo BRMMAE TS L4, FmEHE (h) &
FURT o BMEYW (g). Bk, WiERAELHE, (a). (b) 5 Co BRAINEEFHFILL
(e) f (h) KA. NBHEBESR, HET - HTRN—-BRAHREMELE ENRE
Rt B, KRBV ( MET RN ST EE) M0l R R
. AENESEESREFRREN, CH,0 BT g, ZRBMEMT (a) &L 95%, £
B4 (o) TS EFHAL. T (b) 5 Coo EMMINEY, REWNA (h) EEREERH,
{H (b) &R 5% &4, & (h) EF-Hhaa RO RGRMA.
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& LRk, ESHEMT, Coo M Cro SHMEASEFERR - EMTBENT (CHs-
C=0") REZHMEMLY, ERANEMEHT. Cro B Coo BRHERMENERE. Ceo
RS THAMENEERC Y E, LB Co SHEREBRFAFE. [N, BTHERESP
FEHLREGENET (b), EMSHPHEES & (h) p977E. U ERESERTIHERME Co M
BV RESEHE.
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Gas-phase lon-molecular Reactions of Cgp and Cy with Acetone and Quantum
Chemistry Study

Liu Ziyang Hao Guolun Wang Hoayun  Xu Wenguo Guo Xinghua Ma Ge Ma Dengliang
Liu Shuying
{Changchun Institute of Applied Chemistry, The Chinese Academy Sciences, Changchun 130022)

Abstract  Gas-phase ion-molecular reactions of Cgg and Coy with the ion system of
acetone have been studied in this paper. The ions of protoned and acetylized Cgy and
Cqo were formed by the reactions of Cgy and Cyy with some ions which existed in the ion
system when mass spectrometer worked on chemical ionization conditions. The reactivity
of C7p is greater than that of Cgg. Results of quantum chemical calculation for the adduct
ions showed a o bond between the acyl carbon atom and Cgy may be formed. These results
will provide some valuable informations on the condense-phase acetylization of Cgg.
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