HHLALS: 2000 20 (2): 243-247 1SSN: 0567-7351 CN: 31-1320/06

IR - T M 2R 9 S A ) A S T T

EIWA AR WBH LS 4 R

HlER S s TR

WREE BRBEY RKREMAEY 2

P 123 GUAW TR AL, TEHF/6-31GHEA/K T LT kA

(DMF,DMA ,HCONH2,HCONHCH3andCH3CONH?2) 5 2Ky & 1 ) R 5 A 2 S (EEE 0 T)

AT MK B . REEVH S SRR R & rta e

WA 52 AR ) 1 B A 2 A% B LA S HCR A SR . B IR R A 5 LA — RF BT lte e EsE 59,
HA& 2 R T A CH3CONH2~HCONHCH3>HCONH2

>DMA>DMF. ZiRicRNERAERE AW E MR, ir b A AmEI R 202 Ak m
Wi C=OF A RZR I 1 I O-HEE K # I B AT IR E AR o 1A 45 SRS S0 AR AR 4

KA RNy Bhix A4 NS SEW

S 0641

Ab onitio study on the H - bonding complexes formed from phenol and a series of amides
Mao Shucai,Y u Xiangyang,Shen Y ong,Zheng Kangcheng

Abstract The study on hydrogen bonding comlexes (considered as super molecules) formed from phenol and a series of
amides was carried out using ab initio calculation at HF/6-31G basis set level (G94W package). The regularities of the stability,
the charge transfer between the doner and accepter, and the change of geometric parameters of the complexes were
investigated. The results show that some stable complexes can form from phenol and amides (DMF, DMA, HCONH2,
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HCONHCH3 and CH3CONH2) via hydrogen - bonding. The stability of the complexesisin the order: CH3CONH2
~HCONHCH3>HCONH2> DMA >DMF. The calculation results also show that there is an obvious charge transfering in
the process of forming the complex, and the charges transfer from the amides to phenil. In addition, the lengths of C=0 in the
amides and O-H in the phenol are increased obviously. The callculation results are well consistent with the experiments.
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