fh 27 2E 4 199351 (1): 7-12  ISSN: 0567-7351 CN: 31-1320/06

bR TRe
FTTE I 1,1 280 I J97 3 4 19 5t 93 4 B 5 AICAF B
ST, 4 IS B A K | Lanbiie
» PDF
I e R AT L ERE(OKE)
¥ [HTML 4 3] (0K B)
KRB EREE Mok A B2 E W b 525k
B WS PR (H2C=NH) 1, 1- B S E B CNH I IRCI& 1%, H ab initod-31GIE 40 7158 1T e kR Hh i &% 05, %5 &k
HENE TR ZWMAETNE TR, A R T T RS MRS I, . VB X - QA\
FEREHHIIA T H1)-CHETEL H(L)-H(2)E T LA M\ B GIBR 10 01 5 R 20 TR S SRR I A G
KEE Sttt P MSHEE SERE Rdh Wik B P DT AR
S 0641 0621 16 @INEIVRE S S
F IR
. . . L + Email Alert
Quantum topological study on the reaction path of 1,1-dehydrogenation of methylenimine ———
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Abstract The IRC path on the hypersurface of thetitle reaction of H(1)CH(2)=NH (), to give :C=NH, isfound and the * AT A7 “ &0 Fs2” 1)
ab initio (4-31G) calcns. of the change in quantum topolog. properties (e.g., the characteristics and strengths of bonds, AR
electronic populations of atoms, etc.) provide a quant. description of the H(1)-C bond cleavage, the formation and PR SCAE AR SO
departure of H(1)-H(2) from I. The title reaction is cooperative but not synchronous. - EEH
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