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[Cp*2Ln]+(Cp*=C5Me5)

AlR3

[Cp*2Gd]+ AliBu3

(>99.9 )

 

  

! 4f 6s, 5d 4f

Gd

4f (ECP) MWB53

Cp* Me 6-31G 6-31G**

(B3LYP) [Cp*2Gd]+

AlR3(R=Me, iBu) Scheme1

Scheme2  

 

Scheme1.  
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Scheme2.  

Gd+

 

 

! Al-C 1,3-trans-butadiene

1 TS (Fig.1)

C-C, Al-C

TS TS 3.67 kcal/mol

 

!

C=C-C-Al 1,3-trans-butadiene

TS

-P

(C=)C-C

-P

TS

0.19 kcal/mol  

!  
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