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a LL22 was used instead of LL11. b Ni(acac)2 was used instead of Pd(OAc)2. c LL22 was used instead of LL11 
and 3 eq. of TMEDA were added. d LL33 was used instead of LL11 at –20 °C and 3 eq. of TMEDA were 
added. e 10 mol% of Pd catalyst and 30 mol% LL22 were used. 
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Pd(OAc)2    

DFT B97X-D/SDD&6-31+G*        
3 trans-Pd(Ph)Br(PMe3)

31.4 kcal/mol IINNTT11 2.69 Å
van der Waals 3.03 Å −             
 TTSS11 − 2.52 Å −

21.4 kcal/mol IINNTT22

 
 

 
3 DFT  

Energy changes and bond lengths at the B97X-D/SDD (for Pd, Cu, and Br) & 6-31+G* 
(for other atoms) level of theory are shown in kcal/mol and Å, respectively. 
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Diisobutylaluminum 
hydride (DIBAL) N,N-

1
II DFT ( B97X-D/6-311+G**/SMD(THF)//

B97X-D/6-31+G*/SMD(THF)) 5 2       
G ‡  13.7 kcal/mol
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5 DIBAL  
C, D) Energy changes and bond lengths at the B97X-D/6-311+G**/SMD(THF)// B97X-D/6-

31+G*/SMD(THF) level of theory are shown in kcal/mol and Å, respectively. 
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