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Detailed discussions on the (IPr)CuF-catalyzed reaction mechanism: 

 

 

 

 

The regioselectivity of the hydrofluorination was controlled by the ligand
1
 of the 

copper-catalyst. We think that the overall regioselectivity may be controlled in the 

coordination process (A→B or A’→B’), though we cannot provide any more direct 

evidence. For the cone-shaped (Ph3P)3 ligand, the chelation of Cu(I) cation to the 

ynamido carbonyl oxygen contributes to the regioselective attack of fluoride 

nucleophile at β-carbon of ynamides.
2 

In contrast, the larger steric hindrance of IPr 

ligand suppresses the chelation process, thus fluoride nucleophile tends to attack 

α-carbon of ynamides. 
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NHCs are in general more electron-donating than phosphines 

Shape of NHCs ligand: fan-shaped 

 



60 
 

2008, 81, 373-379; (c) B. Gourdet and H. W. Lam, J. Am. Chem. Soc., 2009, 131, 

3802-3803; (d) K. A. DeKorver, H. Li, A. G. Lohse, R. Hayashi, Z. Lu, Y. Zhang 

and R. P. Hsung, Chem. Rev., 2010, 110, 5064-5106; (e) Y. Minko, M. Pasco, L. 

Lercher, M. Botoshansky and I. Marek, Nature, 2012, 490, 522-526. 

 


	manuscript-SI-revised
	manuscript-SI-revised
	SI封面
	manuscript-SI
	SI封面
	Binder1
	zgh-2-176-H
	zgh-2-176-C
	zgh-2-176-F
	zgh-6-41(2)-H
	zgh-2-158-H
	zgh-2-158-C
	zgh-2-158-F
	zgh-2-178-H
	zgh-2-178-C
	zgh-2-178-F
	zgh-6-63-H
	zgh-6-63-C
	zgh-6-63-F
	zgh-2-161-H
	zgh-2-161-C
	zgh-2-161-F
	zgh-6-64-H
	zgh-6-64-C
	zgh-6-64-F
	zgh-2-180-H
	zgh-2-180-C
	zgh-2-180-F
	zgh-2-164-H
	zgh-2-164-C
	zgh-2-164-F
	zgh-5-174-H
	zgh-5-174-C
	zgh-5-174-F
	zgh-6-8-H
	zgh-6-8-C
	zgh-6-8-F
	zgh-6-2-H
	zgh-6-2-C
	zgh-6-2-F
	zgh-6-2(2)-H
	zgh-6-75-H
	zgh-6-75-C
	zgh-6-75-F
	zgh-6-75(2)-H
	zgh-5-177-H
	zgh-5-177-C
	zgh-5-177-F
	zgh-6-99-H
	zgh-6-99-C
	zgh-6-99-F
	zgh-6-51-H
	zgh-6-51-C
	zgh-6-51-F
	zgh-6-84-H
	zgh-6-84-C
	zgh-6-84-F
	zgh-6-68-H
	zgh-6-68-C
	zgh-6-68-F
	zgh-6-83-H
	zgh-6-83-C
	zgh-6-83-F


	revisions-added

	revisions-SI

	revisions-SI



