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Supplementary information.

Supplementary Table 1 shows co-ordination, bond length, and statistical data derived from analysis (in EXCURVE 98) of the EXAFS spectra shown in figure 2 and for other points during the catalytic reaction. The reaction was conducted ex situ and was injected into a sample cell. All measurements were conducted at standard room temperature and pressure
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 CN = Co-ordination number: errors should be considered as ca. ±20% .

b

 Realistic errors in bondlength  determination should be considered as ca 1.5-2%

Values in parentheses are statistical errors generated in EXCURV98 

Other parameters: AFAC = 1, VPI = 0


Supplementary figure 1 shows the reaction profile for the Heck reaction, using 4-bromoacetophenone and butyl acrylate as reactants and Pd(OAc)2/PtBu3 (Pd/P = 1:3) as catalyst. Tributylamine was used as the base and NMP was used as the reaction solvent. Di(ethylene glycol) dibutyl ether was used as the internal GC standard and the reaction was repeated 3 times and an average value taken for each point. 
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The blue line represents the consumption of 4-bromoacetophenone, and the red line represents the yield of product. Zero time on the X-scale represents time=0 for temperature at 393K, time = -20 and -10 represent Temperature = 293K and 353K respectively. In the article, EXAFS spectra (a),(b) and (c) in Figure 2 represent points A,B and C on the above figure.
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b
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Values in parentheses are statistical errors generated in EXCURV98 

Other parameters: AFAC = 1, VPI = 0
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		Spectrum		kmin (Å-1)		kmax (Å-1)		Shell		CN		r/Åb		2s2/Å2		EF		R (%)

		(A) at 293K		2.0		11.5		O		3.8(3)		2.02(1)		0.012(2)		5.6		48.2

		(B) at 353K		2.8		10.0		O		1.3(5)		1.99(5)		0.006(3)		7.8		70.2

								P		1.4(4)		2.30(4)		0.011(6)

		(C) at 393K for 4 minutes		2.6		10.4		P		2.1(3)		2.28(2)		0.011(4)		0.7		56.2

								Br		1.0(4)		2.51(2)		0.011(4)

		(D) at 393K for 12 minutes		2.6		10.5		P		2.0(3)		2.27(2)		0.011(4)		1.8		55.6

								Br		0.9(4)		2.50(2)		0.012(4)

		(E) at 393K for 26 minutes		2.5		10.4		P		2.0(3)		2.25(2)		0.013(4)		4.2		56.6

								Br		1.0(2)		2.47(2)		0.010(4)

		(F) at 393K for 60 minutes		2.5		10.5		P		2.0(2)		2.27(3)		0.011(4)		0.9		56.5

								Br		1.0(2)		2.49(2)		0.010(3)

		a CN = Co-ordination number: errors should be considered as ca. ±20% .

		b Realistic errors in bondlength  determination should be considered as ca 1.5-2%

		Values in parentheses are statistical errors generated in EXCURV98

		Other parameters: AFAC = 1, VPI = 0
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