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ESI for Caged Oxoanions

Cumulative protonation constants (log ) for R3Bm, R3F, R3P in OTs- and 
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 obtained by pHmetry in I = 0.1M OTs-,T =298 K 
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	1,1
	 9.83 ± 0.07
	9.83 ± 0.11
	9.15 ± 0.06
	9.24 ± 0.07
	9.48 ± 0.07
	9.48 ± 0.07

	1,2
	19 08 ± 0.04
	19.19 ± 0.06
	18.03 ± 0.03
	18.08 ± 0.03
	18.28 ± 0.05
	18.28 ± 0.05

	1,3
	27.66 ± 0.04 
	27.76 ± 0.08
	25.90 ± 0.04
	25.98 ± 0.02
	26.04 ± 0.04
	26.04 ± 0.04

	1,4
	34.79 ± 0.04 
	34.86 ± 0.08
	32.69 ± 0.03
	32.79 ± 0.03
	33.14 ± 0.04
	33.13 ± 0.04

	1,5
	41.18 ± 0.04
	41.36 ± 0.10
	38.46 ± 0.03
	38.55 ± 0.03
	39.60 ± 0.04
	39.40 ± 0.04

	1,6
	46.76 ± 0.05 
	47.75 ± 0.08
	43.46 ± 0.04
	43.81 ± 0.05
	45.36 ± 0.04
	45.30 ± 0.04


Overall stability constants (log ) for complexation of phosphate by R3Bm, R3F and R3P as determined by pHmetry (I = 0.1M OTs-, T = 298 K)

	Species (L,H,X)
	R3Bm
	R3F
	R3P

	(1,8,1)
	72.10 ± 0.14
	65.85 ± 0.16
	71.85 ± 0.10

	(1,7,1)
	66.48 ± 0.10
	63.09 ± 0.03
	66.23 ± 0.10

	(1,6,1)
	59.05 ± 0.10
	56.25 ± 0.04
	58.97 ± 0.08

	(1,5,1)
	52.15 ± 0.12
	49.09 ± 0.06
	52.05 ± 0.08

	(1,4,1)
	44.02 ± 0.08
	41.80 ± 0.04
	43.91 ± 0.07

	(1,3,1)
	35.01 ± 0.15
	33.33 ± 0.05
	34.96 ± 0.10


Species formation as a function of pH for (a) R3Bm + malonate, and (b) R3P + malonate. [malonate] = [cryptand] = 1 mM.
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(b
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Distribution of protonated species a function of pH for Me6R3Bm.
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