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Figure S1: UV-vis spectra of the reaction of [FeII([15]aneN4)(SPh)](BF4) with tBuOOH 

(stock solution in n-decane)  (0 – 1.7 equiv) in CH2Cl2 at -78 oC. The reaction was 

allowed to stir after each addition of tBuOOH until no further change in the absorption at 

526 nm was observed. 
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Figure S2. RR spectra of [FeIII([15]aneN4)(SAr)(18O18OtBu)]+ complexes 1a (black), 2a 

(green), 5a (blue), and 4a (red) (same experimental conditions as in Figure 6). 
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Figure S3. RR spectra of [FeIII([15]aneN4)(SAr)(18O18OCm)]+ complexes 1b (black), 2b 

(green), 5b (blue), and 4b (red) (same experimental conditions as in Figure 7). 
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Complete ref 56:  http://www.gaussian.com/citation_g03.htm 
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