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Reactions o-xylyl m-xylyl p-xylyl benzyl

RCH2 + O2 0.0 0.0 0.0 0.0 

RCH2OO -22.4 -22.5 -22.3 -22.2 

RCH2O +O 39.9 39.1 41.7 39.9 

TS1       

(O2-add) 6.2 7.8 7.4 8.3 

RCH2O2

(adduct) 2.1 3.4 3.0 3.9 

TS2       

(6-center) 9.3 9.4 9.4 10.1 

R'CH2OOH 

(6-center) 5.8 6.5 6.2 6.8 

TS3       

(4-center) 16.7 16.1 16.2 16.4 

OH  (4-

center) -49.6 -51.7 -51.5 -51.3

+ HO2

+ OH
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