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Theoretical investigation on the product branching

fraction of Cl + ROOH reaction
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Ts2c Table 1 CeHsOOH+Cl JiRICH 2 TS OFEXS

CH,CH,00H + HCl TARNF— (FERTZFLF—ZETe, HAL kI moll)

TS2a TS2b TS2c
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CH3;CHOOH + HCI
RCCSD(T)-F12b 1.5 -4.3 7.5
-40
INTZ-F12//oB97X-D

AE | kJ mol!

60 RCCSD(T)-F12b 20 -14A1 -2.9

CH,CH,00 + Hl
INTZ-F12/IMP2
-80

CBS-Q//®B97X-D -5.3 -9.5 -0.1
CBS-Q//MP2 -55 -24.4 -9.2
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