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Stationary points Energetics
Entry RC TS M AG"  AG
1 >BOH + 02(S1) >BO......00H >BO- + -OOH
213 203
H-RC1-1 H-TS1-1 H-IM1-1
2 >BOH + Ox(To) >BO..... OOH >BO- + -OOH
334 354
H-RC1-2 H-TS1-2 H-IM1-2
3 >BOH + 0x(S1) >BO......00H >BO- + -OOH
305 288
L-RC1-1 L-TS1-1 L-IM1-1
4 >BOH + 0x(To) >BO......00H >BO- + -OOH
390 392
L-RC1-2 L-TS1-2 L-IM1-2
1" 149 " !
5/ " ! $
5S¢ S¢ -
P« 1 $
% / I" 1'$ /81( M+ # 2
% 1 $ %(16
5% 5/ 6 # 2
%16+ %I(& 1 / 8 $ /1
$ / %!/, K 8 ! $ < |"
%!/% %!/, K
5 % $ ' .
$$%1 # $ %



/- o —
#3$ N&" & & &M ( & , & "%!'& %& %. "% &
/0 %. &

Stationary points Energetics
Entry RC TS M AG* _ AG
5 >BO- + C3Hg >BOH + -CsH7
1°-H
26.3 8.9
H-RC2-1 H-TS2-1 H-IM2-1
6 >BO- + C3Hg >BOH + -CsH7
2°-H
13.0 -2.0
H-RC2-2 H-TS2-2 H-IM2-2
7 >BO- + C3Hg >BOH + -C3Hy
1°-H
29.6 13.7
L-RC2-1 L-TS2-1 L-IM2-1
8 >BO- + C;Hg >BOH + -CsHy
2°-H
16.7 32
L-RC2-2 L-TS2-2 L-IM2-2
14$ &" & & &M ( & , & - "%'& %& %. , , %3&"
"% & 00) 0) & /0 %. &
E Stationary points Energetics
ntry RC TS M AG: _ AG
9 -OOH + -C3H7 H,0; + C5Hg¢
‘OOH
Activate 36 =379
1°-H
RC3-1 TS3-1 IM3-1
10 -OH + -C3H7 H>O + C3Hg
‘OH
Activate 146 482
1°-H
RC3-2 TS3-2 IM3-2
11 >BO- + C3H7 >BOH + Cs;Hg
Activate
1°-H by - -53.5
BP-H
A-RC3-1 A-IM3-1
12 >BO- + C3H7 >BOH + C;Hg
Activate
1°-H by - -51.2
BP-L B-
RC3-2 B-IM3-2
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