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Figure A1 Potential energy surfaces of first hydrogenation step of acrolein on Aus.



S2 of S3

04l 0.37
3TS_153 _\'\_ 0.28
e T
X 7 e,
0.0 g o LE R
wa 7Y N
o 0.0 ﬁST_uﬁHz -0.13 ._4'-’/ L -0.11
% \.':':_::-..: ....... 3|Sﬂ2 ’ ’ , = ﬁ \\ = ~ 3FS12
Z St —g’ﬁ, i 3TS, Y C=C-addition
o)) ol 1S4 : \ W
g -0.30 T
5-04 _0_34 IS AN
31S:: L ‘\\
%Y. D7D
C=C-addiion's, "
\
0.8 | === 375311003210 \

— 3TS.-2111t02121 3ES.., 3Fs14}i92

o 3TS112-2111t03111 1,4-addition

3T S14-3110t03111

Figure A2 Potential energy surfaces of second hydrogenation step of acrolein on Aus.
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Figure A3 Potential energy surfaces of first hydrogenation step of acrolein on Aus.
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Figure A4 Potential energy surfaces of second hydrogenation step of acrolein on Aus.



