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Reduction of Benzaldehyde: PES
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Deciphering the Reaction
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Deciphering the Reaction |

&y
A
4

/’,.,ﬁ,w
B |
_ P Bu” "N~ O
B N0 Ph”OH Lo
Benzol-dg, RT . __B.
C6F5/B\C6F5 i rO ) CeFs
CeFs
Ph
A
0
tBu l}l \Q
AH\\O/é;IIC6F5
)V et
H
Ph A
Ha
A A
A
JL A L ~ LN
e A i -

1 e
el
[

14.0 13.5 13.0 12.5 12.0 115 11.0 10.5 10.0 9.5 9.0 8.5 8.0

f1 (ppm)




Deciphering the Reaction Il

Bu” N0 H, (2 bar), Ph™ X0
H El; Benzene-ds, RT, 18 h
H/ "IC6F5
CeFs
@
@ O
)
Bu /N <0
\ _CqF
OH B{ % °
‘\ / CGFS
tBU\LNjO
\ Y
@ @
@
@)

e N B%

yo
/‘2 o r‘\‘
4% =

14.0 13.5 13.0 12.5 12.0 11.5 11.0 10.5 10.0 9.5 9.0 8.5

f1 (ppm)

8.0




Deciphering the Reaction |l
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Deciphering the Reaction Il

/'/;‘('\',"'\‘
A *
tBu N™=0 C.F
/ »-V6l5
B [ ]
H\ O/ CoFs 1 \ ’ N
AY
(Bu— S | 80 Bu” >NZ ~O B /N
\ I \ ' \ _CqFs u —
Y I \ ! BZ N
\ H P CoF 0
,' \ \ O 6r5 \
! N Bu N~ H B:Cst
| Y \ Y fBu N /O/ CeFs
/ \ l
! ' - - E— Z
l, -7 \\
! \
4.5
| NS : 4.2 ‘\ Bu = |
1 \
tBU [}l \Q : \\ N\
H\O/|B:C6F5 " \\ /O\ ,CGFS
CoFs :’ \\ |T| :B\C6F5
NZ | ! \\ tBu_N__O
] A |
By X ! \ U
I '
0.0 0.0

DLPNO-CCSD(T)/def2-TZVP//PBE0-D3/def2-SV(P)

11



Deciphering the Reaction II o
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Deciphering the Reaction |l
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Deciphering the Reaction |l
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Reduction of Benzaldehyde: PES revised ,
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Reduction of Benzaldehyde: Reaction revised
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Reduction of Benzaldehyde: Reaction revised
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Reduction of Benzaldehyde: Transition State
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Reduction of Benzaldehyde: Transition State: IRC o
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Reduction of Benzaldehyde: Transition State: IRC
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Reduction of Benzaldehyde: Transition State: IRC
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Reduction of Benzaldehyde: Transition State: IRC
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Reduction of Benzaldehyde: Transition State: IRC
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Reduction of Benzaldehyde: Transition State: IRC
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Reduction of Benzaldehyde: Transition State: IRC
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