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1 Table S1 Crystallographic Data for complexes 3 and 7

Complex 3 7
Formula C4oHysFeP4Si C,3H49FeOP;Si
Mz 760.62 578.52
crystal system monoclinic monoclinic
space group P2,/c P2;/n
a[A] 11.7181(7) 13.5670(5)
b [A] 18.9232(6) 16.7800(5)
c[A] 35.1134(2) 13.9927(5)
a[°] 90 90
Bl°] 91.084(4) 106.554(3)
v[°] 90 90
V [A3] 7784.8(6) 3053.46(2)
T [K] 200.15 153.15
Z 8 4
u[mm'] 5.169 0.709
total reflns 26696 15439
unique reflns 11341 5786
Rine 0.0446 0.0385
R1[1>20(])] 0.0515 0.0352
wR(F?)[[>26(1] 0.1312 0.0877
R1(all data) 0.0710 0.0498
wR(F?) (all data) 0.1419 0.0924
GOF on F? 1.029 0.973
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2 IR,'H NMR, 3'P NMR, 3C NMR and *Si NMR spectrum of complexes 3, 6 and 7

IR spectrum of complex 3
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Fig. S1 IR spectrum of complex 3.
'"H NMR of complex 3
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Fig. S2 '"H NMR of complex 3 at -40°C
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3IP NMR of complex 3
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Fig. S3 3'P NMR of complex 3 at -40°C

3C NMR of complex 3
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Fig. S4 3C NMR of complex 3.
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2Si NMR of complex 3
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Fig. S5 2°Si NMR of complex 3.
IR spectrum of complex 6
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Fig. S6 IR spectrum of complex 6.
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'"H NMR of complex 6
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Fig. S7 "H NMR of complex 6.
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Fig. S8 3'P NMR of complex 6.
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3C NMR of complex 6
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IR spectrum of complex 7
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Fig. S11 IR spectrum of complex 7.

'"H NMR of complex 7
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3IP NMR of complex 7
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29Si NMR of complex 7
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3 NMR spectra of the catalytic products
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CH,OH

3C NMR of compound
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CH,0OH

3C NMR of compound
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CH,0H

13C NMR of compound
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CH,OH

Cl

13C NMR of compound
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CH,OH
Br

3C NMR of compound
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3C NMR of compound F
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/©/CH20H
3C NMR of compound Cl

- -
8 a9 &9 nY3 S
2 8 53 EE & I
= = a9 o Fso
[ [N — [
I
F4s
H0
35
t=30
25
r20
F13
10
I
iy
I
J Ls
s . o
ks
T T T T T T T T T T T T T T T T T T T
145 140 135 130 113 120 113 10 103 100 o5 o0 83 80 5 T0 63 60 35
fl {ppm)
/©/CH20H
"H NMR of compound Br
2= i g
ol o - (]
D) | -
4350
f 400
F330
300
F230
200
150
Fo00
1
ﬁ F30
L —_— . n
O 12 Ly
2 8 g e
— — -1 [—]
o o 10 6.3 6.0 5.5 jo 43 40 33 30 p. o 10 135 Lo 03
fl (ppm)

S17



/©/CH20H
3C NMR of compound Br

-
& LA “ Loy 2
= -0 - = @ - su
| o ELY q EEE 3
| | | ~ |
55
50
Has
40
+33
]
30
25
20
F13
: o
i
F3
o & "
L3
140 135 130 125 120 115 110 103 100 a5 e | 70 63 60 53
£l (ppm)
Cl
CH,OH
"H NMR of compound Cl
R kS a I
Ll -+ I 900
RN 1 i
[ (800
’ [ =700
.
(600
300
400
300
200
100
1 J o
LK) y :
28 g
- &
80 15 70 65 60 55 50 45 a0 15 10 0s o0
fl {ppm)

518



Cl

CH,OH

Cl

3C NMR of compound

r30

F20

10

09—

18'9L
WLL
mN.__F%

P8TL-
SL6TI

LysElr
Fo'SEL

23 20

fl {ppm}

20

140 135 130 125 120 115 110 105 100

145

Cl

CHO

Cl

"H NMR of compound

120

Fiio

rioo
i)

80

60

50

40

F30

6T "¢~ =

oL

ve”
ve’
Gg
06

g6
9¢”
oy ”
¥

b= b= b= b=lb= b= b= b=
|

FG6

400"
289
L1g 1

2.0 L& 1.0

2.8

3.8

4.0

4.5

5.5

f1 (ppm)

S19



F36
a4
Fa2
F30
28
26
24
22
20

100 a0
£l (pom)

CHO

Cl
CH,OH

130

Cl
140

160

160

13C NMR of compound
"H NMR of compound

300
250
200
150
0
—to

0z 2— —_ —— sl

80's —, =10z

o
[75]
-

¢

|

|

|

N

7960
“61'T
(W= T - e

W = 060
=060

|

4

~
@
-
o
|
|
| |
‘_ﬂ

£1 (pom)




CH,OH

3C NMR of compound l
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3C NMR of compound
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NC@CHZOH
3C NMR of compound
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X CH,OH

3C NMR of compound
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CH,OH

3C NMR of compound
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