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TABLE OF CHEMICAL SHIFTS

Table S1. Changes in chemical shifts,? relative to N,N-diisopropylferrocenecarboxamide, for the esters 3-10.

d (ppm)
Compound | H2 H4 H5 Cp C1 C2 C3 C4 C5 Cp
3 0.26 | 0.30 | -0.13 | 0.06 -5.2 -75 46.5 -7.0 -4.5 15
4 025 | 031 | -0.13 | 0.05 -5.4 -7.6 46.7 -7.0 -4.5 1.4
5 036 | 041 | -0.08 | 0.08 5.3 -7.6 46.7 -7.0 -4.4 15
6 034 | 038 | -0.14 | 0.01 -4.8 -7.6 46.9 -7.1 -4.3 1.6
7 0.40 | 045 | -0.06 | 0.10 -5.0 -7.7 46.8 -7.1 -4.3 1.6
8 0.30 | 0.35 | -0.15 | 0.00 -5.0 -75 46.8 -7.0 -4.3 15
9 036 | 043 | -0.19 | 0.01 -5.2 -1.7 46.9 -7.1 -4.4 15
10 0.36 | 0.39 | -0.10 nd -5.3 -14 46.9 -7.0 -4.6 nd

2 Spectra recorded in CDCls. nd: not determinated.




NMR Spectra

3-lodo-N,N-diisopropylferrocenecarboxamide (1)
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3-(Acetoxy)-N,N-diisopropylferrocenecarboxamide (3)
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3-(Cyclopropyloyl)-N,N-diisopropylferrocenecarboxamide (4)

werb WE-824-1-ana 10 (1D 1H) CDCI3 300MHz
1% i T 7
. NN

180
PRSI RN
(@]
o=, {
z

100 120 140 80
v L P Ly |
o

80
|

80
v L

| B

A &l
gl_
o
il 75 ’ s 5 55 5 s L 35 } s b s ! a5
werb WE-824-1-ana 11 (1D 13C) CDCI3 300MHz
§: 8 @ 8 ; cun 2 % = =
g 5 B a 588 88 i g
1 P~ =] - Wil = @& @ - i I
] -2 - §es g ¢ S g oa
g | | I |
El
4 4 5 9
] 12 3 1 N %
3] w P e 2 7
= 10
h & o
] 0 & °
g
8
N
2] I
g
2]
5
i |
[
g_, | |
1 1 ‘
1 ‘ J JL-J o Ll
&
# b T T T T T T T T T T T T T T T T T
170 180 150 140 130 120 110 100 80 80 0 80 50 40 30 20 10

11



werb WE-824-1-ana 12 (DEPT 13C) CDCI3 300MHz
g %‘; s

I

ppm
13,185
2

| e
I
| 0 &

El e o L LA L e o e e B s 1 S B e e o LI

ph 170 180 150 140 130 120 110 100 90 80 70 &0 50 40 30 20 10 0

werb WE-824-1-ana 13 (COSY 1H/1H) CDCI3 300MHz
VE-B24-1-ana 10 (1D 1H)

L ] e

50 1<‘x:15{)

1 MO/F@:G\YS \( : ” on
0 &> :

i
I W

5
[
D e
= .
- ole
ok
¥

o]

| §

1 & r &
w

g s

L e e e e L B e UL w0

P 75 7 65 5 55 5 45 4 35 3 25 H 15 1 05 o|* apeoewo

12



werb WE-B24-1-ana 10 (10 1H)

50 1(‘){)150

werb WE-824-1-ana 14 (HSQC 1H/13C) CDCI3 300MHz

. ok
o> = OT/
0 &>

JQ:-‘ @

na 11 (1D 13C)

werb WE-B24-1-ana 10 (10 1H)

50 100

6.5

55 5 45 4 35 3 25 2 15 1

werb WE-824-1-ana 15 (HMBC 1H/13C) CDCI3 300MHz

ol

20
TR IR

80
RS TR

00
|

20
|

40 1
Ly 1

1

m 180
]

g mmm

11 (1D 13C)

el
ppe 75 7

13




—{werb WE-B24-1-ana 18 (1D 1H)

werb VWE-824-1-ana 16 (NOESY 1H/1H) CDCI3 300MHz

14

8 | werb WE-B24.1-ana 10 (10 1H)

£



N,N-Diisopropyl-3-(3,4-methylenedioxycinnamoyl)ferrocene-carboxamide (5)
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3-(4-Formylbenzoyl)-N,N-diisopropylferrocenecarboxamide (6)
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N,N-Diisopropyl-3-(2-thiophenoyl)ferrocenecarboxamide (7)
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3-(4-Fluorobenzoyl)-N,N-diisopropylferrocenecarboxamide (8)
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3-(2-Fluoro-6-methoxybenzoyl)-N,N-diisopropylferrocene-carboxamide (9)
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3-(Ferrocenoyl)-N,N-diisopropylferrocenecarboxamide (10)
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N,N-Diisopropyl-3-(4-methoxyphenyl)ferrocenecarboxamide (11)
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N,N-Diisopropyl-3-(2-naphthyl)ferrocenecarboxamide (12)
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N,N-Diisopropyl-3-(3-thiophenyl)ferrocenecarboxamide (13)

ppm
——3,45¢

1,365

werb WE-KA-27-ana 2 (1D 13C) CDCI3 300MHz

220
MR |
P
189,225
139,056
125834
118,563

128,57

2<‘x:

80 1{90
>
w
A%
w
N
U o
L
/mk\
©

1

i

8D 1

&0

49,480
46,500

21,314

o T
phm 170 180 150 140 130 120 110 100 Y £ o &0

44



werb WE-KA-27-ana 3 (DEPT 13C) CDCI3 300MHz

aars
BERE

mEnT
=S
CEEG

Wi

220
IR |
ppm
126,569
~—1258
118,553
21,345

\
b

180
L |
w
©m
[0]
(@]

2

f
L

20
|

1

100
| I

80

&

?\.‘7
T P L B Sy By B B B L A L L L S S
170 160 150 140 130 120 110 100 90 80 70 80 50 40 30 20 10 o

werb WE-KA-27-ana 4 (COSY 1H/1H) CDCI3 300MHz

VE-KA-27-ana 1 (1D 1H)

Ak |

o]
'
T i
| i
] H
"] 4
| (>
] i Y :
i @ :
1 H
w—] [ o
4 1
'
o] ‘

27-ana 1 (1D 1H)

R -

e e e e e s s s e e e s e N e e ey T

ppm 75 7 65 & 55 5 45 4 35 3 25 2 15 1 0.5 9 20 48

45



werb WE-KA-27-ana 5 (HSQC 1H/13C) CDCI3 300MHz

werb WE-KA-27-ana 1 (1D 1H)

A LA

O/@WN { <= —
-y
s 1
Fle 0
=
o T | NN —
1~ d 4_?:)5
—
3]
ppe TIS I? EIS tls sls tls Ials o L 3|5 ‘3 zls ; 1|5 ‘1 ols z‘o 4|4:
werb WE-KA-27-ana 6 (HMBC 1H/13C) CDCI3 300MHz
worb WE-KA-27-ana 1 (1D 1H)
T T
1 I* N ] : i L
|
' \( . l ‘ , S
) N\(
= / v [ ! , ' '
S I
. | Fe ) ! ? . !
| <<, ! f !
' ! | ] v
. ' é [ !
| ! y !
i ¥ ' L
L b 8ed ' —
] o | E] ‘_},“ 1 : 0  —
d ! A | -

46




_|werb WE-KA-27-ana 1 (1D 1H)

A

werb WE-KA-27-ana 7 (NOESY 1Hf1H) CDCI3 300MHz

\(
N

&

7-ana 1 (1D 1H)

47




3-(2,5-Dimethoxyphenyl)-N,N-diisopropylferrocenecarboxamide (14)
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3-(2,6-Dimethoxyphenyl)-N,N-diisopropylferrocenecarboxamide (15)

Y
g

werb WE-834-1-ana 1 (1D 1H) CDCI3 300MHz

&

ppm

4,1

3.8
—3.
—1,437
—1312

20

ppm
170,28
158,274
127,381
114,28
104,288
55,883
49511
46,337
21,425

T
170 180 150 140 130 120 18 100 o0 80 70 80 50 40 30 20 10

52



240

i

120 140 180 180 2?0 2.
L

80 1?{)

40

ppm

werk WE-834-1-ana 3 (DEPT 13C) CDCI3 300MHz

@ o

7,
104,29;
55,887
21,433

o

21
|

I L L O W U L L B L S L NN LN

170 180

YE-B34-1-ana 1 (1D 1H)

L,

150 140 130 120 110 100 90 80 70 80 50 40 30 20 10 0

werb WE-834-1-ana 4 (COSY 1H/1H) CDCI3 300MHz

pif

ppm

75 7

85 6 55 5 45 4 35 3 25 2 15 1 05 0| 20 40

53



werb WE-834-1-ana 5 (HSQC 1H/13C) CDCI3 300MHz

S—{werb WE-834-1-ana 1 (10 1H)
g,
@
L it A PR
N o ~ _
] < ) NT/ == L
1 /O F.e e}
o] -7
i {\’:?;} L
2| <
| o © &) @ =
7 —
2 =
8]
| © —
5
1 @
“pom ?Isl h I? Iels I tls ‘ slsl .!, 4|5I rIJ 3|5I I Ia I zlsI ; 1|5I ! Iols
werb WE-834-1-ana 6 (HMBC 1H/13C) CDCI3 300MHz
@_[werb WE-834-1-ana 1 (10 1H)
3
2
y I 1 N
i ﬂ |
R . \(
4 O '
] < ) NT/ é
3; /O F,e (0]
] =
] i -
%_, N
1 A m A Y L
- NEERRN =
S | 8 R F . =
= " i |
f 0 i o |
] ] : |
2| w
[ 0o .
1 f
< |
] s
= J |
i ] :J
ZDD"‘, T T T T T T \"h'\" T T T T T T U |
75 7 6.5 5 55 5 45 4 35 3 25 H 15 1 05 o| " aveoeto

54



%*wam WE-B34-1-ana 1 (1D 1H)

2

87

4 Lu Il 1 L

werb WE-834-1-ana 7 (NOESY 1H/1H) CDCI3 300MHz

o—] [
] l "
q |
- | !
4 I‘ t

I I -
] —

| f O
4 I
i | i
o]
i . i
i Ll T
i a
2 i

S
] o
It

] | E
] ?
£ i §
e T — T 1 T T T T ] T T
P 75 7 65 55 5 45 4 a5 25 2 15 0.5 al™ 20 40 60

55



3-(3-Chlorophenyl)-N,N-diisopropylferrocenecarboxamide (16)
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N,N-Diisopropyl-3-(4-trifluoromethylphenyl)ferrocenecarboxamide (17)
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3-Formyl-N,N-diisopropylferrocenecarboxamide (18)
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3-(Hydroxydimethylmethyl)-N,N-diisopropylferrocenecarboxamide (20)
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N,N-Diisopropyl-3-(2-pyridinyl)ferrocenecarboxamide (21)
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3-Fluoro-N,N-diisopropylferrocenecarboxamide (22)
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N,N-Diisopropyl-3-(phenylthio)ferrocenecarboxamide (23)
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N,N-Diisopropyl-3-(pinacolboryl)ferrocenecarboxamide (24)
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werb WE-KA-11-ana 3 (DEPT 13C) CDCI3 300MHz
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N,N-Diisopropyl-3-(diphenylphospino)ferrocenecarboxamide (25)
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N,N-Diisopropyl-3-vinylferrocenecarboxamide (26)
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N,N-Diisopropyl-3-(phenylsulfony)ferrocenecarboxamide (27)
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1-(N,N-Diisopropylaminomethyl)-3-iodoferrocene (28)
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werk WE-526-1-ana 3 (DEPT 13C) CDCI3 300MHz
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werb WE-526-1-ana 5 (HSQC 1H/13C) CDCI3 300MHz
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1-(N,N-Diisopropylaminomethyl)-3-(2-pyridinylferrocene (29)
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KA-22-1-ana 1 (10 1H)
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1-(N,N-Diisopropylaminomethyl)-3-(phenylthio)ferrocene (30)
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3-(Acetoxymethyl)-N,N-diisopropylferrocenecarboxamide (31)
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werb WE-832-1-ana 5 (HSQC 1H/13C) CDCI3 300MHz
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3-(Diisopropylaminocarbonylferrocenylmethytrimethyl-ammonium iodide (32)
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3-(Diisopropylaminomethyl)ferrocenylmethyDtrimethyl-ammonium iodide (33)
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1-(Acetoxymethyl)-3-iodoferrocene (34)
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3-lodoferrocenecarboxaldehyde (35)
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1-lodo-3-methylferrocene (36)
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1-(Hydromethyl)-3-iodoferrocene (37)
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1-lodo-3-(methoxymethyl)ferrocene (38)
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werb WE-531-1 5 (HSQC 1H/13C) CDCI3 300MHz
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3-lodo-a-Phenylferrocenemethanol (39)
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1-Benzoyl-3-iodoferrocene (40)
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3-lodoferrocenecarbonitrile (41)
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Methyl 3-iodoferrocenecarboxylate (42)
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3-lodoferrocenecarboxylic acid (43)
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3-lodoferrocenoyl azide (44)
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1-(tert-Butoxycarbonyl)amino-3-iodoferrocene (45)
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N,N’-di(3-iodoferrocenylurea (46)
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3-lodoferrocenamine hydrochloride (47)
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1-(Dimethylamino)-3-iodoferrocene (48)

werb WE-556-

ppm

280

80 100 120 140 180 180 200 220 240

&0

-

2,532

-20
PN I

%

5

werb WE-556-1-ana 11 (1D 13C) CDCI3 500MHz

sow mm  u
5gg 88 8
AR oo =
REE EF @

Vo

240
ppm
115,718

40 80 80 100 120 140 180 180 200 220

20

I T A L

55,255

[

42,232
39,680

20

%
=
3

B A s s 0 e e s A e e e e s
170 160 150 140 130 120 110 100 20 80 0

166



werb WE-556-1-ana 12 (DEPT 13C) CDCI3 500MHz
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werb WE-556-1-ana 14 (HSQC 1HA3C) CDCI3 500MHz
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werb WE-556-1 10 (1D 1H)
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GC-MS Chromatograms

1) LITMP
Q‘ “R THF, -50 °C
Fo 2) MeOH
e
= R = CONiPr,
2

D l@
Fe +
= @
49 1

@R
@/'

50

Halogen ‘dance’ reaction performed at -50 °C, 2 h reaction time, MeOH quench at -50 °C
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Halogen ‘dance’ reaction performed at -50 °C, 2 h reaction time, reaction mixture stirred at rt

for 5 min, cooled to -50 °C, MeOH quench at -50 °C
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Halogen ‘dance’ reaction performed at -50 °C, 14 h reaction time, MeOH guench at -50 °C
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