
NMR spectra Table of Contents

table of contents …………………………………………….
supporting NMRs of 4 [Pd(dmba)(OAc)]2 ………………..

NMRs of 5a CF3-dmba …………………………………….
NMRs of 6a [Pd(o-CF3-dmba)(NAc-Gly)]2 ……………….

NMRs of 6b [Pd(o-CF3-dmba)(NAc-Ala)]2 ……………….
NMRs of 6c [Pd(o-CF3-dmba)(NAc-Leu)]2 ……………….

NMRs of 6d [Pd(o-CF3-dmba)(NAc-Ile)]2 …………………
NMRs of 9 [Pd(o-CF3-dmba)(OAc)]2 ………………………

Overlaid 13C aromatic region of 9 and 6a-d ………………
NMRs of 8 [Pd(o-CF3-dmba)(Cl)]2 …………………………

NMRs of 7 Pd(o-CF3-dmba)(acac) ………………………..
NMRs of 5b 2-Cl,6-CF3-dmba ………………………

NMRs of 5c 2-Br,6-CF3-dmba ………………………
NMRs of 5d 2-I,6-CF3-dmba ………………………

supporting NMRs of 2 [Pd(dmba)(NAc-Gly)]2 …………….

pp 1
pp 2-6

pp 7-14
pp 15-22

pp 23-38
pp 38-53

pp 54-70
pp 71-78

pp 79
pp 80-85

pp 86-91
pp 92-96

pp 97-100
pp 101-105

pp 106-109

1

Electronic Supplementary Material (ESI) for Chemical Science.
This journal is © The Royal Society of Chemistry 2017



F2 [ppm] 7  6  5  4  3 

F1
 [

pp
m

]
 7

 
 6

 
 5

 
 4

 
 3

 

JJG09075  4  1  "/Users/joe/Dropbox/Grad/NMR Backups"

Pd

Me2
N

O
O

N Pd
O
O

Me
MeMe

Me

4

COSY 
4 [Pd(dmba)(OAc)]2

2



F2 [ppm] 7.1  7.0  6.9  6.8 

F1
 [

pp
m

]
 7

.1
0 

 7
.0

5 
 7

.0
0 

 6
.9

5 
 6

.9
0 

 6
.8

5 

JJG09075  4  1  "/Users/joe/Dropbox/Grad/NMR Backups"

Pd

Me2
N

O
O

N Pd
O
O

Me
MeMe

Me

4

COSY aromatic region 
4 [Pd(dmba)(OAc)]2

3



F2 [ppm] 3.6  3.4  3.2  3.0  2.8  2.6  2.4 

F1
 [

pp
m

]
 3

.6
 

 3
.4

 
 3

.2
 

 3
.0

 
 2

.8
 

 2
.6

 
 2

.4
 

JJG09075  4  1  "/Users/joe/Dropbox/Grad/NMR Backups"

Pd

Me2
N

O
O

N Pd
O
O

Me
MeMe

Me

4

COSY aliphatic region 
4 [Pd(dmba)(OAc)]2

4



F2 [ppm]7 6 5 4 3

F
1
[p
pm

]
7

6
5

4
3

JJG09075 3 1 "/Users/joe/Dropbox/Grad/NMR Backups"

MePdN

N Pd O
O
O
O

MeMe

Me H
HH

HH
H
H

H H

H Me2

NOESY 
4 [Pd(dmba)(OAc)]2

5



F2 [ppm]3.0 2.8 2.6 2.4 2.2

F
1
[p
pm

]
7.
1

7.
0

6.
9

6.
8

JJG09075 3 1 "/Users/joe/Dropbox/Grad/NMR Backups"

MePdN

N Pd O
O
O
O

MeMe

Me H
HH

HH
H
H

H H

H Me2

Key NOE cross peaks 
4 [Pd(dmba)(OAc)]2

6



1H NMR 
5a

NMe2

CF3

Ha
5a

Hb
Hc

Hd

HdHa HcHb

7



F2 [ppm] 8  7  6  5  4  3 

F1
 [

pp
m

]
 8

 
 7

 
 6

 
 5

 
 4

 
 3

 

JJG09080  4  1  "/Users/joe/Dropbox/Grad/NMR Backups"

COSY 
5a

NMe2

CF3

H

5a

8



F2 [ppm] 8.0  7.8  7.6  7.4 

F1
 [

pp
m

]
 8

.0
 

 7
.8

 
 7

.6
 

 7
.4

 

JJG09080  4  1  "/Users/joe/Dropbox/Grad/NMR Backups"

COSY aromatic 
5a

NMe2

CF3

H

5a

9



19F NMR 
5a NMe2

CF3

H

5a

10



[ ppm] 140  120  100  80  60 

[r
el

]
 0

 
 5

 
 1

0 
 1

5 
 2

0 
 2

5 

13
8.

68
84

13
8.

67
65

13
1.

78
47

13
1.

77
57

13
0.

51
54

12
8.

57
94

12
8.

34
10

12
8.

10
26

12
7.

86
44

12
6.

65
48

12
5.

74
92

12
5.

56
85

12
5.

52
18

12
5.

47
49

12
5.

42
81

12
3.

57
22

12
1.

39
51

59
.5

34
9

59
.5

21
5

59
.5

07
7

59
.4

93
9

45
.2

91
1

1

2

3

4 5

6

7
8

9

JJG09080  2  1  "/Users/joe/Dropbox/Grad/NMR Backups"

13C NMR 
5a

NMe2

CF3

H

5a

11



[ ppm] 135  130  125 

[r
el

]
 0

 
 2

 
 4

 
 6

 
 8

 13
8.

71
16

13
8.

70
02

13
8.

68
84

13
8.

67
65

13
1.

78
47

13
1.

77
57

13
0.

51
54

12
8.

57
94

12
8.

34
10

12
8.

10
26

12
7.

86
44

12
6.

65
48

12
5.

74
92

12
5.

56
85

12
5.

52
18

12
5.

47
49

12
5.

42
81

12
3.

57
22

12
1.

39
51

1

2

3

4
5

6

7

8

9

JJG09080  2  1  "/Users/joe/Dropbox/Grad/NMR Backups"

13C NMR aromatic 
5a

NMe2

CF3

H

5a

12



F2 [ppm] 8  7  6  5  4  3 

F1
 [

pp
m

]
 1

20
 

 1
00

 
 8

0 
 6

0 

JJG09080  3  1  "/Users/joe/Dropbox/Grad/NMR Backups"

NMe2

CF3

H

5a

HMQC 
5a

13



F2 [ppm] 8.0  7.8  7.6  7.4 

F1
 [

pp
m

]
 1

35
 

 1
30

 
 1

25
 

JJG09080  3  1  "/Users/joe/Dropbox/Grad/NMR Backups"

HMQC aromatic 
5a

NMe2

CF3

H

5a

14



6a [Pd(o-CF3-dmba)(NAc-Gly)]2 5 mM, more dilute sample shows separate NMe and Ac peaks
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13C aromatic region 
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