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Figure S1. 1H NMR spectra in CD2Cl2 at 298 K of (a) 1; (b) 2; (c) 4. Aliphatic and aromatic regions 
are not on scale.

Figure S2. 1H NMR spectra in CD2Cl2 at 298 K of (a) 1a; (b) 2a; (c) 3a; (d) 4a: cis (black) and 
trans (red) isomers. Aliphatic and aromatic regions are not on scale.
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Figure S3. {1H,1H}-COSY spectrum in CD2Cl2 at 298 K of 1a, cis (black) and trans (red) isomers. 
Aromatic region.

Figure S4. {1H,13C}-HSQC spectrum in CD2Cl2 at 298 K of 1a, cis (black) and trans (red) isomers.
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Figure S5. NOE spectra in CD2Cl2 at 298 K of 1a obtained by irradiating the Pd-CH3 signal of (a) 

cis and (b) trans isomer.

Figure S6. {1H,1H}-COSY spectrum in CD2Cl2 at 298 K of 2a.
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Figure S7. {1H,13C}-HSQC spectrum in CD2Cl2 at 298 K of 2a. 

Figure S8. NOE spectra in CD2Cl2 at 298 K of 2a obtained by irradiating the Pd-CH3 signal.
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Figure S9. {1H,1H}-COSY spectrum in CD2Cl2 at 298 K of 3a, cis (black) and trans (red) isomers. 
Aromatic region.

Figure S10. {1H,13C}-HSQC spectrum in CD2Cl2 at 298 K of 3a.
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Figure S11. NOE spectrum in CD2Cl2 at 298 K of 3a obtained by irradiating the Pd-CH3 signal of 
the cis isomer (black).

Figure S12. {1H,1H}-COSY spectrum in CD2Cl2 at 298 K of 4a.
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Figure S13. {1H,13C}-HSQC spectrum in CD2Cl2 at 298 K of 4a. Aromatic region, aliphatic region 
in the box.

Figure S14. NOE spectrum in CD2Cl2 at 298 K of 4a obtained by irradiating the Pd-CH3 signal.
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Figure S15. {1H,15N}-HMBC spectrum in CD2Cl2 at 298 K of ligand 1. J = 3 Hz.

Figure S16. {1H,15N}-HMBC spectrum in CD2Cl2 at 298 K of ligand 2. J = 3 Hz.
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Figure S17. {1H,15N}-HMBC spectrum in CD2Cl2 at 298 K of 2a. J = 5 Hz. cis (black) and trans 

(red) isomers.

Figure S18. {1H,15N}-HMBC spectrum in CD2Cl2 at 298 K of 3a. J = 4 Hz. cis (black) and trans 

(red) isomers.
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Figure S19. {1H,15N}-HMBC spectrum in CD2Cl2 at 298 K of 4. J = 2 Hz. 

Figure S20. {1H,15N}-HMBC spectrum in CD2Cl2 at 298 K of 4a. 2J = 4 Hz.
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Figure S21. 1H NMR spectra in CD2Cl2 at 298 K of (a) 1b; (b) 2b; (c) 3b; (d) 4b: cis (black) and 
trans (red) isomers. Aliphatic and aromatic regions are not on scale.

Figure S22. {1H,1H}-COSY spectrum in CD2Cl2 at 298 K of 1b, cis (black) and trans (red) isomers. 
Aromatic region.

0.20.40.60.81.01.21.92.12.32.56.87.07.27.47.67.88.08.28.48.68.8
δ  (ppm )

0.20.40.60.81.01.21.92.12.32.56.87.07.27.47.67.88.08.28.48.68.8
δ  (ppm )

(c) H5H6

Hm

CH3
i

Ho

Pd-CH3

H4 H5H3

Hm

Hp

Pd-CH3Pd-NCCH3

Pd-NCCH3
CH3

i

Ho
HpH3H4

H6

0.20.40.60.81.01.21.92.12.32.56.87.07.27.47.67.88.08.28.48.68.8
δ  (ppm )

0.20.40.60.81.01.21.92.12.32.56.87.07.27.47.67.88.08.28.48.68.8
δ  (ppm )

H4 H3

H5
(d)

Pd-CH3

●

Ar-CH3

CH3
i

Hm,p

H6

●●

Pd-NCCH3

● ●

Ar-CH3

(b) H4H6
Hi

H3,5

Hm,p Pd-CH3

● ● ● ● ●

Pd-NCCH3

●
●

0.20.40.60.81.01.21.92.12.32.56.87.07.27.47.67.88.08.28.48.68.8
δ  (ppm )

0.20.40.60.81.01.21.92.12.32.56.87.07.27.47.67.88.08.28.48.68.8
δ  (ppm )

(a)
H6

Hi

H3

Hm Ho

H5 HpH4

Pd-CH3

●
●

Pd-CH3

Pd-NCCH3

Pd-NCCH3
H6

Hi
H3 Ho

H5H4

0.20.40.60.81.01.21.92.12.32.56.87.07.27.47.67.88.08.28.48.68.8
δ  (ppm )

0.20.40.60.81.01.21.92.12.32.56.87.07.27.47.67.88.08.28.48.68.8
δ  (ppm )

7.17.27.37.47.57.67.77.87.98.08.18.28.38.48.58.68.7
δ (ppm)

7.1

7.2

7.3

7.4

7.5

7.6

7.7

7.8

7.9

8.0

8.1

8.2

8.3

8.4

8.5

8.6

8.7

8.8

δ 
(p

pm
)

H6

Hi

H4 H3

H5

Ho
Hm + Hm

Hp

Hp

H6
Hi

H4

H3 H5

Ho



13

Figure S23. {1H,13C}-HSQC spectrum in CD2Cl2 at 298 K of 1b, cis (black) and trans (red) 
isomers.

Figure S24. NOE spectrum in CD2Cl2 at 298 K of 1b obtained by irradiating the Pd-CH3 signal of 
the trans isomer.
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Figure S25. {1H,1H}-COSY spectrum in CD2Cl2 at 298 K of 2b, cis (black) and trans (red) 
isomers.

Figure S26. {1H,13C}-HSQC spectrum in CD2Cl2 at 298 K of 2b, cis (black) and trans (red) 
isomers.
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Figure S27. NOE spectra in CD2Cl2 at 298 K of 2b obtained by irradiating the Pd-CH3 signal of (a) 

cis and (b) trans isomer.

Figure S28. {1H,1H}-COSY spectrum in CD2Cl2 at 298 K of 3b, cis (black) and trans (red) 
isomers. Aromatic region.
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Figure S29. {1H,13C}-HSQC spectrum in CD2Cl2 at 298 K of 3b, cis (black) and trans (red) 
isomers.

Figure S30. NOE spectrum in CD2Cl2 at 298 K of 3b obtained by irradiating the Pd-CH3 signal of 
the trans isomer.
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Figure S31. {1H,1H}-COSY spectrum in CD2Cl2 at 298 K of 4b.

Figure S32. {1H,13C}-HSQC spectrum in CD2Cl2 at 298 K of 4b.
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Figure S33. NOE spectrum in CD2Cl2 at 298 K of 4b obtained by irradiating the Pd-CH3.

Figure S34. 1H NMR spectra in CD2Cl2 at 298 K of: a) 1b; b) 1b +CO.
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Table S1. X ray diffraction data for complexes 1a-4a.


