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	Figure S1. 1H NMR spectrum of ligand 1.
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	Figure S2. 13C NMR spectrum of ligand 1.
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	Figure S3. COSY 2D-NMR spectrum of ligand 1.
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	Figure S4. HSQC 2D-NMR spectrum of ligand 1.
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	Figure S5. 1H NMR spectra of ligand 1.
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	Figure S6. 13C NMR spectrum of ligand 2.
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	Figure S7. COSY 2D-NMR spectrum of ligand 2.
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	Figure S8. HSQC 2D-NMR spectrum of ligand 2.
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	Figure S9. 1H NMR spectrum of ligand 3.
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	Figure S10. 13C NMR spectrum of ligand 3.
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	Figure S11. COSY 2D-NMR spectrum of ligand 3.
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	Figure S12. HSQC 2D-NMR spectrum of ligand 3.



	


	Figure S13. 1H NMR stacked spectra of ligands 1 – 3.
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	Figure S14. 1H NMR spectrum of complex 1-Pd.
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		Figure S15. 13 C NMR spectrum of complex 1-Pd.
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		Figure S16. COSY 2D-NMR spectrum of complex 1-Pd.
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		Figure S17. HSQC 2D.NMR spectrum of complex 1-Pd.
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		Figure S18. 1H NMR spectrum of complex 2-Pd.
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			Figure S19. 13C NMR spectrum of complex 2-Pd.
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			Figure S20. COSY 2D-NMR spectrum of complex 2-Pd.
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			Figure S21. HSQC 2D-NMR spectrum of complex 2-Pd.
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			Figure S22. 1H NMR spectrum of complex 3-Pd.
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			Figure S23. 13C NMR spectrum of complex 3-Pd.
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			Figure S24. COSY 2D-NMR spectrum of complex 3-Pd.










	[image: ]

			Figure S25. HSQC 2D-NMR spectrum of complex 3-Pd.









	


	Figure S26. A comparison of  1H NMR stacked spectra of ligand 1 and complex 1-Pd.



	


	Figure S27. A comparison of  1H NMR stacked spectra of ligand 2 and complex 2-Pd. 




	


	Figure S28. A comparison of  1H NMR stacked spectra of ligand 3 and complex 3-Pd.
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Figure S29. Molecular structure of ligand 2 displaying the numeration of the atoms, see Table S1.

Table S1. Bond lengths (Å) and bond angles (°) of 2.
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Figure S30. Molecular structure of ligand 3 displaying the numeration of the atoms, see Table S2.


Table S2. Bond lengths (Å), bond and torsion angles (°) of 3.
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Figure S31. Molecular structure of ligand 1-Pd displaying the numeration of the atoms, see Table S3.


Table S3. Bond lengths (Å) and bond angles (°) of 1-Pd.
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Figure S32. Hirshfeld surfaces mapped with dnomr (left), shape index (middle) and curveness (right) of the compounds 2, 3 and 1–Pd.
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Table 4 Bond Lengths for sgm_1_2021.
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Table 5 Bond Angles for sgm_1_2021.
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Table 5 Bond Angles for sgm_1_2021.

AtomAtomAtom  Angle/” AtomAtomAtom  Angle/”
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03 4 Co 121.34(12) NI CI3 C2  124.35016)
cs ¢4 co 121.67(12) NI Cl4 Cl5  123.35017)
c6 Ccs C4 118.94(13) cl ocls cl4 119.41015)
Table 6 Torsion Angles for sgm_1 2021.
Ml A E C D Angler A B CD Angler
Ml o1c1 2 c3 17e.33012) c4c5 c6 C7 0.1(2)
Ml o1c1 Co 4 -17e.64010) €5 C4 €9 C1 178.36(12)
Rl O1C1 Co c8  -0.30(18) €5 C4COC8 -0.10(19)
PRSI 01C10C1IC12 53.50(17) €5 C6 C7 C8 0.102)
PR 01 C10C11C15-127.71 (13) C6CTC8CO  -0.3(2)
PBZREY 03cs C5 C6 175.15(12) €7 C8 €9 C1 -178.02(13)

03C4 €9 €1 -0.85(18) C7C8 C9 C4  0.31(19)
03C4 €9 C8 -179.31(11) C9 Cl C2C3 -0.62(19)
N1C14C15011 1. 0(3) O C4 OS5 C6 —0.1(2)
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Table 5 Bond Angles for sgm_03_1_dmo.

sgm_03_1_dmo.
C
Atom Atom Atom
c1 o1 cio
c3 03 C4
ci N1 cis
C11 N1 Pdl
C15 N1 Pdl
o1 c1 c2
o1 €1 c9
c2 c1 c9
c1 oc2 3
02 €3 03
02 € 2
03 €3 C2
03 4 C5
03 €14 C9
co 4 Cs
c6 €5 C4
c7 C6 C5
c6 €7 C8
c7 c8 C9
c4 o c1
c4 C9 C8
cg 9 c1
o1 c1o0 ci
NI Cll Ccl0
NI Cll c12
c12 ci c1o
c13 c12 cul
cl4 c13 c12
C15 C14 C13
NI CI5 Cl4

x

+

D filey///E/Cumarinas/ARTICULOYPolyhedron/03/sgm_03_1_dmo_tables.htmi

Anglel”
117.

121.
118,
124
117.
125.
114,
120.
120.
116.
124
118,

116

109

119
119

3(3)
1(8)
3(4)
6(3)
0(3)
3(4)
2(3)
5(4)
9(4)
9(5)
9(5)
2(4)

-5(4)
121.
121.
118,
121.
120.
115,
117.
118,
124

9(4)
6(5)
3(5)
4(5)
2(5)
9(5)
3(4)
6(4)
1(8)

-5(3)
115,
121.
123.
118,

1(8)
8(4)
1(8)
7(5)

209
-2(5)
122.

8(5)

Atom Atom Atom

N1

c16
c16
c17
c17
c17
ci8
ci8
ci8
ci8

Pdl
Pdl
Pdl
Pdl
Pdl
Pdl
Pdl
Pdl
Pdl
Pdl

C16APd1
C16APd1
CI17APd1
CI17APd1
CI17APd1
CI18APd1
CI18APd1
CI18APd1
CI18APd1

c17
c16
c16
ci8
c17

c16
c17
c17
c17
cis

cu
cu
N1
cu
N1
c16
cu
N1
c16
c17
cu
N1
cu
N1
[GTN
cu
N1
[GTN
c17A
Pd1
Pd1
cig
Pd1
Pd1

CI7ACI6APd1
CI6ACI7APdL
CI6ACITACISA
CISACI7APdL
CI7ACI8APdL

Angle/”

96.51(10)
163.6(2)
98.5(2)
131.2(2)
127.5(2)
37.8(3)
87.1(2)
166.3(3)
67.7(3)
38.5(5)
166.1(10)
56.2(8)
132.8(7)
127.5(8)
38.0(4)
55.4(7)
163.7(10)
67.6(5)
38.5(6)
70.4(4)
71.8(4)
115.5(13)
70.0(4)
71.1(4)
70.0(7)
72.0(8)
115.8(19)
70.4(6)
70.7(7)
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