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

Pt(1V) derivatives of [Pt(1S,2S-DACH)(5,6-
dimehtyl-1,10-phenanthroline)]

Supporting Material
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Figure S1. Complex I: A. *H and B. 1®*Pt NMR spectra recorded in D20. C. HPLC chromatogram (0-

90 % acetonitrile linear gradient over 30 min).
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Figure S3. 1D NOESY irradiating the phenanthroline CHs (2.91 ppm) to identify H4 (9.25 ppm) of
1.
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Figure S3. Complex I1: A. 'H and B. %Pt NMR spectra recorded in D-O. C. HPLC chromatogram

(0-90 % acetonitrile linear gradient over 20 min).
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Figure S4. Complex I11: A. 'H with B. expansion of the aromatic area and C. **Pt NMR spectra

recorded in DMSO-ds. D. HPLC chromatogram (0-90 % acetonitrile linear gradient over 20 min).
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Figure S5. Complex IV: A. 'H and B. %Pt NMR spectra recorded in DMSO-ds. C. HPLC

chromatogram (0-90 % acetonitrile linear gradient over 20 min).
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Figure S6. Complex V: A. H and B. Pt NMR spectra recorded in DMSO-ds. C. HPLC
chromatogram (0-90 % acetonitrile linear gradient over 20 min).
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Figure S7. Complex VI: A. 'H and B. '®Pt NMR spectra recorded in DMSO-ds. C. HPLC

chromatogram (0-90 % acetonitrile linear gradient over 20 min).

meta
+
para ortho
Ha
H2 | NH H3
I/ \
LAY

CH,

ether

DMSO

2

B

-

v
3

ether
348

f1 (ppm)

10.0 9.5 9.0 85 80 7.5 7.0 6.5 6.0 55 50 45 4.0 3.5 3.0 25 20 1.5 1.0 0.5 0.0

T T T T T T T T T T T T T T T T
1500 1400 1300 1200 1100 1000 900 800 700 600 500 400 300 200 100 O

1200

1000

C

10 15

20

Figure S8. Complex VII: A. 'H and B. %Pt NMR spectra recorded in DMSO-ds. C. HPLC

chromatogram (0-90 % acetonitrile linear gradient over 20 min).
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Figure S9. Complex VIII: A. H and B. %Pt NMR spectra recorded in DMSO-ds. C. HPLC

chromatogram (0-90 % acetonitrile linear gradient over 20 min).

Table S1. 'H NMR chemical shifts of free and coordinated acetate, octanoate, palmitate,
phenylbutyrite and valproate ligands, and Appm (chemical shift of free — chemical shift of coordinated

ligand).

a p Y 0 g ¢ n 0-Clo
free 2.08
Acetate? coordinated | 1.76
Appm 0.32
free 1.98
Acetate? coordinated® | 1.70
Appm 0.28
free 2.17 | 1.50 1.26 0.86
Octanoate® coordinated? | 1.97 | 0.97 | 0.71 | 0.65 | 0.91 | 1.06 0.77
Appm 0.20 | 053 | 055|051 | 035 |0.20 0.13
free 2.18 | 1.48 1.24 0.86
Palmitate® coordinated | 1.95 | 0.95 | 0.51 | 0.76 | 1.03 1.24 0.86
Appm 0.23 1053 | 073|048 | 0.21 0.00
free 2221181 |260 |/ 7.19" | 7.29¢ 7.18"
Phenylbutyrate® | coordinated® | 1.98 | 1.30 | 1.77 | / 6.73" | 7.15¢ 7.12"
Appm 0.24 | 051 [ 0.83 |/ 046 |0.14 0.06
free 2.21 | 1.41"| 1.25 | 0.85
Valproate® coordinated | 1.93 | 0.76' | 0.43 | 0.29
Appm 0.28 | 0.65 | 0.82 | 0.56

3 Data from *H NMR spectra recorded in D,0.
b Data from *H NMR spectra recorded in DMSO-ds.



¢ Average of the chemical shift values of the acetate moieties of 111, V, VI and VIII.
d Average of the chemical shift values of the octanoate moieties of 111 and 1V.

¢ Average of the chemical shift values of the phenylbutyrate moieties of VI and VII.
f Corresponding to the protons in ortho position.

9 Corresponding to the protons in meta position.

h Corresponding to the protons in para position.

' Average of the chemical shift values of the signals belonging to CBH. of V1II.
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Figure S10. YH NMR Appm (Sfree ligand — Scoordinated ligand) VS the position of the groups of the axial ligands
of 11-VI1II.



