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A. NMR Spectra
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Figure A.1 'H NMR of [Pt(PHEN)(SSDACH)(Acetate),](NOj3), in D,O at 298 K. Inset:
Structure and proton numbering scheme of [Pt(PHEN)(SSDACH)(Acetate),](NO3),.
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Figure A.2 COSY NMR of [Pt(PHEN)(SSDACH)(Acetate),|(NOs), in D,0 at 298 K.
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Figure A.3 Pt NMR of [Pt(PHEN)(SSDACH)(Acetate),](NQO3); in D,O at 298 K,
showing a peak at 724 ppm.
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Figure A.4 'H-1Pt HMQC NMR of [Pt(PHEN)(SSDACH)(Acetate),;](NOs), showing
proton and platinum coupling resonances, in D,O at 298 K.
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Figure A.5 '"H NMR of [Pt(PHEN)(SSDACH)(Propanoate),;](NO3), in D,O at 298 K. Inset:
Structure and proton numbering scheme of [Pt(PHEN)(SSDACH)(Propanoate),](NO3),.
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Figure A.6 COSY NMR of [Pt(PHEN)(SSDACH)(Propanoate),](NO3), in D,O at 298 K.
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Figure A.7 Pt NMR of [Pt(PHEN)(SSDACH)(Propanoate),](NQO3), in D,O at 298 K,
showing a peak at 710 ppm.
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Figure A.8 'H-1Pt HMQC NMR of [Pt(PHEN)(SSDACH)(Propanoate),;](NO3), showing
proton and platinum coupling resonances, in D,O at 298 K.
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Figure A.9 'TH NMR of [Pt(PHEN)(SSDACH)(Butanoate),](NO3), in D,O at 298 K. Inset:
Structure and proton numbering scheme of [Pt(PHEN)(SSDACH)(Butanoate),](NOs),.
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Figure A.10 COSY NMR of [P(PHEN)(SSDACH)(Butanoate),](NOs), in D,0 at 298 K.
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Figure A.11 %Pt NMR of [Pt(PHEN)(SSDACH)(Butanoate),](NO;), in D,O at 298 K,
showing a peak at 707 ppm.
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Figure A.12 'H-1Pt HMQC NMR of [Pt(PHEN)(SSDACH)(Butanoate),](NOj3), showing
proton and platinum coupling resonances, in D,O at 298 K.
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Figure A.13 '"H NMR of [Pt(PHEN)(SSDACH)(Pentanoate),;](NO;), in D,O at 298 K.
Inset: Structure and proton numbering scheme of
[Pt(PHEN)(SSDACH)(Pentanoate),|(NO3),.
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Figure A.14 COSY NMR of [Pt(PHEN)(SSDACH)(Pentanoate),](NO3), in D,O at 298 K.
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Figure A.15 1Pt NMR of [Pt(PHEN)(SSDACH)(Pentanoate),](NQO;), in D,O at 298 K,
showing a peak at 705 ppm.
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Figure A.16 'H-1Pt HMQC NMR of [Pt(PHEN)(SSDACH)(Pentanoate),](NOs), showing
proton and platinum coupling resonances, in D,O at 298 K.
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Figure A.17 'H NMR of [Pt(PHEN)(SSDACH)(Hexanoate),;](NO;), in D,O at 298 K.
Inset: Structure and proton numbering scheme of
[Pt(PHEN)(SSDACH)(Hexanoate),|(NO3),.
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Figure A.18 COSY NMR of [Pt(PHEN)(SSDACH)(Hexanoate),](NO3), in DO at 298 K.



T T T T T T T T

T T T T T T T T T T
800 600 400 200 0 [ppm]

Figure A.19 Pt NMR of [Pt(PHEN)(SSDACH)(Hexanoate),;|(NO;), in D,O at 298 K,
showing a peak at 703 ppm.
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Figure A.20 'H-'%Pt HMQC NMR of [Pt(PHEN)(SSDACH)(Hexanoate),](NO3), showing
proton and platinum coupling resonances, in D,O at 298 K.
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Figure A.21 'H NMR of [Pt(56Me,PHEN)(SSDACH)(Acetate),](NO3), in D,0O at 298 K.
Inset: Structure and proton numbering scheme of
[Pt(56Me,PHEN)(SSDACH)(Acetate),](NO3),.
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Figure A.22 COSY NMR of [Pt(56Me,PHEN)(SSDACH)(Acetate),](NO;), in D,O at
298 K.



T T T T T T T T T T T T T T T
800 600 400 200 0 [ppm]

Figure A.23 9Pt NMR of [Pt(56Me,PHEN)(SSDACH)(Acetate),](NQO3), in D,O at 298 K,
showing a peak at 711 ppm.
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Figure A.24 'H-'Pt HMQC NMR of [Pt(56Me,PHEN)(SSDACH)(Acetate),](NO3),
showing proton and platinum coupling resonances, in D,0O at 298 K.
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Figure A.25 'H NMR of [Pt(56Me,PHEN)(SSDACH)(Propanoate),](NO;), in D,O at
298 K. Inset: Structure and proton numbering scheme of
[Pt(56Me,PHEN)(SSDACH)(Propanoate),|(NO3),.
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Figure A.26 COSY NMR of [Pt(56Me,PHEN)(SSDACH)(Propanoate),|(NO;), in D,0O at
298 K.
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Figure A.27 Pt NMR of [Pt(56Me,PHEN)(SSDACH)(Propanoate),](NO;), in D,O at
298 K, showing a peak at 697 ppm.

S A

2
& = { F
o =S|l : 2

T T T T T T T T T T T T T T T T T T T
10 8 [ 4 2 0 F2[ppm]

%

—
-500 F1[ppm]

S — e

Figure A.28 'H-'Pt HMQC NMR of [Pt(56Me,PHEN)(SSDACH)(Propanoate),](NO3),
showing proton and platinum coupling resonances, in D,0 at 298 K.
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Figure A.29 'H NMR of [Pt(56Me,PHEN)(SSDACH)(Butanoate),](NOs), in D,O at
298 K. Inset: Structure and proton numbering scheme of
[Pt(56Me,PHEN)(SSDACH)(Butanoate),|(NOs),.
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Figure A.30 COSY NMR of [Pt(56Me,PHEN)(SSDACH)(Butanoate),](NO;), in D,O at
298 K. Inset: Structure and proton numbering scheme of
[Pt(56Me,PHEN)(SSDACH)(Butanoate),](NO3),.
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Figure A.31 Pt NMR of [Pt(56Me,PHEN)(SSDACH)(Butanoate),](NO;), in D,O at
298 K, showing a peak at 692 ppm.
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Figure A.32 'H-'Pt HMQC NMR of [Pt(56Me,PHEN)(SSDACH)(Butanoate),](NO3),
showing proton and platinum coupling resonances, in D,0O at 298 K.
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Figure A.33 '"H NMR of [Pt(56Me,PHEN)(SSDACH)(Pentanoate),](NO;), in D,O at
298 K. Inset: Structure and proton numbering scheme of
[Pt(56Me,PHEN)(SSDACH)(Pentanoate),|(NO3),.
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Figure A.34 COSY NMR of [Pt(56Me,PHEN)(SSDACH)(Pentanoate),]J(NO3), in D,O at
298 K.
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Figure A.35 Pt NMR of [Pt(56Me,PHEN)(SSDACH)(Pentanoate),](NQOj3); in D,O at
298 K, showing a peak at 691 ppm.
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Figure A.36 'H-1Pt HMQC NMR of [Pt(56Me,PHEN)(SSDACH)(Pentanoate),|(NO3),
showing proton and platinum coupling resonances, in D,0O at 298 K.
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Figure A.37 'H NMR of [Pt(56Me,PHEN)(SSDACH)(Hexanoate),;](NO3), in D,O at
298 K. Inset: Structure and proton numbering scheme of
[Pt(56Me,PHEN)(SSDACH)(Hexanoate),](NO3),.
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Figure A.38 COSY NMR of [Pt(56Me,PHEN)(SSDACH)(Hexanoate),](NO3), in D,O at
298 K.
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Figure A.39 Pt NMR of [Pt(56Me,PHEN)(SSDACH)(Hexanoate),](NO3), in D,O at
298 K, showing a peak at 689 ppm.
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Figure A.40 'H-'Pt HMQC NMR of [Pt(56Me,PHEN)(SSDACH)(Hexanoate),](NO3),
showing proton and platinum coupling resonances, in D,0 at 298 K.



Table A.1 Summary of NMR spectroscopy data of 1-10 in D,0, showing chemical shift (ppm), integration, multiplicity and coupling constants.

Label Complex
1 2 3 4 5 6 7 8 9 10
/0 932(d,J= | 921(d,J= | 933(d,J= | 936(d,J= | 939(d,J= | 923(d,J= | 921(d,J= | 925(d,J= | 928(d,J= | 932(d,J=
552Hz,2H) | 556 Hz,2H) | 548 Hz, 2H) | 560 Hz,2H) | 5.52Hz,2H) | 552Hz 2H) | 548Hz,2H) | 548Hz 2 H) | 5.56 Hz, 2 H) | 5.24 Hz, 2 H)
822(dd,J;= | 823(dd,J;= | 824(dd,J;= | 8.26(dd,J;= | 8.28(dd,J,= | 820(dd,J;= | 8.20(dd,J;= | 8.21(dd,J,;= | 823 (dd,J;= | 8.26 (dd,J; =

H3/8 830Hz, J,= | 830Hz J,= | 830Hz J,= | 840Hz, J,= | 836Hz J,= | 860Hz J,= | 8.62Hz,J,= | 8.60Hz, J,= | 870Hz J,= | 8.60 Hz, J,=

566Hz,2H) | 5.62Hz,2H) | 5.66Hz,2H) | 5.80Hz,2H) | 5.68 Hz,2H) | 5.60 Hz,2H) | 558 Hz,2H) | 5.60Hz, 2 H) | 5.50 Hz,2 H) | 5.60 Hz, 2 H)

AT 9.05(d,J= | 9.05(d,J= | 9.07(d,J= | 910(d,J= | 9.11(dJ= | 916(d,J= | 917(d,J= | 9.18(d,J= | 921(d,J= | 924(d,J=

8.24Hz,2H) | 8.56Hz 2H) | 824Hz 2H) | 832Hz 2H) | 828 Hz,2H) | 832Hz 2H) | 8.56 Hz,2H) | 8.52Hz 2 H) | 8.68Hz,2H) | 8.44 Hz, 2 H)

H5/6 829(s,2H) | 829(s,2H) | 831(s,2H) | 834(s,2H) | 8.35(s,2H) - - - - -

CH; - - - - - 2.82(s,6H) | 2.83(s,6H) | 2.82(s,6H) | 2.84(s,6H) | 2.84(s, 6H)
HI1'/2' 319 (m,2H) | 3.17(m,2H) | 3.17(m,2H) | 3.17m,2H) | 3.17(m,2H) | 3.17(m,2H) | 3.15@m,2H) | 3.15(m,2H) | 3.15(m,2H) | 3.15(m,2 H)
H3'/6' 240 (m,2H) | 240(m,2H) | 241 (m,2H) | 241 (m,2H) | 242(m,2H) | 239 (m,2H) | 2.39(m,2H) | 2.40 (m,2H) | 2.40 (m,2 H) | 2.40 (m,2 H)
H4/5" | 1.68(m, 10H) | 1.69 (m,4H) | 1.70 m,4H) | 1.72(m,4H) | 1.70 (m,4H) | 1.67 (m, 10 H) | 1.69 (m,4H) | 1.69 (m,4H) | 1.69 (m,4 H) | 1.69 (m, 4 H)
H376' | 1.68(m, 10H) | 1.69 (m,4H) | 1.70(m,4H) | 1.72(m,4H) | 1.70 (m,4H) | 1.67 (m, 10 H) | 1.69 (m,4H) | 1.69 (m,4H) | 1.69 (m,4 H) | 1.69 (m, 4 H)
H4'/5' 129(m,2H) | 129(m,2H) | 1.29(m,2H) | 1.29(m,2H) | 129 (m,2H) | 1.29(m,2H) | 1.29(m,2H) | 128 (m,2H) | 1.28(m,2H) | 1.27 (m, 2 H)

2.00 (td, J, =
1.99 (t, J = 2,02 (t,J= 2.02(t,J= 1.97 (t,J = 21| 2,01 (oct, J =
a 1.68 (m, 10 H) | 2.03(m, 4 H) | 704y amy | 704 Hz 4 H) | 7.14 Hz, 41y | 67 (0 10H) | 2.02(m, 4 H) 1o o "y gy | 714 Hz, ) 7.23 Hz, 4 H)
1.79 Hz, 4 H)
b ] 0.54(t,J= | 0.99(sxt,J= | 0.93(pnt,J= | 0.95 (pnt,J= ] 0.52 (7= | 0.97(sxt,J= [ 089 (put,J= [ g0y py)
754 Hz, 6 H) | 7.51 Hz,4H) | 7.30 Hz, 4 H) | 7.55 Hz, 4 H) 7.54Hz, 6H) | 7.30,4 H) 7.24, 4 H) =Y A,
0.24 (t,J = 0.19 (t, J=
c - - T2 bz, 6 1y | 043 (m 4H) | 039 (m, 6 H) - - T2 iz, 61y | 033 4H) | 017 (m, 4 H)
0.29 (t,J =
d - - - 706 Hz, 6 Hy | 065 (m4H) - - - 0.22 (m, 6 H) | 0.55(m, 4 H)
031 (t,J=
e - - - - 0.32 (m, 4 H) - - - - 734 Ha, 6 H)
—— 9.31, 8.22, 9.22, 8.18,
t Teora0. | 9:29.8.22/708 | 9.35,8.26/701 | 9.35,8.26/701 | 9.38,8.28/700 | .7 s v | 9.20,8.20/694 | 9.24,8.22/690 | 9.27,8.22/687 | 9.32,8.26/685




B. HPLC
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Figure B.1 HPLC trace of [Pt(PHEN)(SSDACH)(Acetate),](NO3), using a gradient of 0-30
% (H,O:ACN/H,0 (90:10)) over 15 min, Tr = 6.4 min.
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Figure B.2 HPLC trace of [Pt(PHEN)(SSDACH)(Propanoate),](NQO3), using a gradient of
0-30 % (H,O:ACN/H,0 (90:10)) over 15 min, Tg = 8.1 min.



1000

800

600

400

Absorbance @254 nm (mAU)

200

0 5 10 15 20 25 30
Time (min)

Figure B.3 HPLC trace of [Pt(PHEN)(SSDACH)(Butanoate),](NO;), using a gradient of 0—
30 % (H,O:ACN/H,0 (90:10)) over 15 min, Tg = 10.1 min.
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Figure B.4 HPLC trace of [Pt(PHEN)(SSDACH)(Pentanoate),](NQO3), using a gradient of
0-30 % (H,O:ACN/H,0 (90:10)) over 15 min, Tg = 12.6 min.
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Figure B.5 HPLC trace of [Pt(PHEN)(SSDACH)(Hexanoate),](NO3), using a gradient of
0-30 % (H,O:ACN/H,0 (90:10)) over 15 min, T = 15.6 min.
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Figure B.6 HPLC trace of [Pt(56Me,PHEN)(SSDACH)(Acetate),](NO3), using a gradient
of 0-30 % (H,O:ACN/H,0 (90:10)) over 15 min, Tg = 8.8 min.
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Figure B.7 HPLC trace of [Pt(56Me,PHEN)(SSDACH)(Propanoate),|(NO;), using a
gradient of 0-30 % (H,O:ACN/H,0 (90:10)) over 15 min, Tg = 10.6 min.
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Figure B.8§ HPLC trace of [Pt(56Me,PHEN)(SSDACH)(Butanoate),|(NO;), using a
gradient of 0-30 % (H,O:ACN/H,0 (90:10)) over 15 min, Tg = 12.5 min.



600

400

Absorbance @254 nm

N
o
o

Time (min)

Figure B.9 HPLC trace of [Pt(56Me,PHEN)(SSDACH)(Pentanoate),;](NO3), using a
gradient of 0-30 % (H,O:ACN/H,0 (90:10)) over 15 min, Tg = 14.9 min.
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Figure B.10 HPLC trace of [Pt(56Me,PHEN)(SSDACH)(Hexanoate),;](NO;), using a
gradient of 0-30 % (H,O:ACN/H,0 (90:10)) over 15 min, Tg = 17.5 min.
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Figure C.1 ESI-MS spectrum of [Pt(PHEN)(SSDACH)(Acetate),](NO3);.
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Figure C.2 ESI-MS spectrum of [Pt(PHEN)(SSDACH)(Propanoate),|(NO;),.
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Figure C.4 ESI-MS spectrum of [Pt(PHEN)(SSDACH)(Pentanoate),|(NO3),.
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Figure C.6 ESI-MS spectrum of [Pt(56Me,PHEN)(SSDACH)(Acetate),|(NO3),.
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Figure C.8 ESI-MS spectrum of [Pt(56Me,PHEN)(SSDACH)(Butanoate),](NO3),.



100 7182978
7193004
717.2956
#
7203050
7213045
223076
21432 IO vy TH7.5780 70507 | 721880 233001 244041 726139 726.5280
7107572 THH5784 7432740 714.2551 | 756307 F A 718.7872 719.7620 Va L | 13801 S ra 1260472/ 727 9195 TB958 1606
710 7 712 18 7is 715 76 77 718 770 720 7% 722 728 724 725 726 727 728 720 730
100- T46.3181
7473264
745 3191
#
748.3362
7453360
750 3456
Ko 7513675
707967 1306084 0020 quyai06  7azapsy T27290) i 515y | 7468294 | mTEIR2 7489035 |T496T40  [TS0BER2 ' (VTUTS19702 7529385 7539313 7649047  766.69037569125 7571409 LT “r"’lfz
s 739 70 2 T2 743 784 7i5 Ti6 747 7d8 ) ) 75 2 753 54 55 23 757 756

Figure C.10 ESI-MS spectrum of [Pt(S6Me,PHEN)(SSDACH)(Hexanoate),](NO3),.



D. UV-Vis Spectra
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Figure @~ D.1  Exemplar of a  replicate of the UV  spectrum
[Pt(PHEN)(SSDACH)(Acetate),](NO3), in water.
1 7 1 7
) i
0.8
/ < & A279nm
0.8 1 g
_ :;‘, 0.6 - B A206nm
2 2
g 0.6 < 04 1
c
©
2
] 0.2 1
Q0
< 0.4 1
Cooseodrtion.M)008  0.000012  0.000016
0.2 7
0 T T T |
200 250 300 350 400
Wavelength (nm)
Figure =~ D.2  Exemplar of a  replicate of the UV  spectrum

[Pt(PHEN)(SSDACH)(Propanoate),|(NO3), in water.
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Figure @ D.5  Exemplar of a  replicate of the UV  spectrum
[Pt(PHEN)(SSDACH)(Hexanoate),](NO3), in water.
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Figure @~ D.6 Exemplar of a  replicate of the UV  spectrum

[Pt(56Me,PHEN)(SSDACH)(A cetate),](NO;), in water.
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Figure @~ D.7  Exemplar of a  replicate  of
[Pt(56Me,PHEN)(SSDACH)(Propanoate),](NQOs), in water.
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Figure @~ D.8  Exemplar of a  replicate  of
[Pt(56Me,PHEN)(SSDACH)(Butanoate),](NOs), in water.
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Figure @ D.9  Exemplar of a  replicate  of
[Pt(56Me,PHEN)(SSDACH)(Pentanoate),]|(NO;), in water.

0.8 1

Absorbance (AU)
o
[e)]

Absorbance (AU)

350

the

0.000004 0.000008 0.000012 0.000016

400

UV  spectrum

& A291nm
B A209nm

0.4 T

-\ Concentration (M)

0, 0.000004 0.000008 0.000012 0.000016

200 250 300
Wavelength (nm)

Figure = D.10  Exemplar of a  replicate  of
[Pt(56Me,PHEN)(SSDACH)(Hexanoate),](NO3), in water.

350

the

Uuv

400

spectrum

of

of



E. CD Spectra
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Figure E.1 CD spectrum of [Pt(PHEN)(SSDACH)(Acetate),;](NO3), in water. 13pt
smoothing applied.
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Figure E.2 CD spectrum of [Pt(PHEN)(SSDACH)(Propanoate),](NQO3), in water. 13pt
smoothing applied.
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Figure E.3 CD spectrum of [Pt(PHEN)(SSDACH)(Butanoate),;](NO;), in water. 13pt
smoothing applied.
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Figure E.4 CD spectrum of [Pt(PHEN)(SSDACH)(Pentanoate),|(NO;), in water. 13pt
smoothing applied.
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Figure E.5 CD spectrum of [Pt(PHEN)(SSDACH)(Hexanoate),|(NO;), in water. 13pt
smoothing applied.
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Figure E.5 SRCD spectrum of [Pt(PHEN)(SSDACH)(Hexanoate),](NO;), in water, with
additional spectral information highlighted in purple. 7pt smoothing applied.
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Figure E.6 CD spectrum of [Pt(56Me,PHEN)(SSDACH)(Acetate),](NO3), in water. 13pt
smoothing applied.
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Figure E.7 CD spectrum of [Pt(56Me,PHEN)(SSDACH)(Propanoate),](NQOj3), in water.
13pt smoothing applied.
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Figure E.8 CD spectrum of [Pt(56Me,PHEN)(SSDACH)(Butanoate),](NQO3), in water. 13pt
smoothing applied.
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Figure E.9 CD spectrum of [Pt(56Me,PHEN)(SSDACH)(Pentanoate),](NO;), in water.
13pt smoothing applied.
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Figure E.10 CD spectrum of [Pt(S56Me,PHEN)(SSDACH)(Hexanoate),](NOs), in water.
13pt smoothing applied.
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Figure E.10 SRCD spectrum of [Pt(S6Me,PHEN)(SSDACH)(Hexanoate),](NO;), in water,
with additional spectral information highlighted in purple. 7pt smoothing applied.



F. Flash Chromatography Details

Table E.1 Flash chromatography gradients, flowrates and

derivatives (complexes 6-10)

elution times of S6MESS(IV)

Complex Gradient (H,O:MeOH) Flowrate Elution
time
(min)
[Pt(56Me,PHEN)(SSDACH) | 100:0 over 22 min 10 mL/min 16 —22
(Acetate),](NO3), (6)
[Pt(56Me,PHEN)(SSDACH) | 100:0 over 42 min 8 mL/min for 33 min | 33 —42
(Propanoate),|(NO3); (7) 15 mL/min for 9 min
[Pt(56Me,PHEN)(SSDACH) | 100:0 over 42 min 8 mL/min 47 —-55
(Butanoate),|(NOs), (8) 90:10 over 13 min
[Pt(56Me,PHEN)(SSDACH) | 100:0 over 95 min 8 mL/min 79 — 95
(Pentanoate),|(NOs), (9)
[Pt(56Me,PHEN)(SSDACH) | 100:0 over 72 min 8 mL/min for 61 min | 92 —
(Hexanoate),|(NOs), (10) 95:5 over 2 min 15 mL/min for 10 | 112
85:15 over 2 min min
75:25 over 8 min 25 mL/min for 2 min
0:100 over 28 min 15 mL/min for 10
min
25 mL/min for 8 min
15 mL/min for 20
min




G. Lipophilicity Studies
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Figure G.1 Plot of log P values of carboxylic acid ligands vs. log k,, values of synthesised
PHENSS(IV) derivatives, complexes 1-5.
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Figure G.2 Plot of log P values of carboxylic acid ligands vs. log k,, values of synthesised
S56MESS(IV) derivatives, complexes 6-10.

Log P values of carboxylic acids used to construct the plots against log k,, were obtained from

literature.!-2






H. In vitro cytotoxicity

Table H.1 In vitro cytotoxicity of synthesised complexes. Cisplatin, oxaliplatin and carboplatin values are shown for comparison. ICsy values
[nM] are reported with standard error; produced from duplicate experiments that were conducted on 3-4 separate occasions (n = 3-4); n.d. = not

determined. ®data taken from ref 3.

ICs, + Std Dev (nM)
Complex HT29 U87 MCF-7 A2780 H460 A431 Dul45 BE2-C SJ-G2 MIA MCF10A
1 100 £ 19 1400 + 250 1400 + 340 310+£72 320+ 37 650 £ 150 140 £29 510 £52 340 +£47 200 + 30 290 + 60
2 87 +21 1000 + 20 1200 + 600 200+ 6 300+ 17 430+ 120 200+ 72 410+ 38 290 + 20 190 +£22 270+ 12
3 120 £ 24 570 + 40 790 + 100 290 + 21 290 + 80 560 +31 73 £33 340+ 120 330+ 55 210+ 36 350+23
4 130 £ 34 670 + 130 840 + 490 270 £27 38057 680 +93 100 +49 1100 + 460 330+33 210+20 330+45
5 150+ 17 740 £ 35 930 + 220 300+ 50 540 £ 130 540 £52 110+£3.3 1000 £ 530 340 £ 62 190 £ 15 380+13
6 16 +£2 93+0 100 + 35 29+2 24+3 160 + 120 25+7 90+ 19 91 £20 18+ 1 29+4
7 13£5 80+ 30 110 £ 35 28 +10 22+9 21+5 28 +20 72+ 21 80 +24 13+5 24+10
8 27+9 140 £ 30 350+ 50 44+ 4 38+ 1 75 +£29 19+1 180 + 34 200 + 55 26+4 38+5
9 15+6 100 + 30 160 + 24 31+7 2242 44+ 6 14+4 130+ 15 140 + 26 206 28+£2
10 13+6 79 £+ 20 150 + 17 29+ 4 20+5 18+9 10+0 100 +27 140 + 32 13+6 25+4
PHENSS(II) 160 £ 45 980 + 270 1500 + 500 230+ 30 360 + 35 480+ 170 100 + 38 380 + 46 330 + 66 200 £ 57 300 + 58
PHENSS(IV) 710+ 300 4900 + 610 16000 + 4500 800 + 84 1700 + 200 4300 + 530 310+92 3000 £ 530 1700 £ 350 3400 + 2200 1700 + 200
S6MESS(I)* 76 + 61 76 + 14 50+4 30+4 37+9 51+21 T+2 100 £ 16 74+ 18 15+2 20£5
S6MESS(IV)* 22+4 140 £23 140+ 0 63+ 16 53+£10 100 £ 15 9+3 320 £ 61 110+9 27+2 30£3
Cisplatin® 11300 £+ 1900 3800+ 1100 6500 + 800 1000 + 100 900 + 200 2400 + 300 1200 + 100 1900 + 200 400 £ 100 7500 + 1300 n.d.
Oxaliplatin® 900 £ 200 1800 + 200 500 + 100 160 £ 0 1600 + 100 4100 + 500 2900 + 400 900 £ 200 3000 + 1200 900 + 200 n.d.
Carboplatin® >50000 >50000 >50000 9200 + 2900 14000+ 1000 24300 +2200 14700+ 1200 18700 + 1200 5700 £ 200 >50000 n.d.
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Figure H.1 In vitro cytotoxicity of PHENSS(IV) derivatives (1-5).
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Figure H.2 In vitro cytotoxicity of S6MESS(IV) derivatives (6-10).



I. Crystallographic Data

Table 1.1 Calculated hydrogen bonds for complex 3 using PLATON.

Donor---H...Acceptor | D-H H...A D..A D-H..A
N(3)---H(3A)...0(10) 0.89 1.99 2.86(2) 167
N(3)---H(3B)...O(8) 0.89 2.52 3.35(3) 157
N(3)---H(3B)...0(9) 0.89 2.12 2.95(3) 156'
N(4)---H(4A)...0(6) 0.89 2.00 2.80(2) 149
N(4)---H(4B)...O(5) 0.89 2.26 3.04(2) 145
N(4)---H(4B)...0O(7) 0.89 2.34 3.1903) 160’
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