Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012

Supplementary Information

DNA targeting polyaza macrobicyclic dizinc(l1) complexes promoting high in
vitro caspase dependent anti-proliferative activity against human

carcinoma cancer cells¥

Sellamuthu Anbu,® Rajendran Ravishankaran,” Anjali A. Karande,”
and Muthusamy Kandaswamy®

®Department of Inorganic Chemistry, School of Chemical Sciences, University of Madras,
Guindy Maraimalai Campus, Chennai 600 025, India
PDepartment of Biochemistry, Indian Institute of Science, Bangalore - 560 012, India.

wo. 42031 [Zn,L1-2C10, 1>

80

()
=}
Ll

| 160.42 [Zn,L'-4C10, ]+

Simulated

Relative Abundance (%)

e
(=]
L

161 162
247.12 [Zn,L'-3C10 > ™/=
=

20

939.64 [Zn,L'-CIO J*

200 400 600 800 1000 1200 1400 1600 1800 2000
m/z

Figure S1. ESI-MS spectrum of complex [Zn,L*(Cl04),(H20),](Cl04), (1) showing the parent

ion peak in MeCN. The peak corresponds to [M—2Cl04]** species.
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Figure S2. ESI-MS spectrum of complex [Zn,L*(bpy)2(H20),](Cl04)s (2) showing the parent

ion peak in MeCN. The peak corresponds to [M—2Cl0,]*" species.
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Figure S3. ESI-MS spectrum of complex [Zn,L*(phen),(H20)2](ClIO4)s (3) showing the parent
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Figure S4. ESI-MS spectrum of complex [Zn,L(ClO.),(H20),](Cl0s), (4) showing the parent

ion peak in MeCN. The peak corresponds to [M—2Cl0O,]*" species.



Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012

.5 2b_ 2+
100: 636. 52 |Zn,L*-2C10|

=)
L \c

—— 391.23 [Zn,L*-3CIO,*

Relative Abundance (%)
i 5y
=]

. 268.62 [Zn,L*-4CIO |

201

1372. 46 [Zn,L*-CIO, |

o o "'“_L

1000 1200 1400 1600 1800 2000
m/z

200 400 600 800

Figure S5. ESI-MS spectrum of complex [Zn,L%(bpy)2(H20)-](ClO4)s (5) showing the parent

ion peak in MeCN. The peak corresponds to [M—2Cl0O,]*" species.
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Figure S6. ESI-MS spectrum of complex [Zn,L*(phen),(H20)2](ClIO4)s (6) showing the parent

ion peak in MeCN. The peak corresponds to [M—2Cl0O,]*" species.
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Figure S7. Energy minimized structure of 2,2°—bipyridine coordinated macrobicyclic dizinc(l)

complex 2. Color code; Zn = green, O = red, N = blue, C = grey.

Figure S8. Energy minimized structure of 2,2°—bipyridine coordinated macrobicyclic dizinc(l1)

complex 5. Color code; Zn = green, O =red, N = blue, C = grey.
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Fig. S9. CD spectra recorded over the wavelength range 230-320 nm for solutions containing
2:1 ratio of CT-DNA (200 uM) and dinuclear Zn" complexes 3, 4 and 6 (100 pM) in50 mM

Tris—=HCI / NaCl buffer (pH =7.5). (a=CT DNA,b =4 + DNA,c=3+DNA, d=6+ DNA).
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Fig. S10. SDS-PAGE analysis showing cleavage of bovine serum albumin (BSA, 5 uM) by
dizinc(1l) complexes 1-6 in 50 mMTris-HCI buffer having 5% DMF (pH=7.2) for an exposure
time of 2 h. lane 1,molecularmarker; lane 2, BSA control; lanes 3-8, dizinc(Il) complexes 1-6 (50

uM), respectively.
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Fig. S11. Cytotoxic effect of dizinc(Il) complexes 2, 3, 4 and 6 in HeLa cells assessed by
lactate dehydrogenase activity in medium and cell lysate for 24h.



