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EXPERIMENTAL SECTION

Characterization of silver complexes

H, 3P and 13C spectra were recorded on a Bruker AMX-300 instrument (300.13 MHz for 'H, 121.41
MHz for 3P, 75.47 MHz for 3C), using SiMey as internal reference (*H and **C) and 85% aqueous
HsPO; as external reference (3*P). FT IR spectra were recorded on a Mattson 3030 Fourier transform
spectrometer in the range 4000-400 cm™ in KBr pellets. Mass spectra have been recorded by an
electrospray LCQ ThermoFinnigan mass spectrometer.

Some representative IR, NMR and mass spectra are reported in figures S2-S15.
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Figure S1. Numbering scheme of DAPTA ligand.
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Figure S2. IR spectra in KBr of [HB(pz)3]Ag(PTA) (1) (left) and [HB(pz)s]Ag(DAPTA) (2) (right)
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Figure S3. IR spectra in KBr of [HB(pz)s] Ag(PTA-SO,) (3) (left) and [HB(pz)s]Ag(PCN) (4) (right)
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Figure S4. 'H NMR spectra of [HB(pz)3z]Ag(PTA) (1) in DMSO (top) and of [HB(pz)3]Ag(DAPTA)

(2) in CDCls3 (down).
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Figure S5. *H NMR spectra of [HB(pz)3]Ag(PTA-SOz2) (3) (top) and [HB(pz)3]Ag(PCN) (4) (down) in
CDCls,
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Fig. S6. 3P NMR spectra of [HB(pz)s]Ag(PTA) (1) (top) and [HB(pz)s]Ag(DAPTA)(2) (down) in
different solvents at room temperature.
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Figure S7. NMR characterization of [HB(pz)s]Ag(PTA-SO>) (3) in CDCls: 3P (left) and *C
(right).



[E
Ls
CDCl, | L®
| | La
e
-8
B
50 o -éo [ppm]
| | | 150
1
[ |
|! | 100
- I‘ :
| |
| || i
| | | i 50
DMSO ,' || -
| rl |
J i
|
ﬁ“l' “ﬁ“'" th N[, u ' F"' 'w‘.-lqﬂ‘“ L1 {Nu ’n? f WLJ Hul[\\ 'I \‘ '|,H J .r‘r “‘1L,',r’" Ay J[If’i‘:h 'W"' L V / ‘"1"5}; "jﬁ\" Yo
. : T T -
ppm (f1) = ¢ =0

Figure S8. 3P NMR spectra of [HB(pz)s]Ag(PCN) (4) in different solvents at room temperature.
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Figure S9. 3P NMR spectra of [HB(pz)s]JAg(PPhs) (5) in CDCls (top) and DMSO (down) at room
temperature.
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Figure S10. Full ESI(+)-MS spectra of: (a) [HB(p2):]AG(PTA), L; (b) [HB(p2):]Ag(DAPTAY), 2; (c)
[HB(pz)s]Ag(PTA-SO,), 3.
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Figure S11. Full ESI(+)-MS spectra of: (a) [HB(pz)s]JAg(PCN), 4; (b) [HB(pz)3]Ag(PPhs), 5.
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Figure S12. *H NMR spectra (top) and P NMR spectra (down) of [Ag(DAPTA)4]BF; (7) in D20.
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Figure S13. *H NMR spectra (top) and 3P NMR spectra (down) of [Ag(PTA-SO,)4]BF4 (8) in
DMSO.



AGdapta4

T ™™

03
Bz

eOH 3 1650203141222 #465-768 RT  663-9 66 AV 294 NL 1 06ES
SI Full ms [S0 00-1500 00]

o
+

565 35

[Ag(DAPTA), J*

2
°

L4
]

481 26

9
©

k3
L

[2DAPTA+Na]*

rotroe

@ o N N O

" " O ' (-]
oo e oo bead s frodiodeeodus oo oo oo o un)

-3
-}

262 31

e
a2 0
w ©

s
<]

[DAPTA+Na]"

©
o

w
©

N
]

N
=]

-
o

(=]

w

s87 31
” 364 00 497 18 677.02 73 08 2989 96
139,23 230.29 38870, |7 1 £ T 914 11 2
T - s - . -
100 200 300 400 500 600 700 ao00 900
m/z

Figure S14. Full ESI(+)-MS spectrum of [Ag(DAPTA)4]BFs (7)
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Figure S15. Full ESI(+)-MS spectrum of [Ag(PTA-SO2)4]BFs (8)



DNA binding studies

The UV-Vis absorption spectroscopic studies and the DNA binding experiments were performed at
room temperature. Experiments were performed by maintaining a fixed CT-DNA concentration (30
M) and rising silver complex concentration (15-60 pM). Sample solutions were scanned in the range
200—500 nm on a computer-controlled Varian Coulter DU 800 spectrophotometer.

EB-DNA competition experiments

The ethidium bromide (EB) displacement experiments were performed by titration with aliquots of
tested compounds of a Tris buffer solution containing 10 uM DNA (8.0—15 kbp) and 0.33 uM EB
(saturated binding levels). The fluorescence spectrum of the solution was obtained by exciting at 520
nm and measuring the emission spectra at 587 nm. The quenching efficiency for each compound was
evaluated according to the classical Stern—\VVolmer equation: Fo/F =1+Ksyr, where Fo is the emission
intensity in the absence of quencher, F is the emission intensity in the presence of quencher, Ksvy is
the Stern—\Volmer constant, and r is the concentration ratio of the complex to DNA. Ksy constant was

determined from the slope of the diagram Fo/F versus r.
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Figure S16A. Electronic spectra of CT-DNA in Tris-HCI buffer upon addition of increasing
concentrations of 5 (a) and 10 (b) silver(l) complexes. [Compound]=0-60 uM, [DNA]=30 uM.
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Figure S16B. Stern—VVolmer quenching plots of tested compounds 1-10.



