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Figure S1. Color changes (A, B, C) and fluorescence changes (a, b, ¢c) of RhoT (10
mM) in the presence of 10 uM of various metals. (A, a) RhoT only, (B, b) RhoT +
Hg?*, (C, ¢) RhoT + other metals.
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Figure S2."H NMR spectra of RhoT in DMSO-d; in the absence (a) and presence (b)
of Hg?".
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Figure S3. Absorption spectra changes of RhoT (10 uM) in 0.01 mol/L of TBAPF¢
in DMSO to 10 uM of various cations.

Table S1. Complexation energies obtained at the B3LYP/LanL2DZ level of theory.

Complexation AE (kcal/mol)
RhoT + Hg?>* — RhoTeHg?>" -276.28
2RhoT + Hg>* — 2RhoTeHg?>" -350.47

Table S2. Energy gaps (Eq,p, in €V) of ligand and its complexes obtained at the
B3LYP/LanL2DZ level of theory.

Enomo Evrumo Egap
RhoT -5.306 -1.769 3.537
RhoT-Hg** -9.497 -9.089 0.408

2RhoT-Hg** -8.626 -5.769 2.857




Figure S4. Plots of HOMO (left) and LUMO (right) orbitals of (a) L, (b) L-Hg?*
(1:1) and (c) 2L-Hg?* (2:1) obtained at the B3LYP/LanL2DZ level of theory, the O-

Hg bond distances are in A.
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Figure SS. UV-vis absorption spectra of rhodamine functionalized with terthiophene
(RhoT) 10 M before and after treated with AuCl; at different time (0—12 hour).
AuNPs showed their characteristic absorption bands at 570 nm.
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Figure S6 (a) Absorption spectra and (b) fluorescence spectra AuNPs-RhoT in 50:50,
DMSO:H,0 in the presence of different amounts of Hg?*, E,=520 nm.



anz

Data Collected on:
mercuryd00-mercuryddn

Archive directory:
Jexpart/home/cpuser funmrsys /data

sample directory:
pta0ld_2009-02-28

File: PROTON_01

Biles fepapzeys st Ay o N
Temp. 21.3 C / 294.4 K
Relax. delay 1.000 sec ) 1 I\
Pulse 45.0 degrees
A time 1.995 sec
Width 6389.8 Hz
8 repetiti
OBSERVE H1, 399.8620378 MHz
GATA PROCESSING
Total time 0 min
i
]
|
| I
| ]
1 - J‘
I
r
|
|
i
]
13 12 11 10 4 3 4 1 -0 -1 ppm
.08 7.02 13.70 23.59 20.76 0.2a
2.17 2.12 0.31 0.64 29.39
Figure S7. 'H NMR spectrum of N-(rhodamine B)lactam-ethylenediamine (Rho).
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Figure S8. Mass spectrum of fluorescent chemosensor (RhoT).
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Figure S9. 'H NMR of fluorescent chemosensor (RhoT).




