Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2010

Supporting Information

A Selective, Cell-Permeable Fluorescent Probe for AI’" in Living

Cells

Lina Wang, Wenwu Qin, Xiaoliang Tang, Wei Dou, Weisheng Liu,* Qingfeng Teng and
Xiaojun Yao

Key Laboratory of Nonferrous Metal Chemistry and Resources Utilization of Gansu Province and State
Key Laboratory of Applied Organic Chemistry, College of Chemistry and Chemical Engineering,

Lanzhou University, Lanzhou 730000, P. R. China

E-mail: liuws@Ilzu.edu.cn


mailto:liuws@lzu.edu.cn

Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2010

Spectroscopic data

IR spectra of L.
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IR spectra of complex L-Al(CIO,)s.
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"H NMR (300MHz) of compound L in DMSO-ds.
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3C NMR (75MHz) of compound L in DMSO-ds.
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Electrospray ionization (ESI) mass spectrum of L.
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Electrospray ionization (ESI) mass spectrum of Al-(L),-(CH3;CH,0),.
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Electrospray ionization (ESI) mass spectrum of Al-(L),-(CH;0)s.
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Theoretical modeling
The geometry optimizations were carried out in vacuum using the hybrid density
functional Becke-3-Lee-Yang-Parr (B3LYP) potential in conjuration with a 6-31G*
basis set for the H, C, N, O atoms, and a LANL2DZ effective core potential (ECP)
basis set for the Al atom. All the calculation implemented in GAUSSIAN 98 software
package.® Frequency calculations were also implemented for the optimized structure

to ensure that the optimized structure was the one which has the lowest energy.
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