Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2011

Electronic Supplementary Information (ESI)

Dielectric anisotropy of the single crystal of isopropylviologen copper(l) triiodide

Yang Chen,” Zhou Yang, Xin-Yi Wu,” Chun-Yan Ni,” Zhi-Gang Ren,* and Jian-Ping Lang

“College of Chemistry, Chemical Engineering and Materials Science, Soochow University,

Suzhou 215123, Jiangsu, P. R. China

b State Key Laboratory of Coordination Chemistry, Nanjing University, Nanjing 210093,

Jiangsu, P. R. China

S1



Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2011

Table of Contents

Scheme S1  The possible mechanism on the formation of 1 oo, S3
Fig. S1  Thermogravimetric (TG) CUrve Of Lo, S4
Fig. S2 XRPD SPECLIUM OF Lvsersersrerssrssstesissiesicec s S4
Fig. S3  Solid-state optical diffuse-reflection spectra of Cul and L.« S5
Fig. S4 Frequency-dependence of electric conductivity of crystalline powder of 1 -.-ooeveeene S5

S2



Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2011

@ (b) (©) — _
H,O + I, —> H ——> )1 + H0 ———> >-NC/>—Qw< . 2l
)-or Wl

Cul (d)

Scheme S1 The possible mechanism on the formation of isopropylviologen copper(l) triiodide
by using isopropanol as alkylation reagent: (a) the iodine reacts with water generating hydrogen
iodide; (b) The hydrogen iodide reacts with isopropanol getting 2-lodo-propane; (c) The
2-lodo-propane combines with 4,4'-bipyridyl forming isopropylviologen iodide; (d) Cul combines
with isopropylviologen iodide forming complex 1, which were precipitated in the form of single

crystals upon decreasing reaction temperature slowly.
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Fig. S1 Thermogravimetric (TG) curve of complex 1.
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Fig. S2 XRPD spectrum of complex 1.
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Fig. S3 Solid-state optical diffuse-reflection spectra of Cul and 1 derived from diffuse
reflectance data at room temperature. The absorption (a/S) data were calculated from the
reflectance using the Kubelka-Munk function.™ The energy band gaps (Eonset) were obtained by

extrapolation of the linear portion of the absorption edges.

[1] W. W. Wendlandt and H. G. Hecht, Reflectance Spectroscopy, Interscience Publishers, New

York, 1966.
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Fig. S4 Frequency-dependence of electric conductivity of crystalline powder of 1 at 298 K.
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