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

Supporting Information

Synthesis, Self-assembly, and Semiconducting Properties of Phenanthroline-fused Phthalocyanine

derivatives

Jinglan Kan, Yanli Chen, Jian Gao, Liang Wan, Tianjiao Lei, Pan Ma, and Jianzhuang Jiang*



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

= = - 7 7 Ly s ﬁ
~ ~ = - o -
; i J ; g S = S S
A : £ &8 = & B = = = = =
= o - - | | | [
1 T T T T T
1101 1102 1103 1104 1105 1106 m/z 1100 1101 1102 1103 1104 1105 1106 m/z
c 3 £ & g = D ¢ g g E g
- SIS | | [ T
| | | | |

it

1162 1164 1166 1168 1170 1172 1174 mi .

1162 1164 1166 1168 1170 m/z

Fig. S1 (A) Experimental and (B) simulated isotopic patterns for the molecular ion of
H,[Pc(OC4Hg)7(dicgn)] (1) shown in the MALDI-TOF mass spectrum; (C) Experimental and (D)

simulated isotopic patterns for the molecular ion of Zn[Pc(OC4Hy);(dicgn)] (2) shown in the

MALDI-TOF mass spectrum.
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Fig. S2 *H NMR spectrum for Zn[Pc(OC4Hg)s(dicqn)] (2) in CDCls/[Ds]Pyridine (10:1). The signals
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due to residue CsHsN, CHCI3, (CH3),CO, and n-hexane are denoted as & *, #, and O, respectively.
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Fig. S3 The molecular dimension size of both 1 (A) and 2 (B) obtained on the basis of geometry

optimization and energy minimized molecular structure using Gaussian 03 program at B3LYP/6-31G(d)

level.
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Table S1. Electronic absorption spectroscopic data for the compounds H,[Pc(OC4Hg)s(dicqn)] (1) and
Zn[Pc(OC4Hg)s(dicqn)] (2) dissolved in CHCI; and their self-assembled aggregates dispersed in

methanol.

Amax / M
Compounds

CHCI; methanol

1 354, 458, 626, 664, 696 335, 445, 631

2 374, 629, 668, 698 372,729




