Supplementary information

First structural characterization of core modified 10,15-meso aryl
azuliporphyrins: observation of C-H---1t interaction between pyrrole

B—CH and mesityl ring

Sundararaman Venkatramarf, Venkataramanarao G. Anand, Viswanathan
PrabhuRaja®, Harapriya Rath® Jeyaraman Sankaf, Tavarekere K.
Chandrashekar*®, Weijie TendD and Karin Ruhlandt Sengé’

& Department of Chemistry, Indian Institute of Technology, Kanpur 208 016, India.

E-mail: tke@iitk.ac.in
P Department of Chemistry, Syracuse University, Syracuse, New York 13244



HASS SOECTRH Dyry Eije: EIMYLIT 13-RAY- 2 12818
E#"”'ﬁ!ag“‘ ot A ,-E I 4e BP: mz 137.@P08 Int. 95.4163 L 0.0
Span® L1

B
i 127
&
t
7 89 R
W
=
B wih aEd
b o, RERNERY . :
" T F=E ap@ 45E FPT) s2@
a
a
"~
= &73
L] .
=2
L
5.8
i BB =T @i =R aea Bsa aam oEd 1g2g

FAB mass m/z (%): 673 [M+1]

S 1:FAB Mass spectra fd
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Absorbance
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Free based]: (CH.CL): Amax nm (loge) = 395 (4.99), 477 (sh) (4.7), 494 (4.95), 670
(4.20)

Protonated §.2H]" :(5% TFA/ CHCL): Amax M (loge) = 364 (4.6), 502 (5.2), 612
(4.0)

S2: Electronic absorption spectra ®r
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Free base9]: (CH,CL): Amax Nm (logg) = 397 (4.8), 465 (sh) (4.7), 492 (4.9), 664
(4.2)

Protonated 9.2H]":(5% TFA/ CHCL): Amax NmM (loge) = 375 (4.5), 523 (4.11), 642
(3.7)

S3: Electronic absorption spectra for
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S4 'H NMR spectra 08 in CDCk. The assignments are marked
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S5 'H NMR spectra 08 in CDCL. The assignments are marked



S6 2D COSY NMR spectra @: observed correlations are marked
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S7. 2D COSY NMR spectra & observed correlations are marked



CD,CIL/ITFA l Temperature
N H
125 piL A 248 K
125 ptL L 263 K
125 pt i 298 K

125 piL

75 ptL J\273K

75 pL JL_ 288 K

75 pL J_ZQSK

50 UL JL 298 K

25 ptL

S8 Dependence of chemical shift of azulene inner CH proton on the
concentration of TFA and the temperature. From a stock solution of 10%
viv TFA in CD,Cl,, the titrations were carried out using indicated amount
of this solution. The protonated pyrrole proton (NH) is also shown.



