J. Braz. Chem. Soc., Vol. 00, No. 00, S1-S12, 2010.
Printed in Brazil - ©2010 Sociedade Brasileira de Quimica
0103 - 5053 $6.00+0.00

An Evaluation of the Chalcogen Atom Effect on the Mesomorphic and Electronic
Properties in a New Homologous Series of Chalcogeno Esters

Daniel S. Rampon,® Fabiano S. Rodembusch,” Paulo F. B. Gongalves,®
Rogério V. Lourega,® Aloir A. Merlo*" and Paulo H. Schneider**

“Instituto de Quimica, Universidade Federal do Rio Grande do Sul, CP 15003,
91501-970 Porto Alegre-RS, Brazil

bInstituto de Quimica, Centro Universitdrio La Salle. Av. Victor Barreto, 2288. Centro,

92010-000 Canoas-RS, Brazil

“Faculdade de Quimica, Pontificia Universidade Catdlica do Rio Grande do Sul, Av. Ipiranga, 6681,
Partenon, 90619-900 Porto Alegre-RS, Brazil

NMR spectra of compounds
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Figure S1. "H NMR spectrum of compound 1-bromo-4-octyloxybenzene (7) (CDCl,, 300 MHz).
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Figure S2. "CNMR spectrum of compound 1-bromo-4-octyloxybenzene (7) (CDCL,, 75 MHz).
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Figure S3. '"H NMR spectrum of compound 4-(4-octyloxyphenyl)-2-methylbut-3-yn-2-ol (8) (CDCl,, 300 MHz).
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Figure S4. *CNMR spectrum of compound 4-(4-octyloxyphenyl)-2-methylbut-3-yn-2-ol (8) (CDCL,, 75 MHz).
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Figure S5. 'H NMR spectrum of compound methyl-4-(4-octyloxyphenylethynyl)benzoate (9) (CDCI,, 300 MHz).
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Figure S6. "CNMR spectrum of compound methyl-4-(4-octyloxyphenylethynyl)benzoate (9) (CDCL,, 75 MHz).
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Figure S7. 'H NMR spectrum of compound 4-[4-(octyloxyphenylethynyl)]benzoic acid (4) (DMSO-d,, 300 MHz).
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Figure S8. *C NMR spectrum of compound 4-[4-(octyloxyphenylethynyl)]benzoic acid (4) (DMSO-d,, 75 MHz).

o

e =)
Sa@—OCHa

L . i

L, - A
T T T T T T ] o L B e e m S
9 8 7 6 5 4 3 2 1 -0 Ppm
ey r' g - et
4.78 5.48 5.32 €.1% 38.80
S5.38 10.31 T.AT 13.24 .21

Figure S9. '"H NMR spectrum of compound methoxyphenyl-4-[(4-octyloxyphenyl)ethynyl]-benzoselenoate (1a) (CDCI,, 300 MHz).
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Figure S10. *CNMR spectrum of compound methoxyphenyl-4-[(4-octyloxyphenyl)ethynyl]-benzoselenoate (1a) (CDCL,, 75 MHz).
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Figure S11. 'H NMR spectrum of compound methoxyphenyl-4-[(4-octyloxyphenyl)ethynyl]-benzoate (6a) (CDCI,, 300 MHz).
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Figure S12. *CNMR spectrum of compound methoxyphenyl-4-[(4-octyloxyphenyl)ethynyl]-benzoate (6a) (CDCL,, 75 MHz).
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Figure S13. '"H NMR spectrum of compound methoxyphenyl-4-[(4-octyloxyphenyl)ethynyl]-benzothioate (6b) (CDCI,, 300 MHz).
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Figure S14. *CNMR spectrum of compound methoxyphenyl-4-[(4-octyloxyphenyl)ethynyl]-benzothioate (6b) (CDCL,, 75 MHz).

Infrared spectra of compounds
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Figure S15. Infrared spectrum of compound methoxyphenyl-4-[(4-octyloxyphenyl)ethynyl]-benzoate (6a).
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Figure S16. Infrared spectrum of compound methoxyphenyl-4-[(4-octyloxyphenyl)ethynyl]-benzothioate (6b).
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Figure S17. Infrared spectrum of compound methoxyphenyl-4-[(4-octyloxyphenyl)ethynyl]-benzoselenoate (1a).
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UV-Vis absorption spectra of compounds
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Figure S18. Normalized absorption spectra of the dyes 6a, 6b and 1a, where X = O, S and Se, respectively.
DSC thermograms
Thermograms set for compounds 6a, 6b and 1a on heating at 10 °C min’..
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Figure S19. Thermogram for compound methoxyphenyl-4-[(4-octyloxyphenyl)ethynyl]-benzoate (6a).
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Figure S20. Thermogram for compound methoxyphenyl-4-[(4-octyloxyphenyl)ethynyl]-benzothioate (6b).
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Figure S21. Thermogram for compound methoxyphenyl-4-[(4-octyloxyphenyl)ethynyl]-benzoselenoate (1a).
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Microscopic analysis

Figure S22. Schlieren texture grainy of methoxyphenyl-4-[(4-octyloxyphenyl)ethynyl]-benzoate (6a) occurring at 150 °C.

Figure S24. Planar thread-like nematic texture of methoxyphenyl-4-[(4-octyloxyphenyl)ethynyl]-benzoselenoate (1a) occurring at 174 °C.



