Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2012

Supporting information for:

Mimicking Anaesthetic-Receptor Interaction: a Combined
Spectroscopic and Computational study of Propofol---Phenol

Iker Ledn, ® Judith Millan® Emilio J. Cocinero,® Alberto Lesarri,” Fernando Castafio® and
José A. Fernandez**

% Dpto. Quimica Fisica, Facultad de Ciencia y Tecnologia, Universidad del Pais Vasco,
BC Sarriena s/n, Leioa 48940, Spain. Fax: +34946013500; Tel: +34946015387; E-
mail: josea.fernandez@ehu.es. https:/sites.google.com/site/gesemupv/

® Dpto. Quimica, Facultad de Ciencias, Estudios Agroalimentarios e Informatica,
Universidad de La Rioja, Madre de Dios, 51, Logrofio 26006, Spain.

° Dpto. de Quimica Fisica y Quimica Inorganica; Facultad de Ciencias, Universidad de
Valladolid, E-47005 Valladolid, Spain.

+Electronic Supplementary Information (ESI) available: [details of any supplementary
information available should be included here]. See DOI: 10.1039/b000000x/



mailto:josea.fernandez@ehu.es
https://sites.google.com/site/gesemupv/

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2012

Figure S1. The five conformational isomers of propofol, with their relative stability in kJ/mol, as
calculated at MP2/6-311++G(d,p) and at MO06-2X/6-31+G(d) in parentheses. Atoms are
coloured as follows: carbon: yellow, hydrogen: cyan and oxygen: red.
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Figure S2. 18 most stable conformational isomers of propofol-phenol, with their relative
stability in kJ/mol, as calculated at M06-2x/6-31+G(d). Atoms are coloured as follows: carbon:
yellow, hydrogen: cyan and oxygen: red.
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Figure S3. Comparison between the S IRID spectra of the six detected propofol---phenol
conformers and the IR spectra for the calculated structures.
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Figure S4. S, state lifetimes, for five of the six detected propofol-phenol complexes,
determined as in dicated in Ware, W. R. et al., J. Phys. Chem. 1973, 77, 2038-2048; Schulman,
S. G.and Capomacchia, A. C. J. Phys. Chem. 1975, 79, 1337-1343. The blue dots in the graphics
represent the experimental data, while the dotted red line is the best fit. The lifetime in ns is
indicated in an insert for each species.
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Table S1. Relative energies, BSSE and ZPE contributions for the 18 propofol-phenol
structures, calculated at M06-2X/6-31G(d) level.




