Curve Fitting in IR Spectroscopy
-Peak resolve in OMNIC software

TLS 14A1 IR Microspectroscopy ES



Truncate data set in the spectra range 2800-3000 cm!
using peak resolve to analysis spectra
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Set up Peak Resolve method-> Find Peaks=> Fit peaks
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Information of peaks
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Data plot by Origin software
Display in OMNIC window

Display in Origin window
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amount/total = percentage

Peak # %?s: Center X | Height FWHH Other Area %
1 Voigt 2854.972 | 0.0217 9.6991 9.9321 | 0.4751 9.27
2 Voigt 2872.768 | 0.0157 9.4737 8.5312 | 0.3125 6.09
3 Voigt 2928.658 | 0.0617 | 17.7705 | 17.7423 | 2.4311 47.45
4 Voigt 2962.819 | 0.0492 | 17.7251 | 17.2272 | 1.9049 37.18




Spectral Curve Fitting in IR Spectroscopy for
determining the secondary of protein
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Figure 3. Spectral curve-fitting of the 1800-1500 cm ™ spactral intarval of cell FT-IR spectra for determining the secondary structure of proteins. The IR absorption bands can
be assigned as follows. w(C=0}: (1} acid esters, 1739 em™; (2) lipid esters, 1718 em™"; (3) anti-parallel p-strand, 1690 cm™"; (4) parallel p-strand, 1678 cm™"; (5) B-turn,
1666 cm~"; (8) a-halix, 1654 em™"; (7) unordared structure, 1642 em~"; (8) parallel p-strand, 1630 em="; (9) p-turn, 1615 cm™", B{NH,): (10) amine, 1595 em~", BIN-H): (11}
amide |, 1575 cm ™" (12) amide 1, 1546 em™": (13) tyrosine ring, 1518 ¢m™", The bands are used for detarmining the secondary structure,

Olinger J.M., Hill D.M., Jakobsen R.J. and Brody R.S., Biochem. Biophys. Acta, 869, 89(1986).
Levitt M. and Greer J., J. Mol. Biol. 114, 181(1977).



GAUSSIAN FUNCTION

Gaussian function, often referred as a Gaussian, is a function of the
form

_(x-b)?
f(x) = ae 2c*

For arbitrary real constants a, b and non-zero c.

The graph of a Gaussian is a characteristic symmetric bell shaped
curve. The parameter ‘a’ is the height of the curve’s peak, ‘b’ is the
position of the center of the peak and ‘c’, the standard deviation,
controls the width of bell.
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