
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-1

using peak resolve to analysis spectra 



自動尋找

位置

參數條件設定
Fit method

solid+Liqid
Gas

Set up Peak Resolve method Find Peaks Fit peaks

Full width at half maximum

Central wavenumbers

solid+Liqid+gas



Result of Fit peak

2nd derivative:
透過此反曲點找對稱中心(求解)

Full width at half maximum

Sensitivity Polynomial Order

Low 3

Medium 5

High 6 Sensitivity愈高，兩函數差愈小，Fit程度也愈好



光譜位置 半高寬

峰值資訊
結果加入

新視窗

Information of peaks

Click and copy the data

可點選任意欄位
按右鍵固定此欄位再進行Fit





Peak #
Peak 

Type
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
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Data plot by Origin software

amount/total = percentage 

Display in Origin window

Display in OMNIC window
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Spectral Curve Fitting in IR Spectroscopy for 

determining the secondary of protein




