SC95
Spectra (XY files) visualization and manipulation

Program Overview

Abilities

- multiple-spectra input (listed in .lst file), fast figure export to .gif, .jpg, and .hpgl; animation and animated .gif generation

- automatic peak labeling

- spectral operations (average, sum, difference, addition, multiplication, absorption ( transmittance conversion, x-shift, number of points change, derivative, integral, convolution, FFT, spectral scaling and conformer analysis, polynomial baseline and spectra comparison, peak fit)

Input
- .PRN files (default), x y numbers in column, no label, no separator, same for .TXT files
- .SPC binary files, SpectraCalc format

- .PLT Biotools format, first line skipped, then three columns x y_Raman y_ROA
- .TAB files, with spectra only, if required (Options_Misc.), to draw spectral lines or to scale calculated spectra

Spectral Operations
Average 
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Sum 
[image: image2.wmf]å

=

=

N

i

i

A

S

S

1

will be added as a new spectrum
Difference 
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will be added as a new spectrum
Weighed difference 
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, c is adjustable, will be added as a new spectrum
Spectrum - CONST (constant shift)

Spectrum ( CONST (multiplication, e.g. negative spectrum can be generated with CONST = -1)

Multiply intensity by frequency 
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Absorbance
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Transmittance 
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Shift X-scale
Resample new number of points can be defined, equidistant in current x-units

Derivative, integral spectra - added as new ones

Convolutions with Gaussian or Lorentzian functions, used e.g. for smoothing


[image: image8.wmf]'

)

)

'

(

exp(

)

'

(

)

(

'

2

l

d

l

l

l

l

d

S

S

-

-

=

ò

, 
[image: image9.wmf]'

)

'

(

1

)

'

(

)

(

'

1

2

l

d

l

l

l

l

d

S

S

-

ú

û

ù

ê

ë

é

-

+

=

ò


N-Point Smoothing quadratic spline over N-points
FFT - make (fast) Fourier transformation

TorsionFit (obsolete option)

ConformerFit enables spectral scaling and comparison with experiment; experimental spectrum must be loaded first, in Option_Misc. the .TAB files must be selected. Simultaneous scaling of two kinds of spectra (e.g. IR and VCD) and comparison to experiment possible; then primary and secondary columns in .TAB files (Options_Misc.) must be chosen.
Polynomial Baseline Polynom of any order constructed from chosen points, subtracted from the spectrum

Two-Spectra Comparison: spectral shape similarity quantification, load two spectra (S1, S2) only, stacked mode
1) (Optional) normalizes spectra 
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2) Adjusts x-scale from selected corresponding points in the first and second spectrum, 
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3) Makes difference spectrum
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 and calculates its norm
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Peak Fit. Gaussian or Lorentzian peak fit of visible spectral region, conjugate gradient minimization possible.
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