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Computer-generated chromatograms 

The computer-guided plotter is a valuable 
tograph and the digital computer, and is useful, 
shapes and in chromatogram simulation. 

display device between the chroma- 
for example, in the analysis of peak 

The curves in Figs. I and 2 are an example of shape-checking. The computer plot 
in Fig. I was used to check the Gaussian shape of the crude peaks in Fig. 2, obtained 
by ion-exchange chromatography I. When the computer-generated Gaussian peaks, 
on the original scale delivered by the plotter, are superimposed on the crude chromato- 

TIME 

Fig. I, Computer-gcncrntccl Gaussian pcalts. Original cytosinc height (HITIS) = 13.21 cm. 

gram, the match is so good for the cytosine peak that no difference can be detected 
with the naked eye, whereas’slight asymmetry is visible for the guanine peak. 

The domputer chromatogram was generated with the Fortran program in 
Fig.‘3a, which shows the Gaussian function used. After first measuring the height and 
half-width of the’crude peaks on the original chart paper, the best match can be 
obtained after a few attempts. Most computer-plotter‘ libraries contain subroutines 
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Cytosine 
n 

Guanine 

Fig. 3. Crude analoguc signal from chromuto~rapli. Original cytosinc height = 13.2 cm. 
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Fig. 4, Computer-&eneratecl chromatogrnm of multicomponcnt mixture. 

of varying complexity, including a subroutine such as PLOTCM used here, which 
plots the contents of two arrays, AX and Y, inside a tailor-made box provided with 
graduated coordinates. In PLOTCM, the first two argu.ments are the x and y coordi- 
nates of the points, and the third argument shows that 801 points are to be plotted, 

Chromatograw s~inaaclation 
The simulated chromatogram in Fig. 4 was generated with the Fortran program 

in Fig. 3b. This type of computer-generated chromatogram suggests the way in which 
real peaks, stored in the on-line computer during the chromatography of single- 
component solutions, may be displayed on the plotter in order to predict rapidly the 
composite chromatogram of a multicomponent mixture. 
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