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Abstract-   This paper presents a study about the possibility of the prediction of constituent concentration in a two-

component (salicylic acid and caffeine) mixture by using neural network (NN). It is an important step for developing a 

smart SMB automatic control mechanism with the precision control ability. From the experimental results shown, it is 

conformed that the individual constituent concentration indeed can be accurately predicted via the absorbance of 

ultraviolet (UV) light at different wavelengths by using the well-trained neural network model. 
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I. INTRODUCTION 

Chromatography is a method which can separate the components of a mixture based on the different characteristics 

of components. It has been widely applied into the chemical and biomedical industries. Chromatography has become 

a most important technique in the biomedical and pharmaceutical industries. Fig. 1 shows the diagram of 

chromatographic separation process [1-2].  

In recent years, SMB has become the most advanced technology in the chromatographic separation process due to 

its continuous feeding ability. The advantages of multi-column SMB technology includes that not only the 

productivity can be increased, the consumption of solvent and water can also be decreased. Thus, SMB has been 

recognized as the cleanest manufacturing technology in the biomedical and pharmaceutical industries. Fig. 1 is the 

example of SMB operation [3]. 

Due to the complexity of SMB, the precision control of SMB is always a problem in its practical using. Even many 

researchers in this area have done lots of works on it, but still have no good results [4-10]. So far, there is no 

commercial SMB automatic control software can be found in the market. Only some simple and self-developed 

control software for the specific components’ separation were developed by a few users.  

 
Figure 1. The example of SMB operation. 

 
Thus, this research aims to develop an intelligent control mechanism of SMB. The possibility of the prediction of 

constituent concentration in a two-component (salicylic acid and caffeine) mixture by using NN is studied firstly. If 

the prediction could be done well, then such a well-trained NN can be used to develop the intelligent control 

mechanism of SMB we desired. 
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This intelligent control mechanism is expected to have the self-learning and adaptive abilities. It will enable the 

SMB’s control could be operated at the best condition in any time. Not only the productivity can be increased, the 

production cost can also be reduced. 

 

II. SMB MODEL 

In fact, the traditional SMB dynamic mathematical model is deduced by using TMB model. Here, we give an 

overview of SMB dynamic model [11-12]. For TMB, the mass balance of bulk phase is: 
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Where, i is the i
th 

component of mixing, j is the j
th

 segments, x is the moving direction and distance, ik  is a 

comprehensive mass transfer constant, 
jv  is the velocity of body in the section j, 

su is solid flow rate, 
,i jC is the 

fluid phase concentration of component i in section j, 
,i jq is the solid phase concentration of component i in section 

j. *

,i jq is the solid phase concentration at equilibrium between solid phase and liquid phase in component i in section 

j. In SMB system, there may be more than one adsorption bed in each section, and the region will be changed with 

the node switching. So redefining adsorption bed k, 
*

jv is the flow rate of fluid in bed j, *Q j
is the volume flow rate 

in bed j. Therefore, TMB and SMB can be converted to each other as follows:  
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III. NEURAL NETWORK MODEL 

The NN structure commonly known as multi-layered feed-forward net is used in this study. A three-layered feed-

forward NN architecture as shown in Fig. 2 is the selected topology. Each layer is connected to a layer above it in a 

feed-forward manner, no feed-back from the same layer or a layer above. The learning process to be utilized is 

“Back-propagation” (BP) algorithm. The major steps of BP learning algorithm are summarized as follows: [13-15].  

 

 

 

 

 

 

 

 

 

 

 

 

 
Figure 2. A Three-Layered Feed-Forward Neural Network. 

 

IV. EXPERIMENTS 

In our study, the prediction of solute concentration in a two-component (salicylic acid and caffeine) mixture by 

using NN is experimented. In our experiment, the UV light with different wavelengths is used to irradiate the 

mixture which combines with different concentrations of salicylic acid and caffeine. All mixtures in SMB columns 
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have the fixed flow rate. The reactive absorbances of UV light are different to these mixtures.  Fig. 3 and Fig. 4 are 

the examples of UV light intensities of four different concentrations of salicylic acid (A) and caffeine (B), 

respectively. 

 
Figure 3. The UV intensities for four different concentrations of salicylic acid (A). 

 

 
Figure 4. The UV intensities for four different concentrations of caffeine (B). 

 

In this experiment, 64 solutions with different salicylic acid and caffeine concentrations are made. Let all solutions 

flow through three columns of SMB system and then collect 64 data sets of UV absorbance. In order to ensure the 

correctness of the experiment we did, the original data are reorganized randomly to generate two data sets, i.e. 

Group-1 and Group-2. For each group, 42 data are used as training of NN and the rest of 22 data are used as test. 

The size of NN is 114-250-1. The 114 inputs are all UV light absorbances. The mean absolute percentage error 

(MAPE) is used to be the experimental measurement. Table 1 shows the MAPEs of concentration predictions of 

salicylic acid and caffeine. 

 
Table 1. : The MAPEs of concentration predictions of salicylic acid and caffeine. 

 Salicylic acid Caffeine 

Training 
(MAPE) 

Test 
(MAPE) 

Training 
(MAPE) 

Test 
(MAPE) 

Group-1 1.18% 1.87% 0.98% 1.70% 

Group-2 1.41% 2.01% 1.27% 1.73% 

 

Here, some examples of performances given by NN are shown as follows. Fig. 5(a) and Fig. 5(b) are the 

superposition diagrams of salicylic acid and caffeine concentrations performed by NN for Group-1. Fig. 6(a) and Fig. 

6(b) are the superposition diagrams of salicylic acid and caffeine concentrations performed by NN for Group-2. 
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(a)                                                                                             (b) 

Figure 5. The predictions of salicylic acid and caffeine concentrations performed by NN for Group-1. (Solid line: 

Desired value. Dot line: Predicted value.) 

   

      
(a)                                                                                             (b) 

Figure 6. The predictions of salicylic acid and caffeine concentrations performed by NN for Group-2. 

(Solid line: Desired value. Dot line: Predicted value.) 

 

V. CONCLUSION 

This paper presents a study about the prediction of constituent concentration in a two-component mixture by using 

NN technique. The experimental results show that the individual constituent concentration indeed can be accurately 

predicted via the absorbance of UV light by the well-trained NN model. It means the instant separation process and 

operation state of SMB can be precisely predicted. This result gives a great encouragement for the study of SMB 

precision control in the future. 
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