Advances in Numerical Analysis
Volume 2016 (2016), Article ID 1945958, 12 pages
http://dx.doi.org/10.1155/2016/1945958
Research Article
A Finite Volume-Complete Flux Scheme for a Polluted Groundwater Site
M. F. P. ten Eikelder,1 J. H. M. ten Thije Boonkkamp,1 M. P. T. Moonen,1 and B. V. Rathish Kumar2
1Department of Mathematics and Computer Science, Eindhoven University of Technology, P.O. Box 513, 5600 MB Eindhoven,  Netherlands
2Department of Mathematics and Statistics, Indian Institute of Technology Kanpur, Kanpur 208016,  India
Received 5 April 2016; Revised 10 July 2016; Accepted 17 July 2016
Academic Editor: Hassan Safouhi
Copyright © 2016 M. F. P. ten Eikelder et al. This is an open access article distributed under the Creative Commons Attribution License, which permits unrestricted use, distribution, and reproduction in any medium, provided the original work is properly cited.
Abstract. 
We present a model of a polluted groundwater site. The model consists of a coupled system of advection-diffusion-reaction equations for the groundwater level and the concentration of the pollutant. We use the complete flux scheme for the space discretization in combination with the -method for time integration and we prove a new stability result for the scheme. Numerical results are computed for the Guarani Aquifer in South America and they show good agreement with results in literature.



1. Introduction 
There is a great interest in developing groundwater models in the last decades. Groundwater is an important component of water resource systems. For example, more than half of the United States population depend on groundwater for drinking water [1]. Unfortunately, since groundwater is susceptible to pollutants, the quality of groundwater can be poor and is sometimes even deteriorating. Groundwater pollution occurs because of, among other things, disposal of industrial wastes such as gasoline, oil, and chemicals and agricultural activities such as the use of fertilizers. Also, uncontrolled hazardous waste, chemicals, road salts, and contaminants from dumps can make their way down into the groundwater [2]. Moreover, the groundwater is currently withdrawing which makes the quality even worse. This all indicates that groundwater might be unsafe for human use.
To solve these problems, clean water can be injected into aquifers and polluted groundwater can be pumped out. For this, the location of injecting and pumping as well as their rates is of great importance. Decisions have to be made for the proper locations and the total volume of groundwater that should be injected and/or pumped. Numerical simulations of groundwater flow enable us to make predictions about groundwater level and the amount of pollution and are therefore very useful. Therefore, mathematical models are needed for groundwater flow.
In groundwater modeling many different types of models are considered, for example, flow models, which describe the hydraulic head, or solute transport models, which describe the concentration level [3]. Our model is a combination of both a flow model and a solute transport model. Thus, the model includes both the concentration of the pollutant and the groundwater level. New in our model is that we include the effect of pumping and injecting water.
Our model consists of two equations, a pure diffusion equation for the groundwater level and an equation of advection-diffusion-reaction type that describes the concentration of the pollutants. For space discretization of the advection-diffusion-reaction equation we use the finite volume-complete flux scheme developed in [4, 5]. This scheme has proven to be a robust method to discretize advection-diffusion-reaction equations, which is uniformly second-order accurate, even for dominant advection, yet it does not produce any spurious oscillations, which makes the scheme very suitable for groundwater simulations. For the diffusion equation, the complete flux scheme reduces to the central difference scheme, which we use to discretize the groundwater level equation. We have applied the complete flux scheme to various problems from continuum physics, such as the flow of multicomponent mixtures and plasmas [6, 7], incompressible fluid flow [8], or the numerical simulation of plankton populations [9].
For the temporal integration the -method is used. New stability conditions for the combination of the -method with the finite volume-complete flux scheme for spatial discretization are derived in this paper.
We have organized our paper as follows. First, in Section 2, we describe our groundwater model. Next, in Section 3, we describe two versions of the complete flux scheme for our model. In Section 4 we derive stability conditions for the fully discrete scheme. The numerical results are discussed in Section 5. Finally, we end with conclusions in Section 6.
2. Mathematical Model 
The Guarani Aquifer in South America is one of the largest aquifers in the world. It is a very important source of drinking water in Argentina, Brazil, Paraguay, and Uruguay and should obviously not be polluted. However, the aquifer is very vulnerable to pollution due to land-surface activities [10]. Therefore it is interesting to define a model problem for the transport of polluted water based on the parameters of this aquifer [11–14].
We consider a groundwater site next to an aquifer. The groundwater in this basin is polluted and flowing towards the aquifer. Since the polluted water should not enter the basin we assume a well at the boundary between basin and aquifer, where all polluted water is removed. We restrict ourselves to a one-dimensional domain , with  the width of the basin, adjacent to the aquifer at . The soil in the basin consists mainly of clay and clay-like material, so we choose a uniform one-layer model consisting of clay only. We measure the groundwater level in the layer relative to a flat impermeable bottom. Furthermore, we are not particularly interested in the detailed composition of the polluted water, and therefore we only consider one typical polluting species, namely, lodide. The unknowns of our model are therefore the groundwater level in the layer and the concentration of lodide. A schematic picture of the groundwater site is shown in Figure 1.




	
	
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
		
			
				
					
				
					
				
			
		
		
			
				
					
				
					
				
			
		
		
			
				
					
				
					
				
			
		
		
			
				
					
				
					
				
				
					
				
			
		
		
			
				
					
				
					
				
				
					
				
			
		
		
			
				
					
				
					
				
			
		
		
			
		
			
		
		
			
		
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
		
			
				
		
		
			
		
			
	


Figure 1: Layer of a polluted groundwater site adjacent to an aquifer.


Polluted groundwater can be removed from the basin by pumping out polluted water and/or injecting clean water, which advances the polluted water towards the well, where it is taken out. We investigate the impact of pumping and injecting on the (rate of) removal of polluted water.
The governing equations are the conservation laws of volume, or rather mass, of the ground water and the mass balance equation for lodide. Pumping and injecting are included as source terms in these equations. Our model is inspired by [15] and its governing equations readwhere  is the groundwater level,  the concentration of the pollutant,  the velocity of the lodide pollution, and  the diffusion coefficient of lodide. Furthermore,  is defined as  with , the hydraulic conductivity, and , the specific storage (due to the presence of the well of the right side, the pollutant cannot enter the aquifer. Therefore, the considered groundwater site is classified as confined. The effect of phreatic storage usually occurs in unconfined sites and is therefore not included). The specific storage describes the amount of water per unit volume of a saturated aquifer that is absorbed or expelled due to changes in the compression of the fluid and medium caused by a change in hydraulic head [16]. Since we consider a uniform site, we assume , and  to be constant coefficients. The constituent relation in (1c) is Darcy’s law. The source terms  and  are given bywith  and  being the pumping and injection function, respectively, and with  being the injecting factor. From (2) it is evident that both pumping and injecting have an impact on the water level; however, the concentration of lodide is only influenced by injection. We have chosen to describe the pumping and injecting functions  by the following Gaussian profiles:where  is the pumping rate,  is the pumping position,  is the injecting rate, and  is the injecting position. The parameters  and  determine the pumping width and injecting width, respectively.
We choose a uniform initial groundwater level and describe the initial lodide concentration as a Gaussian profile, that is,where  is the initial groundwater level,  is the maximum initial concentration,  is the location of pollution, and  determines the width of the initial pollution. To complete our model, we prescribe the following boundary conditions:where  is the depth of the aquifer. The boundary conditions (5a) imply that there is no influx of polluted water at  since  and . The boundary condition  means that there is a well located at  where all polluted water is immediately removed. We refer to (1a)–(5b) as the groundwater model.
3. Numerical Scheme for the Groundwater Model 
In this section we outline the finite volume-complete flux (FV-CF) scheme for the discretization of the groundwater model; for a detailed derivation and validation of the scheme, see [4].
First, we present the stationary flux approximation and subsequently its extension to time-dependent problems. Consider the stationary version of (1b) formulated aswhere  is the flux corresponding to . Let us introduce an equidistant grid  with  being the grid size and  being the number of grid points. Furthermore, we cover the domain with control volumes , where . Integrating the first equation in (6) over the control volume  and using the midpoint rule for the integral of the source term , we obtain the discrete conservation lawwhere  is the numerical flux at  and .
The complete flux approximation for  is derived from the local BVP for (6) on , subject to the boundary conditions  and . The derivation proceeds in the following steps. First, we integrate the conservation law in (6) from the interface  to  to obtain the integral balance. ConsiderSecond, introducing the auxiliary function , defined bywe can rewrite the flux in terms of its integrating factor, that is,Next, substituting this expression in (8), isolating the derivative, integrating the resulting equation from  to , and applying the boundary conditions, we obtain the following expressions for the flux:where  and  are the homogeneous and inhomogeneous part of the flux, corresponding to the advection-diffusion operator and the source term, respectively. Finally, to relate the inhomogeneous flux to the source term, we substitute  in (11c) and change the order of integration. This way we findwhere  is referred to as Green’s function for the flux; see [4] for more details.
To derive expressions for the numerical flux, we have to apply appropriate quadrature rules to all integrals involved. Introducing the Péclet function , with an abuse of notation, defined aswe obtain for the numerical flux  the following expressions:where the functions  and  are defined as see Figure 2. Furthermore, (14a)–(14c) contain the average Péclet number  and the upwind value of the source term , defined aswhere  is the central difference approximation of , that is, and where  is the average velocity. Clearly, also the numerical flux contains two parts, namely, the homogeneous flux , corresponding to the advection-diffusion operator, and the inhomogeneous flux , taking into account the effect of the source term. We refer to the flux approximations in (14a)–(14c) as the complete flux (CF) scheme.
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(b)
Figure 2: The functions  (a) and  (b).


Note that for  or  the homogeneous flux  reduces to the central difference flux  or the upwind flux , respectively. Indeed, rearranging terms in (14b) we can write the expression for the homogeneous flux as a weighted average of  and , that is,where  is the upwind value of  at the interface . Consequently, the numerical flux  does not produce spurious oscillations for , contrary to the central difference scheme which generates these oscillations for . This allows us to use much coarser grid for the CF scheme than would be required for the central difference scheme. Moreover, we can show that the inclusion of the inhomogeneous term guarantees second-order convergence in the limit ; see [17].
Next, we consider the time-dependent version of the conservation law, which reads with corresponding semidiscrete conservation law. Considerwhere . For the numerical flux  we have two options. First, we can simply take the flux approximation (14a)–(14c), henceforth referred to as the stationary complete flux (SCF) scheme. Combining the semidiscrete conservation law (20) with the complete flux approximation (14a)–(14c) we obtainwhere the coefficients are defined byThe alternative is to include the time derivative in the source term; that is, we introduce the modified source term  as and we replace  in (14c) by . The inhomogeneous numerical flux then changes towhere  denotes the upwind value of  at the interface . Obviously, the homogeneous flux remains the same. We refer to this flux approximation as the transient complete flux (TCF) scheme. The corresponding semidiscretization then reads
To discretize (1a) we also use the FV-CF scheme. In this case the corresponding Péclet function is identically , and since , the inhomogeneous flux vanishes. Consequently, the scheme reduces to the standard central difference scheme. Consider
For time integration of either (21) or (25) coupled with (26) we use the -method [18]. However, since the Péclet numbers  depend on the numerical approximation , we apply a predictor-corrector approach where we first integrate (26), update the Péclet numbers, and subsequently integrate either (21) or (25).
4. Stability Analysis 
In this section we investigate stability of the -method applied to both (21) and (25). To that purpose we assume that  and ignore boundary conditions and source term. For the latter ODE-system we moreover assume that .
Both semidiscretizations give rise to an ODE system of the formwhere the discretization matrices  and  represent the homogeneous and inhomogeneous flux differences, respectively. Furthermore,  for the SCF scheme and  for the TCF scheme. The -method applied to (27) readswhere  denotes the approximation of  at time level  with  being the time step, and so forth. In the stability analysis which follows, we ignore the source term  and the boundary term . We first consider (25); the stability result for (21) follows readily as a special case.
Theorem 1.  The -method applied to the TCF semidiscretisation (25) is stable if the following conditions hold:with  and  and where the function  is defined by 
Proof. Substituting the parameters , and so forth, defined in (22a) and (22b), the -method for (25) reads where we have used  since . To investigate stability, we substitute the discrete Fourier mode. Consider and we obtain the following expressions for the amplification factor , that is,  with . Elaborating the stability requirement, we find with  and . Straightforward evaluation gives  And, consequently,  reduces to Next, straightforward differentiation gives  for , from which we conclude that  and . It is obvious that, for , the inequality  unconditionally holds. Consider next the case . A sufficient condition for stability is then from which the stability result readily follows.
Corollary 2.  The -method applied to (21) is stable ifwith , and  defined in Theorem 1.
Proof. Take  and repeat the proof of Theorem 1.
To conclude, the standard stability result for the -method applied to (26) follows, if we substitute  in the stability condition (37); see [18].
5. Numerical Results
In this section we present numerical solutions for three different scenarios of the groundwater model: first, no injecting and no pumping and consequently also no flow, second, injecting and no pumping, and third, both injecting and pumping. We refer to these scenarios as no flow, injecting, and injecting-pumping, respectively. The corresponding parameter values are given in Table 1 and are based on [11–14]. All numerical solutions are computed in dimensionless form using the TCF scheme in combination with the trapezoidal rule for time integration , on a grid with  grid points and with (dimensionless) time step , and subsequently converted to full dimensional form. Numerical solutions for the SCF scheme are similar and are not included.
Table 1: Parameters values of the groundwater model. 
	

	Parameter 	 Value 	 Unit 
	

			m2 year−1
			m2 year−1
			m year−1
			m
			m 
			m
			m 
			kg 
			 year 
			m year−1
		—, 	m
		—, —, 	m 
			m year−1
		—, 	m
		—, 	m
			kg m−3
			 m−2
			m
	



The choice of  and  is justified by the grid validation of the numerical solution presented in Table 2. In this table we present the numerical approximations of  and  at  and at time  computed with (dimensionless) time step  on a sequence of grids, to verify the dependence of the numerical solution on the grid. Clearly, for  the numerical solution is practically independent of the grid.
Table 2: A grid validation for both  and . The values are computed for  and . 
	

		 No flow 	 Injecting 	 Injecting-pumping
						
	

							
							
							
							
							
							
	



To verify the order of convergence of the SCF and TCF semidiscretizations, we repeatedly compute  by successively halving the grid size and apply Richardson extrapolation [19]. For the (dimensionless) time step we take . Let  denote the numerical approximation of  computed with grid size . If the semidiscretization is th order convergent, we have We will present  values for the injecting and injecting-pumping scenario.
5.1. No-Flow Scenario
In this case we do not include pumping nor injecting. Since the initial groundwater level is constant, there is no flow of the pollutant and the concentration equation is just a diffusion equation. Consequently, the SCF and TCF schemes reduce to the central difference scheme. We show the result in Figure 3. The figure shows a little spreading of the initial concentration, with the maximum value reduced to approximately 90% of its initial value. No pollutant is removed.
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(b)
Figure 3: No-flow scenario: lodide concentration.


5.2. Injecting Scenario
In this scenario we inject clean water at the left of the domain and do not pump any polluted water. The clean water forces the polluted water to the well on the right where it is removed. The solution is shown in Figure 4. The source term  is virtually  outside a very small layer near  and this implies that in the steady limit for  the groundwater level tends to a linear profile, and, consequently, the velocity  approaches a constant. Since the diffusion coefficient  is very small, transport of the pollutant is dominated by advection, as is evident from Figure 4. A zoom-in of the lodide concentration near  is presented in Figure 5(a), confirming that all polluted water is removed at the right end of the domain.
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(d)
Figure 4: Injecting scenario: lodide concentration and groundwater level. The red profiles in (b) and (d) denote the initial conditions.
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(b)
Figure 5: Injecting scenario: (a) a zoom of the lodide concentration near  and (b) total pollution relative to the initial pollution.


After about 25 years the total pollution, integrated over the entire domain, has decreased to less than 5% of its original value, which is shown in Figure 5(b). This means that the pollution moves with a speed of less than 1 meter a year. At the same time, the groundwater level increases.
In Table 3 we present the  values for both the SCF and TCF schemes as a function of the number of grid points . Clearly, both schemes show second-order convergence for . In addition, we have included the (in absolute value) maximum Péclet number , indicating that advection is dominant on the coarser grids.
Table 3: Injecting scenario:  values as a function of .
	

		 SCF 	 TCF	
	

				
				
				
				
				
				
	



5.3. Injecting-Pumping Scenario
In this scenario we add pumping to the model. We inject water just left of the concentration plume at  and pump polluted water out at the right of the plume at . We show the results in Figure 6. From this figure we can distinguish different regimes of the solution. First, left of the injection peak, the groundwater level increases in time. Second, between the injection and pumping peaks both source terms are virtually  leading to a linear decreasing groundwater level  and a concentration profile  propagating at constant velocity, just as in the injecting scenario. Third, near , the source term  resulting in the flattening of the groundwater level  and a decrease of the velocity . Thus, left of the pumping peak, the pollutant moves faster than at the right, and since , the pollutant piles up. Finally, beyond the pumping peak the groundwater level is again linear and the pollutant is transported with constant velocity towards the well. A zoom-in of the lodide concentration near  is given in Figure 7(a).
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(d)
Figure 6: Injecting-pumping scenario: lodide concentration and groundwater level. The red profiles in (b) and (d) denote the initial conditions.
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(b)
Figure 7: Injecting-pumping scenario: (a) a zoom-in of the lodide concentration near . (b) Total pollution relative to the initial pollution.


Note that the groundwater level profile has not increased that much compared to the previous situation. This results in a longer period for the pollutant to be removed, and after about 33 years the pollution has decreased to less than 1% of the original amount. We have shown this in Figure 7(b).
The  values are presented in Table 4, from which we conclude that also in this scenario the SCF and TCF schemes demonstrate second-order convergence for the grid size . We see that, for removing the pollutant from the site, the steepness of the groundwater level is of great importance, that is, the steeper the faster it is removed. In the situations we have considered, it takes approximately 20 to 30 years to remove the lodide. At first sight, this seems to be very long. However, one has to keep in mind that the soil type is clay, which has a low hydraulic conductivity. Our results correspond to some of the results in the literature, which also find that pollutants in groundwater move with only a few feet a year.
Table 4: Injecting-pumping scenario:  values as a function of .
	

		 SCF 	 TCF 	
	

				
				
				
				
				
				
	



6. Summary and Conclusions 
In this section we present our main conclusions and propose some extensions to the model. Our model describes a polluted groundwater site next to the Guarani Aquifer in South America. We have included both injecting of clean and pumping of polluted water.
Since the governing equation for the concentration of pollutant is of advection-diffusion-reaction type, we employed the complete flux scheme for space discretization. The scheme has proven to be very suitable, since it is uniformly second-order accurate, even for dominant advection, and it does not produce any spurious oscillations. For time integration we use the -scheme. A stability condition for the fully discrete scheme is derived.
We have investigated the effect of injecting and pumping on the (rate of) removal of pollutants and conclude that the injection of clean water upstream of the pollution peak together with pumping out polluted water downstream of the pollution peak enhances the removal of polluted water.
Our model can be extended and improved in many different ways of which we mention a few. First, the source terms could be made more realistic by letting them depend on the concentration of the pollutant as well as the groundwater level. Also a possibility is to make the source terms time dependent. In this way one could choose not to pump anymore if it would not affect the removal any further. Another possibility is to extend the model to two dimensions. Also here, one could still use the finite volume-complete flux scheme to solve the advection-diffusion-reaction equation. A two-dimensional extension of the scheme is included in [4].
Competing Interests
The authors declare that they have no competing interests.
References
	R. J. Glennon, Water Follies: Groundwater Pumping and the Fate of America's Fresh Waters, Island Press, 2009.
	A. Zaporozec, “Ground-Water pollution and its sources,” GeoJournal, vol. 5, no. 5, pp. 457–471, 1981.
	W. Kinzelbach, Groundwater Modeling: Basics and Equations, vol. 2 of Lecture Notes Groundwater, Institute of Environmental Engineering, ETH Zürich, Zurich, Switzerland, 2015.
	J. H. ten Thije Boonkkamp and M. J. Anthonissen, “The finite volume-complete flux scheme for advection-diffusion-reaction equations,” Journal of Scientific Computing, vol. 46, no. 1, pp. 47–70, 2011.
	J. H. M. ten Thije Boonkkamp and M. J. H. Anthonissen, “Extension of the complete flux scheme to time-dependent conservation laws,” in Numerical Mathematics and Advanced Applications 2009, G. Kreiss, P. Lötstedt, A. Målqvist, and M. Neytcheva, Eds., pp. 865–873, Springer, Berlin, Germany, 2010.
	L. Liu, D. B. Mihailova, J. Van Dijk, and J. H. M. Ten Thije Boonkkamp, “Efficient simulation of drift-diffusive discharges: application of the ‘complete flux scheme’,” Plasma Sources Science and Technology, vol. 23, no. 1, Article ID 015023, 2014.
	K. S. C. Peerenboom, J. van Dijk, J. H. M. ten Thije Boonkkamp, L. Liu, W. J. Goedheer, and J. J. A. M. van der Mullen, “Mass conservative finite volume discretization of the continuity equations in multi-component mixtures,” Journal of Computational Physics, vol. 230, no. 9, pp. 3525–3537, 2011.
	N. Kumar, J. H. M. ten Thije Boonkkamp, and B. Koren, “Flux approximation scheme for the incompressible Navier-Stokes equations using local boundary value problems,” in Numerical Mathematics and Advanced Applications—ENUMATH 2015, B. Karasözen, M. Manguoğlu, M. Tezer-Sezgin, S. Göktepe, and Ö. Uğur, Eds., 2015.
	S. A. Goorden, S. P. Korzilius, J. H. ten Thije Boonkkamp, M. J. H. Anthonissen, and B. V. Rathish Kumar, “NPZ-model with seasonal variability of plankton population dynamics,” Applied Mathematical and Computational Sciences, vol. 3, no. 2, pp. 227–248, 2011.
	S. Foster, R. Hirata, A. Vidal, G. Schmidt, and H. Garduño, The Guarani Aquifer Initiative Towards Realistic Groundwater Management in a Transboundary Context, World Bank, 2009.
	A. G. Coplan and D. Consult, The Management of Aquifers, an Example of an Integrated Solution for the Creation of Potable Water Protection Areas with the Use of Sustainability Computations and Advanced It Support Systems, IT & More, 2004.
	P. A. Domenico and M. D. Mifflin, “Water from low-permeability sediments and land subsidence,” Water Resources Research, vol. 1, no. 4, pp. 563–576, 1965.
	P. A. Domenico and F. W. Schwartz, Physical and Chemical Hydrogeology, John Wiley and Sons, New York, NY, USA, 1998.
	P. Grathwohl and S. Haderlein, Diffusion 1, Lecture Notes Hydrogeochemsitry, Universität Tübingen, 2006.
	J. Bear and A. Verruijt, Modelling Groundwater Flow and Pollution, D. Reidel Publishing, 4th edition, 1987.
	J. B. Bennington, Hydrology Storativity and Transmissivity, Lecture Notes Hydrology, Department of Geology, Environment and Sustainability, Hofstra University, New York, NY, USA, 2012.
	L. Liu, J. van Dijk, J. H. ten Thije Boonkkamp, D. B. Mihailova, and J. J. van der Mullen, “The complete flux scheme—error analysis and application to plasma simulation,” Journal of Computational and Applied Mathematics, vol. 250, pp. 229–243, 2013.
	R. M. M. Mattheij, S. W. Rienstra, and J. H. M. ten Thije Boonkkamp, Partial Differential Equations: Modeling, Analysis, Computation, SIAM, Philadelphia, Pa, USA, 2005.
	A. Quarteroni, R. Sacco, and F. Saleri, Numerical Mathematics, vol. 37 of Texts in Applied Mathematics, Springer, New York, NY, USA, 2000.


EPUB/Navigation/nav.xhtml


		

			

		  1. Introduction 

		  2. Mathematical Model 

		  3. Numerical Scheme for the Groundwater Model 

		  4. Stability Analysis 

		  5. Numerical Results

		  6. Summary and Conclusions 

		  References 





EPUB/Content/page-template.xpgt
 

   


     
	 
    

     
	 
    


     
	 
    


     
         
             
             
             
        
    

  




