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The remediation of contaminated soils is one of the major environmental
problems in industrial countries today. Among the different techniques
that can be applied, in situ bioremediation, which relies upon the use of
indigeneous microorganisms to degrade the contaminant, is one of the
most attractive, both from an environmental and an economic viewpoint.
A full-scale bioremediation process requires a number of laboratory and
pilot-scale tests in order to assess the feasibility of the remediation, to
define potential health threats, and to find optimal operating conditions.
Scaling up from the laboratory to the field can greatly benefit from the
development of reliable mathematical models, which need to deal with
several interacting physical, chemical, and biological phenomena.
A macroscopic cellular automata (CA) model is presented here, which
describes the major phenomena that take place in bioremediation. The
reasons for using macroscopic CA are discussed. The model is composed
of the following three layers, each layer depending on the others.
1. A fluid dynamical layer, which describes multiphase flow through the
soil.
2. A solute description layer, which deals with solute transport, adsorption/desorption, and chemical reactions.
3. A biological layer, which describes biomass growth and its interaction
with the different chemicals.
The model has been tested in a pilot plant in the case of contamination
by phenol. The values of the phenomenological parameters have been
determined by the use of genetic algorithms (GAs). The model has proven
capable of carefully describing experimental results for a wide range of
experimental conditions. It is therefore an application of CA models to a
real-world problem of high social and economic relevance.
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1. Introduction

Although less debated than air and water pollution, soil contamination
is one of the major environmental problems in industrial countries. Different technologies are available, including physical and chemical ones
such as soil washing, use of vapor, heating, and vitrification [10, 25].
The traditional approach, based upon landfills, is being discouraged in
industrial countries: actually, their use is not a way to really solve the
pollution problem, but rather a way to displace it in space and time. The
use of biotechnological methods is particularily attractive due both to
environmental and economical reasons. Different biological methods
include use of bioreactors, landfarming, composting, biopiles, and in
situ bioremediation, which is the subject of this paper.
In situ bioremediation [2, 24, 26] makes use of the capability of many
microorganisms such as bacteria, fungi, and actynomycetes to degrade
organic contaminants directly in the polluted soil. In most cases, the
degrading activity of indigeneous bacteria is stimulated to accelerate
natural phenomena by providing appropriate nutrients (e.g., oxygen,
phosphorus, and nitrogen) or creating appropriate physico-chemical
conditions (e.g., pH, moisture content), or both. A typical way of providing the desired nutrients uses aqueous solutions that are circulated
through the contaminated soils by artificial rain, or using injection and
drainage wells. The model described here is tailored to this bioremediation technique and focuses upon the biostimulation of indigeneous
bacteria by percolating an aqueous nutrient solution through the soil.
These models can be very useful for estimating the results of fieldscale operations starting from laboratory or pilot plant data, while the
prevailing approach today is still largely empirical. A few models exist
which aim at describing bioremediation, making use of partial differential equations (PDEs). A different approach is taken here, based upon
the use of macroscopic CA. The reasons for this choice are discussed in
section 2 and further commented on in section 9.
The good agreement between model prediction and experimental
results which has been achieved shows that CA can be successfully
applied to the bioremediation problem. This is therefore an example
of the application of cellular methods to a real-world problem having
both a deep scientific appeal and a high practical importance from both
environmental and economic viewpoints.
The model has a layered structure, which has a sound physical basis.
The fluid dynamical layer describes multiphase flow in a porous medium,
the solute description layer describes the fate of the solute, and the third
layer describes the biomass dynamics of transport, growth and decay,
and metabolic activities. The overall structure of the model is described
in section 2, while sections 3 through 5 are dedicated to the description
of the three layers of the model.
Complex Systems, 11 (1997) 31–54
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Dealing with such a complex and only partly known set of phenomena, it is necessary to introduce some phenomenological parameters,
which cannot be directly measured, but need to be estimated by comparing the model predictions with experimental results, and using an
optimization method to minimize the difference between simulations
and experiments. The optimization method chosen in this case is that of
genetic algorithms (GAs) [19, 20]. These do not require that the function to be optimized has any special property and are not bound to get
stuck in local optima; such as, for example, gradient descent techniques.
The GA used is described in section 6.
Models are useful if they compare well with experimental results
which can be obtained from a pilot plant or in the field. The model testing that has been performed so far, albeit limited, provides meaningful
indications. The major limitations are due to the size of the equipment
(a pilot plant of about 1 m3 ) and the choice of a single contaminant,
namely phenol, being one of the most frequently encountered in practice. On the other hand, an unusually high number of data has been
recorded, which allow a thorough testing of the model; moreover, different experimental conditions have been examined, thus allowing testing
of the model in cases that had not been used for parameter optimization.
The comparison of the model behavior with experimental results is
presented in sections 7 and 8. The former describes cases used for
parameter adaptation and the latter shows how the model generalizes
to slightly different experimental conditions, without further parameter
tuning.
An important issue is that of the model generalization properties,
that is, its capability to describe cases that were not used for parameter
adaptation without further adjustments. Some results concerning this
aspect are shown and discussed in section 8.
Conclusions and suggestions for further improvements are summarized in section 9.
2. The model

Although many models describing multiphase flow in porous media and
contaminant transport have been published (for a review see [21]), still
few models exist describing the whole bioremediation process, including
its biological aspects [6, 9, 11, 12, 21, 23].
All these models make use of an approach based upon PDEs, which
involve a limiting operation where the volume of the elementary cell
DV and the time increment Dt, shrink to zero. However, the elementary
cell must still comprise several pores, so this limiting approach is legitimate when a representative volume element can be found (see [5] for
a comprehensive discussion). The models are also fairly complicated,
so that analytical solutions do not exist for the most interesting cases,
Complex Systems, 11 (1997) 31–54
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and it is necessary to resort to numerical simulations. So the overall
process involves first a limiting operation DV Æ 0, Dt Æ 0, and then a
discretization scheme where finite approximations are introduced.
We explore an alternative approach based on a straightforward discrete scheme, namely that of CA which, as it is well known, rely upon
discrete space cells, discrete time steps, and discrete state space. CAs,
which were introduced in the 1950s by von Neumann to study selfreproducing systems [8], have been extensively used since the 1980s for
modeling complex dynamics and physical systems [30–32].
While most attempts to apply CA to modeling macroscopic physical
phenomena have dealt with a “microscopic” approach, where the state
variables can take only a limited number of different discrete values
[18, 31], we take here a rather “macroscopic” attitude, considering the
cells as portions of space which include several pores. It is therefore
meaningful to assign to each cell a more complex state space, which
is the cartesian product of different subspaces, which may refer, for
example, to the water content, the concentration of a given chemical,
the density of a given class of bacteria, and so on. Some of these variables
are usually considered as continuous, and we will admit their use.
We will therefore use the term “cellular automata” in a wider sense
than that of lattice gases (although formal compliance with the CA
definition could be assured by resorting to a “discretized” set of values).
Moreover, in order to describe phenomena which happen in a vessel of
finite dimensions with physical boundaries, our CAs will not be spatially
homogeneous. A rigorous formalization of the generalized CA concept
is given in [17].
This kind of model is similar, in some respects, to lattice Boltzmann
models [29]. However, our model, which aims at describing large-scale
phenomena, makes direct use of macroscopic variables such as water
saturation and concentration of a given chemical, while the applications
of lattice Boltzmann models to flow in pororus media which have been
developed so far describe phenomena taking place at the pore level [1].
Macroscopic CA models are instead related to the so-called compartment models [7], where the space is divided into cells of finite size, which
are assumed to be in local equilibrium.
These macroscopic CA models should be effective in simulating large
systems because they allow one to choose a cell size which is appropriate
for the scale of the simulation. Moreover, as has already been pointed
out, they avoid the need for a limiting operation, followed by the introduction of a discrete approximation. On the other hand, the use of a
CA approach introduces a dependence upon the discrete space topology
which is chosen. Examples from the simulation of landslides and lava
flows [4, 13] provide encouraging results on the capability of the model
to describe complex physical phenomena. Of course, the validity of this
approach should be judged by agreement with the experimental data.
Complex Systems, 11 (1997) 31–54
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We now describe the bioremediation CA model. As was mentioned
before, the model has a layered structure.
The lower, or fluid dynamical layer describes the flow of different fluid
phases in a porous medium.
The second, or solute description layer, describes the physical and chemical processes affecting the solutes, including hydrodynamic dispersion,
chemical reactions with other solutes or with chemicals which may be
present in the soil, and adsorption and desorption to and from the pore
walls.
The third, or biological layer, describes the growth of microorganisms
and their interactions with their environment.

This paper is concerned with the description of a specific case, namely
that of a phenol-contaminated soil. The major simplifications of the
general model structure, which have been applied in this case, are the
following.
Static soil. The soil is considered to be an unchanging matrix, not affected
by the flow; moreover the growth of microorganisms is supposed not to
modify the void space in an appreciable way (i.e., no pore clogging).
Two phase flow. Only the flow of a gaseous phase (air) and a liquid phase
(aqueous solution) have been considered; due to the high solubility of
phenol in water, no separate phase is present.
No chemical reactions. Phenol is assumed to undergo only biologically
induced transformations; the introducton of chemical reactions would be
straightforward, if it were needed.
Simplified population structure. The bacterial population has been divided into three classes, according to their behavior with respect to the
chosen contaminant, and no attempt has been made to provide a more
detailed description of the different species involved and of their mutual
interactions.

In spite of these limitations, the model is very ambitious, as it aims at
describing a wealth of different interacting phenomena.
The specification of the CA involves its topology, its state space,
and its transition function (for a more detailed and rigorous formal
specification, see [17]).
Topology. The model is three-dimensional, and the space is divided into
cubic cells, so that each cell has six neighbors (up, down, north, east,
south, and west), one for each face.
State space. The cartesian product of different subspaces is used
Q = Qw ¥ Qcap ¥ Qgra ¥ Qmph ¥ Qcph ¥ Qnrb ¥ Qrndb ¥ Qrdb
Complex Systems, 11 (1997) 31–54
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where Qw is the water content in the cell, Qcap is the “capillary water”
substate, that is, the water which is held by capillary forces (see section 3),
Qgra is the “gravitational water” (see section 3), Qmph accounts for the
phenol mass adsorbed or precipitated in the cell per unit mass of dry
solid, Qcph accounts for the phenol concentration in the cell water, Qnrb
accounts for the concentration of bacteria which are not resistant to the
phenol, Qrndb accounts for the concentration of those bacteria which are
resistant to the phenol but are not able to degrade it, and Qrdb refers to
those bacteria which are resistant to and can degrade phenol.
Transition function. The main features of the deterministic transition
function, that is, the law which determines the state of a cell at time
t + 1 from the state of its neighboring cells at time t, are described in
sections 3 through 5. The precise specification of the transition functions
must be given in terms of algorithms, which play in CAs the same role of
equations in continuous models; as they are fairly long and cumbersome
to read, a complete description of the algorithms is not given here, but
can be found in [17].

In order to describe the boundaries of the experimental vessel, some
cells are given a particular transition function; for example, the upper
layer can take an inflow of water from the outside, while the lower layer
describes the collecting apparatus at the bottom of the pilot plant [17].
3. The fluid dynamical layer

We now consider what happens in a porous soil when water saturation
S (which is defined as the ratio of volume of water to the volume of
voids) increases. When water saturation is low, a minimum quantity of
water surrounds the grains of soil, it is immobile and can be removed
only by strong heating of the soil. At a slightly greater saturation level
water forms rings (pendular rings) around the grain contact points,
influenced essentially by intermolecular forces. As water saturation
increases, the pendular rings expand until a water continuum is reached
(water funicular saturation), so that water can flow. If water saturation
increases further, all the pores will be filled, except air, if any, entrapped
in the largest pores. The above qualitative description [5] refers to the
case where water is the wetting phase.
In order to capture the phenomenology described, we introduced the
following three kinds of water in the model [15].
Immobile (or irreducile) water, which cannot flow.
Capillary (or diffusion water), which can flow according to a diffusionlike dynamics, tending to equalize its content with neighboring cells.
Gravitational (or transport) water, which can flow more rapidly under
the action of gravity.
Complex Systems, 11 (1997) 31–54
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All the water is regarded as immobile until a certain threshold is met
(there are no connected paths below this threshold). Above this level,
water is capillary (a thin layer close to the pore walls) until a second
threshold is found. Above this latter threshold, water is considered
gravitational (if appropriate, part of the water can be regarded as fissural).
Moreover, as in some cases macroscopic fissures can be found, these
could also be described in a way similar to gravitational water, but with
a faster flow rate, provided that “fissural water” is introduced. In the
following, fissures are not taken into account.
According to the model, the motion of capillary water tends to equalize its value in neighboring cells. The mechanism of equalization distributes the excess water of a given cell among those of its neighbors with
a water content that is smaller than the local average water content, thus
giving rise to dynamics similar to those described by diffusion equations.
The maximum flow of capillary water is computed as follows.
Let Vi denote the neighborhood of cell i, which is composed of Ni
cells, and let qi denote the capillary water in cell i. An average Xq\i
between all the cells of the neighborhood is first computed:
Xq\i =

1
‚q .
N jŒV j
i

The neighboring cells having a water content that is higher than this
average are identified and discarded. Let Vi(1) be the subset of Vi composed of the Ni(1) cells which have not been eliminated. Then the average
between the remaining cells is computed:
Xq\(1)
i =

1
‚ qj .
Ni(1)
(1)
jŒVi

The process is iterated until no more cells are found with a water content
higher than the average. The value of this latter average is attributed to
the central cell and to all the cells which have “survived” (see Figure 1
for a two-dimensional example).
The preceding computation refers to the maximum (capillary) water
that can flow from the central cell. At each CA time step, only a fraction
kcap of the excess water so computed actually flows, in order to take into
account the system kinetics. As it is well known [5] that the flow rate of
the water phase depends upon its saturation level S, it has been assumed
that the dependence of the flow rate coefficient kcap upon saturation is
S-shaped, as suggested by experimental data concerning the so-called
relative permeability curves.
The gravitational water can flow under the action of gravity from
a cell to the cell below it. A transport coefficient kgrav for each cell
is calculated; the flow of water to the inferior cell is proportional to
Complex Systems, 11 (1997) 31–54
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Figure 1. An example of the algorithm for capillary water.

the smallest of the two kgrav and in each case cannot be higher than
the receptivity (i.e., the quantity of water that a cell can accept) of the
inferior cell. For the same reasons just discussed for capillary water,
the gravitational flow rate coefficient also depends upon saturation,
although its kinetic parameters allow a faster flow.
It is worth mentioning here that this model is capable of describing
both the fast initial outflow and the long slow percolation tail (see
section 7), thus encompassing phenomena with widely different time
constants.
4. The dynamics of chemicals

This model layer describes the behavior of the different chemicals transported by the aqueous phase (i.e., nutrients, contaminants, others). We
will usually refer to the specific case of contaminants, but the same approach is adopted to describe the transport of nutrients; such as, for
example, dissolved oxygen, nitrogen, and methanol.
Solutes are transported by the water flowing in the system, they interact with the pore walls and diffuse in the water which was already
present in the cell. The adsorption/desorption process has been modeled
by first-order kinetic equations, where the adsorption rate to the pore
Complex Systems, 11 (1997) 31–54
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walls is proportional to the contaminant bulk concentration, and the
desorption rate is proportional to the contaminant adsorbed concentration.
Immobile water is also present, and it must be taken into account
when modeling contaminant and nutrient transport. For the sake of
definiteness, we now describe the contamination event. Actually, in
the test apparatus, the amount of water used for contamination was
smaller than the overall immobile water of the soil, so that the phenomenon of contamination of existing water played a crucial role. It
has been assumed that water can be either contaminated or not contaminated, and that only contaminated water flows from one cell to
another (of course, if it were necessary to describe different phenomena,
like the flow of pure water through a contaminated soil, this simplification should be avoided). It has also been assumed that, as time passes,
the contamination front advances within the cell, so that a larger portion of water becomes contaminated (of course, the computation of the
new contaminant concentration is done in such a way that assures mass
conservation).
As has already been pointed out, in the version of the model used for
comparison with experimental results, it was not necessary to introduce
chemical reactions. Their introduction would be straightforward, as
they take place within each cell and do not involve transport among
neighbors.
5. Biological phenomena

We identified three classes of microorganisms that were measured during
the experimental phase. Using bacterial counts on selected colture media
it was possible to estimate the density of different kinds of bacteria [3].
Some counts (T-bacteria) were performed on a rich colture medium,
others (R-bacteria) on the same colture medium to which a given amount
of phenol was added, and the third kind of count (D-bacteria) on a
minimum salt medium where the only carbon source was phenol. The
idea is that the first kind of count provides an estimate of the “Total”
number of bacteria, the second kind of count includes a selective pressure
which favors those bacteria which are able to “Resist” a given phenol
concentration, while in the third colture medium only those bacteria
able to “Degrade” phenol can grow. From these counts it is possible to
estimate the densities of NR-bacteria (“nonresistant,” NR = T - R) and
of RND-bacteria (“resistant but not degrading,” RND = R - D).
It is well known that plate count techniques do not provide precise
measures of the microorganisms present in the soil, which may sometimes be underestimated even by two orders of magnitude [25], and
that the bacterial species which prevail on rich colture media are likely
to be different from those which prevail in an oligotrophic ecosystem
Complex Systems, 11 (1997) 31–54
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such as a contaminated soil [28]. Moreover, terms such as “resistant”
or “degrading” have no absolute value, but refer to the concentration
of phenol used in the experiments. In spite of these limitations, plate
count techniques on selective colture media are useful for estimating the
densities of the different bacterial species and to monitor their change
in time.
The model of bacterial growth takes into account three classes of bacteria, and for all three classes standard Volterra growth equations have
been used as a starting point. As phenol is toxic for bacteria, a death
term has been added to the biomass growth equation, proportional to
the phenol concentration times the bacterial density. The coefficient of
this death term is high for NR-bacteria and low for R- and D-bacteria.
The equation for this last kind of bacteria also includes a growth term,
which is proportional to the bacterial density times a Monod function
of the phenol (if bacteria are exposed for the first time to phenol, this
term becomes active only after a suitable lag time, required to develop
the necessary metabolic pathways). As transition functions, which are
expressed by procedures, may appear somewhat cumbersome, we prefer
to cast the major assumptions used to model the dynamics of D-bacteria
in a familiar form, that is, using difference equations, in the following
way:
B(t + 1) = B(t)(1 + KN ) - bB(t)2 + aB(t)
F(t + 1) = F(t) - a¢ B(t)

F(t)
- KM B(t)F(t)
A + F(t)

F(t)
A + F(t)

where B is the concentration of degrading bacteria, F is the phenol
concentration in the soil, a and A are Monod coefficients, a¢ is the
phenol consumption rate, b is the coefficient of the generic death term
for bacteria, KN is the coefficient of the birth term, and KM is the
coefficient of the death term caused by phenol. The equations for NDand RND-bacteria have a similar form, without the Monod term.
The availability of nutrients can affect the kinetic parameters of the
growth equation. Based on bibliography and on experimental data, it
has been possible to limit consideration to the effect of oxygen only; as
the phenol degradation pathway is aerobic, it has been assumed that
the coefficient of the Monod growth term is a growing function of the
available oxygen concentration.
In some experiments [3] it was shown that bacteria can survive for
a long time even in very harsh conditions; for example, very dry soil,
giving rise to survival forms with a very limited metabolic activity. When
water is introduced into the system, these bacteria undergo a gradual
reorganization, coming back to “full life” after a certain lag phase. In
a similar way, when a new carbon source is provided as food for the
microorganism, it may take some time to activate a set of enzymes
Complex Systems, 11 (1997) 31–54
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capable of degrading it. In order to describe these phenomena it has been
convenient to introduce in the model a kind of “clock” which measures,
for example, the time elapsed since the last time the water saturation
exceeded a minimal threshold in a given cell. The bacterial activity then
depends upon these clocks, as the kinetic coefficients are turned on or
off in an appropriate way. For example, the Monod parameters a and
a¢ are 0 until a certain time has elapsed since the introduction of phenol
in the container in order to model the lag phase necessary to develop
the corresponding metabolic pathway.
As far as bacterial motion is concerned, we took an “Occam razor”
approach and kept the model complexity at a minimum level, compatible with experimental data. Therefore in this version of the model
the bacteria are assumed to be immobile, bound to the pore walls, and
bacterial transport in the aqueous phase is supposed to be negligible (although it is known that other different behaviors are possible [21, 23]).
6. Search techniques

As has been observed, there are some parameters in the model that
cannot be directly measured or derived from first principles (see Table 1).
It is therefore necessary to estimate these parameters on a pilot plant, and
to use the estimated values to simulate field-scale operations. Therefore
a suitable optimization technique is required, which adapts the model
parameters by comparing the simulation results with the experimental
data.
Parameter
immobile water threshold
threshold between capillary and
gravitational water
shape factors for dependence of kcap
upon saturation
shape factors for dependence of
kgrav upon saturation
initial water saturation
porosity
adsorption/desorption kinetic
coefficients
rate of diffusion in immobile water
Monod coefficents

Estimation Method
measurement
fitting (genetic)
fitting (genetic)
fitting (genetic)
measurement
measurement
fitting (genetic)
fitting (genetic)
fitting a Monod equation to
the observed population
growth curve

Table 1. The major model parameters and their estimation methods.

Complex Systems, 11 (1997) 31–54
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GAs [19, 20], which are not bound to get stuck in local minima (the
way gradient descent techniques can) and which do not require that the
cost function to be minimized possess any peculiar property (i.e., continuity, differentiability, etc.), have been used. In this work we used a
binary coding of the parameter values, and the classic genetic operators
of single point crossover and point mutation. Each set of parameter
values is coded as an individual, and a random initial population is generated. The GA then tries to produce new generations of fitter individuals, that is, those able to give a closer agreement between simulations
and experiments. The fitness function of an individual (i.e., a set of
parameter values) is defined as the (normalized) square of the euclidean
distance between two M-dimensional vectors: f = ¸O - S¸2 /¸O¸2 . Here
the components of S are the values, at M time steps, obtained in the
simulation and the components of O are the values, at the same time
steps, obtained in the pilot plant experiments.
As genetic search may sometimes be affected by premature convergence to suboptimal solutions, it is convenient to limit the competition to subsebts of the whole population. The “individuals” are therefore regarded as if they were distributed in space, interacting only with
their neighbors. More precisely, the individuals are arranged on a twodimensional grid with wrap around, thus giving rise to a toroidal topology. The five-membered neighborhood of each individual is composed
of itself and by its north, east, south, and west neighbors. At each step
an individual is chosen and selection, crossover, and mutation only act
within its neighborhood. The children strings that have been generated
from the genetic operators, compete only with the individuals belonging to the chosen neighborhood and have a chance of replacing some of
them. At the following step of the GA, a new individual will be chosen,
and the same procedure will be applied. Further details can be found
in [16].
The layered structure of the model is convenient as it allows one
to optimize subsets of parameters in different phases, for example, the
parameters of the fluid dynamical layer can be adapted using the results
of the contamination experiments only. In this way a large search space
can be broken into more manageable portions.
7. Comparison with experimental results

The model described in the previous sections has been tested versus
a set of careful experiments on pilot-scale constructed soils, suitably
equipped. Most of them have been done with two identical vessels,
called MR1 and MR2, while some auxiliary tests have been performed
on two smaller twin vessels called MR3 and MR4. The soil came from
an industrial site that had been contaminated by phenol for several years,
and which had already undergone a successful field-scale bioremediaComplex Systems, 11 (1997) 31–54
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tion intervention. Two kinds of experiments have been performed. In
the first experiment (contamination), an aqueous phenol solution was
percolated through the soil, while in the following bioremediation phase
an aqueous nutrient solution was percolated in order to stimulate the
activity of indigeneous bacteria. Further details can be found in [3].
In the contamination experiments, the following variables were measured in time.
The amount of drainage water which percolated through the soil to the
bottom of the container.
The concentration of phenol in the drainage water.
The concentration of phenol in the soil at different depths.
The soil temperature.

The two twin pilot plants could be contaminated in two different
ways, that is, either with an instantaneous flooding from the upper side
of the container, or with a slower flow generated by a spraying system.
Bioremediation made use of a nutrient aerated solution that was
sprayed on the soil. Although most field operations are performed
in a closed loop, where percolated water is collected by wells, mixed
with oxygen and nutrients, and reinjected in the field, the tests were
performed in an open loop fashion to ease model validation. In the
bioremediation experiments the same parameters described for the contamination experiment were measured, plus microbiological counts.
The model predictions compare well with experimental results, in a
set of conditions having widely separated time scales and a range of
different operating conditions. In this section we compare the results
of some experiments with the model predictions. The model parameters have been adaptad to achieve the best possible agreement with
experimental data.
Figures 2 and 3 compare model and experimental results concerning
the total percolated water on a long and short time scale for the contamination experiment. It can be seen in both cases that the two differ
at most by a few percent. These data refer to the case where the vessel
was flooded with the phenol solution. Both one- and three-dimensional
models perform in a similar way.
The phenol concentration in drainage water was also carefully described by the model for the flooding case as shown in Figure 4.
It is also interesting to note that the experimental data have shown a
continuous decrease in phenol concentration in percolating water, with
the exception of day 8, where an increase was observed. By simply
looking at the experimental data set, doubts were raised about the quality of the data showing a concentration increase. However, the model
also reproduces this behavior, which seems therefore related to a real
Complex Systems, 11 (1997) 31–54
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Figure 2. Total percolated water (MR1, flooding).

Figure 3. Total percolated water (MR1, flooding).

physical phenomenon. If bacterial activity is turned off, one observes
a slight increase in phenol concentration in drainage water, which lasts
for some time. The decrease which is experimentally observed is due
to the fact that bacteria spontaneously start to degrade phenol in an
appreciable amount about one week after contamination. This is a case
where modeling allowed us to understand the meaning of experimental
data which would otherwise have been overlooked.
The data for phenol concentration in soil are less reliable, due to their
high spatial heterogeneity (as sampling perturbs the system, the limited
Complex Systems, 11 (1997) 31–54
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Figure 4. Phenol concentration in the drained water (MR2, flooding).

Figure 5. Simulation of the phenol concentration in three soil layers of MR2.

dimensions of the pilot plant did not allow us to take a large number
of samples). The most important experimental fact is that, although
phenol concentration decreases with increasing depth, the time when
phenol disappears (that is, becomes smaller than the detection limit) is
about the same at every depth. The model reproduces the same behavior,
as can be seen in Figure 5. This is due to the fact that in the upper layers
there are both higher phenol concentrations and more oxygen available
to the microrganisms, which in turn leads to greater biomass growth
and to faster phenol degradation.
Complex Systems, 11 (1997) 31–54
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Figure 6. Concentration of D-bacteria in MR4 (upper layer, simulated and ex-

perimental data).

As far as the bacterial density in soil is concerned, the experimental
data refer to MR3 and MR4. This is due in part to the fact that
bioremediation in MR1 and MR2 was faster than expected, so that the
sampling frequency initially chosen was too low, and in part to the fact
that improvements in the plate counting technique were introduced for
MR3 and MR4. The experimental data concerning the time behavior
of the bacterial densities in MR4 are shown in Figure 6.
8. Generalization properties

A very important concern is the way the model behaves in cases which
were not used for parameter adaptation (the so-called generalization
problem). Actually, in complex models like those considered here there
is no theoretical guarantee that the parameter values which have been
found represent global minima of the cost function. Therefore, the answer to the question concerning model generalization capabilities should
be mainly empirical.
For this purpose, we show how the model behaves in cases which
had not been used for parameter adaptation, and we show that it often
achieves a satisfactory generalization. However, such empirical testing
is of course limited by the nature of the experiments performed, and we
cannot exclude that important disagreements exist in different kinds of
experiments.
Figure 7 shows how the model describes the slow bioremediation
phase, achieved by spraying 1 lt/day of an aqueous nutrient solution.
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Figure 7. Water percolated during bioremediation.

Figure 8. Water percolated after spraying 15 lt.

Recall that the model parameters were adapted for the case of sudden
flooding (Figures 2 and 3)).
Figure 8 shows the model performance in predicting the long-term
behavior for the contamination experiment, when contamination was
performed with slow spraying (for historical reasons, the initial water
saturation—which is a measurable parameter, see Table1—was higher
in this case than in the flooding case).
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Figure 9. Total percolated water (MR2, rain). The simulation refers to the

three-dimensional model with ponds.

It is interesting to note that for the case of contamination by slow
rain the one-dimensional model was unable to achieve satisfactory performance on the short-time scale (even when we tried to independently
adapt its parameters). The reason is physical, and is due to the fact that
in the rain case ponds are formed, which gives rise to preferential flow
paths. Due to the nonlinear relationship between water saturation and
hydraulic conductivity these preferential paths provide a faster overall
flow. This behavior could be successfully modeled only by a threedimensional model (see Figure 9). In this case the parameters were the
same as those used for the flooding case, but a spatial pond distribution
was given which was based upon drawings that had been taken during
the experiments.
It is also worth noting that it has been observed that the model
provides a fairly accurate forecast of the percolated water even in the
case when the slow rain lasts much longer, so that 60 lt. (i.e., four times
the quantity of Figures 7 through 9) are supplied to the vessel.
As far as chemicals are concerned, the flow of phenol in the percolated
water for the slow rain experiment (the same that Figures 8 and 9 refer
to) is shown in Figure 10 (the parameters are of course the same as
those for the flooding case of Figure 4). Note the accuracy of the
model predictions, although in this case the total amount of percolated
phenol is almost twice as much as that of the training case (Table 2).
The difference is mostly related to the fact that a higher initial water
saturation leads to different kinetics for phenol diffusion.
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Figure 10. Phenol in the percolated water, slow rain.

Total phenol lost in drainage
MR1
MR2

Simulated
8.58%
15.77%

Real
9.90%
16.70%

Table 2. Total amount of phenol lost in drainage in two different experiments;
MR1 (flooding) was used for training, MR2 (rain) for testing.

We now consider a different way of testing the model. It is well
known that an empirical equation, called the Darcy–Buckingham law
[22], which states that the water flow is proportional to the gradient of
the hydraulic head, accurately describes the water flow through the soil
under appropriate conditions. We reproduced in the model the same
conditions as those described in the experiments which are known to
follow this law. In particular, we simulated the downward flow in an
unsaturated soil column, when the water level is kept constant above the
upper surface. As in this case the so-called gravity flow approximation
holds, the Darcy–Buckingham equation predicts that the flow rate q
is equal to the Darcy coefficient k (for further details, see [27]). The
comparison of these two quantities in the model simulations is shown
in Figure 11.
From the data of Figure 11 a Darcy permeability for the saturated soil
can also be computed which turns out to be equal to 2.2 ¥ 10-3 cm/sec.
This is in good agreement with the value of 2.6 ¥ 10-3 cm/sec, which
was measured for the soil and used in all the experiments of sections 7
and 8.
It is worth stressing that not all the generalization experiments
achieved such good results. For example, when we flooded the vesComplex Systems, 11 (1997) 31–54
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Figure 11. Relation between outcoming flow and Darcy coefficient, unsaturated

region.

sel with 60 lt of water, instead of 15 lt, the kinetics of water percolation
was rather different from that predicted by the model. The reason is
probably that, in all the different experiments described in section 7,
there was never such a high quantity of water within the cells, so the parameters have been tuned in regions of state space rather different from
those which are involved in the 60 lt case. It should be recalled that this
is a fairly general property of learning and adaptive systems: they tend
to work much better in cases close to those used for training than in regions which are far away. The reason why the model performed so well
in the cases shown in this section is probably that, although they involve
fairly different experimental activities, the amount of water present in
the cells at each time step remained bounded to values not very different
from those used for training.
It should also be stressed that, due to the lack of reliable experimental data, it has not been possible so far to perform generalization
experiments on the bacterial layer.
9. Conclusions

The agreement between experimental data and simulation results is
remarkable, taking into account the complexity of the system under
study and the fact that the phenomena are fully nonstationary.
This agreement provides an a posteriori test of the validity of the
CA approach. These macroscopic CAs are in some respects similar
to PDEs, and it can be guessed that similar results could be achieved
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with this latter approach. However, developing a CA model has proven
reasonably fast, and it is likely that there is no advantage in taking a PDE
approach. Moreover, CAs allow a straightforward way to introduce
phenomenological terms.
The models described here have been simulated on a MIMD parallel
architecture, achieving an almost linear speed up (efficiency of the order
of 80–90%) [14].
A major questionable aspect of this paper concerns the presence of
adjustable parameters. This is certainly a limitation, which is however
basically unavoidable in this kind of model. The testing was very demanding, involving different experimental settings and conditions, so
we think that the good results achieved are not just a matter of fitting.
In the model development phase, it was verified that satisfactory performance could not be achieved until the dominating physical phenomena
are identified. For example, before understanding the crucial role of
immobile water on the fate of the contaminant, it had not been possible
to provide good results for the phenol concentration in drainage water,
no matter which adsorption/desorption coefficients were chosen.
The generalization properties described in section 8 are rather interesting. It should be recalled that, as in most cases where adjustable
parameters are used, good results can be achieved in regions of variable
space close to those used for training while there is no guarantee of
satisfactory performance when one tries to extrapolate to far regions.
In any case, a major improvement might involve reducing the number of parameters. Attempts are under way, for example, by using local
equilibrium assumptions for the adsorption/desorption process and by
eliminating the sharp threshold between capillary and gravitational water.
Note that the model is limited to a single contaminant, namely phenol. As there are several interacting phenomena to be taken into account, an Occam razor approach was chosen, thus avoiding the introduction of unnecessary terms. However, these terms might be necessary
to deal with different cases, so further work is needed to confirm and
complete the results described here. Anyway, all the model improvements which have been envisaged so far can be inserted in the framework
presented. The major issue which is still open concerns the accuracy of
the scaling of the model to the field, which of course requires expensive
large-scale measurements. The tests which have been performed, albeit
on a limited scale, are however very stringent, and have provided a
thorough testing set.
We believe that these results, which show how even such a complex phenomenon can be precisely described by a simulation model,
can facilitate the diffusion of model-based techniques in the sector of
in situ bioremediation, which is still dominated by a highly empirical
approach. We also believe that the given results show that CA can be
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usefully applied to a real-world problem of very high environmental and
economical importance.
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