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Abstract
In this research, a mathematical model to determine the concentration of concrete carbonation is investi-
gated using several numerical schemes which provide the distribution of carbonation in a concrete region.
This model considers an Arrhenius-type relation which implies a non-uniform diffusion coefficient for a
reaction- diffusion problem in the model. To perform the computations of the model investigated, the finite-
differences and finite-volume methods are employed which are implemented in the mathematical software
GNU-Octave and the finite-volume software OpenFOAM respectively.
Keywords . Concrete carbonation, reaction-diffusion problem, finite difference method, volume finite method.

Resumen

En esta investigacion, un modelo matemdtico para determinar la concentracion de carbonatacion del con-
creto es investigado usando diversos esquemas numéricos que proveen una distribucion de la carbonatacion
en la region del concreto. Este modelo considera una relacion de Arrhenius lo que lleva a un coeficiente
de difusion no uniforme para un problema de reaccion-difusion en el modelo. Para el desarrollo de los
cdlculos numéricos del modelo investigado, los métodos de diferencias finitas y volumenes finitos son em-
pleados los cuales se implementan en el software matemdtico GNU-Octave y el software de volumen finito
OpenFOAM respectivamente.

Palabras clave. Carbonatacién del concreto, problema de reaccién-difusion, método de diferencia finita, método
de volumen finito.

1. Introduction. Concrete carbonation is a chemical reaction between carbon dioxide (CO), and
calcium hydroxide Ca(OH), found in the existing concrete in the construction of buildings, bridges, etc.
In this reaction calcium carbonate CaCOg and water H5O is produced according to

CO2(g — ag) + Ca(OH),(s = ag) — CaCO3(ag — s) + H,0. (1.1)

This process occurs continuously when COs existing in the air of the atmosphere penetrates into concrete
whose solution highly alkaline with a pH ~ 14 leading a decreasing its pH level[3]. This way, the oxide
layer which surrounding the steel reinforcements in the concrete disappears leading to the corrosion of the
steel. This situation affects the durability of the structure by increasing the portion of steel which produces
a further fracture of the structure. Figure 1.1 shows the reinforcement steel exposed to the carbonatation of
concrete; a situation commonly found in structures actually.
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The mechanism of transport of CO5 in the carbonation process produces many reactions [3] and thus
this process can be complex involving a large number of factors to determine the depth of carbonation in
time, for which the predictibility of a model that allows to find the amount of carbonation in concrete can be
questionable. However, since the mechanisms of this process are well known, to investigate the formulation
of minimal models to determine the depth and the amount of CO, existing in the concrete turns out to be
interesting and this is the premise of the present paper.

The layout of the paper is the following; in section 2, a mathematical formulation of the concentration
of COs in the concrete is formulated; in section 3, a nondimensionalization of the model regarding an
diffusivity coefficient either constant or non-uniform is carried out; in section 4, data presented in [9] are
used to determine the reaction coefficient in the model. In section 5, the numerical schemes for finite-
volume and finite-difference are explained and the procedure to perform the numerical computation by the
OpenFOAM solver on region of concrete is mentioned; in section 6, the results obtained in the computations
are shown to highlight the influence of a non-uniform diffusivity coefficient in the mathematical model. The
discussion and conclusion are drawn in section 7.

Figure 1.1: Carbonation of concrete (adapted from [5])

2. Mathematical formulation. Consider a square region of concrete with length 21, and exposed to
COq from the air, whose center contains a cylindrical steel reinforcement so that by a symmetry can be
depict as in figure 2.1 is shown. Thus, to describe the COz-concentration ¢ = c¢(z,y, t) with diffusivity
coefficient D = D(c), where z, y denote the horizontal and vertical coodinates respectively and ¢ denotes
the time, the following reaction-diffusion equation is considered

Jc 0 Oc 0 Oc
—=— (D —(D=—)—-R 2.1
ot Ox ( 890) + dy < 33/) (<) @b
where R(c) is the reaction term which depends on c.
For the diffusivity coefficient, an Arrhenius-type expression

D(c) = D, {1 —exp (—’i)} , 2.2)
c
where D, and p > 0 are constant numeric values considered and the reaction term is explicity given by
R(c)=kec, (2.3)

where & > 0.
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Figure 2.1: Schematic of the process of carbonation

To prescribe the boundary conditions, the boundaries considered are shown in figure 2.1; for the sym-
metry boundaries: at x = 0

Jdc

e 0, 2.4)
andaty = 0,

Jdc

a—y =0, 2.5)

also for the boundaries exposed at the air wherein the constant concentration of COs is given by ¢; the
boundary conditions are: at x = L,

(2.6)

o
|
o

aty = L,

c=C¢C. 2.7

Besides, at the interface steel-concrete, denoted by I'(x, y) = 0, the boundary condition is given by

dc
on

0, (2.8)

where 7 is the unit vector normal to the interface steel-concrete.
Also, the initial condition is given by ¢(z,y,0) = 0.

3. Nondimensionalization. Using the nondimensionalization

= — = — = — = — .]
& 6) X L7 Yy L7 t LQ/DC (3 )
Equation (2.1) becomes
oc* 0 ~ oc* 0 ~ oc*
= =~ | D(e*) = — [ D(e*)=— | — k*c* 3.2
ot*  Ox* ( (c )8:5*) + oy* ( (c )8y*> “ ©2)
where for p* = p/é
N *\ ILL*
D(c*)=1—exp (_c*)’ (3.3)
and
2
pr— KL (3.4)



Zambrano, Marcos.- Selecciones Matematicas. 2021; Vol. 8(2): 218-227 221

and the boundary conditions (2.4)-(2.8) becomes respectively

2;1 —0, (3.5)
atz* =0,

g;: —0, (3.6)
aty* =0,

=1, (3.7)
atz* =1,

=1 (3.8)
aty* = 1.

Also, (2.8) becomes
g;i — (3.9)

at ' (z*,y*) = 0 and the initial condition is given by ¢*(z*, y*,0) = 0.

4. Analysis. Using data, presented in [9],
E~Tx107%kgm™, Do ~ 107 Mm% k~ 107197 L~ 107! m, 4.1)
the reaction coefficient becomes now
k* ~0.1, 4.2)

but from (3.3), clearly

which implies that (3.2) becomes

dc*  9%cr 93¢ .
o =gzt oy k*c*. (4.3)

Thus, there are two cases; a first case considers the diffusivity coefficient uniform or constant, namely
D(c¢) = D, as shown in equation (4.3) and a second case occurs when D(c) depends on an Arrhenius-
type relation which lead to equation (3.2). In addition, these two earlier cases can be investigated in one-
dimension [3, 9, 8] which can be expressed as

oc* 0 - Oc*
= D — k*c* 4.4
ot Oz ( 8x*> ke 44
from equation (3.2) and
ac* e,
% = 83;*2 — k c, (45)

from equation (4.3) whose boundaries conditions are prescribed at z* = 0 and z* = 1 with

oc*
=0 4.6
pe ; (4.6)
on z* = 0 and
=1, 4.7

on z* = 1 and the initial condition ¢*(z*,0) = 0.
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5. Numerical implementation. To perform numerical computations aiming to find the concentration
of COaq, the one-dimensional equations (4.4) and (4.5) were solved using the programming lenguage GNU-
Octave [4] was employed to implement the finite volume and finite difference methods. For this, a regular
partition of V cells of the interval [0, 1] whose ends are given by z, 27, . . ., ' is defined and the centers of
the cells are given by x7 20 , T _1,9- The value of cin these centers are respectively c} J20 Cn_1 /2
The finite volume method [7] is based in the average of ¢*—value in each cell of the h—norm partition given
by

* 1 z:-H * * g% *
Civ1/2 = ﬁ/* c(x*,t%)da”, 5.1
for: =0,..., N — 1. Thus, equation (4.4) is discretized to become
*n+1 * *n+1 *n+1 *n+1 *n+1
hci+1/2 — ¢ty D Cits/2 — Cit1/2 D Cit1/2 ~ Ci-1/2 Ll L 52
A~ D, YT mRh e ©-2)

where At* is the step of time for every iteration. Also, for D~ 1, the finite difference scheme [1] allows
to write equation (4.5) as

’f"’H‘l — o*n ij—i—l ) >fn+1 + C*n+1

i i i—1 G i+1 *n+41
INT = B ke, (5.3)

For the two-dimensional case, equations (3.2) and (4.3) were solved by the OpenFOAM software [10],
which is freely distributed. To carry out the numerical computations to obtain the c* values in this case, is
importante, initially, to mesh the region of concrete wherein (3.2) and (4.3) will be solved; and which is in
nondimensionalized coordinates in this case. This mesh process is carried out using an utility available in
the OpenFOAM software called blockMeshdict.

In figure 5.1 is shown the mesh obtained from the utility blockMeshdict. Once the mesh is defined,
solver to obtain the solution to (3.2) and (4.3), a solver called carFoam built from the tools available in the
OpenFOAM software. The solver carFoam is built based on the scheme

C

fvm :: ddt(C) — fvm :: laplacian(D, C) — k x C, (5.4

where fvm is implicit representation of magnitude to compute.
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Figure 5.1: Mesh for concrete carbonation
In addition, (5.4) can be expressed as
C*n—i—l_c*n
*n+1 *n—+1
s =V (DvC — kst (5.5)

where C*" is the vector containing the values at time ¢* = ¢*™ and At* is the step of time in every iteration
to compute C**+1 from C*",
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6. Results. Initially, the one-dimensional case expressed by (4.4) and (4.5) were implemented in
GNU-Octave programming lenguage and the results are shown in figure 6.1 wherein the solution to (4.4)
is obtained using the finite-volume method for two values * = 0.5 and p* = 1.0 and these are compared
with the solution to (4.5) which has the diffusivity coefficient uniform or constant being suitable to employ
the finite difference method as done. From this, the greater value of p* implies that the concentration of
carbonation of concrete obtained is closer to that where the diffusivity coefficient is uniform.
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Figure 6.1: One-dimensional concrete carbonation for a nonuniform diffusivity coefficient with values
w* = 0.5, 1 vs a constant diffusivity coefficient at t* = 0.1

Solution to (3.2) is obtained by carFoam solver from the OpenFOAM software and the results are
shown in figure 6.2 wherein a progressive level of concentration of carbonation is spreading in the region
of concrete and the level of concentration of carbonation at the boundaries x* = 1 or y* = 1 is constant
with ¢* = 1.
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Figure 6.2: Concrete carbonation at t* = 0.1 using nonuniform diffusion coefficient determined by y* = 1.
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Regarding only the diffusion of carbonation through the z— axis or y— axis can shed lights about
how fast the concentration of carbonation is present in these axis and this is shown in figure 6.3 wherein
the concentration is observed along the x— axis for the three different values t* = 0.01, t* = 0.05 and
t* = 0.10; clearly is shown an increasing level of concentration with ¢*.
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Figure 6.3: Dependence on nonuniform diffusivity in the x— axis for the three different values ¢t* = 0.01,
t* = 0.05 and t* = 0.10.

Similarly, solution to equation (4.3) which describes a uniform diffusivity coefficient can be observed
only in x— axis and this is shown in figure 6.4 for the three different values ¢t* = 0.01, t* = 0.05 and
t* = 0.10 wherein the concentration of carbonation is larger than that shown in figure 6.3.
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Figure 6.4: concrete carbonation with uniform diffusivity in the z— axis for the three different values
t* =0.01,t* = 0.05 and t* = 0.10.

Finally, in figure 6.5 is shown the level of concentration of carbonation along the x—axis from the solu-
tion to equation (3.2) and how the diffusivity coefficient dependence on p* is reflected on the concentration
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of carbonation.
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Figure 6.5: Dependence on p* for the diffusivity coefficient in the concentration of carbonation along the
x—axis for the three different values p* = 0.1, p* = 0.5 and p* = 1.0.

Finally, it is important to mention that some values of ¢* corresponds to some values of ¢ via the

. kT2 . . _0.1(0.1)2 ]
expression t = t*L*/D,, thus t* = 0.1 gives t = ~[5=r7—sec ~ 3years.

7. Discussion and Conclusions. In this paper, a mathematical model with a nonuniform difusivity
coefficient D(c) has been presented wherein D(c¢) according to [2, 3] can be expressed by an Arrhenius
law, although some authors [13] expressed an Arrhenius law related to the temperature found in the region
of concrete, in this paper is related to the concentration c. To obtain a nondimensionalized form of the
original equation (2.1) was necessary to take as reference the concentration of carbonation at which the
concrete is exposed at the air, say ¢, this way, once obtained (3.2), the boundary condition at * = 1 was
c¢* = 1; the model defined by an reaction-diffusion equation (3.2) was an akin to that usually found in
literature for the heat transfer [12, 2].

Although there exist several models for carbonation of concrete as the model presented by Papadakis
et al. [11] wherein many factors are considered as water-cement ratio, relativity humidity and so on; in this
paper a simple model for the carbonation of concrete [9, 3] has been considered to gain some insights of
the process involved when a nonuniform diffusivity coefficient is added.

To solve equations (3.2) and (4.4) were solved using the finite-volume methods, which is actually
employed to solve equations in which the fluxes must be conserved [7] and in this case a nonuniform
diffusivity coefficient has been considered. On the other hand equations (4.3) and (4.5) were solved by the
finite-volume method and the finite difference method [6, 1], but from (4.3) was shown the concentration
of carbonation on a boundary.

To solve equations (3.2) and (4.3), using the finite-volume method was employed a customize solver
name carFoam built from the OpenFOAM software whilst equations (4.4) and (4.5) were solved using the
GNU-Octave programming lenguage [4]; which allowed to implement the finite-volume as described in
appendix A and finite difference methods using the algorithms shown in appendix B.

For a further investigation, it is suitable to uncover algorithms and computational implementations
which allow to determine the front of the carbonation in the concrete as those found by Li ef al. [8] to
determine the front or the techniques found in the moving boundary problems.
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Appendix A. Implementation of finite-volume method.

To obtain solution equation (4.4), the finite-volume method was employed and an implementation in

GNU-Octave was carried out via the programming of functions which are possible to code.

In Algorithm 1, the function is named FINITEVOLCARBONATION and retrieve six arguments,

which are: c the initial concentration of carbonation existing in the region of concrete, N the number of
cells in the region of concrete, +y the ratio dt/ dz?, 1 the coefficient in the nonuniform diffusivity coefficient,
k the reaction term coefficient and V; the number of iterations in time.

Algorithm 1 Finite-volume method

1:
2
3
4:
5:
6
7
8
9

10:
11:
12:

function FINITEVOLCARBONATION(c, IV, 7y, , k, N¢)

dz + 1/N
for i < 1, N do
z; + (i+1/2)dx
end for
for it +— 1, N; do
A171 (—1+D1’Y+k’dt

ALQ <— 7D1’}/

bl — C1

fori+ 2, N —1do
A1+ =Dy

Aiiy1 — =Dy
bi — C;
end for
Ann_1+ —Dnv
AN,N — 14+ 2DN+1 Y c

c A\ b
for i < 2, N do
D; 1 —exp(—p/(cic1+¢)/2)
end for
Dyy1 < 1 —exp(—p/(en +©)/2)
end for
return z, c.

25: end function
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Appendix B. Implementation of finite-difference method.

To solve equation (4.4), the finite-difference method was employed to implement a code in the pro-
gramming lenguage GNU-Octave via the difinition of a function named FINITEDIFFCARBONATION
shown in Algorithm 2 which retrieve five arguments, which are: c the initial concentration of carbonation
existing in the region of concrete, N the number of nodes in the region of concrete, 7 the ratio dt/dz?, k
the reaction-term coefficient and /V; the number of iterations in time.

Algorithm 2 Finite-difference method
1: function FINITEDIFFCARBONATION(c, N, v, k, Ny)
2: de < 1/(N —-1)

3 fori < 1, N do

4 x; +— (1 —1)dx

5: end for

6: for it + 1, N; do

7 fori < 1,N —1do
9 b; < ¢

10: end for

11: fori < 2, N —1do
12: Ai,i—l — =
13: Ai,iJrl — =y
14 end for

15: A172 — =2y

16: AN,N +~—1

17: by 1

18: c+— A \ b

19: end for

20: return z, c.

21: end function




