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Abstract: Deep coal seams are generally preferred for CO, sequestration, during which the saturation
fluids and high-stress condition involved can significantly alter the mechanical attributes of coal.
To understand the effect of stress conditions on the mechanical properties of coal during CO,
sequestration, a finite element model was developed and subsequently validated using experimental
data. The results indicate that coal strength increases from 10.35% for a 5 MPa CO;-saturated
sample to 114.54% for an 8 MPa CO, + water-saturated sample as the confining pressure rises from
0 to 30 MPa, due to reduced porosity. However, this effect diminishes with higher confining pressures
as dilation decreases. The critical confining pressure determined in this study is approximately
20 MPa, at which all samples exhibit similar failure strength (around 48.50 MPa). Moreover, the
strengthening effect caused by applied stress is especially pronounced in CO,-saturated samples,
particularly in those saturated with super-critical CO, and CO, + water. This suggests that the
reduction in coal strength resulting from the adsorption of saturation fluids can be counterbalanced by
the strength gain resulting from applied stress. The aforementioned results highlight the effectiveness
of injecting high-pressure super-critical CO; into deep coal seams for carbon sequestration purposes.

Keywords: CO, sequestration; deep coal seams; numerical simulation; effective stress; mechanical
property

1. Introduction

The excessive burning of fossil fuels has led to a significant increase in the concentra-
tion of carbon dioxide in the atmosphere [1]. The rise in CO; levels is the primary driver
for climate change, which in turn is impacting extreme weather events globally [2-4]. To
mitigate climate change, carbon storage in deep underground formations has emerged
as a potential solution. One approach involves injecting CO; into coal seams, which
has been tested in laboratories and field trials to assess its effectiveness for sequestration
purposes [5-10]. During the sequestration process, the interaction between injected CO,
and the coal mass leads to notable changes in the hydro-mechanical properties of the
coal [11,12]. For example, Viete and Ranjith conducted an experiment where low-rank
brown coal samples were pressurized with 1.5 MPa CO,. They observed a significant
strength reduction of approximately 13% [13]. Deep coal seams are commonly favored as
storage sites for CO, injection, where CO, exists in a super-critical state, surpassing its
critical pressure of 7.38 MPa and critical temperature of 31.8 °C. Consequently, it is crucial
to assess the mechanical behavior of coal under super-critical CO, saturation. Ranathunga
et al. conducted experiments using brown coal samples saturated with both sub-critical
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and super-critical CO; (up to 10 MPa). They observed a substantial reduction in coal’s
uniaxial compressive strength (UCS), up to 61.25% [14]. Similarly, Zhang et al. investigated
the effect of CO;, saturation on high-rank coal samples under similar conditions and found
a reduction in UCS values of up to 62.71% [15]. In addition to CO, saturation, coal seams
are inherently saturated with formation water. These researchers also investigated the
effect of introducing water into the CO, saturation scenario, and they found even greater
reductions in strength. However, it should be noted that all the aforementioned studies
were conducted under unconstrained environments. While UCS testing offers a straight-
forward experimental procedure, the results may not fully capture the complex variations
in coal’s mechanical properties under real in situ conditions. This is particularly relevant
when evaluating the impact of CO, adsorption, as gas adsorption onto solids is highly
dependent on stress conditions [16]. Therefore, further research is necessary to investigate
the influence of confining stress on coal samples saturated with CO, in order to gain a
comprehensive understanding of how confining stress affects the mechanical properties of
CO,-saturated coal.

Pan et al. specifically examined the bulk modulus of high-rank bituminous coal cores
under confinement with CO; saturation. Their findings indicated that the softening effect
of CO, adsorption on coal was not clearly evident, except in cases where the samples
were saturated under 10 MPa CO,, which exhibited a reduction in their bulk modulus of
approximately 10-20% [17]. In a study by Masoudian et al., sub-critical CO, saturation was
performed on high-rank coal samples under different confining pressures ranging from
0 to 5.5 MPa. The results showed a reduction in strength of up to approximately 20% in the
CO;-saturated coal samples [18]. According to Zhang et al., they observed an enhancement
in both the strength reduction and Young’s modulus reduction of coal samples upon CO,
adsorption [8], which exhibited greater effects in comparison to low-rank coal under similar
operating conditions [14]. However, it is worth noting that the strength reduction and
Young’s modulus reduction appeared to be less pronounced when confining pressure was
applied, as observed in the UCS values obtained from Zhang et al.’s study [15]. Indeed,
the change in effective stress, as influenced by the application of confining pressure, plays
a significant role in affecting the alteration of coal’s mechanical properties due to CO,
adsorption. According to Wang et al. and Dutka, when external stress is introduced, the
volume of CO; adsorption onto coal is reduced. Furthermore, this reduction becomes more
significant with increasing effective stress. These findings suggest that the application of
external stress affects the amount of CO, that can be adsorbed by coal, with higher effective
stress leading to a decrease in CO, adsorption volume [16,19]. However, the limited number
of studies described above were all conducted under low confining pressure (less than
15 MPa) due to experimental equipment limitations, safety concerns, and the significant
time required for fluid saturation under high effective stress. To overcome these limitations,
numerical simulation can be employed. By utilizing experimental data obtained from
experiments conducted under low stress conditions, the numerical model can be calibrated
and validated. Once validated, this model can then be extended to higher stress conditions
commonly encountered in the field, facilitating the prediction of coal’s mechanical variation.
Additionally, the use of numerical models offers time efficiency since they can be easily
replicated for various test parameters, unlike laboratory tests which typically demand
extensive hours of experimentation.

Several numerical simulation studies on CO, storage in coal seams have utilized
different simulators [20-24]. For example, Guo et al. proposed a discrete element model to
investigate the stress—strain behavior of coal particles under biaxial shear loading. Their
simulation revealed strain-softening and volumetric shrinkage behaviors [20]. Masum
et al. developed a bespoke model within a coupled thermos-hydro-chemical-mechanical
framework to study sub-critical CO; storage in deep coal deposits. They predicted a
permeability reduction of approximately 17%, which suggests a favorable injection scenario
for shallow in situ testing [21]. The nonlinear stress—strain relationship of coal due to
CO;, adsorption was modelled using an elastic damage constitutive model based on the



Processes 2023, 11, 3224

30f17

continuum thermodynamics theory [22]. The dynamic mechanical properties and crack
propagation behaviors of coal were simulated by developing a numerical model based
on bond-based Peridynamic theory, and the stress—strain fields were determined under a
split Hopkinson pressure bar system [23]. Ma et al. conducted experiments to evaluate
the influence of loading rate on coal mechanics. The experimental results were simulated
using the particle flow code, and the careful selection of a suitable material constitutive
model ensured a close agreement between laboratory and numerical findings [24]. Vishal
et al. employed COMETS3 to investigate the CO, storage potential of coal seams [25]. Pan
and Connell [26] compared simulation results using SIMEDII and TOUGH2 to assess the
permeability variation of coal seams upon CO; injection [27]. Fan et al. developed a
thermo-hydro-mechanical-chemical coupled model solved using COMSOL Multiphysics
to examine methane production and CO; storage behaviors in coal [28]. However, all
these studies primarily focused on the macro-scale, whereas investigations on a laboratory
scale, which can directly incorporate experimental inputs, are equally important. Moreover,
extending the simulation results of laboratory-scale models to field-scale models can
yield valuable insights into the interactions between CO; and the coal mass. Therefore,
this study aims to develop a laboratory-scale model to simulate the influence of applied
stress on coal mechanics during the CO, sequestration process with input derived from
experimental results.

COMSOL Multiphysics is a commercially available software package that employs
the finite element method to solve various physics and engineering problems. This user-
friendly software offers a traditional physics-based user interface and allows for the de-
velopment of user-defined physics through partial differential equations (PDEs). It has
been extensively utilized in numerous engineering fields, such as structural engineering,
fluid transportation, chemical reactions, and electromagnetics. In the present study, a
laboratory-scale model was developed using the input parameters from the experimental
results of Zhang et al. [8] and Zhang et al. [15]. The effect of applied stress on the alteration
of coal’s mechanical properties was modelled and verified. Subsequently, the model was
applied to higher stress conditions to investigate the coal mass response resulting from
various fluid saturation conditions in deep coal seams.

2. Model Development

A two-dimensional axisymmetric finite element model was developed to simulate the
effect of applied stress on the mechanical responses of coal under various saturation condi-
tions using the solid mechanics module in the software package of COMSOL Multiphysics.
The simulation procedures are illustrated in Figure 1.

Numerical simulation procedure for investigating the influence of confinement
on mechanical properties of coal under various saturation conditions

|

Model development
(unsaturated, 5, 6, 7, 8, 9 MPa CO, saturation,
6, 8 MPa CO, + water saturation)

l

Model validation using experiment data

l

Tri-axial compression modelling
(confining pressure from 0 to 30 MPa)

l

Result analysis

Figure 1. Schematic diagram of the numerical simulation procedures.
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2.1. Model Definition and Boundary Conditions

The laboratory experiments involved cylindrical coal samples with a diameter of
38 mm and a height of 76 mm [8]. To account for the axial symmetry of the samples, an
axisymmetric model was constructed with a width of 19 mm and a height of 76 mm, as
depicted in Figure 2. This validated 2D model can be further extended to a 3D model by
revolutionizing the 2D axisymmetric dataset.

Prescribed displacement (2 mm)

i 78 mm

Axial symmetry
Boundary load
(0 MPa to 30 MPa)

19 mm

Fixed constraint

Figure 2. Dimensions and boundary conditions of the numerical model.

The boundary constraints are as follows: (1) a fixed constraint is applied at the bottom
of the model; (2) a prescribed displacement is introduced at the top of the model to simulate
compression using the auxiliary sweep function; and (3) a boundary load is applied to
the circumference of the model in the form of a radial force to account for the confining
pressure. The boundary load is adjusted as a parametric sweep, starting from an unconfined
condition and gradually increasing to 30 MPa (approximately 1200 m in depth) in 5 MPa
increments. Pore pressure can influence the gas adsorption process and the associated
volumetric variations [29]. However, it was not considered in the numerical simulation
because the adsorption-induced volumetric variation was not included in the current study.
The boundary constraints of the developed model are illustrated in Figure 2.

2.2. Governing Equations

In the solid mechanics module, COMSOL defines displacement (u) as the dependent
variable. The equations used in solid mechanics are formulated by recording the variation
of a certain volume of material as it changes (deforms, rotates, etc.). Therefore, the equations
used for deformation analysis in the solid mechanics module are completely Lagrangian,
since these equations are derived according to the original configuration of the model. The
governing equations for the linear elastic material model are based on Newton's second
law of motion:

F, = p(aa%‘) — V.o 1)

where Fy is the body force per unit volume, p is the density of the material, u(X,t) is the
displacement vector, t is the time spent for the particle to move to a new location, and o is
the normal Cauchy stress tensor.
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Here, the deformation gradient (Vu) can be calculated as a function of the material
coordinates, as indicated in Equation (2):

— 9
Vu=1I+ 5 @
where I is the identity tensor and X is the original location of a material particle.
The matrix form of Equation (2) is given as:
ax 0 0x e d 9
— — v v v

V= |2 & Z|=| % 1+% o, ®)
9z 9z 9z ow w 4 9w
oX dY 0dZ aX oY

The local rotation and deformation of the material are all given by the deformation
gradient. Since the cylindrical coordinate system is adopted in the axial symmetry, the
torsional displacement is assumed to be zero, and the radial displacement (u) and axial
displacement (w) are considered as two independent variables for axial symmetry. Hence,
when the external load is applied to the model, the total Green-Lagrange strain tensor is
written in terms of the deformation gradient, as shown in Equation (4):

e = %(Vu +(vu)T + Vu(Vu)T) )

The constitutive relation between the stress tensor and strain tensor can be described

using Hook’s law:
S=C:e¢ ®)

where S is the stress tensor, C is the fourth order elasticity tensor, : denotes the double dot
tensor product, and ¢ is the strain tensor.

Since the material is assumed to be linear elastic in this model, the total stress tensor
can be related to the strain tensor using Duhamel-Hooke’s law, as shown in Equation (6):

S—Sy=C:(¢— € — €inel) (6)

where Sy is the initial stress tensor, ¢ is the initial strain tensor, and ¢;,¢] is the sum of all
inelastic strains.

The rock sub-node under the linear elastic material node in COMSOL was used to
define the properties of the coal sample. The original Hoek-Brown failure criterion, which
is a non-linear empirical solution used to describe rock responses under stress conditions,
was adopted for this modelling. The material parameters of the rock can be obtained via
simple field observation together with the UCS of the intact rock. Therefore, the Hoek—
Brown failure criterion for rock mass has been widely adopted by engineers in a large
number of applications since the publication of the criterion in 1980 [30]. The Hoek-Brown
failure criterion can be expressed as follows:

03 a
01 = 03 + O (m + s> (7)
O¢

where 01 > 03 > 0 are the principal stresses at failure (o7 is the major principal stress and
03 is the minor principal stress), o, is the uniaxial compressive strength of the intact rock,
m, s, a are the positive material parameters, and s equals 1 and a equals 0.5, as intact coal
samples are used in the experiment.

With the consideration of the invariants of stress tensor I; and J,, the Hoek-Brown
criterion can be expressed as:

— i ™ _ —m2
Fy =2 ]2s1n(6+3) Oc4/S rnGC 0 (8)
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where I; is the first invariant of the principal stress tensor (see Equation (9)), ], is the
second invariant of the deviatoric stress tensor (see Equation (10)), 0 is the lode angle (see
Equation (11) [31]),and 0 < 6 < 7/3.

Iy =01+ 03+ 03 )

1. o 1 2 2 2
Jp =zt8" = 3 (01 —02)" + (07 — 03)" + (03 — 02) } (10)
0= arccosm (11)

2V3VT,

2.3. Basic Assumptions

The following assumptions of the model are made: (1) coal is elastic and isotropic;
(2) Hoek-Brown parameters are independent of confining pressure environments and
depend only on saturation conditions; (3) the system is isothermal; (4) no moisture or other
gas are present in the coal before saturation.

2.4. Model Input Parameters

The material properties for the numerical model were determined based on experimen-
tal studies [8,15]. Zhang et al. investigated the variation of coal mechanics by performing
a series of uniaxial compressive tests on high-rank bituminous coal samples saturated
with CO; (2, 4, 6, 8, 10 MPa) and CO, (6, 8 MPa) with water [15]. Therefore, the UCS
values, Young’s modulus, and Poisson’s ratios used in the numerical model were derived
from the above experiments [15], and the Hoek-Brown parameter m for each saturation
condition was obtained from tri-axial tests using the same coal samples [8]. However, since
the CO, saturation pressures (5, 6, 7, 8, 9 MPa) in the tri-axial tests differed from those
in the uniaxial tests, the UCS values, Young’s modulus, and Poisson’s ratios for 5, 7, and
9 MPa were extrapolated by fitting the corresponding values of the tested samples with the
CO; saturation pressure, as shown in Figure 3.

Table 1 shows the input parameters for this model.

Table 1. Model input parameters.

Sample Diameter

Prescribed

Sample Length Density Confining Pressure Displacement at the

Top Boundary

38 mm 76 mm 1450 kg/m3 0, 5,10, 15, 20, 25, 30 MPa 2 mm
CO;::::i::ion Strength (MPa) Youngi’(s;lr?a ())dulus Poisson’s ratio I;:::(n:]::e()l‘ﬁl

0 46.07 5.41 0.263 0.419

5 MPa 28.86 4.70 0.297 2.742

6 MPa 26.33 4.58 0.298 3.278

7 MPa 22.85 4.52 0.317 4.292

8 MPa 19.00 4.43 0.331 5.651

9 MPa 18.60 4.35 0.336 5.520

6 MPa + water 23.90 4.45 0.321 3.786

8 MPa + water 14.53 4.33 0.364 7.361
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Figure 3. Relationship between CO, saturation pressure and (a) UCS value of coal and (b) Poisson’s
ratio for coal (from Zhang et al. [15]).

2.5. Meshing and Element Size

A predefined 2D-mapped extremely fine quadrilateral mesh consisting of 2500 domain
elements and 250 boundary elements was used for the model, as it is bounded by four
boundary segments with no isolated or embedded vertices or segments. Mesh quality was
evaluated based on the skewness, which measures equiangular skew. Figure 4 illustrates
the mesh quality, with a color range close to 0 indicating poor mesh quality and a color
range close to 1 indicating good mesh quality. The average mesh quality for this model is
1.0, which suggests that the assigned mesh fits the model geometry well.
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Figure 4. Mesh quality of model.

3. Mechanical Characteristics of Coal under Triaxial Compression
3.1. Model Validation Using Experimental Data

To validate the numerical model, the stress—strain curves obtained from simulation
results were compared with the experimental data [8]. In order to calculate the loading
stress on the coal sample, an integration node was added on the top boundary of the model
to integrate the reaction force over the top boundary. The reaction force can be calculated by

T
F= / o27trdr (12)
0

where F is the reaction force and 27r is obtained from the integration of the nodes over the
top surface of the model.

Next, the extra loading stress o4 due to compression was obtained by subtracting the
confining pressure from the resulting stress, as indicated in Equation (13):

04 = —5 —Pc (13)

where R is the radium of the model and P, is the confining pressure.

The axial strain (¢) of the sample can be directly calculated using the prescribed
displacement at the top surface over the sample length, as indicated in Equation (14). The
prescribed displacement (Disp) used in this model is applied as an auxiliary sweep from 0
to 2 mm with 0.05 mm intervals.

~ Disp

T L

(14)

where L is the sample length (76 mm).

Figure 5 depicts a comparison of the stress—strain curves for coal saturated at different
CO, pressures, demonstrating the agreement between the developed model and experi-
mental results. Notably, the test did not consider post-failure characteristics, as all coal
samples exhibited brittle responses after peak stress.
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Figure 5. Comparison of experimental results and modelling results of stress—strain curves for
high-rank bituminous coal either unsaturated (a), or under 5 MPa (b), 6 MPa (c), and 7 MPa

(d) CO, saturation.

3.2. Modelling Results and Discussion

Following the model validation, a parametric sweep from 5 MPa to 30 MPa (approxi-
mately 200 m to 1200 m) was conducted to investigate how various confining pressures
affect the mechanical response of coal under different saturation conditions. During mod-
elling, the convergence of the model to satisfactory criteria was monitored through the
residual plot to examine the stability and accuracy of the numerical solution. Tables 2 and 3
present the modeling results of coal failure strength under different confining stresses and
saturation conditions. In this context, “stress” pertains to deviatoric stress.

Table 2. Failure strength for samples (unsaturated, 5, 6, 7 MPa CO,-saturated) under different

confining pressures.

Confining Pressure

Failure Strength of Sample

Unsaturated 5 MPa CO, 6 MPa CO, 7 MPa CO,
5 MPa 46.78 MPa 34.64 MPa 33.12 MPa 31.39 MPa
10 MPa 47.79 MPa 39.84 MPa 38.99 MPa 38.28 MPa
15 MPa 48.78 MPa 4441 MPa 44.07 MPa 44.07 MPa
20 MPa 49.74 MPa 48.60 MPa 48.61MPa 49.21 MPa
25 MPa 50.69 MPa 52.42 MPa 52.79 MPa 53.86 MPa
30 MPa 51.62 MPa 55.99 MPa 56.65MPa 58.13 MPa
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Table 3. Failure strength for samples (8, 9 MPa CO,, 6 MPa + water, 8 MPa + water) under different

confining pressures.

Confining Pressure

Failure Strength of Sample

8 MPa CO, 9 MPa CO, 6 MPa CO, + Water 8 MPa CO; + Water
5 MPa 29.54 MPa 28.89 MPa 31.55 MPa 26.87 MPa
10 MPa 37.34 MPa 36.52 MPa 37.93 MPa 35.24 MPa
15 MPa 43.79 MPa 42.82 MPa 43.35 MPa 41.96 MPa
20 MPa 49.39 MPa 48.30 MPa 48.18 MPa 47.73 MPa
25 MPa 54.44 MPa 53.23 MPa 52.55 MPa 52.90 MPa
30 MPa 59.06 MPa 57.75 MPa 56.62 MPa 57.61 MPa

Tables 2 and 3 reveal an increase in deviatoric stress at failure with rising confining
stress, although the rate of increase diminishes for higher confining stress conditions. For
instance, Table 4 illustrates the incremental rate of deviatoric stress in response to different
confining pressures for unsaturated samples. A 2.16% increase in deviatoric stress was
observed when the confining pressure rose from 5 MPa to 10 MPa, whereas a comparatively
smaller increment of 1.84% occurred when the pressure increased from 25 MPa to 30 MPa.
This disparity can be attributed to the significant dilation of the sample in lower confining
pressure environments, which decreases with increasing confining pressure [32]. Dilatancy
is a critical factor governing the generation and propagation of micro-cracks that lead to
macroscopic shear crack propagation [33]. Samples subjected to lower confining pressures
experience easier generation and the propagation of micro-cracks. Consequently, with
increasing confining pressure, the deviatoric stress rises. This suggests that the deviatoric
stress of coal is less influenced by deep-buried conditions, highlighting the limited impact
of confining pressure on deviatoric strength enhancement in highly confined conditions.
Therefore, the overall strength of coal is predominately governed by the confining pressure
in deep-buried environments.

Table 4. Variation of deviatoric stress with confining stress for unsaturated samples.

Stress Variation Increase of Deviatoric Stress at Failure
From 5-10 MPa 2.16%
From 10-15 MPa 2.07%
From 15-20 MPa 1.99%
From 20-25 MPa 1.91%
From 25-30 MPa 1.84%

The impact of confining stress on the deviatoric stress increment in coal exposed to
sub-critical and super-critical CO;, was then investigated. To represent sub-critical and
super-critical CO; saturation, the samples saturated with 6 MPa CO, and 8 MPa CO,
were selected, respectively. Table 5 displays the model results depicting the variation of
deviatoric stress with confining pressure for the 6 MPa and 8 MPa saturated coal samples.
According to Table 5, although the deviatoric stress increment at failure in CO,-saturated
samples decreases with increasing confining pressure, the rate of increase in each stage is
significantly higher compared to unsaturated samples. For instance, an increase in confining
pressure from 5 MPa to 10 MPa induces a 2.16% increase in deviatoric stress for unsaturated
coal samples, while the corresponding increments for 6 MPa and 8 MPa CO,-saturated
coal samples are approximately 17.73% and 26.42%, respectively. These findings suggest
that changes in confining pressure have a greater impact on the mechanical properties of
CO,-treated coal samples. Experimental studies have confirmed that CO, adsorption in the
coal mass reduces its strength by reorganizing the coal structure from an initially strained
state to a more relaxed state with lower surface tension [8,15,34]. This weakened coal mass
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is more vulnerable to changes in the confining pressure environment, resulting in a greater
increase in deviatoric stress as confining pressure rises. This effect is more pronounced in
coal samples saturated at higher CO, pressures, as shown in Tables 2 and 3 and Table 5.
Higher CO; pressures allow more CO; molecules to infiltrate the coal mass [35], leading to
a greater weakening effect and a higher rate of deviatoric stress increment.

Table 5. Variation of deviatoric stress with confining stress for 6 MPa and 8 MPa CO; saturated samples.

Increase of Deviatoric Stress at Failure

Stress Variation

6 MPa CO, 8 MPa CO,
From 5-10 MPa 17.73% 26.42%
From 10-15 MPa 13.03% 17.25%
From 15-20 MPa 10.29% 12.80%
From 20-25 MPa 8.61% 10.22%
From 25-30 MPa 7.30% 8.49%

Table 6 showcases the increase in deviatoric stress at failure for coal samples saturated
with CO; + water. Upon comparing the results in Tables 5 and 6, it can be concluded that
the rate of deviatoric stress increment at failure with confining pressure is further enhanced
for CO; + water-saturated coal samples compared to the corresponding CO;-saturated
samples. For instance, the rate of the deviatoric stress increment increases from 17.73% for
a 6 MPa CO;-treated coal sample to 20.21% for a 6 MPa CO, + water-treated coal sample
when the confining pressure rises from 5 to 10 MPa. Similarly, a 31.13% increment rate is
observed for an 8 MPa CO; + water-treated coal sample, whereas an increment of 26.42%
is measured for an 8 MPa CO,-treated coal sample with the same variation of confining
pressure. As previously mentioned, the adsorption of CO; into the coal mass weakens its
strength by altering the coal’s structure. This weakening effect is further intensified when
water is introduced during CO, saturation, as the dissolution of CO; in water generates
acidic carbonate solutions that interact with minerals in the coal, leading to their leaching
out. Consequently, the coal strength is reduced. Therefore, a CO, + water-saturated coal
sample is more susceptible to the influence of confining pressure.

Table 6. Variation of deviatoric stress with confining stress for CO, + water saturated samples.

Increase of Deviatoric Stress at Failure

Stress Variation

6 MPa CO, + Water 8 MPa CO, + Water
From 5-10 MPa 20.21% 31.13%
From 10-15 MPa 14.31% 19.07%
From 15-20 MPa 11.14% 13.76%
From 20-25 MPa 9.08% 10.81%
From 25-30 MPa 7.73% 8.90%

Figure 6 illustrates the relationship between deviatoric stress at failure and confining
pressure for unsaturated and CO;-saturated coal samples. The figure shows that the
deviatoric stress at failure increases with increasing confining pressure for both unsaturated
and CO;-saturated coal samples. However, the slopes of the curves for the CO,-saturated
samples are much steeper compared to the unsaturated sample, indicating that confining
pressure has a greater effect on the strength of the CO,-saturated coal samples. Moreover,
the deviatoric stress at failure decreases with increased CO, saturation at lower confining
pressures. For instance, under a 5 MPa confining pressure, the deviatoric stress for the
unsaturated coal sample is approximately 46.78 MPa. However, it reduces to 33.12 MPa and
29.54 MPa for the 6 MPa and 8 MPa CO,-saturated coal samples, respectively. Interestingly,
this reduction in deviatoric stress due to CO, adsorption diminishes with increasing
confining pressure, as shown in Figure 6. At some point, the deviatoric stresses of samples
saturated at different CO; saturation pressures converge under a certain confining pressure.



Processes 2023, 11, 3224

12 of 17

This critical confining pressure is estimated to be around 20 MPa, indicating that the impact
of CO; adsorption on coal integrity is insignificant under such confining conditions or
burial depths. In this range, the strength of the coal mass is primarily controlled by the
applied confining stress.
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Figure 6. Variation of deviatoric stress at failure with confining pressure for unsaturated and CO,-
saturated coal.

Once this critical confining pressure is exceeded, the CO;-saturated samples exhibit
higher failure stress than the unsaturated sample under the same confining pressure. Addi-
tionally, the deviatoric stress of the coal increases with increasing saturation pressure, which
is markedly different from the stress behavior observed under low confining pressure. For
example, under a 30 MPa confining pressure, the deviatoric failure stress of the unsaturated
coal sample is approximately 51.62 MPa. However, it increases to 56.64 MPa and 59.06 MPa
for the 6 MPa and 8 MPa CO,-saturated coal samples, respectively. This suggests that a
high confining pressure environment can significantly enhance the strength of a weak coal
mass, and the reduction in coal strength caused by CO, adsorption becomes negligible at
greater burial depths or higher confining pressures.

Figure 7 compares the deviatoric stress for COp-saturated and CO; + water-saturated
coal models under different confining pressures. Introducing water into the CO, saturation
condition causes a reduction in coal strength, particularly in lower confining pressure
environments when compared to single CO, saturation. Figure 7 demonstrates that the
reduction in strength is more pronounced for 8§ MPa CO, + water saturation. As the
confining pressure increases, the difference in failure values between CO, + water-saturated
coal and CO,-saturated coal decreases. For instance, at 5 MPa confining pressure, the failure
stress difference between 8 MPa CO,-saturated and 8 MPa CO, + water-saturated coal is
2.67 MPa. However, this difference decreases to 1.46 MPa at 30 MPa confining pressure.
Nevertheless, it is important to note that, in this study, the failure deviatoric stress of the
CO;, + water-saturated coal sample is consistently lower than that of the corresponding
COgy-saturated samples, even under a 30 MPa confining pressure, as shown in Figure 7.
This indicates that although applying confining pressure improves the strength of a weak
coal mass, significantly weakened coal under CO; + water saturation may require a higher
confining pressure environment to enhance its strength.
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Figure 7. Variation of deviatoric stress with confining pressure for CO, saturated and CO, + water-
saturated coal.

To further investigate this trend, Figure 8 presents the failure stress difference between
CO,-saturated coal samples and their corresponding CO, + water-saturated coal samples.
As mentioned earlier, the 6 MPa and 8 MPa cases both display decreases in their failure
stress differences. The disparity in stress difference between the two cases becomes more
pronounced with increasing confining stress. This is primarily due to the relatively large
stress difference for the 8 MPa CO; case (1.46 MPa at 30 MPa confining pressure), while
for the 6 MPa CO; case, the stress difference decreases noticeably (0.03 MPa at 30 MPa
confining pressure). This highlights the need for a greater confining pressure environment
to enhance the strength of 8 MPa + water-saturated coal samples.
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Figure 8. Failure stress difference between CO, + water-saturated coal samples and their correspond-
ing CO;-saturated coal samples with confining pressure.
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4. Implications for Field Projects and Future Recommendations

Operational locations for CO, sequestration projects often prefer deep-buried coal
seams due to the lower risk of CO; back-migration into the atmosphere. These deep
underground seams are characterized by high stress conditions that can have a positive
impact on coal strength. The findings of this study indicate that coal strength increases
with higher confining pressures. This effect is particularly evident for coal adsorbed with
COy,, especially at higher CO; pressures. This suggests that the weakening effect of CO,
adsorption in deep underground conditions is significantly outweighed by the mechanical
strengthening effect of confinement. Consequently, a higher CO, injection pressure is
favored not only for its greater adsorption capacity but also for its reduced CO, adsorption-
induced weakening effect on the coal mass. The study also examined the effect of confining
pressure on the strength of CO, + water-saturated coal samples, which better simulate the
actual underground saturation conditions of coal. Similar results were obtained, demon-
strating that the significantly weaker coal mass under CO, + water saturation experiences
the most significant strength gain when subjected to confining pressure. Therefore, this
study’s results strongly support the preference of CO; sequestration projects in deep coal
seams to operate with high CO, injection pressures. The input parameters (UCS, Young’s
modulus, Poisson’s ratio, Hoek-Brown parameters) of the current model were directly
derived from experimental studies, with the confining pressure being the only variable
considered. Hence, a sensitivity analysis was not conducted. However, it is acknowledged
that conducting sensitivity and uncertainty analyses will be crucial when multiple variables
are introduced to the model. These analyses can help understand the impact of variations
in the material properties, geometry, and boundary conditions on the model response,
identify critical factors and uncertainties, and make informed decisions to mitigate these
uncertainties [36-38]. Indeed, the current study focused on a linear elastic numerical
model for evaluating the effects of confining pressure on the mechanical properties of coal
with varying CO, and water saturation conditions. While this model provides valuable
insights, some limitations, as mentioned, could be addressed in future research. Some
recommendations for enhancing future modeling efforts are as follows:

e Incorporate a more accurate and realistic material model that captures the stress
softening and fracture behavior of coal. This could involve introducing damage
mechanics or plasticity theories to better represent the non-linear behavior of coal, or
incorporating crack propagation and post-failure response.

e Investigate the coupled effect of temperature on the mechanical behavior of coal during
CO; sequestration processes in deep coal seams. This would require incorporating
the thermal expansion and contraction of the coal mass, as well as considering the
interactions between temperature, confining pressure, and the physical and chemical
processes occurring during CO, and water saturation.

e Examine the role of cyclic loading and unloading in the mechanical response of
coal subjected to CO, and water saturation. This could further simulate real-world
reservoir conditions, as coal seams experience changes in stress states due to fluid
injection and extraction processes during CO; sequestration projects.

e  Consider the effects of heterogeneity and anisotropy commonly observed in natural
coal samples. Models accounting for variations in material properties and strength, as
well as incorporating fracture structures, can better represent in situ conditions.

5. Conclusions

In tri-axial rock mechanics laboratory experiments, replicating tests for various con-
ditions typically demands considerable time and effort. This study, therefore, aimed
to investigate the impact of confining pressure on the mechanical properties of coal un-
der different CO, saturation conditions (5 MPa, 6 MPa, 7 MPa, 8 MPa, and 9 MPa) and
CO;, + water saturation conditions (6 MPa and 8 MPa) using a numerical model developed
in COMSOL Multiphysics. The findings led to the following conclusions:
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e  Coal failure strength increases with a rise in confining stress, irrespective of saturation
conditions. This can be attributed to the mechanical strengthening effect resulting from
the closure of pre-existing fractures within the sample under high-stress conditions.

o  The strengthening effect is more pronounced in lower confining pressure environ-
ments, where significant dilation promotes micro-crack generation and propagation,
ultimately leading to macroscopic failure for samples subjected to reduced confining
pressures. Consequently, confining pressure predominantly governs coal strength in
deep-buried environments.

e  The influence of confining pressure on strength enhancement is more evident in CO,-
saturated coal samples than in unsaturated samples. Structural rearrangement due to
CO; adsorption weakens the coal mass, rendering it more susceptible to variations
in confining conditions and causing a more substantial increase in failure strength as
confining pressure increases.

e  The strengthening effect of confining pressure on coal rises with increasing CO,
saturation pressure since coal strength decreases with CO; saturation pressure. This
effect is further heightened when water is introduced, as acidic carbonate solutions
interact with coal minerals, leading to a more significant strength reduction in the coal
mass.

e  Atlower confining pressures, the deviatoric stress at failure declines with increased
CO; saturation, while it escalates with the rising saturation pressure at higher confin-
ing pressures. A critical confining pressure of approximately 20 MPa was identified,
under which the failure deviatoric stress of samples saturated with different CO,
saturation pressures exhibited similar values. In this range, the strength of the coal
mass is primarily controlled by the applied confining pressure.

In summary, for CO, sequestration projects in deep-buried coal seams involving
high-pressure supercritical CO, and water, high confining pressure environments can
significantly enhance the strength of weak coal masses, rendering the strength reductions
caused by CO, and water adsorption negligible.
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