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Abstract

In previous years, research into the use of granular media as crash absorbers
in a ship double hull has led to an increased interest in further optimisation to
improve their energy absorption. One way is to add a coating layer on the outside
surface of these particles. This work provides an introduction to the numerical
modelling of coated particles to simulate their crushing behaviour. Depending
upon the type of coating material, the compressive behaviour differs. Therefore,
a sound methodology needs to be developed. For that purpose, the discrete ele-
ment method in combination with the bonded particle method was utilised using
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the open-source code MUSEN. The bonded particle method helps to simulate the
crushing behaviour of coated particles. However, for this high-fidelity model, the

L . number of parameters needs to be reduced and afterwards optimised. A sensitiv-
Funding information

German Research Foundation ity analysis is performed for that objective followed by optimisation using particle

swarm algorithm. The results illustrate a good approximation of the experimen-
tal force-displacement curve by the optimised model on a uniaxial single particle
compression test.

1 | INTRODUCTION

The collision of ships is still a major contributor to shipping accidents [1]. To prevent the loss of cargo and damage to
the environment, for example in case of oil spillage, the crashworthiness of ship design therefore plays an important
role. For that purpose, previous studies have shown that granular media can be introduced inside the ship double hull
[2]. Expanded glass, Poraver(R), in particular was found to be a suitable candidate [3]. The breakage of particles helps to
absorb the kinetic energy from the collision. Additionally, the particles enable the transfer of load from the outer to the
inner hull. Consequently, the whole structure works like a sandwich plate. To further optimise the energy absorption
and particle breakage under dynamic loads, a coating layer made of environmentally friendly material properties was
added and the mechanical behaviour of coated and uncoated particles was compared [4]. The results show differences
in breakage behaviour and energy absorbed depending on the type of coating. To simulate this behaviour independent
of the coating material, a robust methodology needs to be developed. For this objective, discrete element method (DEM)
combined with the bonded particle method (BPM) is used [5]. However, the increased number of parameters due to the
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FIGURE 1 Microstructure of a wax coated Poraver®) particle with 500x magnification.

FIGURE 2 Agglomerate consisting of primary particles of wax (red), wax-wax-Poraver® bonds (light red), Poraver® particles (blue),
and Poraver®-Poraver® bonds (light blue).

presence of both coating material and Poraver®) particles adds to the computational cost and time. To overcome this
problem, the number of parameters needs to be reduced and optimised. The methods used to perform these simulations
are described in Section 2 followed by the corresponding results in Section 3.

2 | MATERIALS AND METHODS

Each Poraver®) particle has its unique shape and microstructure which adds to the complexity in determining its mod-
elling parameters. Compression of each particle results in a different stress-strain relationship. Nevertheless, they can be
divided into different diameter fractions to illustrate a better distribution of mechanical properties [6]. However, the scat-
tering of data remains. The addition of an environmentally friendly coating on Poraver(®) increases complexity. Although
it does improve the energy absorption capabilities of the particles to an extent, the scattering of results still remains [4].
Figure 1 highlights the microstructure of a wax coated Poraver(® particle. The thin wax coating layer is approximately
0.25-0.5 % the diameter of Poraver®. Furthermore, it is a continuous medium in comparison to the porous microstruc-
ture of Poraver®). The type of coating material affects the mechanical behaviour as well [4]. This is illustrated in Figure 3
where the wax coating is brittle and breaks away from the Poraver® particle. In contrast, the silicone coating is elastic
and keeps the particles held together.

In order to simulate the mechanical behaviour of the coated particles under compression, an open-source code MUSEN
is used [7]. It allows the macroscopic modelling of particles using DEM where each particle is a discrete quasi rigid body
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FIGURE 3 Different mechanical behaviour under uniaxial compression of coated particles. Wax coated Poraver®) particle a and silicone
coated Poraver®) particle b.

[8]. Once the neighbouring particles have been determined, the Hertz—Mindlin contact model is used to generate contact
forces. These are fed into Newton-Euler equations to calculate the velocity and displacement of each particle using an
explicit time integration scheme. Additionally, MUSEN allows the extension of DEM with BPM. This enables the particles
to be connected to each other via cylindrical bonds forming an agglomerate. To allow for conservation of mass, these
bonds are weightless and are removed from the simulation domain once they are broken. In order to simulate the bond
breakage, the stress—strain relationship in each bond is calculated using a material model. This allows the user flexibility
in modifying well known existing material models, such as elasticity or elastoplasticity, to the required application. To
simulate the micro-cracking behaviour of coated particles, a micro-cracking elastic-plastic material model is used. This
particular model is well suited to simulate the micro-cracking in Poraver®) particles and the energy dissipation caused by
them [9].

Figure 2 depicts the cross-section of the numerical model of wax-coated Poraver®) particle. The wax particles on the out-
side are coloured with red and the larger Poraver®) particles on the inside are in blue. As mentioned above, the particles are
connected to each other with bonds. Wax particles are bonded to themselves and Poraver(®) particles in light red whereas
the Poraver(R) particles are connected in light blue. In comparison to the actual microstructure in Figure 1, the numerical
model is approximated on the mesoscale. It does not take into account each and every pore which might have been possi-
ble using a CT scan. This simplification helps in reducing the computational cost and time later on. Nevertheless, it still
provides a good approximation of the stress-strain relationship of each particle, as seen in the later sections.

A total of 43 different parameters (geometric and material) need to be defined in MUSEN to simulate the numerical
model shown in Figure 2. For simplification, the model for Poraver®) particles described in previous works is adapted
[9-11]. In addition to this simplification, the parameters related to the geometry of the wax coating layer are also fixed
and adapted in a similar way. The thickness of the layer is derived from the observation of microscopic scans [4]. Further-
more, the bond model between wax-wax particles and wax-Poraver(®) particles is assumed to be similar. Therefore, these
assumptions lead to a reduction of parameters from 43 to 17. A sensitivity analysis is then performed on the remaining
parameters to determine their influence on the breakage force and breakage displacement when changed by a factor 10x.
This results in seven sensitive parameters, as shown in Figure 5. It includes the breakage strain for wax - Poraver®) bonds
(BSw - Pb), Young’s modulus for wax - Poraver(®) bonds and particles (YM w - b/P) and sliding friction for wax - Poraver®)
particles (SF w - P), wax - steel plate (SF w - s) and for wax - wax particles (SF w - w).

For the purpose of optimisation, the particle swarm algorithm as part of the MATLAB optimisation toolbox is used. The
difference between the experiments and the simulation was used to define an objective function

fobj = ”fexp_fsim”Z

where fe,, and f;, are vectors containing the function values from experiments and simulation at similar displacement
values, respectively. The optimisation is done on experimental results from uniaxial single particle compression test found
in [4]. Due to computational costs, the optimisation is done on a single particle. Figure 4 highlights the difference in
computational times for coated and uncoated particles on a GPU based on the results from single particle compression

851801 SUOLIWIOD 3AIER.1D 3(qeol|dde 8y} Ag peusnob aie sajonse VO @SN JO SaIn 104 Aiq178ul|UO A8|IM UO (SUORIPUOD-PUR-SLLBIALIOD 43| 1M Aed 1 BUIIUO//STNY) SUORIPUOD PUe SW L 84} 885 *[7202/20/90] U0 ARIqIT8UIUO A8|IM ‘UBIPS | 3YdSIUOR T - Xeuio!|q!g BinquieH TISAIUN 8YasIUYoRe L A] $2T00£Z02 WWed/2Z00T OT/I0p/L0D" 43| 1M Aed 1 BUIIUO//SUNY WO1) papeojumoq '€ ‘€202 ‘T90LLTIT



SAFDAR ET AL. 40f8

TespriaMPT

300

250

200

Time in min
—
[
(=}

100

50

Wax - Poraver® Poraver®

FIGURE 4 Computational times for coated and uncoated particles for uniaxial compression of single particle (SPT) and multi particle
(MPT).
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FIGURE 5 Variation of sensitive parameters by a factor of 10x.

test (SPT) on GeForce RTX 2080TI, 11 GB GDDR6 memory, 4352 CUDA cores and multi particle compression test (MPT)
on GeForce RTX 3090, 24 GB GDDR6X memory, 10496 CUDA cores. Firstly, the simulation times are higher for coated
particles for both single and multi particle compression by factor 2.8x and 6.7X, respectively. Secondly, for each particle
type, the simulation times are significantly higher for the multi particle compression. This leads to the realisation that
optimisation is to be done on simple particle compression based on the high-fidelity numerical model depicted before in
Figure 2.

3 | RESULTS AND DISCUSSION

The results for uniaxial compression for the particle diameter between 2.0 to 2.15 mm are shown in Figure 6. The
experimental results depict a significant variation for each test run since every particle has its unique microstructure.
Consequently, two experimental results can never be repeated. However, an average curve, highlighted in colour red, can
still be derived based on the mean breakage force and mean crushing displacement. This experimental curve is fed to
the objective function and compared with the simulation curve in blue, generated by the parameters optimised by the
optimisation algorithm mentioned in Section 2. The optimised set of parameters is listed in Table 1. The result of this
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FIGURE 6 Difference between experimental and optimised simulation force-displacement curve for wax coated Poraver(®) particles of
diameter 2.0-2.5 mm.

TABLE 1 Optimised set of parameters for a wax coated Poraver®) particle
with diameter 2.28 mm.

Sliding friction coefficient -

‘Wax-wax 0.5273
Wax-steel 0.8306
Wax-Poraver® 0.9000
Young’s modulus MPa
Wax bonds and particles 2441
Poraver® bonds and particles 861
Breakage strain -
Wax-wax-Poraver®) bonds 0.0026
Poraver®-Poraver® bonds 0.0050

set shows a good agreement between the experimental and simulation curves. Similar to the experiments, it does depict
microcracking which is explained by the small dips in force before the main particle breakage characterised by the drop
in force to less than 1 N. However, there are differences. Up to 0.05 mm displacement, the slope of the curve remains
constant. Afterwards, a drop in stiffness is observed. This is explained by the fact that the numerical model assumes the
coating layer to be a set of bonded particles whereas in reality, it is a continuous layer. As the coating layer in the numerical
model breaks, it results in a loss of stiffness till the steel plate further moves downwards and comes into direct contact with
the Poraver(®) particles. This means that majority of resistance to compression is provided by the the Poraver(®) particles.
Nonetheless, the simulation model provides an overall reasonable approximation to the experimental averaged curve.

Similar methodology can be repeated for other diameter sizes of coated particles. One example is depicted in Figure 7
with its optimised set of parameters listed in Table 2. In this case, the larger particle size leads to a higher mean break-
age force and mean crushing displacement. Consequently, the averaged experimental curve differs from the previous
one. Nonetheless, it can still be fed into the optimisation algorithm in a similar way to generate the simulation force-
displacement curve. Similar to the previous result, the initial stiffness up to 0.1 mm displacement matches the average
curve. Subsequently, there is a drop in the value of slope of the curve as the bonds are broken between the coated and
Poraver®)particles. The slope starts to increase again once more Poraver®particles come into contact with the steel plate
up to a point where a significant portion of bonds are broken.

The set of optimised parameters for both results are also comparable. The sliding friction coefficient is more than 0.5 for
all material interactions for both outcomes. Moreover, the differences between the two results are negligible. Therefore,
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FIGURE 7 Difference between experimental and optimised simulation force-displacement curve for wax coated Poraver® particles of

diameter 3.125 - 4.0 mm.

TABLE 2 Optimised set of parameters for a wax coated Poraver(®) particle
with diameter 3.48 mm.

Sliding friction coefficient -

Wax-wax 0.5303
Wax-steel 0.7935
Wax-Poraver® 0.8959
Young’s modulus MPa
Wax bonds and particles 4199
Poraver® bonds and particles 341
Breakage strain -
‘Wax-wax-Poraver® bonds 0.0047
Poraver®- Poraver® bonds 0.0056

the sliding friction coefficient parameter does not play a significant role in the compression of a single particle. However,
there are differences in the values for Young’s modulus and breakage strain. In contrast to the smaller particle, the larger
particle has approximately twice as high values. This is reasonable since the higher values help to compensate for the
higher breakage force and crushing displacement.

Once the optimisation is done on a single particle, the next step is to test the optimised numerical model in a multi
particle compression test setting to determine its suitability in simulating the actual goal of simulating the compres-
sion of a ship double hull. The setup for the test is similar to experiments [4]. The results of compression of wax-coated
Poraver®)particles are depicted in Figure 8. In contrast to the single particle compression, the variation between experi-
mental results is less. This means if a certain number of agglomerates are present inside the cylinder, the results remain
consistent. The total average number of coated particles in the experiments was 2306. To replicate this, a same number
of optimised agglomerates were randomly generated inside the cylinder with similar geometric and material parameters.
However, the simulation crashed as soon as it began. This is due to the lack of GPU memory available on the GeForce
RTX 3090 graphics card. However, in a second attempt only 1300 agglomerates were generated inside the cylinder which
is more than 50% of the average. The results of this simulation are shown in blue colour with the stress and strain nor-
malised to take into account the lack of particles. During the initial part of compression till 15% of strain, the slope of the
simulation curve matches that of the experiment. However, it starts to increase exponentially beyond this point. This is
explained by the lack of unbroken bonds present inside the model to allow for energy absorption through bond breakage.
Consequently, the stress increases as the particles inside are densely packed. This shows that the high-fidelity model of a
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FIGURE 8 Uniaxial multi particle compression test of wax coated Poraver®) particles.

single particle is able to capture the initial deformation of coated particles in a multi particle compression test. However,
to model large deformation with strains greater than 15%, more number of agglomerates need to be present inside the
cylinder. Unfortunately, that approach does not work due to the lack of computational power available.

4 | CONCLUSION

Based on the results described above, the optimised model based on DEM in combination with BPM provides a reasonable
approximation of the compressive behaviour of a coated particle. Although the physical microstructure is different from
the numerical mesoscopic model, it is still able to predict particle breakage, especially the small microcracking behaviour
due to the presence of bonds. Additionally, the methodology can be repeated for other diameter sizes of coated particles.
However, the real suitability of this model is seen during a uniaxial multi particle compression test. The current high-
fidelity model is limited due to lack of computational power available. Therefore, a high fidelity model in combination
with a simplified model needs to be developed. This will decrease the computational cost as well as provide the ability to
simulate the numerical model on an actual ship double hull simulation.

ACKNOWLEDGMENTS
The presented research is funded by the German Research Foundation (Deutsche Forschungsgemeinschaft, DFG) in the
framework of the research training group GRK 2462 “Processes in natural and technical Particle-Fluid-Systems” (PintPFS),
which is gratefully acknowledged. Open access funding enabled and organized by Projekt DEAL.

Open access funding enabled and organized by Projekt DEAL.

ORCID

Wasif Safdar © https://orcid.org/0000-0003-0995-3337
Sonja Rotter @ https://orcid.org/0000-0001-5519-9895
Maike Orth © https://orcid.org/0000-0002-0220-7705
Stefan Heinrich ‘© https://orcid.org/0000-0002-7901-1698
Alexander Diister ® https://orcid.org/0000-0002-2162-3675

REFERENCES
1. Transportation Safety Board of Canada. (2022). Marine transportation occurrences in 2020. https://www.bst-tsb.gc.ca/eng/stats/marine/
2020/ssem-ssmo-2020.html
2. Schéttelndreyer, M. (2015). Fiillstoffe in der Konstruktion: Ein Konzept zur Verstirkung von Schiffsseitenhiillen [Ph.D. thesis, Technische
Universitit Hamburg, Germany].

5UB01 7 SUOLUWIOD SAIERID) 3]ed1fdde au Aq PeuBA0B 812 a1 O 88N J0 S9N 10§ AR1q1TBUIIUO AB]IM UO (SUOIHIPLIOD-PUE-SWLBI/LICY"AS| 1 AfRid]1[BU1|UO//SUIY) SUORIPUCD PUE S | 841895 *[7202/20/90] UO AIIGIT8UIUO AS]IM 'UBIPS N BUISILOIDPIE - YPUIONIIE BINGURH Je1SIBAIUN S IUYO L Ad ¥ZTO0EZ0Z WWed/200T OT/I0p/od A3 |1 Ae.q1ipul|uo//Sdiy WWO1} papeo|umod ‘€ ‘€202 ‘T90LLTIT


https://orcid.org/0000-0003-0995-3337
https://orcid.org/0000-0003-0995-3337
https://orcid.org/0000-0001-5519-9895
https://orcid.org/0000-0001-5519-9895
https://orcid.org/0000-0002-0220-7705
https://orcid.org/0000-0002-0220-7705
https://orcid.org/0000-0002-7901-1698
https://orcid.org/0000-0002-7901-1698
https://orcid.org/0000-0002-2162-3675
https://orcid.org/0000-0002-2162-3675
https://www.bst-tsb.gc.ca/eng/stats/marine/2020/ssem-ssmo-2020.html
https://www.bst-tsb.gc.ca/eng/stats/marine/2020/ssem-ssmo-2020.html

SAFDAR ET AL. | 8of8

. Woitzik, C., & Diister, A. (2021). Experimental investigation of granules as crash-absorber in ship building. Ships and Offshore Structures,

16(3), 314-325.

. Orth, M., Rotter, S., Safdar, W., Tasdemir, S., Pietsch-Braune, S., Heinrich, S., & Diister, A. (2023). Fluidized bed spray coating for improved

mechanical properties of particles. Processes, 11(2), 314.

. Potyondy, D., & Cundall, P. (2004). A bonded-particle model for rock. International Journal of Rock Mechanics and Mining Sciences, 41(8),

1329-1364.

6. Woitzik, C., & Diister, A. (2017). Modelling the material parameter distribution of expanded granules. Granular Matter, 19(3), 52.

10.

11.

. Dosta, M., & Skorych, V. (2020). Musen: An open-source framework for gpu-accelerated dem simulations. SoftwareX, 12, 100618.
. Wriggers, P., & Avci, B. (2020). In L. De Lorenzis, & A. Diister (Eds.), Discrete Element Methods: Basics and Applications in Engineering, (pp.

1-30). Springer International Publishing.

. Rotter, S., Dosta, M., & Diister, A. (2023). Discrete element simulation of the breakage behavior of porous granules utilizing bond models.

Computational Particle Mechanics.

Rotter, S., Woitzik, C., & Diister, A. (2023). Bonded particle models for discrete element simulation of porous granules. PAMM, 22(1),
€202200164.

Kraus, S., Woitzik, C., Dosta, M., & Diister, A. (2021). Simulation of granular materials with the discrete element method to investigate
their suitability as crash-absorber in ship collisions. PAMM, 21(1), €202100036.

How to cite this article: Safdar, W., Rotter, S., Orth, M., Heinrich, S., & Diister, A. (2023). Simulation of the
mechanical behaviour of coated particles using DEM-BPM. Proceedings in Applied Mathematics and Mechanics,
23, €202300124. https://doi.org/10.1002/pamm.202300124

B5U01 7 SUOWIWIOD dA81D) 3|gealdde auy Aq peusenob a.e sapite YO ‘8sn Jo sajni 1oy AriqiauljuQ AS|1AA UO (SUOTIPLUOI-pUe-SWLB)W0D AB | 1M Afeuq 1 pul[uo//:Sd1y) SUONIPUOD pue SWid | Ul 38S *[7202/20/90] o AiqiauliuQ A3|IM ‘UBIpa N auasIuoIR (T - XeUiol|qig BinqueH B1seAIuN ayasiuye | Aq #2T00E202 wwed/Z00T 0T/I0p/od A8 | 1M Azeiq i pul|uo//Ssdny wolj pepeojumoq ‘€ ‘€202 ‘T90LLTIT


https://doi.org/10.1002/pamm.202300124

	Simulation of the mechanical behaviour of coated particles using DEM-BPM
	Abstract
	1 | INTRODUCTION
	2 | MATERIALS AND METHODS
	3 | RESULTS AND DISCUSSION
	4 | CONCLUSION
	ACKNOWLEDGMENTS
	ORCID
	REFERENCES


