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Preface

Nice toy or reliable toolbox? There is no precise opinion about Computational Fluid
Dynamic (CFD) results. Today, Computational Fluid Dynamics (CFD) calculations
are standard in many applications with the exception of the conservative subject area
of safety engineering. This was the focus of discussions between experts in the fields
of safety engineering and CFD at a symposium in 2011 entitled “CFD - the future in
safety technology?” (50th Tutzing symposium, 2011). When human lives or compar-
able commodities are at risk, then typically only conventional calculation methods
are employed. As demonstrated by the eruption of the Eyjafjallajokull volcano on
Iceland in 2010, it did not make sense to simulate the trajectory of the ash cloud with
CFD tools when the effects of the ash particles on the jet engines of an airplane could
not be satisfactorily modeled. On the other hand, CFD is already being used
successfully in many areas of safety engineering, for example, for the investigation
of an incident in Hemel Hempstead, England, during which an explosion led to a
devastating fire at the Buncefield oil-products storage depot (the fifth largest of its
type in the United Kingdom). So, when should CFD simulations be used in safety
engineering?

The possible applications and limitations of CFD modeling in the area of safety
engineering are discussed in this book, which covers a variety of topics, including
the simulation of flow-through fittings, the consequences of fire and the dispersion
of gas clouds, pressure relief of reactors, and the forensic analysis of incidents.

The contributions to this book propose the establishment of CFD programs as
reliable standard tools in safety engineering. In order to accomplish this goal in the
future, experts from the fields of safety engineering and CFD simulation must
regularly exchange their knowledge and especially their different methodologies for
dealing with certain topics. Hopefully this book will act as a catalyst for the devel-
opment of deeper synergy between the two groups.

2011 Jiirgen Schmidt
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1
Computational Fluid Dynamics: the future in safety technology!
Jurgen Schmidt

Safety engineering is based on reliable and conservative calculations. With Compu-
tational Fluid Dynamics (CFD) tools, the knowledge of certain physical processes is
deepened significantly. However, such programs are currently not standard. In safety
engineering more stringent demands for accuracy must be set, for example, as
compared to methods for the optimization of plants. The methods must, among
other things, be sufficiently validated by experiences or experimental data and fully
documented (method transparency). In addition, they must be comprehensible,
reproducible, and economical to apply. The necessary demands on precision can
usually only be met by model developers, program suppliers, and users of the CFD
codes (common sense application).

The developers of models must document their models, and the assumptions under
which the models were derived must be fully understandable. Only if the application
range is carefully described can a responsible transfer to other fluids and parameter
rages take place at some later time. Unlike simple empirical correlations, CFD models,
with their many sub-models, often appear complex and not transparent. The validation
is usually done only on certain individual data points or by measuring global
parameters such as pressures and mass flows. This makes it difficult to assess
whether a method is more generally applicable in practice. Margins of error cannot
be estimated, or only very roughly. There are relatively for model validations for typical
questions in the field of safety engineering. However, even there only models and
methods with sufficiently well-known uncertainties should be applied.

It is still not enough if only the model application ranges are transparent. In addition
it should be possible to review the CFD program codes. Most codes are not currently
open source. Moreover, frequent version changes and changes in the program codes
complicate any review. Generally accepted example calculations which can be used for
revalidation (safety-relevant test cases) are usually lacking. There are often demands for
open-source programs among the safety experts. This certainly facilitates the testing of
models. On the other hand, in practice it is then only barely comprehensible what
changes were made in a program in any particular case.

CFD calculations are reasonably possible in safety technology only with a good
education and disciplined documentation of the results.
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A university education should provide any students with:

¢ Afundamental knowledge of numerical modeling, including an understanding of
the mathematical solution procedures, their use and application boundaries, and
the influence of initial and boundary conditions.

¢ Experience in the application of safety-related models and methods.

e Analytical skills to be able to evaluate safety-related calculation results for
abnormal operation conditions on the basis of experimental studies performed
with other fluids and under normal conditions.

* Atraining in how to assess the self-evident plausibility of calculation results with
the help of shortcut methods.

e A technical safety mindset and approach in dealing with computational methods
and the evaluation of results.

These requirements are currently being taught in their entirety in hardly any of the major
universities. Students often lack the mathematical skills of numerical modeling, a deeper
understanding of turbulence models, or simply the experimental experience to assess
calculation results. At some institutions, CFD codes are used as black boxes. Student
training needs to be adjusted. A major effort to teach these necessary skills is essential.

Particularly in safety engineering, CFD programs are currently (still) used by a relatively
small circle of experts. Careful documentation of results in this area is particularly
important. In addition to input and output data, the initial and boundary values as well
as the chosen solution method and model combinations must be recorded. These data are
often very extensive. It may therefore be useful to keep all programs and necessary files
long-term on appropriate computers. Again, it would be helpful if certain practices were
well established and documented as standard — this is lacking in safety engineering.

In addition to the required computational results, sensitivity analysis of individual
parameters is desirable. With CFD programs a deeper understanding of the physical
processes can arise from that analysis. Alternatively it may turn out that the chosen
combination of models is not suitable to solve a specific problem. Even with
sensitivity analysis, the user has the duty to responsibly perform and document
them as an additional part of the actual calculations.

For a third party, the CFD calculation results can in principle only be evaluated and
understood from a safety point of view with much more effort. Even the inspection
authorities must have sufficient expertise. For the industrial application of CFD
programs in the field of safety technology, the exchange between learners and experts,
and training specifically with experts from both safety engineering and CFD, are
necessary. At the symposium in Tutzing, a “CFD’s license” was proposed. The ensuing
discussion revealed the following applications for CFD calculations in safety engineering:

1) To gain additional in-depth knowledge and understanding of physical processes.
This is especially true if the effect of individual parameters to be investigated or
detailed information about the spatial and temporal distribution of individual
parameters is required.

2) To visualize process operational work flows.

3) To use as the sole source of information in areas where no experiments are
possible (hazardous materials, very high pressures).

4) 'To examine boundary conditions as specified for conventional models.

5) To interpolate experimental results.
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6) To question conventional methods and standards. This includes the improve-
ment of these methods and the reduction of safety margins due to higher
accuracy of the models.

CFD programs are already used in the field of safety technology for the optimi-
zation of valve operations, the investigation of fires and explosions, the examination
of single-phase fluid flows, the propagation of liquid pools from leaks, and generally
for the investigation of incidents. In contrast, there are also some areas where the
CFD computer codes should not be used, namely:

e when simple models are adequate,

¢ if they are the only source of information to design safety devices,
 for unknown or fluctuating initial and boundary conditions,

» for extrapolations beyond a range with experimentally validated data,
o if only insufficient property data are available, or

e to solve very complex problems with many parameters.

Typically, established and conventional methods are applied to design safety measures
and to size safety devices. With increasing risk, these standards are more important. For
most of the safety experts it is currently not viable to size safety devices solely on the basis
of CFD simulations. It is however expected that this will change in the future.

According to the information of the participants, 48% of the participants of the Tutzing
symposium in 2011 with a safety-related background and 68% of the numerically trained
participants trust in CFD simulations applied for safety engineering tasks. Training and
experience, experimental validation of models, and the definition of standards (Best
Practice) are the relevant criteria in order to further increase confidence.

In summary, the discussion in the Tutzing symposium has shown that CFD
computer codes are used in safety technology with different intensity according to
specific tasks. CFD has arrived in safety technology! The advantages of these tools
show up in all areas of technology. But the dangers in the application of safety
technology have also been impressively demonstrated, for example:

1) The extrapolation of validated results from highly non-linear CFD models can
lead to extreme errors.

2) Insafety technology, initial and boundary value problems often cannot be defined with
the necessary accuracy. This may result in large errors or large uncertainties in the
results of a CFD simulation. In many cases these uncertainties cannot be quantified.

3) The most often used eddy viscosity turbulence models dampen smaller fluctua-
tions and in principle do not allow for the adequate resolution of a problem in some
cases. In contrast, Large Eddy Simulation (LES) or Direct Numerical Simulation
(DNS) are typically more precise but increase the computation time enormously.
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Only with sufficient training and experience in dealing with the CFD models and
their solution methods can questions in the field of safety technology be answered
responsibly. Any ‘black box’ CFD application mentality in which results are firstly
obtained by systematic variation of models and adaptation of internal model para-
meters to very few experimental data and secondly presented as validated results and
subsequently used for extrapolations must be strictly avoided. Of course, this applies
to any type of modeling in safety technology. An extended study program at German
and international universities is needed to inculcate the necessary safety skills and
mindset in the next generation of students. At the same time, interdisciplinary
numerical, experimental, and safety skills must be taught — just a new kind of
computational Safety Engineering. For practical application in industry the idea of a
CFD license or quality labels should be pursued.

The CFD computer codes should be supplemented as a standard tool by best
practice guidelines in the field of safety technology and by many test cases from the
professional safety community. The research and development work on the way to
such standard tools (and common sense) can only enhance the training of safety
engineers in the field of CFD, the acceptability of the methods, and ultimately the
current state of safety technology.

With CFD tools, the demand for necessary safety measures and economic operation
of plants can be merged. The knowledge so gained is considerable, and the trend
toward making increasing use of these tools is already equally considerable. Aslong as
theresultsare physically based on ameaningful theoryand are responsibly weighted by
safety considerations, this is the right way into the future of safety technology.

The 50th Tutzing Symposium 2011, organized by the community of safety
technology of the Dechemds ProcessNet initiative, has brought experts from the
fields of safety engineering and numerical modeling together for a first major
exchange of views. Only when these two disciplines grow closer together will CFD
be able to establish itself as a standard tool in all areas of safety technology.

F

Members of the safety community in Germany who participated in
the 50" Tutzing Symposium in 2011.



