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ARTICLE INFO ABSTRACT

Keywords: In this paper, we introduce the CSPS framework for the hierarchical assessment of aquatic ecosystem models
AEM built on a range of metrics and characteristic signatures relevant to aquatic ecosystem condition. The framework
CSPS is comprised of four levels: 0) conceptual validation; 1) comparison of simulated state variables with observa-
Ecological modelling . . e . . . N

Uncertain tions (‘state validation’); 2) comparison of fluxes with measured process rates (‘process validation’); and 3)
Water quatl};ty assessment of system-level emergent properties, patterns and relationships (‘system validation’). Of these, only
Freshwater levels 0 and 1 are routinely undertaken at present. To highlight a diverse range of contexts relevant to the aquatic
Marine ecosystem modelling community, we present several case studies of improved validation approaches using the

level 0-3 assessment hierarchy. We envision that the community—driven adoption of these metrics will lead to
more rigorously assessed models, ultimately accelerating advances in model structure and function, and
improved confidence in model predictions.

1. Introduction

Models of catchments, lakes, wetlands, rivers, estuaries and marine
systems are now in widespread use to simulate water quality responses
to anthropogenic change and to unravel nutrient and pollutant pathways
(Hipsey et al., 2015; Janssen et al., 2015). Perhaps more than any other
field of environmental modelling, aquatic ecosystem modelling spans a
large diversity of environments, scales and disciplines; ranging from
small wetlands and lakes to the global ocean. Numerous authors have
conducted reviews of the diversity of modelling approaches used to
simulate lakes (Mooij et al., 2010; Janssen et al., 2015), wetlands
(Coletti et al., 2017), rivers (Rode et al., 2010), and marine systems (e.g.,
Gentleman, 2002; Glibert et al., 2010; Rose et al., 2010; Anderson et al.,
2010; Steele et al., 2013; Robson, 2014b). Looking across the geographic
diversity of (process-based) aquatic ecosystem models (AEMs), it is

notable that whether the focus is freshwater or marine applications, two
main thematic areas of commonly-used model approaches have domi-
nated the literature: (i) coupled physical-biogeochemical models with
high spatial resolution and a focus on the biophysical environment and
lower trophic levels (typically nutrients, phytoplankton and
zooplankton), and (ii) models that are lumped in space and focus on
resolving high trophic complexity (see Mooij et al., 2010 for fresh water
systems, Fulton, 2010, for marine systems; Fig. 1). This distinction re-
flects the different backgrounds and research questions being asked by
aquatic ecosystem modellers, and also the trade-offs between conceptual
complexity, spatial resolution, data requirements and computational
demands.

But how good are these models? Over the past decade or so there has
been a significant expansion in the scope and capability, however,
several authors have argued that AEMs have failed to keep up with
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Fig. 1. Examples of two different aquatic ecosystem model conceptualisations, focused on (a) resolution of physical and biogeochemical processes and interactions,
and (b) resolving trophic complexity and interactions. Both examples have been used in both fresh and marine studies.

advances in scientific understanding (Flynn, 2005; Anderson and Mitra,
2010; Oliver et al., 2012; Hellweger, 2017), are not interdisciplinary
(Mooij et al., 2010; Ward et al., 2019), fail to assess or reign in uncer-
tainty (Arhonditsis et al., 2006, 2008a; Dietzal and Reichert, 2012), and
“fail to fail” when they should fail if they were true tests of conceptual
understanding (Franks, 2009). Despite continuing advances in process
understanding of aquatic biogeochemistry and ecology, and the emer-
gence of a plethora of model approaches and platforms in the literature,
it could be argued that the level of predictability in many practical ap-
plications of AEMs has not significantly improved over the past two
decades (Arhonditsis et al., 2014).

These challenges motivate us to find new ways to assess our models
so that we can transparently compare different models and model ap-
proaches, whether they are simple or complex, and understand the level
of predictability they provide. Oreskes et al. (1994) argued the use of
models is heuristic, which is consistent with a common view that de-
cisions about defining when a model is “validated” are largely ad hoc.
The chosen level of validation often depends on available pre-existing
data sets, the background and experience of the individual modeller
and a general desire to report favourably on the performance of the
model. A common framework and established standards for model
assessment and documentation would create opportunities for synthesis
between diverse model studies and transferability of knowledge be-
tween applications. This would facilitate us to benchmark AEMs, that is,
to compare which models are better under which circumstances, and
what level of complexity tends to achieve a given level of accuracy and
performance for a given application context.

Here, we review current approaches that can be used to assess the
performance of AEMs, and formalize a general strategy to improve
confidence in model predictions. The shortcomings of current model
assessment and the need for a systematic approach are detailed further
in Section 2. A framework is outlined in Section 3 for the hierarchical

assessment of models to encourage modellers to assess not only state
variable predictions, but also process behaviour and system-scale dy-
namics. A range of metrics and characteristic signatures relevant to
aquatic ecosystem condition are exemplified for a range of physical,
chemical and ecological contexts in Section 4, spanning the diversity of
aquatic system models - from ponds and lakes to the global ocean. Our
goal is to demonstrate the utility of hierarchical assessment to more
comprehensively assess when a model is “fit for purpose”. In doing so,
our aim is to create standards, a common vocabulary, and encourage a
more rigorous, multi-level approach to model assessment that will
facilitate comparisons among different AEMs, their applications, and
thereby increase their predictive value and usefulness.

2. Approaches to model assessment and need for a standard
framework

In a review of model assessment frameworks, Pohjola et al. (2013)
highlighted four kinds of model assessment: (i) quality assurance (best
practise procedures); (ii) uncertainty analysis; (iii) technical assessment;
and (iv) assessment of effectiveness in achieving social, environmental,
or policy outcomes. In this paper, we focus on the technical assessment
of model performance. We note here the extensive history of literature
describing appropriate measures of fit for objectively evaluating model
performance (Mayer and Butler, 1993; Power, 1993; Alewell and Man-
derscheid, 1998; Stow et al., 2003, 2009; Bennett et al., 2013; de Mora
et al.,, 2013; Kubicek et al., 2015), providing guidance on specific
mathematical measures of model accuracy. In general, these include
varied methods for error calculation, correlation and model efficiency
measures (Table 1). We do not focus this analysis on the specific suit-
ability of these measures, but rather on providing a framework within
which they can be used. For a review of the strengths and weaknesses of
different measures of model-data comparison see the summary by
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Table 1
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Summary of quantitative techniques used for assessment of aquatic ecosystem models. Refer to Bennett et al. (2013) for more detailed overview and categorisations of
available assessment approaches.

Abbreviation Technique Description
v Visual inspection Visual inspection of time-series, TS, is often undertaken (“chi-by-eye”), but weak relative to the quantitative metrics listed
below.
Visual inspection of more complex model outputs may be warranted, and is frequently undertaken, for example:
TZ: Time vs Depth for vertical profile assessment
XZ: Distance vs Depth for cross section (“curtain”) assessment
XY: Plan view spatial (“sheet”) comparison
TX: Time vs Distance contour comparison
i 1
BIAS, MAE, Bias Me'an Absolute Error BIAS — 7271 (Pi - 0)):
NMAE Normalised Mean Absolute Error né—i=1
Iy
MAE = Ezizl(m - ol);
NMAE = M%E-,
Can be applied to demonstrate localisation of error in spatial models, denoted as MAE(AXZ,), for example.
RMSE Root Mean Square Error
4 RMSE = M
N
MEF, NSE, B Model Efficiency, Nash-Sutcliffe N (p. — 0,)?
Efficiency, Bardsley coefficient MEF=NSE=1~ Zl;l( . 71>z
’ >ie1(0i-0)
Nash and Sutcliffe (1970) & Murphy and Epstein (1989); Bardsley (2013) presents a variant that better accounts for bias:
R2
B =5 wEr
dz Index of Agreement & — MSM Zfi N oi?
. ) = = — =
Mz?del Sk%ll Score Zﬁ1(|Pi _ O\ I ‘Oi _ O\)Z
Willmott index
Willmott (1981) introduces the above skill score to consider both correlation and variance, allowing a choice regarding how to
weight error at extremes versus around the mean.
R, SR g‘orrelatim; C(:le,)c‘jigientl ) R— >V (P —P)(0; — 0)
pearman Rank Correlation - _ — L dp
[ (P —P?YL, (0, - 0)]
a
SR=1-6—="
n(n2-1)
where 7 is the difference in rank between the predicted and observed
TD Taylor/Target Diagram Visualisations of patterns of statistics to assess and quantify model performance; see Taylor (2001) and Jolliff et al. (2009).
DF Distribution Functions Plots showing variance of data set, including box-plots, violin plots and cumulative distributions
FFT, WT, WC Fast Fourier Transform Approaches to demonstrate spectral power localisation at distinct frequencies; Wavelet transform demonstrates this localisation
Wavelet Transform as a function of time (or space); Wavelet coherency computes the correlation in wavelet power between variables.
Wavelet Coherence
CCF, ACF Cross-correlation Function Auto- Measure of the similarity of a series to itself (autocorrelation) or another series (cross-correlation) as a function of displacement

correlation Function in time.

Bennett et al. (2013) and previous discussions by others (Elliott et al.,
2000; Allen et al., 2007).

To-date, no well-established guidelines have been developed on how
to approach aquatic ecosystem simulation and how to decide when
models are fit for purpose. The reason can be found in the large diversity
of model approaches, which is compounded by the fact that AEMs have
been applied over wide environmental (lake, river, ocean) and appli-
cation contexts (e.g., forecasting, system understanding, scenario com-
parison etc.) (Janssen et al., 2015). For any given application context,
typical approaches in the literature adopt a wide range of variables,
spatial dimensionalities, spatial scales and simulation time-frames.
Whilst the diversity of these applications is a good thing overall, the
consequence has been that it is difficult to compare model performance
between studies and approaches in a way that allows a clear definition of
the limits of their predictions.

In the past decades there has been limited true improvement in the
level of model predictability. Given the rapid uptake of AEMs (e.g. Trolle
et al., 2012; Janssen et al., 2015), it would be expected that over time,
higher quality datasets, more refined model process descriptions and
increasing computer power would lead to improved predictions. This is
of course true in some cases, however, there is evidence that in general
terms model approaches and their ability to accurately capture trends in
observed data have not considerably improved compared to some of the
pioneering studies (e.g., Thomann and Fitzpatrick, 1982). This trend
was first noted by Arhonditsis and Brett (2004) and subsequent analyses
have pointed to a similar conclusion (e.g., Arhonditsis et al., 2006;

Robson, 2014b; Paraska et al., 2014; Arhonditsis et al., 2014). During
routine applications of models, we anecdotally hear that use of R%isa
“waste of time” for coupled hydrodynamic-biogeochemical model var-
iables, and that modellers often resort to “chi-by-eye”. That is, the
modeller analyses the model output in the context of the quality and
noise in the data and uses a subjective visual comparison as the ultimate
determinant of suitability. Kubicek et al. (2015) found that 92% of
studies reported in the journal, Ecological Modelling, reported visual in-
spections as the only or main method of model evaluation. This
approach is not always due to the lack of willingness by the modeller to
validate more deeply, but rather due to confusion as to what features
need to be tested within the specific application. The question therefore
remains: are there ways in which we can further refine our efforts so that
they may lead to more robust model predictions?

A large challenge remains to improve parameterisation of AEMs. For
most applications, information exists about the values and variability of
the state variables, but little is known about the values of the model
parameters. Modellers then adjust parameters to find the best agreement
between modelled and observed data, either by adjusting the model
parameter vector by trial and error (manual calibration) or through
optimisation algorithms. The advantage of optimisation methods is that
they are objective and repeatable methodologies that are more likely to
result in an optimal parameter set. Any significant lack of fit is then due
to the inadequacy of the model structure and not due to poor parameter
choice (Chapra and Canale, 2010). The conventional practice of seeking
a single “optimal” parameter set reflects two major assumptions: (i) that
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there exists a single calibration vector for faithfully reproducing a wide
range of ecosystem dynamics; and (ii) that our empirical knowledge
(monitoring data, experimental work) adequately depicts the patterns of
the "real world", and thus offers an objective standard for testing our
models. The credibility of both statements has been extensively debated
in the literature and there are sound arguments to cast doubt on the
legitimacy of such a deterministic approach to mathematical modelling.
A recent attempt to address knowledge gaps and improve practice in
setting parameter values has been made by Robson et al. (2018), who
provide a tool to facilitate modellers’ exploration of evidence for process
rates and traits relevant to biogeochemical model parameters.

Nonetheless, model practitioners often encounter the problem that
several distinct choices of model inputs result in equivalent model out-
puts, i.e. many sets of parameters fit the data equally well. The non-
uniqueness of the model solutions, known as equifinality (Arhonditsis
et al., 2008a), is a consequence of insufficient data or in the case when
internal process pathways are of substantially higher order than what
can be externally observed (Beck, 1987). As a result, our ability to set
quantitative (or even qualitative) constraints on model ecological
structure is significantly reduced, and thus we are often faced with a
situation whereby our models give “good results for the wrong reasons”
(Arhonditsis et al., 2007).

Aside from parameter uncertainty, models contain errors that arise
from its structure or its inputs (Omlin and Reichert, 1999). Model
structural error is associated with (i) errors in the selection of appro-
priate state variables or processes to reproduce ecosystem behaviour, (ii)
errors and necessary simplifications in selection of mathematical for-
mulations for describing the processes, and (iii) the fact that our models
are based on equations derived from controlled laboratory environments
that may not yield an accurate picture of the real world variability in
biological systems and complicated interactions between forcing factors
(Hellweger, 2017). Essentially, models are simplifications of reality, and
all parameters are effectively applied as spatially and temporally aver-
aged values that in reality are unlikely to be represented by fixed con-
stants. In addition, it should be recognised that observational data are
also uncertain approximations, and are in fact also models of reality.

An important and increasing area of model application is to capture
shifts in system function. Shifts occur in response to a varied range of
external drivers, such as climate change, the cumulative loading of nu-
trients and pollutants and/or management measures (e.g., Trolle et al.,
2008; Skerratt et al., 2013). In this case, modelled ecosystems are
non-stationary; they are being pushed out of their typical state-space
range upon which they were trained and predictability in the past is
no guarantee a model can capture future trajectories. From the broader
ecological literature, we know that ecosystems are vulnerable to dete-
rioration when key system functions are pushed over thresholds,
resulting in the loss of resilience and the emergence of a regime shift
(Scheffer et al., 2009). Often these dynamics are at the core of what we
need models to help us understand, yet we have limited confidence that
the models are capturing these shifts and non-linear ecosystem dynamics
(Hipsey et al., 2015).

The lack of universally accepted performance criteria impedes our
capacity to impartially determine what an acceptable model is. Thus, an
emerging imperative in the field of aquatic systems modelling is the
development of a predetermined standard, considering model
complexity, the spatiotemporal domain or even the question being
asked. Given the complexities highlighted above and the diversity of
simulation contexts, this is unlikely to take the form of a simple cut-off
value for an acceptable goodness-of-fit metric. In some cases, it is suf-
ficient to be able to confidently predict that one management option will
have a better outcome than another (e.g. shorter algal bloom duration),
while in other cases, the decision will hinge on being able to predict how
much better a certain scenario may be. Hence, we need to be able to
evaluate not only how uncertain our prediction may be, but also what
our models can confidently predict (e.g. that a bloom will occur) despite
prediction uncertainty.

Environmental Modelling and Software 128 (2020) 104697

In light of these conceptual and technical challenges, there are
several areas where the AEM community would benefit from improved
tests and reporting of model performance. These include:

e greater emphasis in model publications to highlight the assessment
approach and the variables validated (or tested in sensitivity
analysis);

adoption of assessment standards to facilitate inter-comparison of
diverse model approaches;

improved assessment of process pathways in models as a means to
help resolve concerns around equifinality, including assessment of
spatio-temporal variability in process rates;

exploration of the degree to which different scales of variability are
captured by models, considering not just state variables, but also flux
pathways;

assessment of model performance in reproducing theoretically rele-
vant, system-scale responses — that is, even if models capture trends
at a sampling point, they must also demonstrate ability to capture
emergent behaviours; and

employing a wider range of validation approaches able to accom-
modate new monitoring technologies and high-frequency data
streams to support model-data fusion efforts.

Addressing the criteria above will improve credibility and trans-
parency in aquatic ecosystem modelling. For example, capturing emer-
gent properties is particularly relevant when models are used to explore
non-stationarity (systems undergoing change), where a model may be
out of its calibrated range, or if the goal is to explore uncertain future
conditions like climate change. We used the list to formulate the core
principles of a comprehensive model assessment framework that can be
used to understand, discuss and evaluate underlying principles in AEMs,
and to broaden their applicability and transferability.

3. Overview of the multi-level assessment framework

The CSPS framework introduces a hierarchical assessment of a range
of metrics and theoretically-relevant signatures relevant to aquatic
ecosystem structure and function, depicted schematically in Fig. 2. The
approach includes four levels of assessment, with an a- priori or pre-
application assessment of the model (indicated as Level 0), while the
other three levels are post-simulation assessments of the model. The four
levels are summarised as:

0. Concept: Conceptual validation to ensure that sub-models are
consistent with ecological theory and valid over the range of con-
ditions for which the model will be applied;

1. State: Comparison of simulated state variables with observed
properties;

2. Process: Comparison of simulated energy and mass fluxes with
measured process rates; and

3. System: Comparison of system-scale emergent properties, patterns
and relationships with observed and theorised phenomena.

These levels are further described generically below given our desire
for consistency across both inland and marine waters. Specific examples
for different application contexts and specialisations relevant to the
modelling community are expanded upon in Section 4.

3.1. Level zero: Conceptual validation

A process for model assessment that includes conceptual validation
of model structure and sub-model algorithms is a precursor to empirical
validation of the model as a whole (Bert et al., 2014). At this level, we
ask, “does the conceptual basis of the model accord with current sci-
entific understanding of how the system functions?” This level of eval-
uation is usually undertaken explicitly when developing a new model,
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LEVEL 0:
CONCEPTUAL VALIDATION

(

Validation focus:
Is the model configured appropriately?
Is their sound empirical basis for assumptions
about model structure and parameterisation?

LEVEL 1:
STATE VALIDATION

(

Validation focus:
Do simulated variables match observed levels?
Does the model capture variability over

arel range of spati poral scales?
LEVEL 2:
PROCESS VALIDATION
Validation focus:
Process validation to reduce equifinality

Are simulated rates and fluxes accurate?

LEVEL 3:
SYSTEM VALIDATION

( )

Validation focus:
Emergent p &signatt

System-scale perturbation-response relationships
Resilience and ecosystem stability

Ecosystem services

Fig. 2. Conceptual diagram illustrating the CSPS model and assessment workflow highlighting the shifting focus from assessment of state, to process, and ultimately

to ecosystem function.
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but is often overlooked when applying an existing model in a new
context or when it is adapted to include additional functionality.
Questions to consider include:

e Does the model structure adequately reflect our conceptual under-
standing of the system and its key drivers, having regard for pro-
cesses that may change within the range of scenarios being
considered? An example of a situation in which a previously suc-
cessful model may fail this conceptual validation is when a model
developed for a deep-sea application is to be applied to a coastal
ecosystem, where a more detailed representation of benthic pro-
cesses is needed. Another example is where a model previously
applied within a narrow range of temperature conditions is to be
applied to climate change scenarios and the conceptual basis of
temperature response functions may need to be reconsidered.

Does the mathematical representation of ecosystem processes pro-
duce realistic system dynamics? For example, the widely-used
Michaelis-Menten kinetics are best suited to steady-state conditions
and may be considered dysfunctional in dynamic simulations where
nutrient concentrations vary considerably (Flynn, 2005; Frassl et al.,
2014; Hellweger, 2017).

Does the model structure reflect recent advances in ecosystem un-
derstanding that may be important in this application? For example,
many ecosystem models in common use have not been updated to
include anammox or dissimilatory nitrate reduction to ammonium
(Robson, 2014a,b).

Does the model reflect the system understanding of relevant local
disciplinary experts and stakeholders? If not, this may be a hurdle to
acceptance of decisions based on model results, as well as not making
good use of local knowledge.

Is the model mathematically valid and dimensionally consistent?

Is their evidence that the implementation of the model as software
correctly reflects its conceptual and mathematical basis? For
example, does it maintain conservation of mass?

Where two or more possible model structures have been identified,
what process has been followed to compare the options? In some
cases, it may be appropriate to develop an ensemble of models to test
the range of possible results and the trade-offs in speed and accuracy.

This conceptual validation phase should be revisited after state,
process and system validation to consider whether the results suggest
the need for re-evaluation of the model structure or implementation.

3.2. Level one: State validation

The comparison of time-series of physical, chemical and biological
state variables is the main form of model validation. However, it is not
the only means by which the accuracy of model state can be assessed,
and when used in isolation may not give a complete picture of model
performance. In most cases, the frequency of observations is signifi-
cantly less than the time-step of aquatic models, particularly in the case
of coupled hydrodynamic-biogeochemical models. For variables that
exhibit rapid changes in time, such as algal biomass during a bloom,
standard metrics such as Mean Absolute Error (MAE) and Root Mean
Square Error (RMSE) can be fundamentally weak (Elliott et al., 2000).
Similarly, in terms of a spatial distribution, an in situ observation is
usually the mean of a small sample volume, being compared to model
output that may represent the mean value of a much larger quantity of
water. Various alternatives for assessing state can be considered,
including assessment of scales of variability, and derived metrics,
whereby observations and simulated data are subject to some form of
transformation.

3.2.1. 1a - Direct comparison
Classically, model simulation results are compared with measured
data at specific points in time and space where the measurement was
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taken. This type of assessment is undisputedly where most effort in
model validation has been concentrated and will no doubt remain the
focus of most model assessments. The variables selected for assessment
are inherently linked to the nature of the investigation and associated
choice of model approach and structural complexity. Nonetheless, there
has been a tendency for modellers to validate against an arguably small
subset of simulated water chemistry variables, a product of both a desire
to emphasise aspects of model output relevant to the application, but
also commonly due to lack of observations for remaining state variables.

Measures of model fit (as in Table 1) can be computed for one or
more sampling stations and are generally based on calculation of re-
siduals (i.e., the difference between model outputs and the corre-
sponding observations). A potentially useful exercise that adds to the
common error calculation, is to calculate skewness or kurtosis in pre-
dictions. Spatial assessments of multi-dimensional models against data
from remote sensing platforms are increasingly being introduced. Other
methods do not necessarily involve error calculation but rather assess
patterns in data series. For example, Spearman Rank correlation (SR)
may be more useful to identify the degree to which the order of pre-
dictions and observations from small to large magnitude are captured,
for example, where assessment of the ability of a model to reproduce
seasonal and inter-annual variability is required without focusing on
exact values. The use of a cross correlation function (CCF), can allow a
modeller to look for correlations in how the simulated and observed data
vary with a delay across time and may be used for looking at lags in time-
series, or alternatively may be useful in spatially resolved models to
determine measures such as patch length.

3.2.2. 1b - Derived metrics describing model state

This category refers to metrics that do not involve a direct assessment
of state variable time-series or spatial data, but are derived from the
simulated variables. The focus of this class of metrics is to test the model
against theoretically relevant indicators of ecosystem state, such as re-
lationships between variables. They can provide additional evidence for
demonstrating that a model is fit for purpose even if direct value com-
parisons (e.g., R?) are not possible due to data limitations or if direct
validation indicated a weak level of predictability. Examples of derived
metrics could include simple stoichiometric indicators (e.g., TN:TP), or
other ratios of simulated variables (e.g., DOC:TOC; Chl-a:TSS). Other
derived quantities include assessment of relevant dimensionless
numbers, for example, the Richardson number as a measure of stratifi-
cation intensity, or in the case of algal bloom dynamics, metrics derived
from analysis of the raw state variable time-series, such as the average
duration of a bloom or time of bloom onset.

3.2.3. 1c - Metrics describing multi-scale variability in model state
Metrics at this level describe how well various scales of temporal or
spatial variability are reproduced in our models. Depending on the
model structure, its spatial dimension and time-step, any given simula-
tion will have limits on the scales that it can predict. The inherent dif-
ficulty in defining what model approaches are most appropriate for a
given scale (e.g., at what temporal scale would a 1D and 3D model
converge?) remains a large challenge in the AEM community.
Simulations may be assessed from a probabilistic point of view, for
example, through comparison of exceedance probabilities (CDFs) in
order to ascertain whether a model is able to capture the proportion of
time (or spatial domain) over which a certain concentration is experi-
enced. However, assessment of probability distributions alone may not
be suited under non-stationary conditions, and they do not inform us if
expected modes of variability are adequately represented. For example,
a coupled hydrodynamic-biogeochemical model might be designed to
reproduce phytoplankton biomass in response to diurnal changes in
productivity, but also over intermediate scales due to dynamic hydro-
logical and meteorological conditions, over seasonal scales due to
changes in temperature and nutrients, and potentially up to decadal
scales if the fundamental drivers of phytoplankton biomass are shifting.
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Approaches to assess the performance of models over these scales are
described in Bennett et al. (2013) as “data transformation methods” and
relevant techniques include Fourier transformation (FFT) or wavelet
transforms (WT). To date there has been limited application of these
methods for assessing AEMs, partly due to the fact that there are few
cases of modelled applications that have observational data that span
such a large range of time-scales (reviewed by Kara et al., 2012). The
routine application of real-time sensors in aquatic systems over the past
decade, however, is providing diverse datasets that span from
time-scales of minutes to decades, and offer new opportunities to assess
models through this approach (e.g., Hamilton et al., 2015). Where
spatially rich observational data are available, these approaches can also
be used to examine model performance across multiple spatial scales.
Spatial maps can be quantitatively compared with observational maps,
particularly from remote sensing observations, using a variety of
methods (Stow et al. (2009).

3.3. Level two: Process validation

Process validation refers to assessment of model performance against
the underlying rates of transformation that drive changes in model state
variables (i.e., the arrows connecting “stocks” or “pools™); process
validation is therefore specific to process-based models. Indeed, the
most commonly cited advantage of process models is their ability to
resolve the interaction of the different mechanisms that shape ecosystem
state, yet rarely do we rigorously assess whether they are correctly
captured. This is particularly relevant if we consider that most model
applications adopt process parameterisations reported broadly in the
literature, potentially from sites that may be inherently different, or
from laboratory or mesocosm studies conducted under controlled con-
ditions. Similarly, the associated parameter estimates for these algo-
rithms may also be chosen from within large ranges reported from
diverse model applications, or from laboratory assessments such as
phytoplankton or sediment incubations. Therefore, it is not obvious that
models with complex interactions accurately represent spatial and
temporal variability in process pathways correctly, even if several model
state variables are seemingly reproduced well at Level 1. Consequently,
validating models with regard to the individual flux pathways that
connect individual state variables is a way of reducing equifinality,
helping modellers to get “good results for the right reasons”. Comparing
modelled with measured flux rates also provides a way to pinpoint
sources of structural and conceptual error in the model.

In practice, this approach remains rare in aquatic ecosystem
modelling, as measuring variability in process rates through time and/or
space is resource-intensive and difficult, and in some cases may not yet
be directly possible in situ. However, given that it has the potential to
greatly improve confidence in the underlying function of models, we
believe it should be actively promoted, and several examples are out-
lined in the following sections that may be more routinely adopted.
These are classified next as either being from direct measurements or
indirect rate estimates.

3.3.1. 2a - Comparison with raw process measurements

When developing a model, it is necessary for us to distinguish be-
tween process measurements that are required to assist model parame-
terisation and parameter assignment, and process measurements that
can be used for validation. A range of in situ process measurements are
relevant to assess physical, chemical and biological model attributes and
their temporal and spatial variation. These include rates of mixing,
fluxes across the air-water or sediment-water interfaces, and Kkinetic
transformations (e.g. nutrient uptake, rates of primary production, or
grazing). Specific examples highlighted in Section 4 relevant to a range
of different model applications are reviewed.

3.3.2. 2b - Process metrics interpreted from raw data
Process information can also be extracted from raw data series, either
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derived from changes in the observed data record via inverse modelling,
or potentially through more sophisticated data-driven models designed
to estimate bulk process rates. As a simple example, the trend of oxygen
depletion in the hypolimnion of a lake may be used to estimate the net
sediment oxygen demand if other sinks are minor. The use of environ-
mental tracers and isotopic data also has potential to support validation
of the flow of oxygen, carbon or nitrogen, for example, if assumptions
are made about the relative fractionation and transformation rates that
occur for individual process pathways.

These approaches are not reported widely in the literature, and
usually depend on the validity of several simplifying assumptions that
are made when interpreting the data. However, it is highlighted here as
an area of increasing interest for the growing area of model-data fusion,
as a means to compare modelled process rates against those estimated
from empirical means (Robson, 2014a; Hipsey et al., 2015).

3.4. Level three: System validation

The complex non-linear interactions and feedbacks that govern the
response of aquatic systems to changes in internal or external conditions
can lead to ecosystem-scale emergent patterns, relationships and dy-
namics. These emergent properties are not necessarily predictable
directly from the underlying model formulation, and are outcomes from
the model that are “not a direct extrapolation of the choices made in model
design” (Allen, 2010). A classic example of an emergent property is the
behaviour of a flock of birds in flight, which emerges in a way that is not
obvious from the behaviours of individual birds.

Although not widespread, there are several examples where aquatic
models have been assessed in terms of their ability to produce emergent
dynamics, though generally not with the direct purpose to refine model
accuracy or to justify whether it is fit for purpose. These provide valu-
able insights to ecosystem behaviour, and we advocate for more effort to
be placed in assessing if our models are able to capture higher order
behaviour or patterns. As highlighted by Anderson et al. (2010), a
different choice of model structure may lead to different emergent dy-
namics. Where two models perform equally well at Level 1 but predict
different emergent system dynamics, these can be treated as competing
hypotheses regarding system dynamics, and measurement programmes
can be devised to invalidate one or both hypotheses.

Examples of system properties that might be captured by models can
include simple metrics such as scaling relationships (e.g. nutrient
loading vs. chlorophyll-a response), or more complex spatial or temporal
patterns in nutrient cycles and community dynamics. In many applica-
tions, these patterns may be expected based on empirical experience,
such as the succession of different plankton functional groups, or spatial
niches in a habitat. Multivariate comparison methods are available to
explore performance of models in capturing inter-relationships between
variables (e.g., a Taylor Diagram, TD), and these may be particularly
useful for identifying cases where models resolve emergent dynamics
that are not known a priori. Self Organising Mapping (SOM) is one
example, among others, of a machine learning method that may be
suited to identification of emergent patterns in both model output and
observational data that are rich in two or more dimensions (e.g., Wil-
liams et al., 2014). Where observational data are both spatially and
temporally rich, Empirical Orthogonal Function (EOF) decomposition
can be used to analyse major modes of variance and patterns of varia-
tion, which can be compared with the results of the same analysis
applied to model output (e.g. Rocha et al., 2019).

Another area being explored is the response of ecosystem state-space
to perturbations, considering threshold effects, hysteresis and alterna-
tive stable states. This level of validation is especially important if the
model’s purpose is to define the stability or resilience of key ecosystem
attributes to climate change, fishing and/or eutrophication. At this stage
only a qualitative or semi-quantitative comparison may be possible.
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4. What metrics should I use when ... ? Examples for different
application contexts

In this section, we consider the literature through the lens of the
framework outlined in Section 3, by combining the framework proposed
with specific assessment techniques summarised in Table 1. Given the
predominance of Level 1 validation in the literature, we did not target a
comprehensive identification of all published model studies that
consider validation. Rather, we aimed to collate a range of examples that
have been applied across a broad range of application contexts. Through
this review, we also aimed to identify gaps and potential areas for
further development of new Level 2 and 3 validation approaches.

4.1. Hydrodynamic applications for ecosystem assessment

Relative to water quality and ecosystem modelling applications,
approaches for characterizing the performance of physical models of
aquatic environments are well established, most notably from the en-
gineering and geophysical sciences literature. They share some common
metrics across lacustrine, riverine and oceanographic model applica-
tions, depending on the underlying hydrology, model dimension and
time-frame of the simulation. A range of general metrics have been
categorised related to prediction of a) the water balance, waves and
water circulation, b) the heat and salt balance, c) stratification, and d)
bottom morphometry and sediment transport (Table 2).

In general, the validation of hydrodynamic models is achieved by
conducting multiple levels of assessment. First, researchers can conduct
time-series assessment of water level, temperature and salinity at fixed
points, and/or horizontal or vertical variation derived from profile cross
sections (Level 1). Simulation of surface ice dynamics can also be un-
dertaken by time-series assessments of ice thickness, complemented
with derived metrics such as ice-on and ice-off dates (Level 1, e.g., Yao
et al., 2014). For models that simulate surface or internal waves, spectral
plots are commonly reported to demonstrate power across waves of
different frequency. Derived indices such as the Richardson number as a
measure of stratification intensity, or Schmidt stability (e.g., Bruce et al.,
2018), are also useful as Level 1 metrics. Considering mixed layer depth
(Acreman and Jeffery, 2007; Bayer et al., 2013), or thermocline/-
pycnocline thickness and changes to surface layer thickness as a function
of various driving factors, can prove useful in diagnosing problems with
model parameterisation. For cases where periodicity varies over time,
wavelet plots can highlight how power is localised in frequency space
over different seasons or time-frames. Isotherm/isopycnal displacement
power spectra are a useful metric to demonstrate the time-scale over
which models are able to reproduce the internal wave field (e.g. Hodges
et al., 2000).

Level 2 validation of hydrodynamic models can include assessment
of evaporative mass fluxes, estimation of albedo, measurement of ve-
locities (at a fixed location or from drifter tracks, e.g., Dissanayake et al.,
2019), and shear stresses, for example, at the sediment-water interface
or within macrophyte beds. The use of direct measurements or
observation-based estimates of turbulent mixing could also be consid-
ered, and a range of novel tracers have been adopted for dilution ex-
periments to characterise contaminant dispersion (e.g., caffeine and
pharmaceuticals in waters impacted by wastewater effluent, Cantwell
et al., 2016).

Level 3 assessments in hydrodynamic models consider the formation
of residual currents and eddy structures. For example, different, but
otherwise similar, models reveal the emergence of different eddy
structures in the North Atlantic Ocean (Holt et al., 2014). Hetland and
DiMarco (2012) undertook an assessment of a 3D hydrodynamic model
of the Texas-Louisiana continental shelf using data from moorings by
presenting maps of model skill; in this example, surface and bottom
variance ellipses are used to demonstrate the model captures the
point-scale and residual field. In lakes and coastal environments, cur-
rents created by differential heating and cooling may be assessed by
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indirectly comparing against profile cross sections (Woodward et al.,
2017). Spatial variability in water currents creates patterns of water age
distributions that emerge as a system-scale property, but which are not
easily able to be validated. The potential for using methods such as
assessing against empirical estimates from conservative tracers, for
example from radium isotope measurements (Tomasky-Holmes et al.,
2013), may be able to be applied in the future. The increasing applica-
tions of models for complex aquatic domains (e.g. estuaries, inter-tidal
wetlands, river floodplains, reef structures, or island archipelagos) re-
quires efforts to validate the relative pattern of connectivity across
modelled sub-domains.

At smaller spatial scales, Level 3 assessment of other patterns that
may emerge in physical models can be conducted. Examples include
travelling waves in spatial patterns of plant-wrack in intertidal zones
(Sun et al., 2010), wave attenuation in seagrass beds (Chen et al., 2007),
and the canopy structure such as the dynamics of canopy deflection
properties (Dijkstra and Uittenbogaard, 2010). Models with morpho-
dynamic ability can also be assessed by examining spatial patterns in
temporal changes in bottom morphometry, to highlight active areas of
erosion and deposition.

4.2. Water quality and biogeochemistry

A common goal for AEMs is to understand the controls and dynamics
of chemical and biological variables relevant to water quality. What
constitutes a ‘water quality variable’ can vary depending on the appli-
cation and context, however, for the purpose of this analysis, the liter-
ature is categorised according to several areas of focus pertaining to
prediction of a) oxygen and the extent of hypoxia/anoxia, b) the cycling
of inorganic nutrients and organic matter, c) geochemistry, d) water
colour and clarity e) chlorophyll-a, and f) other chemical and biological
contaminant dynamics (Table 3). Across these categories most variables
being assessed are dissolved or particulate concentrations that are
routinely sampled via traditional monitoring programs and subsequent
time-series assessments (Level 1), though, a more detailed exploration
reveals a broader range of examples that can support a diversity of po-
tential approaches for capturing water column and sediment
biogeochemistry.

Oxygen has often been a focus of water quality models as it plays a
pivotal role in nutrient cycling and sediment processes. Given the
increasing availability of sensor data for measuring oxygen concentra-
tions, it also provides an interesting case study for how a system of
metrics can assist in model assessment. For this context, a range of more
rigorous Level 1 metrics has emerged such as wavelet analysis of high-
frequency in situ data series from a stratified lake (Kara et al., 2012),
longitudinal analysis of surface and bottom oxygen in estuaries where
strong lateral gradients exist (Xu and Hood, 2006), and the spatiotem-
poral extent of anoxia in a riverine estuary (Bruce et al., 2014) and Lake
Erie (Bocaniov et al., 2016). Direct in situ Level 2 sediment flux mea-
surements from benthic chambers or eddy-correlation instruments have
provided useful validation of sediment oxygen demand (e.g., Sohma
et al., 2008). In another example, Hetland and DiMarco (2008) adopted
apparent oxygen utilisation (AOU), the difference between the oxygen
concentration and the saturation value, as an indirect process validation
metric to demonstrate the model was capturing the combination of ox-
ygen consumption mechanisms. Of increasing interest in lacustrine and
marine environments is the application of high-frequency oxygen sen-
sors to estimate free water metabolism (Hanson et al., 2008), where an
inverse modelling technique is used to extract hourly to daily estimates
of primary productivity, community respiration and atmospheric ex-
change from diel changes in oxygen concentration (e.g. Lovato et al.,
2013; Webster et al., 2005; Wikner et al., 2013; Winslow et al., 2016).
While this method provides relatively coarse estimates due to con-
founding factors of advection and mixing (Villamizar et al., 2014),
repeated estimates over a range of environmental conditions provide an
in situ view of water column net productivity and respiration that can be
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used to assess model equivalents. A similar approach for estimating
basin-scale average sediment oxygen demand has been shown to be
useful in stratified lakes, allowing quantification of the rates of hypo-
limnetic oxygen drawdown where other consumption mechanisms may
be assumed to be relatively minor (Snortheim et al., 2017). Following
these examples, Fig. 3 illustrates the utility of combining relevant met-
rics across the assessment levels for an estuary experiencing frequent
hypoxia.

Many aquatic modelling studies have had their roots in predicting
the impacts of eutrophication and have demonstrated the Level 1 per-
formance of their models against data on dissolved and total nutrients,
with a focus on P in freshwaters and N in marine waters. An increasing
trend towards simulating the complete N, P, Si and C cycles has provided
opportunity to validate models using other Level 1 indicators that cap-
ture more nuanced aspects of nutrient cycling, such as partitioning be-
tween organic and inorganic phases and stoichiometric variability (Li
et al., 2013). Other potential Level 1 metrics relate to organic matter
composition, such as POC:DOC, OC:ON, or potentially the labile:re-
fractory ratio of the simulated organic pool. To date this has rarely been
the subject of model assessment, but it may be possible by comparing
with increasingly reported data from Excitation-Emission Mass Spec-
troscopy (EEMS) studies.

Relevant Level 2 process validation efforts can be applied in the form
of comparison against in situ estimates of nitrification/denitrification,
organic matter mineralisation, and community respiration or BOD data.
In estuarine environments, dilution curves have been applied to estimate
sources and sinks of materials by comparing concentrations relative to
salinity. For example, a sink of NO3 along the length of a system can be
used as an indirect measure of denitrification intensity (e.g. Eyre and
Balls, 1999). Fig. 4 demonstrates this approach for an estuarine carbon
cycle investigation, showing validation of the along-stream predictions
of DOC, DIC and *3C-DIC and '3C-DOC, relative to a conservative tracer.
In this case, the use of isotopes in the calibration helped to reduce
equifinality, since models able to correctly capture patterns in stable
isotope cycling are more likely to be resolving flux pathways that are
imprinting distinct signatures during isotope fractionation processes
(Sugimoto et al., 2010; van Engeland et al., 2012; Adiyanti et al., 2016).
Where sediment-water interaction is an important driver of nutrient
cycling, the flux of dissolved constituents as estimated from in situ
benthic chambers or from eddy correlation can be used as a powerful
Level 2 approach to reduce uncertainty. Two examples comparing
modelled against measured NHy release are applications in Chesapeake
Bay (Brady et al., 2013) and Tokyo Bay (Sohma et al., 2008).

The net rates of carbon and/or organic matter sedimentation are
important drivers of water and sediment condition, and are important
fluxes to test models against, since they can vary substantially through
time and between sites. In oceanic systems, the rate of organic carbon
export shows a logarithmic decline with depth, and can be plotted as a
Martin curve (Martin et al., 1987), which was tested as a validation
metric of the European Regional Seas Ecosystem Model (ERSEM)
(Butenschon et al., 2012). Studies employing depth-resolved sediment
models themselves require a significant validation effort (e.g. Paraska
et al., 2014), depending on availability of pore-water and solid phase
concentrations, and can benefit from Level 2 validation metrics, such as
denitrification efficiency, oxygen penetration depth and oxygen expo-
sure time, which are known to be important determinants of carbon
cycling and burial. Capturing vertical gradients in oxygen and other
constituents in sediment, for example using in situ microprofile data,
may mean models implicitly capture these variables, but further
assessment against in situ flux rate determinations (e.g., denitrification)
can help test sediment model function. The significance of bioturbation
was indirectly validated as an important process by Zhu et al. (2016), by
ensuring the DO vs. POy4 flux rate matched in situ observations. Addi-
tional Level 2 metrics for assessing sediment biogeochemical predictions
may include summaries of the 02:CO; sediment-water flux ratio,
reflecting the models ability to correctly capture the balance of aerobic
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and anaerobic respiration that is occurring.

Particularly for spatially resolved models, ensuring models capture
empirically established scaling relationships between oxygen exposure
time and carbon burial efficiency or organic matter reactivity and age
(as depicted by the Middleburg curve) may prove to be a particularly
useful test. However, to date this has yet to be reported (Paraska et al.,
2014).

Simulating other aspects of aquatic geochemistry is increasingly
being undertaken to capture acidity and risks associated with heavy
metals. Examples include model applications in an acidic environment
such as mining impacted landscapes (Salmon et al., 2017) or coastal sites
impacted by acid sulfate soils (Hipsey et al., 2014). Other applications
include reservoir management whereby seasonal anoxia and the accu-
mulation of metals in the hypolimnion requires models to capture the
redox sensitivity of Mn and Fe.

Despite its importance in driving productivity and shaping biogeo-
chemistry, the light climate has not always featured during model
validation. Light profile data and light quality (specific bandwidth
attenuation), including the relative shift in extinction coefficient in
response to suspended sediment concentrations, can be a useful exercise.
When included with Chl-a model predictions, it is useful to show that
predictions of Chl-a on average scale correctly with the suspended solids
concentration (Chao et al., 2007, 2010), which may be considered a
system-level property. The light climate is also influenced by dissolved
substances, though even where dissolved organic matter (DOM) is
simulated, few models separate coloured dissolved organic matter
(CDOM) from other DOM or specifically validate the contribution of
CDOM  contribution to light attenuation. Validation of
wavelength-specific light attenuation profiles concurrently with CDOM
and suspended sediment concentrations offers the potential for us to
better resolve the light climate. This is likely to become more important
as models aim to resolve ultra-violet (UV), photosynthetically active
(PAR) and near infra-red (NIR), due to their different effects on water
thermal structure and also organism growth and mortality. Recently, the
validation of a coastal ocean model against true colour from satellite
imagery also demonstrated the utility of capturing the specific contrib-
utors of light reflectance at multiple wavelengths to capture the overall
light climate (Baird et al., 2016a).

Total chlorophyll a (Chl-a) is the most common biological variable
simulated in aquatic models ranging from small ponds to the global
ocean. Elliott et al. (2000) identified the relative merits of a range of
error calculation methods for algae time-series. Many of these metrics
suffered when the magnitude of the data values is large and they are
unforgiving of temporal misalignments between modelled and observed
data. For example, if a simulated bloom is of the correct magnitude but
one week earlier/later than the observed bloom, is the model still fit for
purpose? Further Level 1 comparisons, such as bloom magnitude (e.g.
for the spring and/or summer) may be compared separately from the
bloom’s timing allowing discrepancy in the latter to be isolated. Thus, if
capturing bloom size over several years was of more value than pre-
dicting its exact timing, a typical error metric for assessing bloom size
alone would be of greater use to the study. When assessing modelled
Chl-a time-series data, traditional Level 1 assessment metrics can be
supplemented by derived metrics such as bloom peak magnitude,
duration and time of onset. Another example is the application of
wavelet analysis of a high-frequency Chl-a time-series (Kara et al., 2012)
to test model performance at predicting scales of variability from days to
seasons (Fig. 5). This approach can give an improved view over simple
time-series comparisons about the scales of variability that a model can
capably reproduce. Spatial comparisons of Chl-a from remote sensing
are becoming more common, particularly in coastal and marine models,
and wavelet-based comparison may be an effective way to evaluate
model Chl-a against satellite data (Saux-Picart et al., 2012).

At Level 2, rates of algal productivity — i.e., carbon fixation —
determined directly from in situ experiments using isotopically labelled
carbon, or estimates from instruments measuring photosynthetic
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Fig. 3. An example of multiple assessments of a 3D estuary model of the Swan River Estuary demonstrating performance of oxygen and hypoxia/anoxia prediction;
the assessment level is indicated in the top-left corner of each panel. In this example, the level of predictability based on time-series analysis alone is modest (MAE =
36 mmol m~3, R? = 0.64), but assessment of the temporal and spatial variability in predictions, comparison with available sediment flux rates, and assessment of
system-scale anoxia extent together allow a more complete picture of model suitability, leading to a more positive conclusion about the overall model behaviour and
its suitability for scenario assessment. Refer to Huang et al. (2018) for model and data details.
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Fig. 4. An assessment of a carbon cycling model of the Caboolture River es-
tuary demonstrating performance of simulations capturing DOC and DIC con-
centration changes along a salinity gradient from the river to the ocean mouth.
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dynamic mixing only, whilst the black line indicates the most likely model
predictions based on a MCMC calibration algorithm. The blue arrow depicts the
degree of concentration change associated with organic carbon mineralisation
(Level 2b), and correct validation of the appropriate parameters in the model
was constrained by including variations in the isotopic fractions of both DOC
and DIC. Plots adapted from Adiyanti et al. (2016) with permission from
Elsevier. (For interpretation of the references to colour in this figure legend, the
reader is referred to the Web version of this article.)
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activity based on fluorescence, can provide an indication of gross pri-
mary production (GPP) that can be compared with modelled rates of
photosynthesis; though we found this was surprisingly absent from the
reviewed literature. For Level 3, deep Chl-a maxima (DCMs) are an
emergent feature of complex model dynamics that manifest in response
to physical, chemical and biological interactions within stratified sys-
tems and can focus model validation (e.g., Carraro et al., 2012; Ayata
et al., 2013). Where model application spans a wide range of trophic
conditions, general scaling relationships relating system average Chl-a
concentration to the degree of external loading may be useful. For
example, relatively simple assessments of models of coastal domains can
compare performance against the Monbet relationship, or in the case of
freshwater lakes, against the Vollenweider model (Vollenweider and
Kerekes, 1982; Reckhow and Chapra, 1983). These comparisons may
not be relevant for short-term simulations (e.g., of an individual
phytoplankton bloom), but may be useful to ensure that complex water
quality models are able to meet expectations of cross-system empirical
data (see also Chang et al., 2019).

The simulation of biological and chemical contaminants has also
been identified as an important area of aquatic ecosystem simulation for
inland and coastal waters, particularly for the purposes of informing
public health risk assessments. Models of microbial pollutants have been
coupled with hydrodynamic models to simulate pathogens and faecal
indicator organisms and assess risk in waters used for drinking and
recreation (e.g. Hipsey et al., 2008; Sokolova et al., 2013). These studies
have tended to validate models by assessing organism counts from
available monitoring data (Hipsey et al., 2004; Sokolova et al., 2013).
However, this approach is complicated since viable but non-culturable
cells (VBNC) make determining viable and inactivated fractions of or-
ganism populations uncertain. The increasing adoption of molecular
approaches for organism enumeration, in conjunction with adaptive
agent-based models has been applied to resolve strains of different
pathogenicity (Bucci et al., 2012). Prioritisation of validation at key

00.358 Fig. 5. Continuous wavelet power spectra showing
68.341 the periodicity of the simulated hourly
28.493 chlorophyll-a data (top panel) and observed
7.426 weekly data (bottom panel) from Lake Mendota,
0673 T Wisconsin, USA during 2007-2011. The contin-
2 uous wavelet spectrum shows how the strength of

0.070 & the periodicities of the data changed over time,
0.006 with the colours highlighting the intensity, or
0.001 power of a particular frequency at a point in time
0.000 (dark red = high power; dark blue = low power;
0.000 colour scale is power squared). The diagonal lines
0.000 show the cone of influence, where edge effects at
the beginning and end of the time series may

8636 compromise the interpretation of the power spec-
ALl trum. The thick black contour line shows the 5%
2390 significance level of the power spectrum in com-
1.343 parison to a null red noise spectrum (wavelet
0.714 methods described by Carey et al., 2016). The
0403 o simulated data were output from a General Lake
0.176 ‘-Ei Mo.del—Aquatic Eco-Dynamics (GLM—AEP) model
. calibrated for Lake Mendota (see Snortheim et al.,
2017). Given the differences in the temporal reso-

0.024 lution of the simulated and observed data, the
0.002 wavelet transform provides a useful approach for
0.000 comparing the two datasets’ dominant temporal

scales of variability (Level 1c). As evident from the
dark red colour at the 12-month frequency, the
annual scale emerges as the most important scale
of variability throughout the time series for both
the simulated and observed data. (For interpreta-
tion of the references to colour in this figure
legend, the reader is referred to the Web version of
this article.)
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exposure points (e.g., drinking water offtakes or beaches) using ex-
ceedance probability plots can also be used to demonstrate a model is
suited to risk assessments. Simulating organic chemical contamination is
still scarce, likely because of the limited data available for model vali-
dation and process identification. A recent study used data derived from
sediment cores to validate a 60-year model simulation of polycyclic
aromatic hydrocarbons (PAHs) in a large shallow lake (Kong et al.,
2017), though further work in this area is warranted.

4.3. Community dynamics and ecosystem function

Aquatic ecologists have a long history of developing metrics to
describe the structure and function of aquatic populations and com-
munities. Models that aim to resolve these more complex ecological
dynamics build on those listed in the previous sub-section, but
increasingly are including a wider range of theoretically relevant in-
dicators of ecosystem interactions and function. For these studies we
broadly categorised the focus of various AEM applications, and identi-
fied 6 broad areas of a) microbial lower trophic level communities, b)
benthic populations and habitats, c) pelagic populations and habitats, d)
community structure, e) community function, and e) ecosystem
response to disturbance (Table 4). Within each category we initially
considered Level 1 metrics describing temporal variability of species and
their interactions, and the development of spatial niches. We then
focused more specifically on literature where models have considered
measures of trophic structure and complexity, inter-relationships be-
tween simulated ecological groups, and system level responses to
ecosystem perturbation. Within this context, the diversity of metrics did
appear to be less consistent and differ more notably across the fresh-
water and marine community.

In modelling the phytoplankton, zooplankton, and bacterial dy-
namics, the challenges of capturing changes at the level of species or
even genus are considerable (e.g. see Lignell et al., 2013; Li et al., 2014;
Andersen et al., 2015). Of the published AEMs that simulate Chl-a, only
a few aim to simulate succession at the species or genus level (e.g. Elliott
et al., 2006; Mieleitner and Reichert, 2008; Gal et al., 2009), with most
designed to simulate at the level of taxonomical (e.g. Elliott et al., 2005;
Trolle et al., 2011; Chan et al., 2002) or functional groups (PFT’s; e.g.
Elliott et al., 2000; Segura et al., 2012; Quere et al., 2005; Baird et al.,
2016a). For these applications, specific use of even Level 1 validation
metrics relevant to species/genus/group partitioning and their spatio-
temporal dynamics has been limited, with a reliance on validation
against Chl-a observations (discussed above). A reason for this discrep-
ancy is thought to be simply a lack of corresponding observational data
(where phytoplankton taxonomic data are available at all, they are
usually at a much lower frequency and/or spatial resolution than total
chlorophyll estimates) and/or difficulty in converting species counts
into the unit used by the model (e.g. biovolume, intracellular carbon,
nitrogen or Chl-a concentrations). If the observed species data can be
converted into comparable units, the metrics used for total chlorophyll
validation can also suffice at the phytoplankton community level (e.g.
Elliott et al., 2000).

Planktonic community structure, which may be a Level 1 or Level 3
metric depending on the model structure, can also be examined in terms
of relative contributions of various species to the total community
biomass. Gal et al. (2009), for example, validated the relative contri-
bution of cyanobacterial species to the total phytoplankton biomass as a
function of nutrient loading into the lake. This comparison provided a
multi-tier assessment of the model as a good fit that indicated not only
successful simulation of phytoplankton biomass and the relative
contribution (and hence succession) of the various species, but also an
accurate reproduction of the interactions between forcing conditions
(nutrient loading) and the food web. The latter metric ensures not only
the accurate simulation of phytoplankton in the model but also the as-
sembly of dynamics and processes occurring in the ecosystem.

At larger oceanic scales, Holt et al. (2014) similarly used the
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emergence of correct biomass partitioning between functional groups to
support validation by plotting diatoms as a fraction of total Chl-a, and
comparing with the observed scaling between the diatom fraction and
total Chl-a as estimated from satellite observations. The model data were
also shown as a two-dimensional density histogram, as a running
average and least squares regression fit to the continuum function used
in Brewin et al. (2012). At the global scale, de Mora et al. (2016) used
the known scaling relationships between abundance of phytoplankton
functional types and total chlorophyll concentrations to demonstrate the
community structure was correctly reproduced (Fig. 6). They further
supported model validation with tests of N, P, Si and Fe stoichiometric
ratios, and carbon:Chl-a partitioning to demonstrate the correct emer-
gence of expected patterns from the simulated nutrient flux pathways.

Further assessment can be undertaken to characterise model per-
formance capturing ecological species succession (Level 3). True
ecological succession, whereby the presence of one functional group
creates the conditions required for the emergence of the next group (e.g.
Hearn and Robson, 2000), should not be confused in this context with
the pattern of replacement of one functional group by another due to
unrelated changes in environmental conditions, sometimes also referred
to as succession (e.g. Chan et al., 2002). The former can be considered a
genuine emergent property of the system, while the latter allows only a
more detailed state validation of different simulated size or functional
groups. Graphical examination of simulated phytoplankton succession
based on visual comparison of a time series has been used in a number of
studies (see Rigosi et al., 2010, for a partial list). The use of quantitative
metrics, however, has been limited and when applied, it typically fo-
cuses on goodness of fit and correlation metrics. Successful modelling of
phytoplankton succession requires accurate simulation of numerous
processes and food-web interactions, which even a tool like a Taylor
Diagram may not be able to confidently describe.

The use of tracers to evaluate food-web dynamics is another efficient
Level 3 option for assessing a model’s ability to capture the food-web
dynamics, and in particular the trophic interactions. The use of stable
isotopes has become increasingly popular in empirical food-web studies,
but also more recently as a means for assessing models. The signature of
stable isotopes in organisms integrates over time and provides validation
of the mapping of the predator-prey interactions resulting from prey
preference and availability in the system. Thus, the successful match
between observed stable isotopes and model trophic levels improves
confidence in the strength of the simulated trophic pathways occurring
within the food web (e.g., Nilsen et al., 2008; Dame and Christian,
2008). Adopting a similar approach, Carrer et al. (2000) used bio-
accumulation of dioxins in the food web to evaluate model performance
of trophic linkages.

A further high-level series of indicators is based on food quality, both
in terms of stoichiometry and fatty acid concentrations. The use of dy-
namic intracellular stoichiometric ratios in a model allows the user to
evaluate model performance not only in the form of changes in the
stoichiometric ratio of a certain species over time but also the change in
the ratios of organisms of higher trophic levels affected by the lower
level organisms. Gaedke et al. (2002), for example, examined C:P ratios
in egested vs ingested food in the model as part of mass-balance models
of the food-web. Li et al. (2013) compared a probability density function
of five phytoplankton group internal N:P ratios with sporadic observa-
tions of minimum, maximum and mean internal nutrient concentrations.
Thingstad et al. (2007) used model validation and the mismatch be-
tween simulated and observed bacterial production in a mesocosm to
identify the weakness in model simulation of varying stoichiometric
ratios. Mitra and Flynn (2006) incorporated stoichiometry into a
multi-species predator-prey model with varying elemental composition
and selectivity. Their model successfully simulated the switch in pred-
ator diet from predation on the prey to cannibalism when the prey
suffered from nutrient limitation and decreased in food quality.

Mulder and Bowden (2007) examined whether zooplankton can alter
their internal stoichiometry under nutrient poor conditions and whether



Environmental Modelling and Software 128 (2020) 104697

M.R. Hipsey et al.

(98pd 3x2u UO PaNUNU0I)

(£102) 'Te 12 A3[yTES
(0102) 'Te 32 eyuIg
(6002) 'Te 12 Asuoq
(8002)

19819qWI] pUR IOPUBXD[Y
(£00%) Te 10 uan3soud

(S102) ‘Te 10 Aa1a1nes
(e6002) Te 12 2198ueIn
(€102) TR I IT

(8102)
‘[@ 19 SWEI[[IM-BIOTY
(£102) 'Te 12 s9[0D)

(010T) A0ZOION
(§102)
[pureyn pue jropuadod

(9861)
UOSION[IM pue a[epSng

(0661)
Aqsrep pue dureuronyy

(¥102) 'Te 39 I[[ozzng

(8007) 'Te 12 uosqoy
(6002) Te 1 8D

(6002) T8 19 [eD

(£002) 'Te 19 s19199d

(#102) ‘T8 12 Sunyd
(1102) "Te 32 15081y
(6002) Te 32 [eD
(8002)

113219y pue IdUWII[RIA
(9002) ‘Te 32 nomrd

ejep JsureSe uonepI[eA [poul e uey)
193RI UosLIedIod [9POU-SSOId B J0§ ST UIAIS S[durexa oy,

yojews suonnjosal reneds ainsus 03 Surderose

a1mbai Aew eyep 1o [9pojy "uonemus ym pxid 10y

1ox1d pareduwrod eyep 9ousdsaIonyj paimbdoe AyN 10 AI[[PILS
suonnqrusip

SUWIN[OA-[[92 U99M]9q 9DURISIP 31} Jo uostredwo)

onel [opou jo uonnqrusip A>usanbaiy

)M BIBP paAIasqo woij saduel pajrodai jo uostreduwo)
skemyed ssado1d remonted

Jo douasaxd Surdueyd ay3 a)epIfeA ULD ‘DIUBISIP I9A0
(uonexy uadonIu 10 uonedyInIusap “3+9) sauad [erqororu
oy103ds jo uorssardxa a1 SunedIpuUl SUSWINSEIW pajadie],
(se8exuI] QamMPO0J OS[e 995)

s9ouaI9ja1d UMOWY JsuTeSe PayIaYD-SSOID 9q URD ‘QUIT) I9A0
pare1daqur ‘sad1nos pooj Surzeid 1o Juarnnu jo s;ndino [PPoN
sa]el uonsaul PaAIasqo uo eiep J[qe[reae Jsurede paredwod
‘saje1 uonsadur pooj wsiuedio jo uostredurod saLIvs-ouIL],

Sjer
aye1dn [apour Jo uonnqrusip Aouanbaiy YIm eyep jusuriradxa
oyerdn Justnnu woyj saduer pariodal jo uostreduwo)
UuN[od I9)JeM IO IOAR] PIXIW DLJINS SY) ULIOJ

110dx0 SSEUI [ED11I0A JBWINSD O} Pasn aq ued sder) JUSWIPas
Adodsondads 1asey ‘opdurexa

J0J “3uIsn painseaul sajel Junyurs/SuISLI paAIdSqO UIOIJ
Pa1e[NOTEd 10 paInseawr A[19211p aq PINod AJIsuap ur saduey)
Py JURIONJ20d uondUNXa Y31 93 01 Sunnqrnuod
sjusuoduwod dnoid jo uoneredss (opows jo uosrreduwo)
wm.oads Uop[RYS Y3 YIIM JUSISISUOD INDI0 PINOYS
wmnnoads 9zIs 93 SSOIIE SSEWOI] JO UOTIRIO[[E ‘AJTUNUWIUIOd
Sruopyueld 9y} UT UOTJBLIBA 9ZIS SUIA[OSDI S[OPOUI IO

awn Jo uonduny e se 10[d UONNLISIP SANR[DI

Jo uostredwod [ensiA Jo/pue ‘(sseurolq [ed[e [e10] 01 dANE[DI
eLI9)ORqOURAD JO UONIRI) “3°9) UoNIRI) s910ads JO SOLI9S-IWIL],
uope[nwis [enuue

-nnuW ul sSpnrudewr woo[q [eNUUe Jo UOTR[SIIOD Yury
S9I9S-9WIT) [RUONIBAIISO

PUB [9poW U[ $3]ep 19SU0 Woo[q Jo uostiedwod [ensip
‘ssewrolq yead Jo WM PaAIasqo sA paje[nuils jo joyd 1911eds
ssewo1q yead woo[q paAaIasqo sa pajenuurs jo joid 191128

sarxoxd
reando 1o saesATeue juswdid w0y PaLISJUL IO ‘SSEUIOlq 0}
P3119AUO0D ‘SJUNOD WISTUR3IO0 10 [99 JO JUSUWISSISSE UOTIBPI[RA

420

(AXV)IVIN
A “(AXA

(_YOo)A

AQ ‘(19y0)A
(AX)A

(ZLA
(1_O)A
(o)A

(Wo)A

| (o)A

A ‘(19YI0)A

(#2q10)A

(0mo)A

Ad ‘(19YI0)A

Ad ‘(19Y0)A

s

(SDA 9
a4

A 1 (SDA

IoAe[ doeyIns

IoAe] doejIms
Jurod
jurod

syoid Tesniaa
10 1d3suen)
[eauoziioy
jurod

Jurod

jurod

uumpod Isjem

jurod

syutod adnnur

jurod

jurod

Jurod

Jurod
jurod

jurod

[euoseas-Ayuour

Arpuow-A[rep

20y pp

20y pp

20y pp

20y pp

20y pp

20y pp

20y pp

201 pp

20y pp

20y pp

Anpuour-Apeam

Apuour-Apyaam

Apuour-Apyaam
Apuowr-Apyam

Apuowr-Apyaam

o1

el

L4

qc

BC

BC

BC

qc

qt

o1

qt

o1

qt
qt

el

Ayues

10 armjerodurd) adejIns Iajem

Jo uonounj e se dnoid reuonouny
/sa12ads yoea Jo sseworg

uonnquuisip dnoid
/s912ads ut suialjed [ejuozLIoq

QdURISIP BIIDqUERD
(O [y 10
dI:NI ‘*3°9) A139WOI210)S [RUISIU]

uorssaxdxa
QU8 [eIqOIdIWI UT JUSIPBID

Buruonnred
921nos uoninu wsiuediQ

sayer Surzeid £a1d uopjuerdooz

uonexy uadonIu ‘[our ‘sajer
oyerdn Justnnu uopuerdolLyd

sa)e1 SUDUIS [RITIDA

Aduefonq ‘Asusp 2D
JURIDYJ20d
uonenua)je dyads dnoin

9ZIS pue ouasaxd

AU0[0d ‘UONNGINSIP JZIS [[D
W 1940

SSBWOIq [e10] Y} 01 9ANR[RI LAd
I0 mwwuwmm hmﬁﬂuwuhwﬁ— ® Jo junoure
9ATIR[2I PUE UOISSIIINS sordads

ANIqeLIEA ([ENUUERIDIUT) SSeworg

urwn pue uonemp woorg
spmyudewr woorg

uostredwod saras-auy,

uoneurioy aydru eneds

sonsiraloeIed dnoid/sarads

UuoISSIIINS
pue uonoely Sseworq
aane[R1 dnoid/sardads

(uopjuerdoiAyd

pue uopue[dooz oxdrur

‘e11910eq 3uIpn[our) ssewolq
dnoi3 [euonouny 1o sa1dads

(uopquerdolfyd ‘sajerid ‘saje[[asery ‘er1aloeq) s[RAI] drydosy romo| pue s1edonpoid Arewrtig

4 s9ouaIRper Sydurexy

(syuauwaambai
Burssanoxd pue uondsod eiep 3°9) SHUSWIUOY

(1 919eL
99s) anbruyoa
JUIWISSISSY

oreas reneds

Aduanbayy
UONBAIS]O BIRD
Jo 98uex reordA,

[2Ad]
uonepIreA

uondrsap pue yoeoiddy

passasse 3uraq A1adoig

‘(suonjeradiqqe anbrutda) Justussasse 10§ T (e[, 0} I9JoI) suwa)sAs drenbe Jo UondUNY [E2150]009 SUTIR[NUILS S[PPOUT 0] JUBAS[I SILNOUW UOTIRPI[RA JO ATRUWIUING

¥ IqeL

21



Environmental Modelling and Software 128 (2020) 104697

M.R. Hipsey et al.

(98pd 3x2u U0 PaNUNU0I)

(£107) 'Te 39 I91[[0D

(8002)
USNSZSIUIAl pPUB BUIARS

(S002) 'Te 1 1231SqdIM
(L102) ‘Te 19 BIS9,
(S002) Te 10 191sqoM

(800¢) "Te 10 uew[idg
(0102) preesoquanin
pue ensyIq

(6102) 'Te 10 ewreAeyeN

(€861)
SINYUSIN pue usSeyiap

(5002) ‘e 30 suIdsIH

(qQ91072) 'Te 32 pireg
(0T0Z) e 30 uosqoy
(0102) 'Te 12 2198ueIn
(460072) 'Te 12 9198ueID
(6002) ‘Te 12 urjodug
(1002) 'Te 30 399

(1102) ‘Te 39 paiaeg
(2102) 'Te 30 umaig
(1102) 'Te 32 BRIl

(£002) "Te 32 1fng
(£102) 'Te 12 uaryd

elep
ASAImMS PaAISSqO YITM UOTIB[LIOD ([SH "8°9) Xapur JeliqeH

sdnoi3/saroads reuonouny 3unaduiod 10 seare J[qeIns
JUDIDJJIP JO 9OUISIDUID AJNSUOWDP 0] Pasn elep AdAIng

Juarpeid yidep e 3uofe Surmnionis ssewolg
JUIIXS pI[[epow
UIIM SOTIISUIP SBAIR[ IO PIIs painseaul Jo uosireduro)

S9MND [RIUSUIUOIIAUD 0) 9su0dsal pue UOIIB[NULIO) [opoux
1931100 d1nsus ued Jurumeds [e10d 10 SULIOMO[) UOTIBISZA
SE 1oNS SJU2Ad A101STU-9JI [BdNLID Jo Surtwin [opowr unyaay)
(Iaquueyd d1yIUaq

B woIj 8'3) 219 SI9)SAO ‘S[aSSNUI JO SIJBWITISS UOTIRN[Y NIIS UT
(suonreqnout J1dead)

Ay1anonpoad d18ead pajewnse pue (suoneLea DI pue ¢Q
rewnip ‘8-9) £y1anonpoid wlsSAS-9[0YM UIMIDG DURIIIQ
s3]kl [9pOU d)ePI[eA 0] Pasn

9q ued (I_dqureyd J1yuaq ‘3+3) saamseawr AJ1anonpoid nas ur
syunod/seduel patdsqo surede uonemndod

B UIYIIM sws[uesIo Jo uonnqrisip azis jo uostreduo)

219 W31y

uondRep Sy mopeaw pur ‘sontadoid Adoued pamsesur
Isurede pajepI[eA 9q Ued UoNeId8aA J[QIXS[) YIM S[OPOIN

areds
uone[ndod 10 mopeaw qued ay) Je ssewolq jo SuruonnIeq
uoneruisse

pue ayeidn jJuarnnu jo uonepifea 11oddns ued anssn
aeIgalIRAUT 10 Jueld Jo (4 10 N Jo "8'9) A119worYyd10)s [euIa)u]
QUIT) IDAO JUIIXD

Jo uonoeIuod pue uoisuedxa JUIMOYS ‘@Jep Pasuds A[ojowal
10 SA3AINS WI01J 93BISA0D WISTURSIO JTYIUI] JO BIIR Pajerdajul
‘yarew suonnjosal [eneds aisua 0] Suideiase

a1mba1 Aewr ejep 10 [9POJN "Pasn 3q UL BIBp Pasuas
A1or0was 1o Surddewr 93e19A00 JIYIUSQ pakaAIns mis uf

awn 1240 sjeipenb woiy
ssewolq [eate 10 eare Jod sjunod wstuedio Surjdures mis uf

Aqreneds pajuasaid ‘D-[yD

Ayunururod [e303 3y Jsurede 14d Yoea Jo aduepunge ALY
INOTABYSqQ UOTIRISTUI [EITIISA [IIP JO UONBPI[RA 10] parmbarx
e1ep A[INOH ‘SUOIIID[[0D 3[110q UDYSIN ©IA sa[dures 21219SIp 10
Anpuworonyy fendads-nnur BIA pa3ds[[od ejep a[yold [ednIsn
SUOTJBAIISQO Ssewolq Jo

murn) yadap 1o 109suen) e Suofe yidop Jo UOTIDUNJ B Sk SSEWOolg

A ‘(19o)A

4d ‘(AX)A
(XA

1 (AXA

gs 9 ‘(SLA

4a g ‘(1Yo)A

Ad d ‘(1vYI0)A
4d o ‘(1PYI0)A

ad
A ‘(Byo)A

4d o ‘(1PYo)A
4d A (SIA
AVIA (SIA

(AXV)
AVIN A ‘(AX)A

¥ 4 (SDA

(AX)A ‘(19410)A
(Z1V)

HYIN (ZL)A

A

(XL)A

9Teds uIseq

IoAe] wonoq
s)09sueI]
[ejuozLioy
Ioke] wonoq
‘syutod spdnnur

urseq urod

syurod adnnur

syutod adnnur
syurod sdnnur

uiseq ‘qurod

syurod sdnnur

syutod adnnur

jurod

waISAS

Jreds

uiseq ‘1o9suern)
[euozLIoy

Jutod

IoAe[ doeyIns

90I[S [BINIAA
‘orgoad [eonIaA
1o9suen
[ejuozLIoy

20y pp

201 pp
20y pp

20y pp

20y pp

20y pp

201 pp
20y pp

20y pp

20y pp

Appuour-£Appam

Apuowr

Tenuue-A[yiuowr

Tenuue-A[yiuour

[enuue-Ayuour

qc

BC

BC

BC

a

BC

o1

q1

q1

el

el

Ayrenb

Jenqey ur Apiqetrea feneds
Ayrunuruod

a3 urym uonngrnsip dnoid
/s910ads ur surened [ejuoziIoy

drysuonefar yidep — sseworg

JU)Xa [es1adSIp seAIR] ‘Pads
(s33s

‘Bunnoids ‘uoneururIad pass os
-paas pue Suramoryy ‘Burumeds ‘3
*3) s1uaAs uononpoidar jo Surury,

9Jer uoeny IaJepm

wIS[[0qeIauW dIYIUSg

9)er SISaYIUAS0Ioyd
uonnquusip azis uonemndod
(Jua3xe uondIAP WS1Y)
sanqume Adoued a14ydordey
SSBUIOIq

punoid-mo[aq pue punoild
-anoqe s, a4ydodewr jo oney

A132WOIYDIOS INSSL],

23eI9A00 JO BAIR [B10],

Ju9IX pue uonnqrusip ereds

uostreduwod SaLIas L],

uoneuLIoj aydIu feneds

JuaUNNIdAI pue uondnpordoy

uonen[y dIypuag

uonerrdsar pue
A1anonpoid Arewrrid orpuag

SOTISLIDORIBYD
dnoi8/sardads dryyusg

Ayisuap
/ssewolq uonemndod d1yyuag

(s91BIqaYIRAUT ‘TRI0D ‘Ged[eorew ‘sallydoioeur) syejiqey pue suonemdod oryjusg

Auour-£paam

Aqyuowr-Apmoy

Apmoy

SILOIUL UOTIUN]

Anununuo) + s1qe], 03 Jofoy YD
SOLW DY € SR, 01 4foY ‘dd

D-TYD A IUNUWWOD
18101 9y Jsurede 144 10 sarads
RS JO ddUBpUN]R dATIR[oY

WNWIXBUW SSBWOIq
daap 10 9oeyIMS JO UOIRULIOY

drysuoneras yidep — sseworg

uoneirdsal
pue uononpoid Arewrtiq

o S9duaIRjaI S[durexy

(syusurarmbax
3urssadoid pue uo1329[[0d BIEP *3°9) SjUIWIIOD

(T IqBL
99s) anbruyda)
JUDWISSISSY

o[eds [eneds

Aduanbayy
UOTNBAISSqO erep
Jo 93uex TedrdA],

9491
uonepIeA

uondrsap pue yoeoiddy

passasse 3uraq A11adoig

(panunuod) ¢ arqe],

22



Environmental Modelling and Software 128 (2020) 104697

M.R. Hipsey et al.

(98pd 3x2u U0 PanuUNU0I)

(S00T) uasudr-asnerny SUOTIBAIISQO SSBWIOI] JO 109suen
pue aA215  ruar] ydop Jo oasuen e Suofe yidap Jo uondUN] B SB SSeWolg XIL)A [ejuozrioy [euoseas-A[yjuour 4 diysuonerar yidep — sseworg
Kyrures
10 rmerodura) dJBJINS I19JEM
eIep JsureSe UONEPI[eA [9pPOW B Ukl I9Ae] 20BJINS Jo uonouny e se dnoid feuonouny
(£102) 'Te 32 Lay[Tes JI9yjes uosLIedwod [9pOw-SSOId B 10§ ST USAIS ojdurexa oy, ADD  ‘syurod ordnnua [euoseas-A[yjuour o1 /sa10ads Yoea Jo ssewrorg
Qouepunqe (19130) dnoi3
pue 2duasaxd pajapour Y3im patedwod ejep Aoams eneds A A AOA syutod aydnnu Apuowr-ATrep el /s9199ds jo uonnqrusip [eneds uoneuLoy aydru [ereds
€ uonendod :ssewr Apog
€ $s9001NS aAONpoIdar :ssewr Apog (31040d
Arrerzdoadde azis/a8e ym € Ayreliow ssewr Apog uonendod) sdiysuonefax
($10Z) ‘T2 32 J00JIeH  eds p[noys (uononpoidal ‘Aiferrow ‘YIMoIs) sajer ssadoId (1YI0)A walsAs ‘urseq [enuue-Appom € a1er yImois Jou sseuwr Apog 9z1s Apoq aA1Ie[oy
AP22110d YIMo13
(1102) 0] $921N0sa1 SunedO[[E SI [opoul 31} sajensuowap uonemndod
‘[ 19 2I4-19PRIN - Ysy e Jo diysuonie[as yidus[-1ySrom ay) jo uonoidap a1eImnady (1_YI0)A walsAs ‘uiseq 20y pp € diysuonerar YI3ual-1ySrom
uostredwod
(1102) urex303s1y e 3uIsn UONNLISIP IZIS B SSOIdE sseurolq jo peaids (310y0d uonendod)
‘(219 )I4-19P[RIA 91BINDDE AJRIISUOWSP URD SIISN ‘S[OPOUI PIseq-TenpIAIpUL 0] aa wR)sAs ‘uiseq 20y pp o1 uonnqLISIp pue da3ueI dZIS Burmionns uonemndod
amjeredwa) Jo/pue
14317 01 UOTIDLAI 10 ddURPIOAR 10jepald ‘Surpas) 10j uoneidrur
[31P SE YDNS SINOIABYI] 9IBIISUOWIP UED UWN[OD 19JeM ) Ul (Z1V) (uoneidu [a1p 8-9)
(4002) e 32 [eH  ssewolq uonendod jo uonesifedo] reneds Surmided A[3091100) AVIN “(ZL)A uumjod Iajem 20y pp € ssewolq jo Suruonisod [edNIDA
paduereq a1e s3ss3201d JI[OEISUI YIIYD-SSOID 0] PIsn A Ued
(Z107) ‘T2 19 IeyIdd  *939 VANH ‘d ‘N Jo Anaworyo10]s ssewolq uolyue[dooz 1o ysig Ad ‘(SLA Jurod 20y pp € AI132WOIYD10)S [RUIAU]
sa)eI UoNSa3UT PIAISSQO UO BIep d[qe[reae Jsurede pareduiod
(010T) AOZOION ‘sajel uonsadur pooj wsiuesio jo uostreduwod saLISS-IWIL], Ad “(SL)A Jutod 20y pp qz uonoeyy 3urzeid £a1g
SUONRUTULIDAP saje1 uonerrdsax
9.1 SSO[ dI[oqeIdW M71S Ul IIM uosLredwod [Ppoy (190)A “(SL)A Jurod 20y pp ez pUE UOIDIXd ‘U0NSaBY
Surun
INolAeYaq 3UIpad) [9pou JO UOTIBPI[BA (190)A “(SL)A jurod 20y pp |14 uonepaid pue uondwmsuo) (uonerndod
SUOBUTULIDIAP (19130) [Nq) SOTISLIDIdRIRYD
911 uondumsuod nyis u1 YIIm uostreduwrod [9poy A N “(SLA jurod 20y pp ez  sejeruonepaid pue uondumsuo) dnoi8/sa1ads dyrads-ire1],
(uonemndod ysy [e103 01 2ANB[RI A0A IO ‘ssewiorq Eliosl
uopjuedooz [e10} 0} aane[a1 spodadod jo uonoderj ‘3-9) JOAO SSeWOIq [B10} Y} 0} dANE[AI
awn jo uonduny e se Jo[d uonNqLISIp dANR[RI JO uosLredwod sa1ads 1emonied e jo Junowre uondelj SSewolq
(6002) Te 12 [eD Tensia 1o/pue ‘uondeyj dnoid/saads jo sorres-awl], Ad ‘(SL)A jurod Apuour-Apyaam q1 SATIE[aI pue wIaljed UOISSIIING aanerar dnoid/sarads d13ead
uoneUIS opmudewr
(6007) T2 39 [2H  [enuue-pnuw ul sapnuSew yead [enUUE JO UONB[IIOD YUY us jurod Apuowr-A[yeam o1 yead ur A)IqeLIeA [enuURID)U]
S91I9S-2WIT) [EUOTIBAIDSO
Ppue [9pou Ul $3)ep J9SU0 Woo[q Jo uosiredurod [ensip uonendod
‘ssewolq yead Jo awn paAIasqo sA pajenuirs jo joid 1913828 g ‘(SI)A jurod Anpuour-Apeam q1 J0 ssewolq yead jo Surwry,
yead ‘vonemndod
ssewolq ([euoseas) yead paAIasqo sa pajernuils jo 10[d 1911823 US o9 ‘(SLA Jutod Apuowr-Apyaam qr 10 ‘ssewiolq jo apmiude
awn 1940 I2qUINU/UONBIUIIUOD
swmnjoa 1ad ssewrorq 1o sjunod wsiuedio yim uostreduo) g “q (SLA jurod Apuour-£Apam el uosLreduIod SaLIas awi], uonendod d18e[ed
(SpIIq pue S[eWWeW B3s ‘Ysy ‘sajeaqariaaul ‘uopjuerdooz) syejiqey pue suonendod 2431 srydoxy 1oySry
uonnaduod [oul ‘AJfIqe[reAe pooj pue sajel
(8002) srjoqelaur Surdueyd ‘aanssaxd Surysy o) asuodsai ur sadiawe
USNSSIUIA] pUE BUIARS sa110891eD sse[d 98 1091100 ST ssewolq jo uruonnied (1YI0)A walsAs ‘uiseq 20y pp € sse[d> 98e sA s[enprAIpuy
ApP22110d YIMmo13
0] $221n0sa1 3unedo[[e sI [opowt 3y} sajensuowap uonemndod (310y0d uonendod)
(4102) 'Te 39 JJon 971 ysy e jo drysuonear a3e-118usy a3 jo uondidsp 1LY (1_YI0O)A urd)sAs ‘urseq 20y pp € drysuonerar ydus[-a8y Burmionns uonemndodq
SUONIPUOD [RIUSUWIUOIIAUD JO UOTIDUNJ B SE ‘SSEUIOIq sdrysuonerax
/aduasa1d wstuesio jo uLISN[d [EdNISIIRIS d)BLIBA-NNIA (1BYI0)A wa)sAs 20y pp € JUSUWIUOIIAUD — SSBWOlg
(T 91qeL Aduanbayy
(syuswaImbai 99s) anbruyoay UOTIBAISSQO BIep 12Ad]
o S9duaIRjaI S[durexy 3urssadoid pue uo1329[[0d BIEP *3°9) SjUIWIIOD JUQUISSISSY o[eds [eneds Jo 93uex TedrdA], uonepIfeA uondrsap pue yoeoiddy passasse 3uraq A11adoig

(panunuod) ¢ arqe],

23



Environmental Modelling and Software 128 (2020) 104697

M.R. Hipsey et al.

(98pd 3x2u U0 PanuUNU0I)

sydonoialay
(#102) 'Te 10 J00j1BH AQ ‘(31BYI0)A waIsAs renuue-AJrep qz  pue sydomoine jo sajel JI9AOWIN],
(£10T) UOXIN pue ysnig skesse uonerrdsax
(£107) ‘Te 12 BIs9],  9yeydn adojosi uoqIed pa[[oqe] Woj s}nsal ym uosrreduwod) Ad A (SL)A urod Apmoy-saynurw qz Amunuuwod druopjued
JoAe[ aoeyans ) ur ssawyrep Surmp Aduanbayy ydiy
(1107) ‘T 12 puasumo],  Je urd3of 1osuas usadAxo woj parenored wsoqeld UadLxQ Ad A ‘(SL)A [oeal 10 Julod Apmoy-sanuru qz uonendsal [ejo, uonendsar Ayrunwuro)
uonouny AJrUnuIuo)
(S102) 'Te 30 Aa1oines (19O)A Jutod [euoseas-A[yoam € X9pUl UOUURYS SSAUYDLI $312adS
(9002) sa)1s 9[dnnur 1940 xapur
19U pPue YIIoMSUTy 30 ‘paredwod aq UBD SI[RLIBA [RJUSUIUOIIAUD PUB SIITPUT (I210)A wdISAS J0y pp € A)1s19A1p s919ads s, uoyduway]
(0002) uaamiaq sdiysuoneas ‘senfea xopur Surredurod Ap3da11p
sLLION pue uosdurlg uBY) IOYIRI ‘SISED NS U ‘S[ppour saradsnmur xa[duwod
($861) uoI3UIseAy  J10J S[qRNOTEd ATUO SIB SDTPUT AJISIDAIP pUE A)ISIDAIPOI] ISOIN (IYO)A u)sAs Tenuue-Ayiuour q1 SIDTPUT AYISIDATPOIY SIDIPUI SSAUYPDLI pue AJISIDAIQ
uondnpoid
uondnpoxd Areurd 1ou pue y8us|
(#102) 'Te 32 J00j1BH Areurrzd JoU YIIM 9seRIDUT 0] Pa3dadxa ST YISUS] UTRYD POO] (1_YIO)A u)sAs 20y pp € ureyd pooj usamiaq drysuoneay
(9410%) ‘T 12 so[e11o) sadojost a[qels wolj uonisod d1ydoIl Jo sajewnsa
(2007) 150d 1M saje1 uonsadur 921nos pooj wisuedio jo uostreduro) (1BYI0)A urseq ‘qurod 20y pp € uonisod drydon sardads
(£102) SOLIJOUI UOTIEPI[RA [9A3] YSIY SE 9AISS P[NOD SIOJEDIPUT 353} SI10)EDIpUT
JPaqUIR)S PUB [[0D) QW) ISAO SIOJEIIPUI (OM-PO0J A3 01 SISURYD JO JUSUISSISSY (1_YO)A u)sAs 20y pp € AaNIODd 821807023 2dURIJY
SSewolq
($102) 'Te 30 J00j1BH QIOATUIED:IIOATUWO:310AIqIdY:ydonoine jo sonesr Surfeds (1YI0)A walsAs 20y pp € amonans orydor],
sdnoxd
(#102) 'Te 12 100j1eH s1ydonoialay o3 aane[aI ssewolq drydonoine jo Sureds (1BYI0)A Jurod Apuowr-A[yeam € ydonoisiay:ydonomny
SSBWIOIq AJTUNWIWOD 33 0} dATIR[aI [9A9] o1ydon € Jo ssewolq uonnqLIsIp
(6002) ‘Te 32 [eD Jo uosLreduIod [ensiA I0/pue uondelj sarads Jo SaLIs-oWL], (SIA Jurod Apuour-A[yeam q1 uostredwod SaLIds L], ssewrolq [949[ orydouxy,
(6002) ‘Te 120 Asuoq 10A9] 21ydoxn) yoea jo soueurioyiad [opouwr diysuonerax
(9002) e 39 yorey Jo uostredurod mojre 01 sdnoid jueasyar jo ureiderp IojAe], aL syutod aydnnu [euOseas-Ajoam € aoeds-a1e)s 9JeLIRA-NNIA
(8002)
uenSLIYD pue dweq
(6661) Te 19
uspueyz I9pueA (9661)
udssSNuISeY pue eueqeD) 211onIs pue YISuS[ Ureyd pooy
(8861)  WLIJUOD O} PIsn aq UeD SISA[RUE ATBIIIP JO SIUSUIAINSEIW NG
uewromog pue safnids pue DET 2INIINIS (IM-POOJ J[qRLIBA B SUIA[OSI S[9POUI IO (1BYI0)A woalsAs 20y pp € 8ua] ureyd pooq
.S[oA3] d1ydoI pue exe) aY) SSOIJE (JOIIAY)
sado[s pue) s[eaowas [e30) pue ‘uononpoid [e10] ‘soner
(9102) 'Te 30 suewAsH 9lel [eJIA ‘S9JRl [RIIA ‘SONRI SSBWOI] ‘S9SSBWOI] 9pNn[dul
(0102) Nur1 .Sonsouserp Tygaud,, S[PPOW Sura)sAs0d9 xa[duod 104 (1YI0)A wIsAs - 0 sonsouserp TvdaTdd uonestuesIo qQaMpoo,L
2In1onns AJrunuuo)
d
sjuaAd uoneadrur jo Surwiry [ppowr unyRYD ‘(10)A ‘(SIA urd)sAs [enuue |14 SJU9AQ uoneIdiur jo Surwiy,
JUSIXd
P[[oPOW YIIM SITIISUIP JBAIR] painseau Jo uosLeduio) (AX)A wdISAS ApPam-Amoy ey [es1adsIp aeAIRT
(A0A o
€3°3) JUSUN NI 0] PA)LIO[[R SSBUIOI] JO UOTIdOp S1BINdDY ‘(I_YI0)A ‘(SIA waISAS Tenuue eg spmtudey
S3ND [BIUSWUOIIAUD 0}
asuodsal pue UONB[NULIOJ [9POU 199110 2INsud ued urumeds | (Buryorey-33s ‘Burumeds 3 SIURAD
Se [INS SJUaAd AI0ISIY-dJI] [edNLID Jo Surwry [opowr unydayD ‘(1yI0)A “(SIA walsAs [enuue qI  °9) sjuaad uononpoidai jo Suruiry, UOTRISIW pUe JUSUNINIISY
SUONTPUOD [RIUSUWIUOIIAUD JO UOTIDUNJ B SE ‘SSEUIOIq sdrysuonerax
/aduasa1d wstuesio jo uLLIsN[d [EdNSIIRIS d)BLIBA-NNIA (1BYI0)A wa)sAs 20y pp € JUSUWIUOIIAUD — SSeWOlg
BJEp A9AINS PIAIISQO YIIM UOTIR[ILIOD
(ISH *89) xaput JeliqeH sa10ads 950y Jo A)1ATIoR pue 2duasaxd Aynenb
— 1s219)uT Jo $3199ds Jo dduasaxd 10J SUONIPUOD Jo AII[IqeIns ¥ ‘(19I0)A 9eds ulseq 20y pp € Jel1qey ur A)ifiqerrea feneds
(T 91qeL Aduanbayy
(syuswaImbai 99s) anbruyoay UOTIBAISSQO BIep 12Ad]
o S9duaIRjaI S[durexy 3urssadoid pue uo1329[[0d BIEP *3°9) SjUIWIIOD JUDUISSISSY o[eds [eneds Jo 93uex TedrdA], uonepIfeA uondrsap pue yoeoiddy passasse 3uraq A11adoig

(panunuod) ¢ arqe],

24



Environmental Modelling and Software 128 (2020) 104697

M.R. Hipsey et al.

(98pd 3x2u U0 PanuUNU0I)

SowWII8a1 MO[J JUSIDYIIP
0] asuodsax ur AJ1[iqelns jejiqey sseidess “8-9 ‘A1A1[9p
JUSLNNU PUe SOTUIRUAPOIPAY UT S9SURYD USALIP A[[RUISIXS

Burpeoy
JUSLINNU PUe SOTWRUApOIpAY

(4£102) 'Te 12 Ja1[0D 01 Aenb jelqey ur A)1AnIsUss [Ppowr jo uosrredwo) (191P0)A wdISAS Tenuue-Aypuowr € 01 JBlIqRY Jo dsuodsay
uone[ndruewr
[943] 191eM 0] dsuodsa ur sadueyd xapur Ajifenb
(2102) J91BM “3°9 ‘sOTWRUAPOIPAY UT S9SUBYD USALIP A[[RUISIXD SOTWRUAPOIPAY 3urd10] TRUIAIXD
en pue aoredreq 01 Lyirenb 1a1em ur A11ANISURS [9pow Jo uosLreduro) (1YI0)A wa)sAs [enuue-Apyiuow € 01 L1renb 191eMm Jo asuodsay 0] AJIATIISUDS Xopul WASAs0dq
sa[qerrea usamiaq sdrysuonerar
2d£) 1030B117R ZUDIO0T 101dop 0] "33 *SOLI0ISTY-dW}
x9[duwI0d IIM SUIISAS UT SUOTIBAIDSO M [opout dredwod
0) pasn aq Ued SI[qRLIBA PayUI[ Jo suonejuasaidal sdeds-arels (1YI0)A walsAs [epedsp-A[yuouwr € sureiSerp aoeds-a3e1g
aoeds Aouanbaiy ur so[qerIeA SI0UI IO OM)
U29M)2q UOTIE[110D Jo Surdnod-ap 10/pue Suridnod Suimoys
‘Adoua1ayod 19reaem £q pajardap aq pnod uoneqimirad
(6102) 'Te 12 Sueny 3uIMO[[0] UOTIDRIAIUI J[qRLIeA JO [I3uans 3y} ul sadueyD OM ‘IM Jutod Tepedap-Apmoy qr sisATeue [enoads
suonIpuod 3urioj Areuone)s-uou spun (uopjueidooz pue
uopjuerdoifyd ‘3+9) sa[qerrea payul| usamiaq sdrysuonear
Jo sypuans pue 2dUaIY0d ([eneds 10) [erodwa) SurkJnuspy ADD wrd)sAs Tepedsp-A[rep q1 sISATeue SaLI9s-aWIL], ASUa19Y0d J[qerIep
9[qerrea 3urdIoy dryeuId (20D ‘@meradura)
-01pAy 0} (duepunqe uonendod 10 syudLINU ‘D-TYD CQ ‘[9A3] I91eM ‘SMO[JUT)
‘Hd) sa[qelrea wa)sAs0d9 JueAd[aI Jo uosLedwod Jo[d 1oneds (SL)A 4 wosAs [enuue-AJyiuowt € sadueyo ayewp 03 asuodsay
Burpeo] JuswIpas 01 aAne[RI Sduepunge uonemndod urpeoy
(£107) 'Te 10 uosqoy 10 D-[yD ‘AIpIqin) ueaw jo uostredurod joid 1911e08 q wR)sAS [enuue-Apyjuow € JUSWIIPIS [BUIDIXD 0) dsuodsay
(6002) Te 12 [eD
(9002) sproukay Burpeo] g 10/pue N 03 aAne[a1 duepunde uonemdod Burpeoy 3u110J [RUISIXD
(8861) 9977 pue sauor J0 D-TYD ‘Ua8Ax0 ‘Quarnnu ueaw jo uosLredwod joid 1913808 R waISAS [enuue-A[yjuowt € JUSLNNU [RUIAXI 0] dsuodsay 0] AJIAT)ISUDS 9)B)S UI)SASOd]
SPIOYSaIY] pue AJLIBSUI[-UOU ‘SSaM)S 0] 9su0dsal walsAsodq
‘(Amy
10§ ur-3njd ANIODH 9y} 12d se 230 ydIed Jo [949] d1ydon
(£102) *3'9) ‘SUONBAIISQO YIIM pIjepI[eA 3q ued uonisodwod yajed yored
y[oequaals pue [[0D oy 03 Surureyrad SOLISUI [RIDAS ‘S[]PPOW PU-0]-PUD IO Ad ‘(3BYI0)A walsAs ‘uiseq Tenuue-AJyiuour € oy urym Suruonnred sarads
SPI0J1 JsureSe Junoure 1saAIeY
(B4I0T) Te 32 sa[e11o) oY} a1epI[eA ued sa1dads e Jo yded a3 Sundipaid sPpoN g ‘(SI)A wR)sAs ‘uiseq Tenuue-A[yiuowr 4 dNdD 10 pRIA [B10], sajel yore)d
Ppa10adxa yajewr
$921n0s Ted[e sa [e1tnep woly skemyyed mofy A81ous uoqIed Buruonnred
#102) TR IT 9jensuowap ued skemiped dooj [e1qoIdTwr SUIA[0SII S[OPOIA (I21PO)A wd)SAS Teuoseas-Ayuour € orydon uaaid sa umoig
uononpoid
uononpoid Arewrtad jou pue y8us|
(+102) 'Te 12 Jo0JIeH Areurrxd 39U YIIM 9SBIDUT 0] Pa3dadxa SI YISU[ UTRYD Poo,] (I21PO)A walSAS Teuoseas-A[yiuour € ureyd pooj usamiaq diysuoney
A313u3 Jo 19ysuen) premdn sajedipur uoronpoid
(£1027) 'Te 12 Aoqres  Arewrnrd 3ou pue ssewolq d1ydonorslay usamiaq drysuoney (I_YI0)A wrd)sAs [euoseas-A[ypuour [ ASuardyys drydory,
(4102) Inoraeyaq pue dussaxd 1ojepaid 3urdueyd o) asuodsax
‘Te 39 YPId-IaPeIN ur sAemipied jo uoneijdepe axmded 0] [opour Jo ANIqY (191PO)A wdISAS 20y pp € uonepaid prmndenug
(6661) 'Te 12 sadexurp orydomn jo Aqiqess pue yduans
uspueyz I9pueA (9661) o) 2)epI[eA UED SISATeUR AIR]9Ip J0/pUR ‘SJUSUIDINSBIUW uonedIYHUIPI
U9sSNuIseYy pue eueqe)  NGT pue DgT 3uisn £q sqam pooj ut skemiied jo uoneuLjuo) (191PO)A wdISAS 20y pp qz 92In0s pooj paseq 2dolos]
‘SUONIPUOD paje[nuils
ur yeam A1oA aq Aewr suonodeIaUl swos se ‘rapduris aq Aeuwr
suni [opowr woij urdrowe saIn3onIls [enjoe ng ‘suornenbs
(£107) 'Te 30 £a3yTes [9POUI WOJJ PIUIIISIP 9 UBD JINIINIIS dM POOJ PIpuU] AQ ‘(PYI0)A wR)SAS 20y pp |14 $921N0S POOJ JO sisA[eue A1e1d1q sagexuI] qampoog
[e301 oy} woyy uoneridsax srydonone
Bunoengns Aq paindwod ST 19138] 3y} d19yM ‘sydoI1o1alay
pue sydonjone 10y paredwod ‘ssewolq yun 1ad uonerdsay
(T 91qeL Aduanbayy
(syuswaImbai 99s) anbruyoay UOTIBAISSQO BIep 12Ad]
o S9duaIRjaI S[durexy 3urssadoid pue uo1329[[0d BIEP *3°9) SjUIWIIOD JUDUISSISSY o[eds [eneds Jo 93uex TedrdA], uonepIfeA uondrsap pue yoeoiddy passasse 3uraq A11adoig

(panunuod) ¢ arqe],

25



Environmental Modelling and Software 128 (2020) 104697

M.R. Hipsey et al.

“PIISI[ 21 DLIAUI 31} JO SN 0} 1XA)UOD IAIS 0] JULAI[DI SIIUIISYAI ASIMIDI0 “par[dde Zuraq dLmour oy jo d[durexs ue d)edrpur papraoid seduaIajaI 3[qIssod dIYM 4
“p 1o/pue g ‘GSN ‘HHIN ‘AVINN ‘AVIN ‘SVIE SUIPNIUT ‘SILNSW JOLIS [RUONTPET) JO UOHRUIGUIOD PIUTULIIIP JoSN = §

(€102) 'Te 19 [9Z9Iq

(8102) 'Te 32 uUaLIg.O

(0T02) ‘e 19 asuer
(8002) 'Te 19 asuer
(S102) ‘T8 30 1dmy]
(92102) ‘T8 1 soxed
(eZ102) 'Te 392 soyeq
(T102) '8 10 Teq
(9102) 'Te 12 swepy
(S102) ‘Te 12 odmy
(2102) T8 3 re
(0102) 'Te 30 asuef
(8007) 'Te 10 asue(
(81072) 'Te 32 UdLIG.O
(9102) 'Te 30 WA
(8102) 'Te 3@ udlIg.0
(0102) 'Te 39 ssuer
(800¢) Te 32 asuer

(£002) 'Te 10 Aojeg

(2102) 'Te 39 req

uopem3yuod dnias [9pour Y3 UT DUIPYU0d sap1aoid sajs
ordnnur sso1oe A[JUSLIMDUO0D s9[qeLIeA I[N JO UOTIBPI[EA
(8unyuerdas ‘vonesrydonosijo

S [oNS) SUOTIUIAISIUI UOTIRI0ISAT SUIMOT[O]

(ur2)s£s023 sse1deas e Jo '3°9) A19A0D31 [IUN SWRLJ UWIL],

(uonyeorydonodrjo 01 asuodsax ur 3-9)
9e]s W)SAS0Dd UL SISaI19)SAY Jo 9duasaxd pue Jutod A19A0031
1e211LID 3} 9AJ0SAI 0] AII[IE S [9POW B JO UONBIISUOWI(

uonisuen
srydomnseled e 01 Jo11d 9dueqInIsIp 0] sown asuodsax
Buruayi8usy a3 aamded 03 Aifiqe s, [opout e jo uostreduro)

SISIXa AJI[IqeISIq 10] 9OUDPIAD

aroym ‘ATiqelsiq axided o3 A1fiqe s, [opout e Jo uostreduo)
91e)S WDISAS0d9 JO wInjal

Jo apmyuSewr oy} amided 01 Afiqe [Ppows jo uostredwo)
A19/0031 Tenred)

9]BIS MAU 10 (A19A031 [[NJ) 31eIS [RUISLIO 0) W) AT9A0DY

$S911S 1SISa1 01 (ANISuap

14ydordewr 3+9) 91e3s JO AJIqR 1O SIUBISISAT JO SIMSBIN
uonisuen ajels jo Ayprdes ay3 pue ‘(uonedyIpIqIN}

*8'9) $INJ20 UONISURT) [EINILID B USYM JO JUSWISSISSY
(91138 I010RINE  MBU,, - P[O,,) UoneqIniIad Suimorjoy
xopur 1eda133e 10 a[qeLrea Aels ur d3ueyd Jo 32139Qq
sawr3a1 moyj

JUSISJIP 0 dsuodsal ur Xopul AJSISAIP ysy 39 ‘AIoAIap
JUSLONU PUB SOTUIRUAPOIPAY UT S9UBRYD USALIP A[[RUISIXS
01 $9DTpUT WRISAS03 Ul AJIATNISUSS [opowt Jo uosLreduio)

A (SDA

(19I0)A (SIDA
(o)A

(wo)A

IM
‘ADV ‘(19O)A
(o)A
(1BYO)A (SDA

(3YI0)A (SDA

(Wo)A
(19WI0)A (SDA

(13YI0)A (SDA

(1mo)A

w)SAS

waIsAs
w)SAS

W)SAS

wA)SAS

wA)SAS

waIsAs

wA)SAS

wA)SAS

urd)sAs

WA)SAS

uR)IsAs

Tenuue-Ayuour

[enuue-Apyuour
Tenuue-Ayuour

Tenuue-Ayuour

Apuowr-AJrep

[enuue-A[rep
Tenuue-A[rep

Tenuue-A[rep

Tenuue-A[rep
[enuue-A[rep

[enuue-A[rep

[enuue-Apyuour

uostreduwod SaLIds L],

awn A19A009Y

159191541 JO JUXT

UONISURI) 9)BIS ISIIADI

0} paxmbazx (uononpal peof
juaLnnu "3°9) 110JJ3 UOTIRIOISIY

umop 3urmors Teantn

Aiqessiq 10 [enualod

aels , po,,

9} SpIEMO] UINJDI JO dpmITuUSeN
aels

.M3U,, 10 _pJO,, 0] W) WY
yiys swida1 ydniqe

Qonput 03 (Surpeo] JusLnnu

+3-9) 8um10J [eUIAIXa [RINLID
a3ueyd proysaIyl

Jo ssauydniqe pue Sururf,

ajels

ut 93ueyd proysaIy) Jo sapmrue
Surpeoy

JUSLINNU pue SOTWeuApoIpAy

0) SIDIPUI SSAUYDLI

/K1s19A1pOIq JO dsuodsay

£>ua19y0d J1IS-SS01D)

110JJ9 UOTIBI0]SI 0] dsuodsay

suoneqniiad ainoe
J10/pue dIUOIYD 03 asuodsal
uone[ndod 1o 3[qeLIeA AeIS

o S9duaIRjaI S[durexy

(syusurarmbax
3urssadoid pue uo1329[[0d BIEP *3°9) SjUIWIIOD

(T IqBL
99s) anbruyda)
JUDWISSISSY

o[eds [eneds

Aduanbayy
UOTNBAISSqO erep
Jo 93uex TedrdA],

9491
uonepIeA

uondrsap pue yoeoiddy

passasse 3uraq A11adoig

(panunuod) ¢ arqe],

26



M.R. Hipsey et al.

10*

100p= Fit to ERSEM ©
80— Brewin 2015
60 | = Hirata 2?11

Ty

401
20
0
100
80
60}

Chl. %

1 10°
oms and large phytoplankton

Nanéphytopllankton

102

Chl. %

Chl. %

al e
-1.0 -0.5 0.0 0.5
Total Chlorophyll, log(mg C m-3)

10°

0 L
-2.0 -15 1.0 1.5

Fig. 6. The phytoplankton community structure of the NEMO-ERSEM global
biogeochemical model. The relative abundance at the ocean surface layer of
each phytoplankton group is shown in blue-scale as a function of chlorophyll-a
concentration. The green line is the least-squares fit of the model data to the
three-population absorption model of Brewin et al. (2014), and the purple line
is the fit of historic in situ data to the three-population absorption model from
Brewin et al. (2014). A fit to data from Hirata et al. (2011) is shown in a black
line. The dashed vertical line indicates a typical detection limited of HPLC and
SFF methods. Reproduced from de Mora et al. (2016) without modification
under license CC BY 4.0. (For interpretation of the references to colour in this
figure legend, the reader is referred to the Web version of this article.)

production efficiency of limiting nutrients increases when food quality is
poor. To validate their models, they compared growth rates under
varying nutrient use efficiency across reported food quantity/quality
gradients. Simulating growth rates with varying production efficiency
under varying food quantity and quality is only possible when correct
simulation of the various processes that link food quantity, quality and
growth rates is achieved. Additional unique markers such as fatty acid
concentrations have been used for high level model assessment. Perhar
et al. (2012) used biochemical control on zooplankton growth by N, P
and Highly Unsaturated Fatty Acids (HUFA) as a means for testing ac-
curacy of model output. As with stable isotopes and stoichiometry,
correct simulation of HUFA concentrations require accurate model
description of multiple processes within the food-web.

As model structures and the number of species interactions becomes
more complex, the validation challenge becomes considerably more
difficult. Sauterey et al. (2015) simulated planktonic diversity (as indi-
cated by the Shannon index, which is a measure of the distribution of
biomass among species) and evolving cell sizes of dominant plankton
species in a global ocean model. They used the Canberra distance to
compare the distance between cell-volume distributions of different
model outcomes. Although Sauterey et al. did not directly compare their
model results with real-world Shannon and Canberra indices, their work
outlined the possibility for how the emergent feature of planktonic
community diversity could be used as an additional performance metric
for ecological models. Goebel et al. (2010) were able to demonstrate
how the expected patterns of plankton distribution in a coastal envi-
ronment emerged in the model from the interaction of a highly diverse
population.

Much of the above discussion about pelagic plankton communities
similarly applies to benthic communities, bearing in mind that generally
their position is fixed for most of their life history. For individual
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macrophyte, macroalgal, or invertebrate species simulations, biomass or
organism density in coastal and lake models can be assessed across space
and time to ensure habitats are accurately represented (Savina and
Ménesguen, 2008). In situ rates of detritus production (assessed by traps
in flowing environments) and rates of decay of benthic plant detritus
(assessed with incubation chambers) can be used as a Level 2 metric.
Benthic plant productivity can be assessed by measuring changes in
plant biomass when grazers are experimentally excluded, and grazing
rates can be assessed through food-web studies supported by stable
isotope measurements. Similarly, filtration and clearance rates of filter
feeders can be used for species such as mussels. The 3D model study by
Bocaniov et al. (2014) simulated zebra and quagga mussels and whilst
there was limited in situ data for direct mussel filtration rate validation,
the effect of the mussels on improving the Chl-a prediction in the
overlying water column was used as a proxy indicator to help justify the
filtration rate predictions. In a study by Renton et al. (2011), the
development of a restored seagrass bed was simulated using a
functional-structural plant model. Results were assessed against total
rhizome length, length of the longest rhizome axis and total number of
live buds (apices/axes) and internodes, based on a snapshot of data
taken two years after the restoration began. At the community level,
benthic plant succession can be assessed. Often it is the variability in
benthic communities and biomass along a gradient of light/depth and
their relationship with patterns of benthic substrates that is important.
Li et al. (2010), tested a multi-agent systems model of two macrophyte
species in Lake Veluwe and illustrated performance using a map of
occurrence indicating regions of model over and under-prediction.

Evaluating model simulations of populations of fish and ‘higher’
biotic populations is somewhat more complex than variables described
above due to lower sampling resolution, species mobility and different
indices used to characterise fish populations. Unless regular stock
assessment data for fisheries (e.g., Savina et al., 2013) or other organism
counts are available, it is difficult to assess model performance using
traditional Level 1 indicators (Lehuta et al., 2013), and population
models should be assessed using an array of alternative measures.
Models of populations often adopt individual-based approaches and the
spatial context of predictions needs to be considered in light of the
sampling regime used to collect observations. For fish, observed data are
often based on catch data. Metrics such as catch per unit effort must
therefore be translated to match simulation variables or used to quali-
tatively assess model spatio-temporal patterns of fish abundance (e.g.,
Holt et al., 2014; Savina et al., 2013). Higher level indicators often used
to characterise fish populations include length-weight (L-W) relation-
ships, length/weight at age and size distribution histograms (Makler--
Pick et al., 2011; Megrey et al., 2007; Rose et al., 2007). All three
indicators emerge dependent on a large number of individual and
population-specific interactions with environmental conditions, thus
accurate predictions serve as an indication of model robustness. How-
ever, the predictions usually also integrate over large spatial and/or
temporal scales, and thus are not truly assessing population response at
finer scales. Breckling et al. (2005) and Holker and Breckling (2005)
discuss Level 3 emergent properties relevant to fish population model-
ling: self-sorting age groups, trophic bottlenecks, size-dependent winter
mortality, spatial organisation measures, and the influence of lake
morphology on phenotype. Assessing changing population size distri-
butions in response to fishing pressure (e.g. Makler-Pick et al., 2011),
can also be a means to qualitatively assess ecosystem response to
external forcing.

Assessment of food webs with a high degree of variable interaction
may take the form of a multivariate assessment tool (e.g., TD), or more
ad hoc tests of theoretically relevant patterns, trends and relationships.
An example of the latter is the approach by Fulton et al. (2004), where a
range of semi-quantitative tests and qualitative comparisons of popu-
lation and ecosystem level metrics for coastal embayment models were
used. Predictions of the trophic structure were put in context of the
Sheldon spectra, to demonstrate mass partitioning between trophic
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levels was appropriate. Sailley et al. (2013) also compared trophic ef-
ficiency metrics that could be used to assess how complex food webs
emerge, including comparison of bulk community heterotroph to auto-
troph ratios, and variation of zooplankton predator: micozooplankton,
and predator:prey scaling relationships. These metrics were used in the
context of comparing model structures, however, they may also serve as
a way for modellers to compare food-web predictions with data. Dy-
namic relationships that emerge within food-webs such as intraguild
predation, and competition between species, may also be used to assess
models, however, specific Level 3 metrics quantifying these measures of
system-organisation are difficult to define. Reynolds and Elliott (2012)
explore the predictability of several emergent properties of freshwater
ecosystems including carrying capacity, exergy accumulation, carbon
processing capacity and habitat templates (i.e. functional zones). They
conclude, that “while species composition may remain quite unpredictable,
except on the basis of probabilities and hindsight, the characteristic traits of
the successful contestants can be anticipated with considerable certainty” (p.
87). For more complex food web analyses, Deehr et al. (2014),
demonstrated a novel approach to validation of a complex EcoPath
food-web through integration with N-isotope data. They demonstrate
the strong relationship between effective trophic level (ETL) from the
model and the §'°N signature from observed organism data, in the
context of a marine ecosystem subject to trawling pressures.

Ultimately, a large number of modellers are seeking to elucidate
fundamental ecological relationships and forecast potentially complex
response pathways of ecosystems to changes in external and internal
drivers. Metrics described in the above sections specifically support
assessing sub-model components (e.g., hydrodynamics, nutrients,
phytoplankton etc.), but there are range of more specific metrics that
can be used to holistically assess model predictions. An area of
increasing interest is demonstrating models are able to capture system-
scale Level 3 metrics such as resilience to perturbation, thresholds and
stable state transitions, and hysteresis effects (Hipsey et al., 2015; Miiller
et al., 2016). As yet there remain limited examples where models have
been confronted with empirical data that display these trends. Chal-
lenges exist in terms of computing compound indices that can be used as
indicators of ecosystem “state”, though indices of water quality or
ecosystem diversity are increasingly being used. In a shallow lake
example, Janse et al. (2008, 2010), were able to demonstrate the ability
of their model to capture the threshold shift from macrophyte to algal
dominance, validated by an assessment across multiple lakes. In doing
so they were able to identify the threshold P loading level required for
“turbidification”, and subsequent “restoration” including demonstration
of hysteresis effects, which agreed well with empirical work (Fig. 7). In a
stability analysis based on the same model, Kuiper et al. (2015) showed
that the food web and system stability gradually decreases with the
distance from the critical loading in the bistability range, for both di-
rections, thereby highlighting the potential for correctly formulated
models to inform users on phenomena such as critical slowing down,
ecosystem flickering, and system resilience. These studies hold great
promise for informing assessment of the next generation of AEMs that
can be more confidently applied to predict ecosystem collapse, recovery
and restoration strategies.

5. Discussion

The four levels of model validation may be challenging, bearing in
mind in the past often inadequate data have been limiting the extent to
which assessment could be advanced. However, we are seeing an ever
increasing range of data streams from new monitoring technologies such
as optical nutrient loggers (Rode et al., 2016; Claustre et al., 2019),
improved processing of existing sources such as satellite observations
(Jouini et al., 2013), citizen science initiatives (Dickinson et al., 2010),
open-access and long-term monitoring initiatives, and real-time data
portals (Reed et al., 2010). All these data hold the potential to improve
the way we run and assess environmental models. Indeed, aquatic
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ecosystems modellers are beginning to take up these data streams (Li
etal., 2010; Johnson and Needoba, 2008; Turuncoglu et al., 2013) and it
is timely to reconsider the ways we can use this data to improve our
model formulations and to describe model uncertainty.

5.1. Improving models through improved assessment

Several recent commentaries have discussed the challenges and is-
sues in application of complex environmental models in general
(Nordstrom, 2012) and AEMs in particular (Robson, 2014a; Trolle et al.,
2012; Arhonditsis et al., 2014; Frassl et al., 2019). The emergence of
community models and flexible modelling frameworks to reduce
duplication of effort (e.g. Bruggeman and Bolding, 2014; Mooij et al.,
2014; Hipsey et al., 2019), and the application of advanced techniques
for assessment of model error and sensitivity, go some way towards
addressing these challenges. The CSPS framework and examples we
provide is an attempt to help modellers move from relying on Level 1
metrics, to more robust and insightful Level 2 and 3 metrics in order to
more thoroughly challenge our models and assess their capabilities and
limitations. As these metrics become more widely used and reported,
they will facilitate an increased depth of analysis in comparative studies
(e.g., Salihoglu et al., 2013; Kim et al., 2014; Kwiatkowski et al., 2014;
Tittensor et al., 2018) and help us to assess how different model struc-
tures, parameterisations, and algorithms perform across a diverse range
of applications and simulation contexts.

For the foreseeable future, there may be insufficient data to complete
assessment at all four levels in every case. Nonetheless, being aware of
the diversity and suitability of metrics at multiple levels and being
explicit about the level (0-3) at which assessment has been conducted
will help modellers to communicate the type of assessment that is being
performed and the implications for model uncertainty. This awareness
may also facilitate prioritisation of observational studies and monitoring
programs that consider not only state variables, but also fluxes and
emergent properties (in other words, ecological “states, rates, and
traits”). Undertaking assessment using this structured approach can help
modellers to further pinpoint where models are fundamentally weak and
communicate to stakeholders where further investment in data collec-
tion and monitoring will support prediction. Conversely, modelling that
leads to discovery of new or interesting phenomena can motivate new
experiments or monitoring to support post-hoc validation efforts.

5.2. Model purpose and selection of appropriate metrics

Technical assessment of models is varied and requires the develop-
ment of workflows that bring together several methods, tailored to the
specific application (Bennett et al., 2013) and taking into account the
intended purpose of the model (e.g. Harmel et al., 2014). The examples
in Tables 2-4 are intended to provide an expandable library that can
serve as the basis of a common reference for assessment of aquatic
system models. Some examples may serve to cross-fertilise ideas across
sub-disciplinary divides. For example, Target or Taylor diagrams are
widely used in oceanography, but not routinely used for freshwater
models.

Note that not all are relevant in any given case; for example, a spe-
cific relationship may be used to parameterise the model directly, in
which case it is less suitable as a validation tool. Others may only be
applicable to specific spatial or temporal model resolutions. For
example, a metric quantifying stratification and mixing requires a
minimal vertical disaggregation of the water column. The selected
metrics will also depend on the model purpose. Models used for oper-
ational forecasting may prefer different assessment metrics than those
designed to explore algal seasonal dynamics or long-term nutrient load
assessments. In either case, a combination of Level 1 metrics may
demonstrate the model’s potential, and support with Level 2 metrics
would help to ensure the model was not over-fitted and introduce a
higher level of credibility into the assessment. However, if the intention
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Fig. 7. Analysis using the model PCLake to (a)
demonstrate the threshold loading rate of P to

transition from a clear macrophyte-dominated
state to a turbid, phytoplankton dominated state,
and hysteresis effect (based on sequential simula-
tions undertaken increasing load (series 1, black
circles) and decreasing load (2, hollow squares)).
Validation of the model states against a multi-lake
data set of (b) TP, (c¢) Chl-a and (d) submerged
vegetation, spanning the loading range, confirms

the model captures ecosystem organisation over a

wide range of conditions. Images reprinted from

P i . Janse et al. (2010), with permission from Elsevier.
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is to then apply the model outside the bounds of historical conditions to
explore the impact of major system changes on ecosystem dynamics,
then including Level 3 validation becomes an important step. Well-
validated modelling studies in different disciplinary areas (e.g., ponds,
lakes, rivers and marine systems) demonstrating use of metrics across
multiple levels are encouraged to serve as benchmarks that can guide
practitioners.

5.3. Using multiple metrics to enrich the calibration and uncertainty
assessment process

Calibration of AEMs has historically been a relatively manual ‘trial
and error’ process, though formal calibration methods are beginning to
be used in both marine (e.g. Parslow et al., 2013) and freshwater
ecosystem modelling (e.g. Ramin and Arhonditsis, 2013; Dietzal and
Reichert, 2012). The adoption of calibration-validation pairing (e.g.
Trolle et al., 2008), where validation relies on a data set independent
from that used in calibration, remains the exception rather than the rule
in aquatic ecosystem modelling, though it is common in other fields and
widely considered best practise (Robson, 2014b). Adopting a calibration
and validation period can avoid overfitting model parameters, and
identify the predictive capability of a model, particularly where patterns
during the validation period differ from those in the calibration period.
Widening the range of metrics models are assessed against may assist in
achieving a broader application of calibration-validation pairing.

In recognition of model uncertainty and equifinality problems, there
has been a shift in some areas of the AEM community to change model
calibration practice from seeking a single "optimal" value for each model
parameter, to seeking a range of parameter sets that all meet a pre-
specified standard of agreement with the data (Aldenberg et al., 1995;
Stow et al., 2007; Arhonditsis et al., 2007; Chiu and Gould, 2010; Janse
et al., 2010). Running an ensemble of simulations using values from
amongst these acceptable parameter sets provides a basis for estimating
the uncertainty associated with model predictions. This practice, termed
“physical-statistical modelling” (Kuhnert, 2014), relies on Bayesian
probability to combine existing (prior) information with observations to
project the (posterior) likelihood of ecosystem response. The effective

40
measured [% cover]
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characterisation of model uncertainty using Bayesian approaches de-
pends upon two critical steps: i) selection of a sampling scheme to
generate input vectors (e.g., Latin hypercube, Markov Chain Monte
Carlo etc.), and ii) selection of a likelihood measure to quantify model
misfit. In complex models, the choice of likelihood measures for
assessment leads to conceptual dilemmas for modellers such as the se-
lection of likelihood functions that can meaningfully change the infer-
ence drawn (Beven and Freer, 2001; Hong et al., 2005; Arhonditsis et al.,
2008Db). By further tailoring the adopted likelihood measures to consider
the assessment ideas introduced in this paper the model calibration and
uncertainty process can be enriched to focus on more diagnostically
powerful likelihood measures.

Finally, recognising that there is no true model of an ecological
system, but rather several adequate descriptions of different conceptual
basis and structure, ensemble modelling is a means to obtain better
predictions and a better understanding of uncertainty by combining the
results of ‘competing’ models (Trolle et al., 2014). Several methods exist
to synthesise predictions across ensembles, including sequential data
assimilation approaches (such as the ensemble Kalman filter and
ensemble particle filters; Moradkhani et al., 2006; Vrugt and Robinson,
2007), and post-hoc ensemble integration strategies such as the
Bayesian Model Averaging (BMA) (Ramin et al., 2012). Including
models of differing complexity and with varied structures in the
ensemble allows structural uncertainty to be addressed alongside un-
certainty from input data and parameter selection. When combined with
the use of more specific and nuanced assessment metrics, modellers can
better decide which model structures perform best, without an overt
reliance on diagnostically weak Level 1 error metrics, thus motivating
reconsideration of their Level 0 validation.

6. Conclusions

In evaluating the performance of a model, we want to know the
answers to several questions: Is the model capable of reproducing ob-
servations? If so, is it getting it right for the right reasons (or conversely,
is it over-fitted or does it have one error cancelling another)? Can we
trust the model to make predictions? If so, in what range of
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circumstances can we trust it? To answer these questions in the case of
mechanistic AEMs, we need to go beyond simply comparing simulated
and observed concentrations of state variables. Here, we present a way
forward; the hierarchical CSPS framework to encourage evaluation of
models at four levels: conceptual accuracy (Level 0), state accuracy
(Level 1), process accuracy (Level 2), and accuracy in capturing system
behaviour (Level 3). Assessment at Level 2 can improve confidence in
the biogeochemical basis of model formulations, while assessment at
Level 3 allows modellers to critically assess model predictions against
spatial and temporal scales of change, stoichiometric indices, and a
range of trophic relationships, all of which are based on theoretically-
informed indicators of ecosystem function. Arguably, only applications
that perform well at highest level of assessment justify the imple-
mentation of complex, process-based models. Short-to mid-term fore-
casting predictions, after all, can often be less expensively and more
accurately produced through simpler approaches such as regression
modelling (Robson and Dourdet, 2015) or evolutionary algorithms
(Recknagel et al., 2014), while if the aim is to shed light on system
function, a model that fails to perform at Level 3 may be producing the
“right answer for the wrong reason”. Though it may not always be
possible to rigorously assess a model at all levels, modellers should strive
to ensure the level of assessment is suited to the purpose of the model
and the severity of consequences of an incorrect prediction. A model that
is successfully validated for a specific system at all four levels is one that
can be applied with confidence to forecast future trajectories of the
system. A model that has been successfully validated across several
systems at all four levels is one that can more generally be applied with
confidence. Over time, it is envisioned that the community—driven
adoption of these metrics will accelerate advances in model structure
and function and provide an improved foundation for model assessment
on which developments in model-data fusion can be built.

Software and data availability

The system of metrics reported in the present analysis is an evolving
collection and can be accessed online at: https://aquaticecodynamics.
github.io/aem-metrics/.
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