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Abstract.

Estimating ecosystem-atmosphere fluxes such as evapotranspiration (ET) in a robust manner and at global scale remains
a challenge. Machine learning (ML)-based methods have shown promising results to achieve such upscaling, providing a
complementary methodology that is independent from process-based and semi-empirical approaches. However, a systematic
evaluation of the skill and robustness of different ML approaches is an active field of research that requires more investigations.
Concretely, deep learning approaches in the time domain have not been explored systematically for this task.

In this study, we compared instantaneous (i.e., non-sequential) models—extreme gradient boosting (XGBoost) and a fully-
connected neural network (FCN)—with sequential models—a long short-term memory (LSTM) model and a temporal con-
volutional network (TCN), for the modeling and upscaling of ET. We compared different types of covariates (meteorological,
remote sensing, and plant functional types) and their impact on model performance at the site level in a cross-validation setup.
For the upscaling from site to global coverage, we input the best-performing combination of covariates—which was meteo-
rological and remote sensing observations—with globally available gridded data. To evaluate and compare the robustness of
the modeling approaches, we generated a cross-validation-based ensemble of upscaled ET, compared the ensemble mean and
variance among models, and contrasted it with independent global ET data.

We found that the sequential models performed better than the instantaneous models (FCN and XGBoost) in cross-validation,
while the advantage of the sequential models diminished with the inclusion of remote-sensing-based predictors. The generated
patterns of global ET variability were highly consistent across all ML models overall. However, the temporal models yielded
6-9% lower globally integrated ET compared to the non-temporal counterparts and estimates from independent land surface
models, which was likely due to their enhanced vulnerability to changes in the predictor distributions from site-level training
data to global prediction data. In terms of global integrals, the neural network ensembles showed a sizable spread due to training
data subsets, which exceeds differences among neural network variants. XGBoost showed smaller ensemble spread compared

to neural networks in particular when conditions were poorly represented in the training data.
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Figure 1. Overview of eddy covariance (EC) sites used in this study: a) Distribution of EC sites (white points) and map grid-cells (background
color) within the global climate in terms of mean temperature and annual precipitation. b) Geographic EC site locations in different gray
scales according to the number of hourly observations of evapotranspiration. The map color corresponds to the representativeness of a
geographic location by the EC station sites. It is the average Euclidean distance in climate space (mean and standard deviation of normalized
15-daily temperature, precipitation, and radiation) to the ten closest stations. A lower representativeness (red) means a given location is

further away from EC sites in climate space.

Our findings highlight non-linear model responses to biases in the training data and underscore the need for improved
upscaling methodologies, which could be achieved by increasing the amount and quality of training data or by the extraction of
more targeted features representing spatial variability. Approaches such as knowledge-guided ML, which encourage physically
consistent results while harnessing the efficiency of ML, or transfer learning, should be investigated. Deep learning for flux
upscaling holds large promise, while remedies for its vulnerability to training data distribution changes, especially of sequential

models, still need consideration by the community.

1 Introduction

Measurements of land-atmosphere fluxes of gases, such as water vapor or carbon, are crucial for understanding the interactions
between climate and ecosystems. Instruments at eddy covariance (EC) stations measure such fluxes integrated over a time span
of 30 or 60 minutes and a small spatial footprint, spanning a couple of hundred meters to over a kilometer, depending on the
station height, terrain roughness, and wind conditions. The measurement is performed at ecosystem level, as it represents the
integral of biotic and abiotic processes across scales (Baldocchi et al., 2001). While EC stations provide a crucial source of
data to measure these fluxes, they come with challenges. For instance, their representativeness and applicability for regional to
global analysis may be restricted due to the sparsity of EC sites in geographic and climate space (Fig. 1).

Evapotranspiration (ET) is the combined flux of water vapor via evaporation from bare surfaces and plant transpiration.
The ET flux is of high relevance for modeling and understanding the Earth system because it links water, carbon, and energy
cycles (Jung et al., 2010; Nelson et al., 2018). However, the modeling of ET is challenging due to the highly dynamic nature of

ecosystems. Their behavior depends on past system exposure via so-called dynamic memory effects (Ogle et al., 2015; Besnard
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et al., 2019; Kraft et al., 2019, 2021). Among other factors, ET depends on soil moisture, which is primarily driven by the past
rather than by instantaneous weather conditions. Other processes impacting ET that depend on past meteorology are related to
vegetation states, such as the leaf area or phenology (Migliavacca et al., 2012).

To consider such complex memory effects, a model must either incorporate past system exposure, such as temperature or
precipitation. Alternatively, the model can be fed with states that represent past exposure, such as leaf area index (LAI) and soil
moisture observations, or aggregations of past meteorology like temperature or precipitation sums. However, the observation
of ecosystem states is challenging and often not possible. In-sifu measurements, e.g., of soil moisture, are not consistently
measured at all EC station sites and may not always precisely coincide with the eddy covariance measurements in space or
time, limiting the applicability for across-site modeling. As an alternative, remotely sensed observations can serve as proxies
of ecosystem states, like vegetation indices for foliage or phenology. These observations alone can only partially explain EC
measurements, as they represent structural or optical properties of the canopy rather than plant physiology or subsurface water
states, and especially optical observations tend to saturate with dense vegetation (Huete et al., 2002). Therefore, it may be
beneficial to learn the non-observable states for the modeling of land-atmosphere fluxes as non-linear functions of available
covariates. Here, sequential machine learning (ML) models may offer a unique opportunity, as they are able to extract dynamic
proxies from temporal data (RuBwurm and Kérner, 2017; Kraft et al., 2019).

ET can be quantified at large scales using process-based paradigms, i.e., land surface models, or semi-empirical approaches,
based on inputs from remote sensing observations and predefined empirical relationships (e.g., the Global Land Evaporation
Amsterdam Model (GLEAM), Martens et al., 2017). As a complementary approach, the data-driven upscaling, i.e., the gen-
eralization from the irregularly distributed EC stations to a regular spatio-temporal field, provides independent insights into
ecosystem processes (Jung et al., 2017). The upscaling is achieved by training an ML model at the EC sites with covariates that
are also available as spatio-temporal fields (Jung et al., 2009). The optimized model is then fed with the contiguous covariates
to generate regional to global scale products.

Due to the availability of long-term records of both eddy covariance data and remote sensing products, increased com-
putational capacities, and a higher acceptance of ML approaches in the geosciences (Camps-Valls et al., 2021), data-driven
approaches to model ecosystem-atmosphere fluxes have gained momentum in the past decade (Tramontana et al., 2016; Jung
et al., 2011; Nelson & Walther et al., 2024; Zhu et al., 2024). Today, ML is widely used to model and upscale EC data, but
the field is still dominated by non-sequential modeling (i.e., instantaneous models that do not learn memory effects), such as
decision trees or fully-connected neural networks.

An ensemble of global, harmonized products of upscaled EC fluxes from different ML algorithms (tree, kernel, regres-
sion splines, and neural network-based methods) was released by the FLUXCOM initiative (FLUXCOM, 2017), founded on
previous work by Beer et al. (2010), Jung et al. (2010, 2011), and Tramontana et al. (2016). These products are build upon non-
sequential models, and they account for memory via manually designed features, such as seasonal amplitudes or water avail-
ability indices, and remote sensing-based ecosystem state proxies, like vegetation indices (Huete et al., 2002). The FLUXCOM
products of energy (Jung et al., 2019) and carbon (Jung et al., 2020) are utilized in contemporary land—atmosphere interaction

studies and function as benchmarks for Earth system models. To improve the temporal resolution and resolve the diurnal cycle,
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Bodesheim et al. (2018) upscaled 30-minute fluxes of carbon and energy using randomized decision forests (Breiman, 2001),
with a non-sequential modeling approach. Xiao et al. (2014) upscaled daily carbon and water fluxes in North America using
moderate imaging spectroradiometer (MODIS) data with non-sequential ML approaches. Xu et al. (2018) evaluated different
non-sequential ML methods to upscale ET with high-resolution features available regionally in China. Zhao et al. (2019) and
ElGhawi et al. (2023) both used a non-sequential physics-constrained neural networks approach to model ET, which has the
potential to yield physically consistent and partially interpretable models. Recently, Nelson & Walther et al. (2024) published
an hourly upscaling product of carbon and energy fluxes (X-BASE), built upon a novel framework (FLUXCOM-X), which
enables the testing and application of different data streams and ML methods for upscaling in a flexible manner. They use a
non-sequential model based on boosted regression trees (XGBoost; Chen and Guestrin, 2016) and account for memory effects
via remote sensing state proxies. This framework and a similar data setup are also used within this study.

Non-sequential ML approaches, however, cannot represent temporal variable interactions beyond the observable state prox-
ies in contrast to, for instance, recurrent neural networks (RNNs; Lipton et al., 2015). For time series regression, the long
short-term Memory network (LSTM; Hochreiter and Schmidhuber, 1997) is a widely used architecture based on the RNN
paradigm (Van Houdet et al., 2020). Such sequential approaches have been evaluated for EC flux modeling at the site level. Re-
ichstein et al. (2018) applied RNNs to model weekly net ecosystem exchange of carbon (NEE) from 9 European flux stations
with meteorological forcing and showed the relevance of temporal information via a permutation test. Besnard et al. (2019)
employed an LSTM architecture to model monthly NEE at EC sites and achieve better performance as with a non-sequential
random forest. But still, they reported poor representation of temporal dynamics both in terms of interannual variability and
anomalies, the deviations from the mean seasonal cycle.

In the domain of deep learning, different model architectures are capable of processing sequential data. In the Earth sciences,
the LSTM has become the de facto standard, even though other architectures have been developed, such as the temporal
convolutional network (TCN; Oord et al., 2016; Bai et al., 2018). The TCNs use sparse convolution along the temporal
dimension to consider long-term effects more efficiently. More recently, models employing self-attention (Vaswani et al.,
2017) have shown noteworthy performance in many domains. These sequential models could also hold potential for EC flux
model, as has been shown by Armstrong et al. (2022) and Nakagawa et al. (2023). While conceptually apparent, there is little
systematic evidence of whether such sequential deep learning methods provide an advantage over non-sequential approaches
with hand-designed features and state proxies for the upscaling of EC fluxes, and about how these models respond to other
issues with upscaling, such as limited and unevenly sampled training data and distribution shift from the local point data to
gridded fields.

In this study, we provide a systematic comparison of different machine-learning approaches to the modeling of site-level ET
fluxes and upscaling to a global scale. A simple linear model, XGBoost, and a feed-forward fully connected neural network
serve as baselines for non-sequential models. Two sequential models, one based on the LSTM architecture, and another based
on a TCN, account for temporal effects. We compare the model performances at the site level in a cross-validation setup
and assess the relevance of dynamical memory effects for land-atmosphere flux modeling, with specific attention to ET. For

each model, we conduct a feature ablation experiment, where we drop feature groups. The groups considered in addition to
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meteorology are dynamic state representations, based on remotely sensed observations, and plant functional types (PFTs),
which are static descriptors of site vegetation characteristics. We provide and investigate cross-validation—based upscaling
ensembles from the independent cross-validation models to test for robustness. To assess the impact of the model architecture
on upscaling, we contrast our products globally to a set of land surface model simulations and to a semi-empirical approach
(GLEAM).

The key contributions of this study are:
— A systematic comparison of the effectiveness of different ML methods for site-level land—atmosphere ET flux modeling.
— An assessment and discussion of the relevance of different covariates in the context of ecological memory effects for ET.

— A characterization and comparison of an ensemble of upscaled ET estimates generated with different ML models.

2 Data sources and processing

We used hourly EC data from 2001 to 2020 processed by the ONEFLUX pipeline (Pastorello et al., 2020). Only sites available
under the CC BY 4.0 license were included in this analysis, i.e., FLUXNET 2015 (Pastorello et al., 2020), ICOS Drought 2018
(Drought 2018 Team and ICOS Ecosystem Thematic Centre, 2020), ICOS Warm Winter 2020 (Warm Winter 2020 Team and
ICOS Ecosystem Thematic Centre, 2022), or more recent ICOS or Ameriflux releases when present. In total, we used 287
sites with approximately 19 million hourly observations of ET and meteorological conditions distributed across 7.7 years per
site, on average. The approach by Jung et al. (2023) was used for quality flagging. We used latent heat energy as target flux
and converted it to ET assuming a constant latent heat of vaporization of 2.45 MJ mm™!. The following meteorological co-
variates were considered: near-surface air temperature (7};;), vapor pressure deficit (Ae), shortwave irradiation (Rj,), potential
shortwave irradiation (Riy, po), and time-derivative of potential shortwave irradiation (A Rj; o). In addition, we used remote
sensing observations from the moderate imaging spectroradiometer (MODIS) sensor on board both Terra and Aqua satellite
platforms, collection v006. These include the enhanced vegetation index (EVI, Huete et al., 2002), the near infrared reflectance
of vegetation (NIRv, Badgley et al., 2017), and the normalized difference water index (NDWI, Gao, 1996), all retrieved at
site level from the MCD43A4 product (Schaaf and Wang, 2015a, spatial resolution of 500 m), and from MCD43C4 for the
global data runs (Schaaf and Wang, 2015b, spatial resolution of 0.05°). Additionally, the land surface temperature (LST) was
obtained from MODI11A1 at site level (Wan et al., 2015a, spatial resolution of 1 km), and from MOD11C1 globally (Wan
et al., 2015b, spatial resolution of 0.05°). Each remote sensing product was interpolated to daily resolution. Processing of the
datasets, cutouts at the sites, and quality control correspond to the set-up used in the FLUXCOM-X-BASE data set (Nelson &
Walther et al., 2024; Walther et al., 2022; Jung et al., 2023). As an optional covariate, we use the plant functional type (PFT),
available for all EC station sites. The nine PFTs were one-hot-encoded and repeated in time to match the hourly time series.
One-hot encoding represents categorical variables as binary values, assigning a unique binary digit to each category. Sample

time series of the covariates and ET are shown in Fig. 2.
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Figure 2. Two-year time series from the Hainich site (DE-Hai) in Germany. Meteorological covariates (hourly): near-surface air temperature
(Tiir), vapor pressure deficit (Ae), shortwave irradiation (Rin), potential shortwave irradiation (Rin, por), and time-derivative of potential
shortwave irradiation (A Rin, por). Remote sensing vegetation indices (interpolated to daily): enhanced vegetation index (VEvi), normalized

difference water index (Vapwi), and land surface temperature (7). Land-atmosphere target flux (hourly): evapotranspiration (ygr).

For upscaling, we used global meteorological data from the ERAS reanalysis (Hersbach et al., 2020) corresponding to the
site level variables. For the remote sensing data, the same products were used for upscaling and for site level modeling. The
hourly data was spatially resampled to a resolution of 0.05° spatial resolution using bi-linear interpolation. This data was also
used to fill gaps in site-level meteorological observations.

For the evaluation of the upscaling results, due to the lack of direct and spatially contiguous observations of ET, we used the
Global Land Evaporation Amsterdam Model (GLEAM) v3 (Martens et al., 2017) and global sums of yearly ET from 14 land
surface modes (TRENDY v6, values extracted from Pan et al., 2020)) as reference. Note that these reference data sources do
not represent the ground truth, but are estimates derived using different approaches, independent from the data-driven upscaling

performed here.

3 Methods
3.1 Experimental setup

We evaluate a set of sequential and non-sequential ML models at the site level in a spatial cross-validation setup. The models are
trained with different types of covariates: meteorological (met), remote sensing (rs), and PFTs (pft). This experiments with
different sets of variables as model inputs, summarized in Tab. 1, gives insights into the relevance of the types of covariates. In
total, four covariate setups were tested and combined with five machine-learning models, i.e., twenty models were trained and

evaluated at the site level. For the evaluation, we use the Nash-Sutcliffe modeling efficiency (Nash and Sutcliffe, 1970)

ST (e —90)?
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where y; is the observed and ¢, the predicted ET at time ¢, and y represents the mean of the observations. The NSE can take
values from —oo to 1 and reflects model performance relative to the mean of the observations. Values above 0 indicate better

prediction than using the mean observations, and 1 is a perfect prediction.

Table 1. The ablation experiment with different covariate groups: Meteorological (met, hourly), plant functional type (pft, constant), and

remote sensing—based (r's, daily). Each item corresponds to a unique model setup.

Setup Covariate groups Covariates

met Meteorology Tair, Ae, Rin, Rin, pot» ARin, pot
met+pft Meteorology, PFT met + Sprr

met+rs Meteorology, remote sensing met + Vevi, Vaowr, Tour

met+pft+rs Meteorology, remote sensing, PFT  met + Vevi, Vaowr, Tourr + Sprr

Near surface air temperature T;; vapor pressure deficit Ae; shortwave irradiation Rj,; potential shortwave irradiation
Rin, pot: time-derivative of the potential shortwave irradiation A R, por; enhanced vegetation index Vgyr; normalized

difference water index Vnpwr; land surface temperature Ty,; plant functional type Spgr.

3.2 Modeling approach

With the goal of evaluating model performance at EC station locations and afterwards upscaling to the global scale, we tested

a number of ML algorithms in a site-level cross-validation setup. We denote the modeling problem as

gs,t = f@(XS,th:THCS) . (2)

Here, X, k. € RE+DXD gre the D dynamic input covariates with up to K antecedent time steps, and ¢, € RM are the
M static (constant) input features. The target flux of ET is represented as /5 ; € R at site s and time step ¢. Note that K =0
with only instantaneous covariates X ; is a special case where no antecedent time steps are considered (i.e., a non-sequential

model). We aim to find the parameters
0" = arg;ninﬁ(fo(Xs,thmcs),yt) (©)

of a function fy that minimize the loss function £, given by the mean square error (MSE).

As baselines, we used a linear regression (linearreg) as well as two non-sequential models, a fully connected feed-
forward neural network (f£cn), and extreme gradient boosting (xgboost). The latter was also used in the recent state-of-the-
art global upscaling product xbase (Nelson & Walther et al., 2024). The setup for these models was kept constant, i.e., the
same covariates were used. The remote sensing and PFT covariates were repeated in time to obtain uniform inputs. In addition
to these non-sequential models, we used two sequential models: A simple LSTM architecture, a model able to learn temporal
dynamics via its built-in memory processing mechanism, and a TCN model, which applies 1D convolutions in time. Those

sequential layers were stacked to achieve the extraction of complex temporal features. While the LSTM has, conceptually, an
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Figure 3. The three neural network layers used in this study: a) a feed-forward neural network, b) a temporal convolutional network (TCN),
which applies causal (i.e., does not consider future time steps) 1D convolutions in the time dimension and ¢) a long short-term memory
(LSTM) model, which uses recursion for information flow in the time dimension. The model inputs (xs,;) at site s and time ¢ are mapped to

the output s ;.

unlimited receptive field, the temporal context considered by the TCN depends on its hyperparameters. The neural network-

based models use the building blocks illustrated in Fig. 3 and were implemented in PyTorch (Paszke et al., 2019) v1.13.
3.3 Model training

To identify models with the capacity to generalize well to unseen sites, we trained them following an eight-fold cross-validation
scheme, for which the data splitting was kept identical across different models and architectures. To decrease the dependency
between the sets, we ensure that sites in close spatial proximity are part of the same set using clustering of coordinates. For
each of the eight folds, six of the cross-validation sets were used for training (75%), one for validation (12.5%), and one for
testing (12.5%), such that each site appeared in the testing set once. The training and validation sets were used for model
tuning with the early stopping algorithm: The model parameters were optimized on the training set, while the validation set
was used to evaluate the generalizability regularly (ten times in each training epoch). Once the validation loss converged over
a given number of validation steps (the “patience’), model training was halted, and the best parameters were restored. With
these parameters, the model was applied to the independent test set. This approach yielded independent predictions for each
site, which we then used to evaluate the model’s performance on a site-level basis. For a speedup of the training, the model was
iteratively fed with randomly selected sequences of two years. The first year was used for providing temporal context (similar
to the “spinup” in dynamic process models), while the second was used for tuning.

We used a random search over a predefined set of hyperparameters. For each model, 20 parameter sets were sampled
uniformly with replacement. The sets are reported in Table A1l in the Appendix. Note that we selected hyperparameter ranges
based on prior experiments, i.e., we excluded values that performed consistently badly in order to obtain a denser sampling
of the sensitive ranges. With this protocol, we tuned hyperparameters independently for each model except for 1inearreg,

which has no hyperparameters.
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3.4 Upscaling

To achieve global coverage, we fed the models with harmonized and gridded data from 2001 to 2021 with 0.05° spatial and
hourly temporal resolution. Due to the high computational demands, we decided to use only the overall best covariates setup,
which was met+rs, for all models. We did not use the 1 inearreg model for upscaling, as it showed significantly worse
performance compared to the non-linear algorithms. For each of the four remaining ML models, we compute an ensemble of
eight upscaling products. The members, herein referred to as “cross-validation ensemble”, correspond to the models obtained
from the cross-validation folds, i.e., each fold yielded one model which was trained and evaluated on an independent set of
sites. Note that this differs from the X-BASE setup (Nelson & Walther et al., 2024), where the cross-validation was used
exclusively for model evaluation, and the upscaling was done with a single model trained again on additional sites without
holding out a test set. This method does not yield an ensemble, and is, therefore, not suited for the evaluation of upscaling
robustness. The upscaled products are then evaluated by a ML model inter-comparison and by contrasting global yearly sums

and regional cross-validation ensemble mean and variability to independent products.

4 Results and discussion
4.1 Site-level modeling of evapotranspiration (ET)

In this section, the EC site-level prediction of ET is evaluated based on the cross-validation setup. We aim to understand the
impact of different covariate types and ML approaches on performance at different temporal scales and assess the relevance of

sequential model architectures on reproducing observed ET.
4.1.1 Model performances across scales

The overall site-level performance of hourly ET, shown in Fig. 4, depended more on the choice of covariates rather than on
the choice of the ML algorithm, except for the 1 inearreg model, which performed poorly. However, we observed a strong
interaction between the ML models and covariates. Figure 4 shows model performance in terms of the NSE for different ML
models and covariate groups by temporal scales: the raw time series (raw), the daily average (daily), the mean seasonal
cycle (seasonality), the daily anomalies (anom, the deviation from the seasonality), and the interannual variability (iav,
the year-to-year variability). Overall, linear regression was outperformed by the ML models by a large margin. On the raw and
daily time scale, the sequential models performed best, with a relatively stable NSE of about 0.75 and 0.64 across data setups,
respectively. The non-sequential ML models showed a significant increase in performance from the met and met+pft setup
to the setups including remote sensing observations, where they achieved similar performance as the sequential models. On the
seasonal scale and without remote sensing covariates, the sequential models performed best. With remote sensing covariates,
the tcn model performed the best, and the 1stm the worst, while differences among models remained relatively small (see
y-axis range). For the anomalies, all models benefited from adding remote sensing covariates, and the sequential models

performed consistently better across all data setups. For the interannual variability, all models show very low performance and
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Figure 4. Site-level evaluation for modeled evapotranspiration: Median Nash—Sutcliffe model efficiency (NSE) across sites for different
models (lines) and covariates (x-axis) for different temporal scales (panels). The scales shown are raw for hourly, daily for daily aggre-
gates, seasonal for daily seasonal, anom for daily anomalies (daily minus seasonal), and iav for interannual variability. For certain

temporal scales, some sites had to be removed due to NaN or Inf values; the number of sites used is indicated in the respective panel title.

the patterns are less clear; while the 1 stm improved with adding additional covariates, the other models showed a decreased
performance with PFT.

The linear models (1 inearreq) fell short consistently because evapotranspiration is characterized by complex interactions
and non-linear functions such that the advantages of ML become noteworthy. While the sequential models only marginally
improved with adding covariates related to ecosystem state, the non-sequential models improved more prominently. This is,
on the one hand, a sanity check for the sequential models: They were able to extract additional information from the temporal
meteorological covariates as expected. Still, adding remote sensing covariates improved and stabilized their performance. On
the other hand, this shows that remote sensing covariates are useful proxies for ecological memory: The sequential models
were able to extract additional information from antecedent covariates, but most of the information seems to be comprised
in remote sensing covariates, and thus, the non-sequential models achieved similar performance. This could be interpreted as
follows: Consider a drought at an EC site. By using past meteorology, the sequential models can infer a severe water deficit.
In contrast, the non-sequential models do not have access to such information. The drought stress is, to a certain extent, also
reflected in the vegetation indices, and therefore, all models with access to these covariates are informed about the drought
event.

On the anomaly scale, however, we observed a more distinct performance increase for the sequential models, and the 1stm
model in particular. This is noteworthy, as the anomalies are highly relevant to study and quantify ecosystem response to
uncommon or extreme conditions. This could be related to processes that are partially observable by remote sensing, but
cannot be derived from meteorology, such as forest or crop management and natural disturbances. The low performance on
iav was also reported by Jung et al. (2019) and Nelson & Walther et al. (2024).

It is notable that adding PFTs as covariates did not improve (and sometimes even harmed) model performance. PFTs have
long been criticized for not being representative of the continuous characteristics of ecosystems (Reichstein et al., 2014; Kattge

et al., 2011). As our experiments suggest, adding PFTs brings little to no information, while increasing the input features
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Figure 5. Comparison of a sequential (1 stm) and a non-sequential (xgboost) model in terms of absolute error and mean predicted ET in
the space of observed evapotranspiration X shortwave irradiation: Panel a) and b) show the difference in absolute error of the 1stm minus
the xgboost model, a) with meteorological covariates only, and b) when using the remote sensing covariates in addition. Here, magenta
represents cases where the sequential model performs better, and green vice-versa. The bottom panels ¢) and d) show the difference in mean
predicted ET of the 1 stm minus the xgboost model for the respective covariate setups. Here, red colors indicate an underestimation of ET

by xgboost compared to 1stm, and blue vice-versa. The histograms represent the marginal data distribution.

space; in fact, each of the nine PFTs adds another input dimension due to the one-hot encoding. This can—in general, and
particularly here due to the data-limitedness of the modeling problem—deteriorate model performance, supposedly due to
additional overfitting on the sparse information provided by the PFTs. We, therefore, suggest not to use the full stack of PFTs
as covatiates for EC flux modeling, but we encourage the exploration of alternatives, such as soil properties or plant traits.
This finding advocates for a comprehensive feature selection to identify more relevant static features and, therefore, to avoid
inflating the input dimensionality. Alternatively, or in addition, location embeddings, such as SatCLIP (Klemmer et al., 2024),

could help improve model generalizeability by providing a condensed representation of land surface characteristics.
4.1.2 Memory effects matter

As noted before, the difference in model performance between the sequential and non-sequential model shrank when remote
sensing observations were added as covariates. We investigate these differences in Fig. 5: As illustrated in the top left panel
(Fig. 5a), which shows the absolute error difference between the the 1 stm and xgboost, the non-sequential model performed
worse (i.e., magenta colors) with high incoming radiation (> 200 Wm~?2) paired with either low or high observed ET. To
represent these conditions, there must be an implicit knowledge about the water availability learned by the models. It seems

that the sequential model was able to learn proxies of wetness from the meteorological time series, but the non-sequential model
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was not. Rather, the latter learned an average behavior, which worked well in most instances. As remote sensing covariates
were added, the differences were reduced but did not entirely disappear (Fig. Sb). This interpretation is supported by Fig. 5c-
d, which show the difference in mean predicted ET between the sequential and the non-sequential model. Without access
to the remote sensing covariates (Fig. 5c¢), the non-sequential model overestimated ET with high incoming radiation but low
observed ET (i.e., blue colors); these are dry conditions that the model failed to identify. On the contrary, large observed
ET was underestimated by the non-sequential model (i.e., red colors); these are, supposedly, wet conditions. When adding the
remote sensing observations as covariates (Fig. 5d), the differences were reduced significantly. This comparison illustrates why
memory effects play a role in modeling ET and how remote sensing covariates are good, but not perfect, proxies for ecological
memory.

The temporal context length considered by the 1 stm cannot be quantified easily. It can—in principle—, access a minimum
of one year (the spinup time) and a maximum of two years (the sample sequence length) of context during training. For the
tcn, the context length depends on the tuned hyper-parameters: While the 1 stm processes the entire time series sequentially,
the tcn’s context depends on the number of layers and the kernel size. For tcn, the temporal context was 19 days for
the met setup, 9 days for the met+pft setup, and 4 days for the setups including the remote sensing covariates, met+rs
and met+pft+rs (also see Appendix A). This, again, indicates that the remote sensing features are well-suited proxies for
ecosystem memory, as a model having access to these observations needs a shorter context of meteorological conditions (19
versus 4 days). It is, however, not clear why the met+pft setup works best with a shorter context of 9 days. This could be
an artifact of the random search for the hyperparameter tuning or because PTFs contain some information about the climate,
providing a shortcut to bypass the extraction of temporal features containing similar information. Overall, it is somewhat
surprising that additional context did not improve model performance, as ecological memory can span across multiple months
or even years (Ogle et al., 2015; Besnard et al., 2019; Kraft et al., 2021). We hypothesize that the sparse nature of extreme
events (e.g., disturbances or droughts, which can have long-term effects) and biases in the observations (Jung et al., 2023) pose

a challenge for the ML models to identify the more fine-grained, long-term memory effects.
4.2 Scaling evapotranspiration to global coverage

With the models optimized at the site level, we create global ensembles of ET estimates. The ensemble members were trained
with different subsets of the training data within the cross-validation scheme. At the site level, the differences between ML
models were small when considering remotely sensed observations as covariates. However, when scaling globally, data dis-
tribution shifts can (and will) affect different model types in different ways. The shifts evolve from the different scales of the
measurements (point at EC site versus grid globally), the different data products used (direct observation of meteorological
variables at EC site versus reanalysis globally), and the spatial extrapolation into different ecoclimatological conditions from
irregularly and sparsely sampled locations. In this section, we consider the performance of the different ML approaches while

scaling out of the flux station locations.
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Figure 6. Global annual evapotranspiration (ET) per model. The violin plots represent the density of independent cross-validation runs (black
dots), with their mean values across runs displayed as white dots. The data from a number of land surface models (1 sm), the GLEAM product

(gleam), and FLUXCOM X-Base (xbase) are added as reference.

4.2.1 Global patterns of evapotranspiration

On the global scale, the ML ensembles yielded mean annual sums of ET within less than 10 percent difference, while the neural
networks showed considerably larger ensemble spread than xgboost. Global annual ET (the cross-validation ensemble mean)
amounted to about 65-103 km?® y~* for the non-sequential models xgboost (65.340.9-10% km® y 1) and fcn (65.645.0-103
km? y~1), in agreement with the land surface models ensemble mean (1sm) of 64.746.9-10% km? y~!, and to about 60 - 103
km? y~! for the sequential models tcn (59.8 £4.3- 103 km? y ') and 1stm (61.8 4+ 3.7 - 103 km?3 y~!) on average (Fig. 6).
This amounts to a 8% lower annual ET estimate by the sequential models. Both gleam and xbase estimate a larger global
ET around 70x 10? km?® y~!. The large range of neural network-based models was encompassed by the large spread of results
from an ensemble of land surface models (1 sm), whereas the spread between xgboost members was considerably smaller.

Overall, the ML models showed consistent patterns of spatial mean, while systematic deviations are evident in mid to low
latitudes. This is shown in Fig. 7a, which represents the spatial model ensemble means per grid cell of xgboost (most left),
and its difference to the means predicted by the other ML models. While the differences were low in Northern America, Europe,
and Central Asia, we saw larger discrepancies elsewhere. In sub-equatorial zones of Africa, South Asia and the Himalayas,
xgboost estimated larger ET on average than fcn, and vice-versa for arid to hyper-arid deserts. Compared to the sequential
models (the two right-hand side panels in Fig. 7a), xgboost estimated larger ET globally, but in particular in the tropics and
sub-tropics, but not for rain forests and deserts. In the temperate zone, the differences were marginal. Still, the bias between
models on grid-cell level was relatively small compared to the uncertainties of the site-level ET measurements (Bambach et al.,
2022).

In terms of spatio-temporal patters, all ML models showed a very similar agreement with gleam. This is shown in the

diagonal panels in Fig. 8, which represents the monthly ET values of the ML models versus gleam, with pooled temporal
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Figure 7. Spatial model evaluation and comparison. a) Grid level cross-validation ensemble mean ET for the xgboost model is shown
in the leftmost map, the difference between xgboost and the neural network—based models is shown in the remaining columns. b) The
grid level median absolute deviation (MAD) per ML model quantifies the cross-validation ensemble uncertainty in mm d~'. The map inset

histograms represent the distribution of the values weighted by the grid cell area; the median is shown as dashed black line.

and spatial dimension. The linear correlation was between r = 0.86 and r = 0.87 in all cases. In the upper triangular panels
in Fig. 8, which displays the realtionship between pooled spatio-temporal anomaly values, we see that the linear correlation
was between r = 0.92 and r = 0.97. Here, the strongest correlation (r = 0.97) was found between the sequential models. The
weakest relationships were found between xgboost and the sequential models (r = 0.92 and r = 0.93).

The neural network-based models exhibited considerably larger ensemble spread mainly in the tropics, as displayed in
Fig. 7b. The figure shows the grid cell median absolute deviation (MAD) per model in mm d~!, computed on a monthly scale
and averaged across time afterwards. Here, xgboost (left-hand side panel) had a low ensemble spread in general, with slightly
larger values in tropical and sub-tropical regions and moderate hot spots in rainforests. The other models showed a considerably
larger ensemble spread. The fcn yielded the largest spread, with high values in the topical zone. The ensemble spread of the
neural networks did not show a strong agreement in terms of spatio-tempoal patterns. The lower triangular panels in Fig. 8
indicate that the association was weak between tcn and fcn (r = 0.64), as well as between tcn and 1stm (r = 0.71), and
slightly larger between 1stm and fcn (r = 0.82). Interestingly, the relationship between the neural network-based models
and xgboost was not much lower with values from r = 0.59 to r = 0.69.

We identified three noteworthy features of our upscaling results, which we discuss in more depth in the following subsections.
First, we discuss the lower global integral of predicted ET of our upscaling results compared to the similar xbase approach.
Second, we consider the lower ET predicted by the sequential models compared to the non-sequential models. Third, we have

a closer look at the larger ensemble spread of the neural networks when compared to xgboost.
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the ML models.
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4.2.2 Inconsistencies between annual ET across setups

The global ET estimates, especially by the sequential neural networks, were low compared to our current understanding of
global ET magnitude of about 7045 - 10% km® y ! based on a variety of methods (Jung et al., 2019) and compared to gleam
and xbase. Some underestimation in our global ET estimates would be expected due to the systematic energy balance closure
gap problem across flux station sites (Stoy et al., 2013; Zhang et al., 2023) for which no correction has been applied here.
The associated uncertainty for global ET is estimated to be about 20% (Jung et al., 2019) and could explain the apparent
underestimations, while multiple indications suggest only a comparatively small underestimation of global ET due to the
energy balance closure gap problem (Mauder et al. (in review), will be added in final version). However, the xbase approach
suffers from the same issues, but estimates a relatively large global ET. Spatially, the differences originate mostly from mid
to low latitudes. These are regions that are generally underrepresented by EC sites (see Fig. 1b and Jung et al., 2011, 2019;
Nelson & Walther et al., 2024). The larger estimates of ET by fcn and 1stm in the Sahara and Arabic desert are notable, as
Nelson & Walther et al. (2024) already pointed out an overestimation in arid regions by their xbase setup, which was based
on the XGBoost method.

The inconsistencies between xbase and our results were surprising, as the same framework, and in the case of xgboost
even the same machine-learning model, was used. A key difference between our approach and xbase is the cross-validation
setup and the way how the upscaling was done after training. While we used each member of the 8-fold cross-validation for
upscaling, xbase was based on 10-fold cross-validation, and a final model was trained on nine folds for training and one
for early stopping. This re-training of xbase on additional data may have a positive impact on model quality, yet it yields
only one upscaling product instead of an ensemble. However, it seems unlikely that this retraining caused an increase of about
10% from xgboost to xbase. Furthermore, xbase uses some additional input variables, namely PFT (which we did use
for the site-level experiment but not for the upscaling), near-infrared reflectance of vegetation (NIRv), and nighttime land
surface temperature. While all of those variables may have had an influence on the upscaling result, we posit that the PFT had
the largest impact. Considering the relatively small number of approximately 215 EC training sites per cross-validation fold
and the redundancy within the data due to spatial autocorrelation, incorporating additional covariates can present challenges.
The sparseness of the one-hot-encoded PFTs is particularly problematic, as certain PFTs are represented only by a handful of
EC site instances. Hence, these sparse instances can exert disproportionate leverage on the upscaling results. This hypothesis
is supported by the site-level cross-validation results (Fig. 4), where using PFTs did have inconsistent impact on the model
performance. While it is unclear why xbase achieved global ET that is more consistent with other sources, we note that

seemingly small methodological choices had a larger impact on the upscaling results than the ML model type.
4.2.3 Lower ET predicted by sequential models

The systematic 8% difference in global annual ET between sequential and non-sequential models is noteworthy, since the
feature sets and training data were identical. From the site-level cross-validation experiment, we learned that the sequential

models represent ET slightly better (Fig. 4). It is possible that the sequential models learned a better representation of the
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Table 2. Global evapotranspiration (ET) correlation across model ensemble members. The correlation is calculated from the yearly ET of the
cross-validation ensemble members, which are based on the same training sites. The upper triangular (in boldface) represents the Pearson

correlation (the linear relationship) and the lower triangular shows the Spearman rank correlation (the monotonic relationship).

xgboost fcn tcn lstm
xgboost  1.00 0.36 0.65 0.39
fcn 0.62 1.00 0.25 0.45
tcn 0.81 0.38 1.00 0.09
lstm 0.36 0.31 0.33 1.00

underlying processes, and that we should trust them more than the other ML models and prior studies. To investigate this, we
analyze the similarity between the two sequential models by quantifying the alignment of the ensemble members in terms of
global ET (the black dots in Fig. 6) using the Pearson (r) and Spearman (p) correlation between them. The former quantifies
a linear, the latter a monotonic (regardless of linear or not) relationship. As the ensemble members were trained on the same
training subsets, we would see a high correlation between models if they learned similar representations from the data. This is,
however, not the case, as shown in Tab. 2. The largest agreement was found between t cn and xgboost (r = 0.65, p = 0.81),
followed by 1stmand fcn (r = 0.45, p = 0.31) and xgboost and fcn (r = 0.36, p = 0.62). The sequential models showed
the lowest alignment between ensemble members in terms of the linear relationship (r = 0.09) and moderate alignment in
terms of the rank correlation (p = 0.33). In summary, the sequential models did, when trained on the same subsets of sites, not
behave similar in terms of global annual ET. Therefore, it seems unreasonable to assume that the lower global ET estimated by
the sequential neural networks is due to a better (and hence more consistent) representation of the processes.

The lower ET estimates may be attributed to shifts in covariate distribution for several reasons. Site-level data is measured
by local meteorological stations, whereas global grid data is reanalysis-based, introducing a twofold shift. Firstly, site-level
observations represent point measurements, while the reanalysis data, with a 0.05° spatial resolution, smoothes local variations.
Secondly, reanalysis is based on data assimilation, harmonizing diverse observations with process models, and often exhibits
biases and overly smooth solutions, contributing to data shifts in upscaling approaches (Parker, 2016; Hersbach et al., 2020;
Grusson and Barron, 2022; Valmassoi et al., 2023). Additionally, upscaling involves extrapolating into poorly represented
ecoclimatic regions (Fig. 1), potentially affecting sequential models more severely due to their reliance on past meteorology.
As a reminder, the remote sensing data originates from the same data source for site level and global grids and thus, the
distribution shift is less severe compared to the meteorological covariates. Therefore, the models that learn ecosystem state via
remote sensing covariates rather than via past meteorology could be more robust. Consequently, we hypothesize that sequential
models are more impacted by distribution shifts, which calls for efforts to close this gap.

In contrast to the systematic differences in terms of mean ET, its relative patterns were robustly predicted across ML models.
The consistent correlation with gleam in terms of ensemble means of monthly ET (diagonal panels in Fig. 8), and the small

differences in terms of monthly ET anomalies (upper triangular panels in Fig. 8), indicate that the distribution shift from
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site level to global gridded scale introduces stronger divergence on the mean values than on the relative spatial patterns and

temporal dynamics.
4.2.4 Larger ensemble spread by the neural networks

The substantial variation in the model ensemble spread indicates a significant impact of model architectures on the upscaling
process. The neural network-based models exhibited ensemble variability comparable to the spread of land surface models
(1sm) on a global annual scale. The xgboost model demonstrated considerably lower variability across cross-validation
members (Fig. 6). A low ensemble spread is generally deemed advantageous. Nonetheless, it is unclear whether the high
robustness of xgboost signifies low uncertainty or if it indicates underfitting or a rigid extrapolation behavior, which could
lead to heavily biased predictions. In terms of underfitting, no such behavior was observed at the site level (Fig. 4), where the
performance of fcn and xgboost was nearly identical across various scales and data setups. Rigid extrapolation behavior
could be linked to the “bound truncation” behavior of regression trees during out-of-distribution extrapolation (Malistov and
Trushin, 2019). This behavior constrains predictions to the range of the training data, limiting the model’s ability to extrapolate
beyond observed values and potentially introducing bias into the upscaling results. If this was the case, we would expect the
neural networks to show better alignment among each other than with xgboost. However, xgboost was not an outlier
among the models in terms of patterns of spatial ensemble spread (the lower triangular in Fig. 8), alignment with GLEAM
(diagonal in Fig. 8), or spatio-temporal patterns of upscaled anomalies (the upper triangular in Fig. 8). Thus, it seems that
the xgboost ensemble spread was not necessarily a sign of a rigid extrapolation behavior but rather a sign of more robust
predictions. In contrast, the neural network-based models showed an extensively large ensemble spread, which could indeed

be related to the notoriously challenging out-of-distribution prediction with such flexible models (Pastore and Carnini, 2021).
4.3 Lessons learned and outlook

From site-level analyses, it was observed that sequential models generally outperform non-sequential models in ET flux mod-
eling (see Fig. 4). This finding is consistent with the results by Besnard et al. (2019), who found similar behavior for NEE
flux modeling. When covariates that effectively represent ecosystem state, such as vegetation indices, were incorporated, the
performance gap between non-sequential models (e.g., XGBoost and fully-connected feed-forward neural networks) and se-
quential models narrowed, although latter continued to exhibit superior performance at the anomaly scale. It is conceivable that
advanced deep learning architectures, such as those based on transformers, might further enhance model performance. How-
ever, results by Nakagawa et al. (2023) on modeling EC gross primary production (GPP) using a temporal fusion transformer
showed only marginal improvements, aligning with our observations that EC flux modeling remains a data-limited challenge
with limited benefits from time-domain deep learning techniques to date.

Upscaling to global coverage introduces significant covariate shifts, resulting in unexpected impacts on the global estimates.
Notably, minor modifications in the experimental setup relative to xbase (Nelson & Walther et al., 2024), such as the exclusion
of some covariates, resulted in substantial deviations in global ET estimates (see Fig. 6). Sequential deep learning models

tended to predict lower global ET values compared to non-sequential models and independent evaluations. This discrepancy
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may be attributed to the resilience of non-sequential models to covariate shifts, particularly those utilizing robust remote sensing
data. Previous studies, such as Jung et al. (2019), have acknowledged these uncertainties in ML-driven upscaling, yet our
study underscores the critical role of cross-validation, data handling, and ML configuration in influencing these uncertainties.
Notably, similar findings were reported by Zhu et al. (2024).

The XGBoost method resulted in a more robust upscaling ensemble compared to those derived from neural network models
(Fig. 7 & 8). Nevertheless, all tested machine learning models showed similar agreement with the independent GLEAM product
in terms of spatio-temporal patterns, and there was significant agreement among the models at monthly anomaly time scales in
terms of correlation. This suggests that the upscaling was robust in terms of spatio-temporal patterns, apart from the previously
mentioned biases, across the machine learning models. From this analysis, we consider XGBoost to be a well-suited tool for
upscaling of EC fluxes, while the complexity and higher energy consumption of sequential approaches with their small added
value renders such methods, currently, less favorable for practical applications in EC upscaling. This finding is supported by the
analysis of Zhu et al. (2024), which found LSTMs to perform only marginally better in challenging regions, i.e., the tropics.
We strongly encourage the investigation of methodological aspects and their impact on upscaling beyond machine learning
type. This involves the role of covariates, ML approaches, cross-validation schemes, and distribution shifts. Special emphasis
should be placed on investigating the role of spatial features, either through more targeted ablation studies similar to the one
performed here, via feature selection, or by considering continuous EC site data, such as plant traits (Kattge et al., 2011),
soil properties (Hengl et al., 2017), or deep learning-based location embeddings (Klemmer et al., 2024). This approach could
provide deeper insights into the contribution of these features to the overall model performance and upscaling results. A tool
for conducting such systematic methodological experiments (“FLUXCOM-X"), which was also used within this study, was
recently introduced by Nelson & Walther et al. (2024).

Nonetheless, we believe that (sequential) deep learning is a promising approach to enhance flux modeling and upscaling, of-
fering advanced computational techniques capable of managing complex, non-linear interactions within ecosystems. However,
to maximize the effectiveness of deep learning in such a data-limited setting, it is essential to implement additional constraints
and integrate richer data sources (Reichstein et al., 2019). The accuracy of deep learning models heavily relies on the quality
and diversity of the input data (Karpatne et al., 2019). Enhancing these models with additional covariates that accurately reflect
ecological and atmospheric conditions can significantly improve their predictive power. Additionally, expanding the network of
flux stations and sharing the data for scientific applications would enhance the data base to cover more diverse ecological con-
ditions and climate zones, thereby enriching the training data used for model calibration and validation. Furthermore, applying
constraints at a regional level, akin to the approach by Upton et al. (2024), who used an ensemble of atmospheric inversions
of NEE as large-scale guidance for flux upscaling, could be used to reduce biases. For ET modeling, large-scale water balance
could be used as a regional constraint, for example.

To enhance the performance of deep learning approaches in EC measurement upscaling, leveraging additional data sources
could be highly beneficial. Techniques such as transfer learning are particularly effective (Caruana, 1997; Pan and Yang,
2010). By transferring knowledge from one region to another or utilizing richer, related datasets, models can achieve better

generalization, especially in data-sparse areas. To address shifts in covariates caused by various factors discussed earlier,
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domain adaptation methods (He et al., 2023) offer a valuable toolbox for reducing upscaling biases. Additionally, more efficient
extrapolation through meta-learning can further improve generalizability in undersampled regions (Nathaniel et al., 2023).

As a complementary pathway, incorporating prior scientific knowledge into deep learning models could help address chal-
lenges associated with data extrapolation and distribution shifts encountered in upscaling (Reichstein et al., 2019; Kraft et al.,
2022). Such integration aids in aligning model outputs with established physical laws and ecological principles, thereby im-
proving the reliability of the predictions (Reichstein et al., 2022). Physics-informed and hybrid physics/ML approaches rep-
resent a cutting-edge direction in the field of flux modeling, as they merge the empirical strengths of deep learning with the
deterministic nature of physical models. For upscaling into undersampled regions, such constraints can nudge the model out-
puts towards physically more plausible solutions. As an example, encoding simple relationships between precipitation and
evaporation, or vegetation and transpiration, could help reducing ET estimates in arid regions, where EC stations are lacking.
Although challenging, more comprehensive physical process parameterizations, such as the Penman-Monteith equations, can
be combined with machine learning to estimate ET (Zhao et al., 2019; ElGhawi et al., 2023). This could, in principle, reduce
the widely reported regional biases, which we identified to be currently the main challenge in flux upscaling.

In this study, we focused on the modeling and upscaling of ET. However, we believe these findings are broadly applicable

to the upscaling of ecosystem-atmosphere fluxes in general.

20



480

485

490

495

500

https://doi.org/10.5194/egusphere-2024-2896
Preprint. Discussion started: 10 October 2024 EG U
sphere

(© Author(s) 2024. CC BY 4.0 License.

5 Conclusions

In this study, we assessed different data setups and ML approaches for modeling ET fluxes at EC sites in a cross-validation
setup and assessed the robustness and quality of upscaled ET at a global scale. From our analysis at the site level, we conclude
that sequential deep learning approaches can outperform non-sequential models for ET flux modeling.

The sequential models learned memory effects related to water availability, which led to a better representation of arid and
wet conditions. However, when adding remote sensing observations, the advantage of using sequential models shrank as these
covariates provided appropriate proxies for ecological memory. Using PFTs did not increase model performance overall and
even decreased performance in some cases. Thus, we suggest to further investigate the role of PFTs for the modeling of EC
fluxes and we encourage exploring other static variables instead, or, alternatively, to perform feature selection to keep the
number of covariates low.

The sequential and non-sequential models yielded systematic differences of global mean ET. Therefore, it seems that the
models learned different representations and behaved not the same when fed with new, potentially differently distributed,
gridded data. As long as we do not understand the sources of those uncertainties, it is beneficial to use structurally different
ML models to get a plausible estimate of robustness.

Given the additional complexity of the sequential neural networks and the sequential data handling, the relatively small
performance increase at site level, and considering the underestimation of ET globally and the large ensemble spread, we
conclude that using such advanced modeling techniques is not a strict requirement for modeling ET globally. Non-sequential
machine learning, such as XGBoost, can provide comparably robust predictions across scales when paired with good-quality
meteorological and remote sensing covariates.

The potential of upscaling ET to a global scale via modern ML approaches seems to be limited by the information con-
tent in the EC site-level data, and hence, small changes in the setup might have a big leverage on the poorly constrained
upscaling problem. Thus, other pathways need to be explored. The integration of richer data sources, such as additional covari-
ates or additional EC stations, regional constraints, related data via transfer learning, and the incorporation of prior scientific
knowledge could increase both the robustness and physical consistency of the global upscaling products. By embracing these
strategies, deep learning has the potential to deliver more precise, robust, and physically grounded predictions across diverse

environmental scenarios.

Data availability. The upscaled ET fields generated for this study are available from the corresponding author upon reasonable request.
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Table Al. Hyperparameter search space and the best performing hyperparameter per model and setup. The best combination was found by
evaluating 20 random samples based on early stopping validation loss. The xgboost and fcn models are non-sequential, the 1stm has
minimum of one year (9k hourly time steps) and maximum of two years of theoretical context (18k hourly time steps), and the t cn model’s

temporal context depends on the hyperparameters (reported in the row temp. context), ranging from 90 to 450 hours, i.e., about 4 to 19

days. The number of parameters per model is reported in the row # parameters.

Model Hyperparameter Search space Selected hyperparameter per setup
met met+pft met+rs met+pft+rs
xgboost max_depth {6, 8, 10, 12} 10 12 8 12
learning_rate {1072,107%,2x 107} 107! 107! 107! 107!
min_child_weight {1, 5,10} 1 5 5 5
max_delta_step {1, 5,10} 10 10 5 5
# parameters derived 208K 640K 132K 1300K
fcn num_hidden {128, 256} 128 128 256 256
num_layers {3, 4} 3 3 4 3
dropout {0.0, 0.2} 0.2 0.2 0.2 0.2
learning_rate {10_6, 1075, 10_4} 107¢ 1076 1075 107
weight_decay {10-%,107%,107*,10°} 107® 107? 1073 10"
# parameters derived 17K 19K 134K 71K
tcn num_hidden {64, 128, 256} 64 256 256 256
num_layers {2,3,4} 4 3 4 4
kernel_size {4, 8, 16} 16 16 4 4
dropout {0.0,0.2} 0.2 0.2 0.2 0.2
learning_rate {1075,1075, 1074} 1076 1076 107° 107°
weight_decay {1073,1072,1071} 1073 1071 1072 1072
temp. context derived 450 210 90 90
# parameters derived 473K 5600K 2000K 2200K
lstm num_hidden {64, 128, 256} 128 256 128 64
num_layers {1, 2} 1 2 1
dropout {0.0, 0.2} 0 0.2 0.2 0.0
learning_rate {1075,1075, 1074 1074 106 10~ 10~
weight_decay {1073,1072, 1071} 107! 1073 1073 107!
# parameters derived 217K 344K 219K 25K
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