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Abstract One of the persistent challenges of Land Surface Models (LSMs) is to determine a realistic yet
efficient sub-grid representation of heterogeneous landscapes. This is particularly important in emulating the
fine-scale and nonlinear interactions between water, energy, and biogeochemical fluxes at the land surface.
In LSMs, landscape heterogeneity can be represented using sub-grid tiling techniques, which partition
macroscale grid cells (e.g., 1°) into smaller units or “tiles.” However, there is currently no formal procedure to
define the number of tiles required to adequately represent the heterogeneity of hydrologic processes within
a macroscale grid cell, and across spatial scales. To address these challenges, a new approach is presented to
diagnose sub-grid process heterogeneity formally and to infer an optimal number of tiles per macroscale grid
cell. The approach is demonstrated using the HydroBlocks modeling framework coupled to Noah-MP LSM
implemented over a 1.0-degree domain in Western Colorado in the United States. Our results show that (a)

a surrogate model can accurately infer the spatial structure of the LSM's time-averaged hydrological fields,
with over 95% overall R? performance in the validation stage; (b) the optimal configurations for a target
level of complexity can be determined using a multi-objective Pareto efficiency analysis, which includes

the simultaneous representation of the multi-scale heterogeneity of several processes; (c) the use of ~100
tiles effectively reproduces a quasi-fully distributed LSM setup (i.e., 83,000 tiles) with approximately 1%

of the computational expense. This method provides a path forward to efficiently determine the optimal tile
configurations for LSMs while simultaneously considering the spatial heterogeneity and spatial accuracy of
hydrologic processes.

1. Introduction

Land Surface Models (LSMs) are physically based numerical models that simulate the coupled fluxes of water,
energy, and carbon cycles on the land-atmosphere interphase (Fisher & Koven, 2020; Vergopolan et al., 2020).
Traditionally, LSMs are used to serve as boundary conditions to large-scale models (e.g., Earth System Models
(ESMs)) by representing the influence of the land on meteorological processes in terms of energy partitioning,
water fluxes, surface roughness, albedo, among others (Fisher & Koven, 2020). As uncoupled models, LSMs also
provide spatially distributed, physically based modeling tools, making them critical scientific assets in predicting
hydrological variability at various scales. Thus, LSMs allow addressing societal needs for information about
water and energy over continental and global domains (Fang et al., 2015; Koch et al., 2017; Sheffield et al., 2014;
Xia et al., 2016).

Although current state-of-the-art LSMs are discretized at scales ranging from 10 to 100 km, many of the under-
lying processes (e.g., runoff generation) occur at much finer spatial scales (Avissar & Pielke, 1989; Beven, 2010;
Bloschl & Sivapalan, 1995; Famiglietti & Wood, 1994; Vergopolan et al., 2022). Assuming homogeneity of these
processes within LSM grid cells neglects the nonlinear nature of the system; which can ultimately lead to various
estimation issues (e.g., errors in estimation for development of the planetary boundary layer, initiation of shallow
and deep convection, and cloud formation and precipitation) (Fisher & Koven, 2020; Simon et al., 2021; Tesfa
et al., 2014; Vergopolan et al., 2022). Hence, correctly representing the effects of this physical heterogeneity
in the LSM macroscale grid cells is vital to accurately represent weather and climate dynamics, as well as the
hydrologic cycle (Chen et al., 2020; Li et al., 2013; Salmun and Molod, 2006).

In recent decades, the land surface modeling community has seen an increase in computational power and avail-
ability of spatially distributed environmental data sets at high resolutions. This has continued the early 2010
“hyper-resolution modeling” debate on how to effectively represent sub-grid heterogeneity in LSMs (Beven
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& Cloke, 2012; Beven et al., 2014; Bierkens, 2015; Wood et al., 2011). Generally speaking, two options are
considered: (a) splitting the landscape (i.e., modeling domain) down to a meter-resolution with the hope that
heterogeneity stops being an issue, and (b) aggregating the landscape to some scale at which the effects of the
sub-grid heterogeneity are contained (Sivapalan, 2018). Significant uncertainties in model structure, parameters,
and forcing make the deterministic meter-resolution fully distributed model unfeasible and impractical in most
cases. On the other hand, aggregating the landscape using simplified representations of heterogeneity is a gener-
ally more feasible solution. Therefore, there is a persistent need for LSMs to derive effective yet efficient aggre-
gation methods for spatially heterogeneous landscapes. To address this issue, most LSMs use sub-grid “tiling”
techniques to divide grid cells into smaller units (i.e., tiles). Within this semi-distributed framework, each tile's
water, energy, and carbon cycles are resolved independently, assuming intra-tile homogeneity (Li et al., 2013).
As the number of tiles increases, the average tile-size decreases, and the simulation outputs approach those for a
fully distributed configuration (i.e., convergence of the spatial pattern (Chaney, Metcalfe, & Wood, 2016; Chaney
et al., 2018, 2021)). The convergence pattern is a function of various factors, including the domain size, the
implemented tiling scheme, the analyzed hydrological process, the adopted temporal aggregation, and the metric
used to define agreement with the fully distributed simulation; this variety of factors makes the selection of a
single optimal tiling configuration a challenging task.

Recognizing the multi-scale nature of spatial heterogeneity in land surface processes, the land modeling commu-
nity is constantly rethinking how to represent the hierarchical structure of heterogeneity within tiling schemes.
Tiling techniques have evolved from user-defined equally sized tiles (Chen et al., 1997) to structural grid parti-
tion techniques based on the spatial distribution of vegetation, soil properties (Melton and Arora, 2014), and
topography (Hao et al., 2022), to more formal clustering techniques (Chaney, Metcalfe, & Wood, 2016; Chaney
et al., 2018, 2021; Newman et al., 2014). Along with these advances, some modern tiling schemes also intro-
duced direct inter-tile interactions at subsurface- and surface-level (Ajami et al., 2016; Chaney, Metcalfe, &
Wood, 2016; Chaney et al., 2018, 2021; Clark et al., 2015; Subin et al., 2014; Swenson et al., 2019). Adding
these interactions has been shown to improve the modeling of baseflow production, the representation of riparian
ecosystems, the accuracy of the energy balance partitioning, and the effectiveness of the sub-grid runoff routing
schemes (Chaney et al., 2018, 2021).

One flexible land surface modeling framework accounting for multidimensional clustering, subbasin struc-
ture, and inter-tile interactions is HydroBlocks (Chaney, Metcalfe, & Wood, 2016; Chaney et al., 2018, 2021).
HydroBlocks uses a Hierarchical Multivariate Clustering (HMC) scheme to determine the tiles' configuration
within the modeling domain coupled to the traditionally used NOAH-MP vertical LSM (Niu et al., 2011). The
tiling scheme simultaneously accounts for three levels of heterogeneity, from coarse to fine: (a) large-scale
patterns over large extensions of the landscape (i.e., watershed-scale heterogeneity), (b) differences in processes
due to elevation (i.e., elevation heterogeneity), and (c) small-scale heterogeneity produced by soil features and
land cover (i.e., small-scale heterogeneity). The primary goal of HMC is to provide an approach that robustly
accounts for the different sources of multi-scale heterogeneity while still ensuring simplicity and computational
efficiency. This tiling scheme structure is flexible enough to account for a single or several proxies of physical
heterogeneity, converging to more traditional structural grid partition techniques.

Despite the significant advances in tiling schemes over the last decade, many issues persist. First, defining the
tile configuration per macroscale grid cell remains mostly an arbitrary decision. Besides, commonly used tiling
schemes are usually over-simplistic, relying solely on one or two proxies of physical heterogeneity to determine
the tiling structure and disregarding the computational expenses derived from redundant tiling. To the best of
our knowledge, there has not been any attempt to objectively determine the optimal resolution of tiles per mode-
ling domain for a given tiling scheme. Second, over large-scale domains, LSM sub-grid outputs are mostly only
summarized and evaluated via macroscale grid statistics: spatial mean and variance. Equations 1 and 2 present
the equations used to compute these statistics for any domain containing gridded information:
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where y represents the spatial mean, ¢ the spatial standard deviation, N
the number of pixels or grid cells within the domain, and n; the value of

each pixel. Although informative, these statistics are insensitive to the
tiles' large-scale spatial patterns (i.e., pattern-agnostic metrics) (Jupp and
Twiss, 2006). Figure 1 shows three simplified land surface representations

40
HO (-) with identical macroscale grid statistics but different spatial patterns. By

using spatial metrics that are insensitive to spatial structure (e.g., spatial

Figure 1. Three simplified land surface representations (a, b, and ¢) with mean and variance), the three cases are indistinguishable from each other.

the same macroscale spatial mean and spatial variance but different spatial
patterns. The fields correspond to any hydrological output (HO).

This issue is especially important as emerging work shows the importance
of correctly representing the sub-grid spatial coherence to explain the role of
sub-grid heterogeneity on atmospheric response (Simon et al., 2021).

Finally, as mentioned previously, the selection of a single optimal tiling configuration is a challenging task. The
problem becomes more complex as the multi-scale heterogeneity of the physical environment can, at times,
have different importance for different processes. In other words, a tiling structure that accurately represents one
process may not be the most appropriate for a different one. Besides, the number of tiles must also be considered
as it is a decisive factor in ensuring computational tractability. Therefore, to achieve accurate representation of
various processes as well as computational efficiency, informed decisions about the heterogeneity representation
in the models must be taken in the presence of at least two conflicting objectives.

This study presents a path forward in determining the optimal tiling configurations in LSMs using the HMC
tiling framework. To this aim, we introduce a metric to assess modeled sub-grid heterogeneity along with a
multi-objective approach to optimize computational expenses based on the selection of the appropriate tiling
configuration. These developments are implemented and tested over a 1.0° bounding box centered at the East
River Watershed Function Scientific Focus Area in Western Colorado in the United States. The high landscape
heterogeneity of this domain in terms of its topographic, vegetative, and climatic features provides an ideal
case for quantifying optimal sub-grid heterogeneity. As such, the key developments in this paper include (a) a
pattern-aware metric to measure hydrologic heterogeneity of LSM-derived fields; (b) a sensitivity analysis of the
parameters of the LSM tiling scheme to relate the convergent behavior to the source of heterogeneity driving it,
and (c) a multi-objective optimization approach to determine the tile configuration that for the desired tolerance
and particular set of outputs, more closely approximates a quasi-fully distributed configuration. The methodology
introduced here provides a pathway forward to diagnose sub-grid process heterogeneity formally and to infer an
optimal number of tiles per macroscale grid cell.

2. Data and Methods
2.1. Study Domain

A 1.0° box in central-western Colorado in the United States is used in this study (Figure 2). The domain falls
within the Upper Colorado River Basin and includes catchments such as the East River, Washington Gulch,
Slate River, and Coal Creek. The bounding box is part of the Elk Range in the Rocky Mountains. The domain
is selected due to the observable role of the physical environment in the sub-grid heterogeneity. With elevations
ranging between 2,000 and 4,000 m (Figure 2b), the area has primarily sandy soils with some clay deposits on
the southwest hills (Figure 2¢). The major land-cover types include deciduous forest (27%), evergreen forest
(26%), shrubs and scrubs (23%), and grassland and herbaceous (13%) (Figure 2d). The region exhibits strong
North-South gradients in precipitation and temperature with precipitation increasing toward the north (and vice
versa with temperature).
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Figure 2. The study area consists of a 1.0° box in central-western Colorado. The domain contains the East River Watershed Function Scientific Focus Area; (a)
location within CONUS, (b) zoomed-in satellite visible imagery and coordinates, (¢) USGS 3DEP elevation, (d) POLARIS clay content, and (e) NLCD land cover
classification (Chaney et al., 2019; Gesch et al., 2010; Homer et al., 2015).

2.2. Modeling Framework: HydroBlocks

HydroBlocks is a modeling framework that aims to resolve the surface water and energy cycles at field scales
(Chaney, Metcalfe, & Wood, 2016). The main feature of HydroBlocks is the use of the HMC tiling scheme
(explained in detail in Section 2.3). By applying HMC, HydroBlocks leverages the repeating patterns over
the landscape (i.e., the spatial organization) by clustering areas of assumed similar hydrologic behavior into
hydrologic response units (HRUs) or “tiles” (Vergopolan et al., 2020). Note that in HydroBlocks, the regions of
the landscape that belong to a given HRU or tile can be spatially separated, a departure from the original concept
of an HRU (Fliigel, 1995). Although the terms “HRU” and “tile” in HydroBlocks are interchangeable, this study
will use “tile” for consistency.

In HydroBlocks, the macroscale grid cell is partitioned into multiple tiles using HMC, and the NOAH-MP verti-
cal LSM (Niu et al., 2011) is then used to resolve the vertical land surface processes at each time step. The version
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Table 1

Description of the Selected Schemes Within NOAH-MP LSM

Parametrization

Selected scheme

Dynamic vegetation

Canopy stomatal resistance

Off. It uses the table-based leaf area index

It parameterizes stomatal conductance as a function of soil moisture, atmospheric temperature,
radiation availability, and vapor pressure deficit (Jarvis, 1976).

Soil moisture factor for stomatal resistance Noah type: The soil moisture factor controlling stomatal resistance is parameterized as a function of

Runoff and groundwater

Surface layer drag coefficient

Supercooled liquid water in frozen soil

Frozen soil permeability

Radiation transfer

Ground snow surface albedo

soil moisture (Chen & Dudhia, 2001).
TOPMODEL-based scheme with equilibrium water table (Niu et al., 2005).
Monin-Obukhov-based (Brutsaert, 1982)
Variant of the freezing-point depression equation (Koren et al., 1999)
Inherits Koren99 scheme in Noah V3 (soil ice has a nonlinear effect on soil permeability)
Modified two-stream (Niu and Yang, 2004; Yang and Friedl, 2003)
CLASS (Verseghy, 1991)

Partitioning precipitation into rainfall & snowfall Precipitation as snowfall when 7, < T}, and rainfall otherwise

air

Snow/soil temperature time scheme (layer 1) Fully implicit, as defined in the original NOAH model

Glacier treatment

Include phase change of ice

Surface resistance to evaporation/sublimation Represents the effect of plant litter cover on water vapor transfer and considers the effect of under

Crop model option

Urban physics option

canopy atmospheric stability on the under canopy turbulent resistance (Sakaguchi and Zeng, 2009)
None

Off

of NOAH-MP currently implemented in HydroBlocks is the one included within version 3.7 of the NCAR's
High-Resolution Land Data Assimilation System (Chen et al., 2007). The selected schemes for the NOAH-MP
LSM in this study are presented in Table 1. For further details, the reader is referred to Niu et al. (2011) and Li
et al. (2022).

For each tile, the LSM parameters are computed as the mean of the parameters of all the grid cells that belong to
the tile. The meteorological forcing is also aggregated from the individual values of grid cells without downscal-
ing. For each time step, the height bands, as defined by the tiling scheme, dynamically interact laterally via subsur-
face flow computed as a Darcy flux between adjacent bands at each subsurface level (Chaney et al., 2018). These
terms are included as divergences within the one-dimensional solution of the Richards' equation in the Noah-MP
implementation for each tile belonging to the height band (Chaney et al., 2021). In this study, HydroBlocks is run
at an effective 30-m spatial resolution and 1-hr temporal resolution from 2012 to 2018; the first 2 years are used
as a model spin-up period. HydroBlocks is used to simulate time averaged soil moisture content (SMC), sensible
heat flux (SH), latent heat flux (LH), and runoff (RO).

2.3. Hierarchical Multivariate Clustering (HMC) Tiling Scheme

HydroBlocks uses a HMC scheme to determine the tiles' configuration within the modeling domain, as displayed
in Figure 3 (Chaney et al., 2018, 2021). The scheme starts by delineating the river network and watersheds from
the entire area's sink-filled 30-m Digital Elevation Model (DEM). The domain is then partitioned into smaller &
subdomains (or clusters of watersheds) determined by using K-means over assumed proxies of large-scale phys-
ical heterogeneity. The proxies used in the clustering for this study include average values for the geographical
location (latitude and longitude) and elevation. Next, the height above the nearest drainage (HAND) values for
each cluster of watersheds are discretized into height bands given n, which indicates how many times larger the
areal coverage of a height band is compared to its adjacent lower one. This stage attempts to capture the subbasin
structure by differentiating areas in high and lowlands. Finally, to represent fine-scale heterogeneity of land cover
and soils, each height band is split into multiple clusters using K-means. The third HMC parameter, p, describes
the average number of clusters per height band.
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a. Watershed-scale b. Elevation c. Small-scale
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Om,, _' Channels

Figure 3. Process used to define the tile structure using the Hierarchical Multivariate Clustering scheme. The three main
scales of heterogeneity represented are highlighted: (a) watershed-scale heterogeneity, (b) elevation heterogeneity, and (c)
small-scale heterogeneity.

To summarize, the first stage (associated with k) aims to account for large-scale patterns (i.e., watershed-scale
heterogeneity (WSH)) that can occur over the landscape and their implications on the land surface response (e.g.,
large-scale differences in climatology and energy balance partitioning between watersheds). The second stage,
(related to n) attempts to capture the dynamics in riparian zones and, therefore, better reproduce the connected
processes (e.g., runoff) and explicitly account for elevation-related processes (i.e., elevation heterogeneity (EH)).
Finally, the last stage (associated with p) represents the intra-band heterogeneity in soil and land cover, leading
to localized and small-scale differences in hydrologic outputs such as soil moisture (i.e., small-scale heterogene-
ity (SSH)). For a comprehensive description of the most recent HMC implementation within HydroBlocks, the
reader is referred to (Chaney et al., 2021).

2.4. High-Resolution Land Surface Data Sets

In this study, a stack of high-resolution open-access environmental data sets for topography, land cover, soil
features, and meteorology are used to drive HydroBlocks. The specifications of the data sets used in this study are
presented in Table 2. The products include the one arcsec (~30 m) USGS National elevation data set (NED), the
one arcsec (~30 m) National Land Cover Database (NLCD), the Probabilistic Remapping of SSURGO (POLA-
RIS) (~30 m), and the 1/32° (~3 km) Princeton CONUS Forcing (PCF) data set that provides meteorological
forcing at 1-hr temporal resolution (Chaney et al., 2019; Gesch et al., 2010; Homer et al., 2015; Pan et al., 2016).

2.5. Empirical Spatial Covariance Function (ESCF)

To assess the simulated sub-grid hydrologic heterogeneity, the empirical spatial covariance function (ESCF) was
implemented as a pattern-aware metric. The ESCF expresses how the linear statistical dependence of two meas-
urements in space reduces as the distance between them increases, up to the distance of statistical independence,
that is, correlation length, where a relation no longer exists (Milicke et al., 2020). Using the ESCF to quantify the
spatial heterogeneity of the fields accounts not only for the spatial variance but also for the spatial autocorrelation
of the hydrologic processes.

In this study, the ESCF is calculated on the HydroBlocks simulated annual mean spatial fields of SMC, SH, LH,
and RO, as displayed in Figure 4 for any hydrological variable, HO. First, the annual mean tile-level simulation of
each variable is mapped out on to the 30-m tile map (computed via HMC); this enables a 30-m fully distributed
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Table 2
Specifications of Environmental Data Sets Used in the Study
Group Parameter Data source Period Spatial resolution ~ Temporal resolution References!
Meteorology Precipitation PCF 2012-2018 ~3 km Hourly Pan et al., 2016

Short wave radiation
Longwave radiation

2 m air temperature

Specific humidity

Surface pressure

Wind speed
Land cover Land cover classification NLCD 2016 30 m Static Homer et al., 2015
Soil properties  Soil texture POLARIS - 30 m Static Chaney et al., 2019

Organic matter content

Saturated hydraulic conductivity

Brooks-Corey water retention curve parameters
Saturated water content

Topography Elevation NED - 30 m Static Gesch et al., 2010

'All the data sets are open access and available at the provided references.

representation of the simulated variables (Figure 4a). A sample of 30,000 fixed spatial points (Figure 4b) is then
used to compute the covariance cloud (Figure 4¢) and sample covariance for each scale bin (i.e., distance bin) on
the annual mean fields of each variable. The number of points is selected by considering the available memory
to store the resulting arrays (900,000,000 of elements). The covariance cloud is computed by iterating through
all the positions in the sample points set, calculating the pairwise distances between them, and computing the
product of the anomalies from the spatial mean between the 30-m annual mean value for two points, i and j, as
indicated in Figure 4b. The covariance cloud is then binned based on distances, and the average covariance per
bin is approximated as the mean value of all the anomalies belonging to the bin.

2.6. Random Forest Model for Predicting ESCFs

To understand how the different sources of heterogeneity represented by the HMC parameters influence the
spatial organization features of the selected hydrological processes, a large sample of HydroBlocks simulations
using a wide range of HMC parameter configurations is required. Even with HydroBlocks' computational advan-
tages, this remains computationally expensive due to the need to sample a very large number of tiling configu-
rations (e.g., 100,000 simulations). To overcome this limitation, a random forest model is trained to predict the
resulting HydroBlocks ESCF for the mean annual fields of the selected hydrological variables. More specifically,
a multi-output Random Forest (RF) machine learning approach is trained on a set of HydroBlocks simulated
ESCEF for the annual means of SMC, SH, LH, and RO. Each HydroBlocks simulated ESCF comes from a random
choice of HMC parameters.

The HydroBlocks simulations used to train the RF model are determined from a convergence analysis of the
model performance. The procedure starts with a predefined set of 100,000 configurations. The first 100 config-
urations are used to run HydroBlocks, derive the ESCFs, and train and test the model (70% of the HydroBlocks
simulations for training and 30% for testing). The coefficient of determination (R?) is computed between the
HydroBlocks derived values and those generated by the RF model. More HydroBlocks simulations are succes-
sively added to the RF model's training and validation stages, and its performance is compared to the one from the
previously fitted model. It is assumed the RF converges once the relative difference (RD) between successive R?
is below 2% for all the hydrological variables and for the training and validation stages. For a detailed description
of the RF model's convergence analysis, the reader is referred to Supporting Information S1 (Text S1).

Once trained, the RF model is used to assemble the ESCFs for 100,000 synthetic HMC configurations. The
random sampling procedure for the HMC configurations for this stage is performed in logarithmic space. The

TORRES-ROJAS ET AL. 7 of 27

5UBD 17 SUOLULLOD dAIER.ID 3|ealjdde au Aq pausenof afe sap e YO '8sn Jo Sa|ni 10y Ariq1auljuQ 481 UO (SUO I IPUOI-pUe-SLLLBY W0 A3 | 1M ARelq 1|BU1UO//SANY) SUORIPUOD pUe SWB | 8Ul 89S *[£202/T0/20] Uo Aeiqi auljuo A3|1An ‘npaiuojeou id"Aig @ Bquisw-<ye [0qq US> Aq ££22604MZ202/620T 0T/10p/wod A 1M Afelq i putjuo'sqndnBe//:sdny wouy papeojumoq ‘2T ‘2202 ‘€L6. 76T



~1
AGU

ADVANCING EARTH
AND SPACE SCIENCE

Water Resources Research 10.1029/2022WR032233

Table 3

a) Original map (30m resolution) b) Sampled points (30,000)
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Figure 4. Process used to compute the empirical spatial covariance function over any gridded field of a hydrological variable
HO. (a) 30-m original map of the variable; (b) a sample of 30,000 fixed spatial points are extracted from the original field and
the anomalies and distances between them are computed; (c) the covariance cloud is built by plotting the anomalies versus the
distances for all the points; (d) the covariance cloud is binned based on distances. Finally, the average behavior for each bin is
approximated as the mean value of all the anomalies that belong to it.

selection of logarithmic sampling in this stage responds to the need for a more robust sample for a lower number
of tiles since it has been proved by previous studies (Chaney et al., 2018, 2021) that the output states and fluxes
are more sensitive to the HMC selected parameters in the lower tile range. The lower and upper limits used for
sampling each parameter are presented in Table 3. These simulations are then analyzed to determine the conver-
gence patterns of HydroBlocks over the study domain.

2.7. Approximating a Quasi-Fully Distributed Configuration: Spatial
Standard Deviation Versus the ESCF-KGE Metric

A quasi-fully distributed HMC configuration (QFD), simulated with

Sampling Space for 100,000 Hierarchical Multivariate Clustering (HMC) HydroBlocks, is used as the benchmark. This benchmark allows for a
Synthetic HMC Configurations Evaluated Using the RF Model straightforward assessment of the synthetic configurations' performance

Parameter

Lower limit Upper limit

in representing the spatial heterogeneity of a fully distributed solution. By

k
p

n

1
1
1.1

00 comparing the synthetic configurations against this benchmark, the goal is

50

to find the optimal (i.e., minimal number of tiles) HMC configuration that
mimics the hydrologic spatial representation of the QFD simulation. In other
101 words, the QFD simulation is an upper limit for computational burden. By
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Figure 5. HydroBlocks modeling system simulations using the quasi-fully distributed configuration. Each panel shows the long-term temporal mean of (a) soil
moisture content, (b) sensible heat flux with a positive sign indicating upward direction of the flow and negative, downward direction, and (c) latent heat flux, and (d)

runoff.

comparing the synthetic configurations to it, the expectation is to find the configuration that approximately
mimics the fully distributed behavior while minimizing the required number of tiles.

Ideally, the benchmark should correspond to a 30-m fully distributed HydroBlocks simulation containing
~18,000,000 of tiles. However, the computational resources for this task are limited. The size of the study
domain, as well as the simulation period and time step, increase computational requirements to the extent that
cannot be met by the available infrastructure. Therefore, the configuration with the highest order (i.e., number
of tiles) that can be handled with the available computational resources (i.e., QFD) is selected as the benchmark.

In this study, the QFD contains 83,000 tiles, achieved by setting the HMC parameters to k = 60, n = 1.2, and
p = 60. Figure 5 shows the temporal mean of SMC, SH, LH, and RO between 2014 and 2018 of the QFD
configuration.

TORRES-ROJAS ET AL.

9 of 27

d ‘CT ‘2202 ‘€L6LYY6T

'sdny wouy

Aq ££22508MZ202/620T 0T/I0p/ W00 A8 | Ae1q 1|Bul

85U8017 SUOLIWIOD BAER1D) 3(qeal|dde 8y} Aq peuienob aie S3olie VO ‘2SN 4O S9N 10} ARd178UIIUO AB]IM UO (SUORIPUOD-PUE-SWBILIOD" A3 |IMARe1q 1)BUI UO//SANY) SUORIPUOD PuUe SWiS | 3U)88s *[202/T0/20] UO Aiq1T3UllUO A8|IM ‘Npe'uoieou id-Afeiq @ BauweLu-<t



~1
AGU

ADVANCING EARTH
AND SPACE SCIENCE

Water Resources Research 10.1029/2022WR032233

Chaney, Metcalfe, and Wood (2016); Chaney et al. (2018) evaluated the simulated sub-grid representation
of the land surface states and fluxes of HydroBlocks via the macroscale grid spatial variance and mean (i.e.,
pattern-agnostic metric). However, to determine the advantages of a pattern-aware metric over a pattern-agnostic
one, two approaches are compared. For the baseline case, the spatial variances of the synthetic configurations
are compared to the same quantity for the QFD simulation. For the pattern-aware method, the Kling—Gupta effi-
ciency metric (KGE; Gupta et al., 2009; Kling et al., 2012) is computed between the ESCFs for the QFD config-
uration and the ESCFs for each synthetic configuration. This metric is given the name ESCF-KGE. The proposed
procedure allows comprehensively assessing the representation's performance on several scales.

KGE is selected as a performance indicator as it accounts for several levels of agreement between values by combin-

ing terms for linear Pearson correlation (p), standard deviation bias (a == ), and mean bias ( p=-L ), as
CQFD HQFD

displayed in Equation 3. An optimal fit occurs for KGE equal to 1, while negative values represent a very poor fit.

KGE:1—\/(p—1)2+(ﬁ—1)2+(a—1)2 (3)

2.8. Sobol Sensitivity Analysis

The hydrologic heterogeneity simulated by HydroBlocks is largely impacted by the chosen HMC parameter
values. However, there is limited knowledge on how these parameters, and the sources of heterogeneity they
represent influence the hydrologic convergence. A Sobol sensitivity analysis is thus performed to understand the
sensitivity of convergence to the heterogeneity types and to discern their role in the quality of hydrologic heter-
ogeneity in comparison to the QFD configuration. More specifically, we evaluate this sensitivity for the case of
the spatial variance and the ESCF-KGE method.

The Sobol sensitivity analysis (Sobol, 1993) is a global method that decomposes the variance of the model output,
Y, into contributions from each parameter, X, and its interactions with other parameters: Chaney et al., 2016.

Var(Y) = Z Vi+ Z Vij + Z Vi +Via..., )

i<j i<j<k

where V; represents the first-order variance contribution of the parameter X. V;; is the interaction between param-
eters X, and Xf and Vi, ,includes all the interactions higher than third order. It is possible to define the first
order (.S;) and total-order sensitivity (Sr;) indices as:

- VarlEXIX)l W, S
T Var(Y) - Var(Y) )
s, 2 VarlEXIX ~) _ v ~ ©

Var(Y) T Var(Y)

S; represents the expected reduction in variance if the parameter X, was fixed without accounting for interactions
with other parameters. On the other hand, S7; represents the variance reduction (V' ~;) associated with all the
parameters being fixed except for X,, accounting for all the interactions with other parameters. The implementa-
tion of the Sobol sensitivity analysis used in this study comes from SALib (Herman & Usher, 2017).

2.9. Multi-Objective Optimization of the Tiling Configuration

One of the main goals of this study is to optimize the heterogeneous representation of multiple hydrologic states
and fluxes simultaneously while minimizing the number of required tiles. This goal implies a multi-objective
optimization approach as optimal decisions must be taken in the presence of two or more conflicting objectives.
In general, there is no unique solution that simultaneously optimizes all objectives. Therefore, the purpose of the
multi-objective optimization problem is to find the best trade-off solutions among all the conflicting objectives
(i.e., Pareto optimal solutions or non-dominated solutions) (Deshpande et al., 2013). The Pareto optimal solutions
set is known as the Pareto front. In this study, a multi-objective approach is needed to approximate the Pareto
front of optimal configurations from the set of synthetic configurations at the site. This Pareto front simultane-
ously represents the independent spatial quality of several hydrological processes when optimizing the number
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of tiles (i.e., single-process Pareto Front analysis). In this study, the obtained Pareto fronts can be considered
near-optimal because the sampling provides good coverage of the three-parameter HMC space.

As a complement to the single-process Pareto front analysis, the multiple objectives for the hydrological variables
are summarized into a single value using a weighted convergence metric (m). To this end, a re-scaled form of the
ESCF-KGE (rsESCF_KGE) is used as a performance metric for each hydrological variable. The rsESCF_KGE
is calculated by comparing the synthetic HMC configurations to the QFD one. For each hydrological variable hv
(rsESCF_KGE},) the rsESCF_KGE is computed as shown below:

1-ESCF_KGE

ESCF_KGEp =1—
s —noEn max({1 — ESCF_KGE},,)

@)

where {1 — ESCF_KGE},, represents the set of all the analyzed configurations. The scaling makes the values
to range from zero (poor performance) to one (optimal performance). Once the rsESCF_KGE is computed for all
the hydrological variables, the combined metric (m) for each synthetic configuration is computed as:

HV

m= Z who rSESCF_KGEp, ®)

hv=1

where HV represents the total number of variables to be simultaneously optimized and w,, the weight assigned
to it (ranging between zero for no influence and one to exclusive influence). The combined metric takes values
between one for a perfect representation of heterogeneity of all the processes to zero for an incomplete representa-
tion of it. For this study, all the analyzed hydrological variables are given equal weight.

2.10. A Path Forward in the Determination of Optimal Tiling Configurations in LSMs

The approach introduced in this study consist of two main interacting stages, as displayed in Figure 6: (a) surro-
gate model training, and (b) HMC convergence and sensitivity analyses.

2.10.1. Surrogate Model Training

This first stage outputs the surrogate random forest model predicting the ESCF (see Section 2.5) of the mean
annual fields of SMC, SH, LH, and RO based on user-input HMC tiling parameters (described in Section 2.6 and
in more detail in Text S1 in Supporting Information S1).

2.10.2. HMC Convergence and Sensitivity Analyses

Stage b), presented in Sections 2.8 and 2.9, involves: (a) the use of the generated surrogate model to evaluate the
convergent behavior of the four output variables as they approach a quasi-fully distributed HydroBlocks simu-
lation (see Section 2.7); (b) the derivation of a Pareto front for the convergence patterns identified in (a); (c) a
Sobol sensitivity analysis to relate convergence to the source of heterogeneity driving it (see Section 2.8); and (d)
a multi-objective optimization approach to determine the tile configuration that more closely approximates the
quasi-fully distributed configuration for the four selected HOs while minimizing the required number of tiles (see
Section 2.9). All the processes in Stage b) are performed for pattern-agnostic and pattern-aware heterogeneity
metrics, and the two approaches are extensively compared. The comparison encompasses one to one relations of
values between metrics for the four selected hydrological variables and the obtained Pareto fronts for each case.

3. Results
3.1. Performance of the Surrogate Model

The ESCF-RF model was trained using 490 HydroBlocks simulations and tested using 210. The one-to-one
comparison of the ESCFs obtained using the surrogate model (ESCF-RF) and the real simulated HydroBlocks
fields is shown in Figure 7. The model performed well, with minimal accuracy difference between the hydrologi-
cal variables. Text S1 in Supporting Information S1 presents more details of the convergence analysis performed
to determine the appropriate sampling for the ESCF-RF model training and a comprehensive evaluation of its
performance. This analysis showed that training the RF model with 490 different HydroBlocks simulations and
their associated HMC configurations was sufficient. As described in Section 2.6 and Figure 6, once trained, this
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Figure 6. Flowchart summarizing the method for determining the optimal tile configuration in Hierarchical Multivariate Clustering (HMC). The approach relies in two
main stages: (a) surrogate model training and (b) HMC convergence and sensitivity analysis.

ESCF-RF model was used to assess a set of 100,000 synthetic HMC configurations (i.e., the combination of
HMC parameters).

3.2. Moving Towards a Pattern-Aware Metric of Agreement Between Heterogeneity Measures:
ESCF-KGE

First, the relation between the spatial variance and the ESCF-KGE metric was investigated. To demonstrate
the disagreement between the two approaches when approximating the QFD configuration, Figure 8 shows the
one-to-one comparison of the ESCF-KGE values and the difference between the spatial variance for each exper-
iment and the QFD solution (Ac?). The “converged” solutions are in the upper left quadrant of each plot, where
the ESCF-KGE values are close to one, and the differences between the spatial variances to the QFD values
are minimized. If using spatial variance as a measure of heterogeneity is equivalent to the ESCF-KGE method,
a linear behavior for the entire domain should be observed. In fact, some linear relationship holds on the right
side of the plots (i.e., configurations with a low number of tiles). However, as the number of tiles increases and
the experiments move toward convergence, the relationship becomes noisier, implying that the ESCF-KGE and
the spatial variance cease to be equivalent. This implies that pattern-agnostic and pattern-aware metrics were
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Figure 7. Validation of the empirical spatial covariance functions of the HydroBlocks simulations and its emulator model
(random forest regressor) for (a) soil moisture, (b) sensible heat, (c) latent heat, and (d) runoff. R? score (R2), root mean
square error, and the slope of the best fitting line are presented as statistical metrics of the quality of the model.

comparable in the early stages of the convergence path (i.e., configurations far away from a converged value).
Nevertheless, they diverged as the configurations approach the convergence value.

Another observation derived from Figure 8 is the process specificity of the relationships. For SMC, the relation-
ship between spatial variance and ESCF-KGE was essentially linear. However, the relationships broke down for
the other variables (SH, LH, RO), especially for configurations with a higher number of tiles. This behavior is
most likely related to the long-term spatial patterns of the analyzed variables over the domain. The nonlinear
behavior might be related to the more decisive influence of finer scales of heterogeneity on the obtained values
of the ESCF-KGE metric closer to the QFD configuration compared to the convergence pattern of the variance.
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Figure 8. One to one comparison between using empirical spatial covariance function-Kling—Gupta efficiency metric and
spatial variance to approximate the quasi-fully distributed solution. The comparison is performed for (a) soil moisture, (b)
sensible heat, (c) latent heat, and (d) runoff.

To further illustrate the differences between the two approaches, Figure 9 presents the relationship between the
spatial variance of SMC for the 100,000 synthetic configurations versus the number of tiles associated with each
(Figure 9a). Ten configurations were selected for detailed analysis (b—k points in Figure 9a). Panels b—k display
the ESCFs of the chosen configurations (colored lines) compared to the ESCF for the QFD (dotted gray line).
The colors in the figure indicate the ESCF-KGE value for each configuration. Results illustrate how better perfor-
mance was generally obtained as the number of tiles increases toward the QFD configuration for both spatial
variance and ESCF-KGE. However, the figure also highlights the differences between the two metrics when
comparing specific points, specifically Figure 9e versus Figures 9f and Figure 9g versus Figure Sh. For these
configurations, higher spatial variances, and smaller differences from the QFD variance, did not translate into
ESCF-KGE values closer to one. This behavior was consistent with Figure 8 results and highlights the potential
differences that can arise in the optimization results due to the selected convergence metric. These differences are
further analyzed in Figure 11.

To determine the most influential sources of heterogeneity and understand their role in the convergence of each
variable, the steepest part of the Pareto front for the ESCF-KGE metric (i.e., the largest increase in ESCF-KGE
per increase in tiles) was analyzed. The same analysis for the spatial variance case can be found in Text S2
in Supporting Information S1. As indicated before, the sources of heterogeneity considered by HMC in this
study included: watershed-scale heterogeneity (WSH, associated with k), elevation-related heterogeneity (EH,
associated with n), and small-scale heterogeneity (SSH, associated with p). The Pareto fronts for each hydro-
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Figure 9. The central panel (a) shows the convergence for the spatial variance of soil moisture content of the 100,000 synthetic Hierarchical Multivariate Clustering
(HMC) configurations. The colors indicate the empirical spatial covariance function-Kling—Gupta efficiency metric (ESCF-KGE) values obtained from comparing the
ESCEF for each configuration and the ESCF for the quasi-fully distributed (QFD) solution. Ten different HMC configurations (b—k) are selected for further illustration.
The external panels (b—k) compare the ESCFs between the selected configurations (colored lines) and the ESCF for the QFD (gray dotted lines). The x-axis for the outer
panels is simply the distance associated with each ESCF value. For each specific case, the ESCF-KGE value and the difference between the spatial variance for each
configuration and the QFD one (Ac?) are presented.

logical variable were computed from the sample of 100,000 synthetic HMC configurations and are presented in
Figure 10. Our results reveal:

1. SMC: The two well-defined steep zones were identified. For the first one, between 7 and 150 tiles, the
combined effect of EH, SSH, and WSH drove the convergence of SMC. This indicates the relevance of all the
scales of heterogeneity and the hydrological connectivity in representing SMC in this domain. For the second
zone, between 400 and 550 tiles, WSH was the only factor influencing the climb, with marginal contributions
of SSH and EH. Therefore, for the SMC case, the large-scale variability of watersheds ultimately controlled
the observed heterogeneity in the QFD configuration. This behavior is related to a greater influence of clima-
tological features determining the SMC spatial patterns on annual scales over the selected study site.

2. SH: Only one steep zone was identified for this variable (between 7 and 1,000 tiles). Initially, the rise was
driven by EH. The second increase stage was determined by a significant surge of SSH, accompanied by a
marginal, not continuous, influence of EH. Then, an isolated contribution of WSH led the curve up to half
of the slope. Finally, for the last part of the slope, SSH regained importance, being the final factor taking the
curve to a flatter zone. Therefore, for the SH case in the study domain, the convergence depended heavily on
finer scales, with the variance between small patches (i.e., SSH and EH) being more relevant than the one
between watershed-sized clusters. This result revealed the influence of differences in land cover, vegetation
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Figure 10. Pareto front for the empirical spatial covariance function-Kling—Gupta efficiency metric (ESCF-KGE) metric; a separate Pareto front is calculated for each
variable. Colored data points indicate the front members and gray dots the remaining configurations. The colormaps indicate the values of the parameters k, p, and

n. The analyzed regions (AR) for each hydrological variable are presented in the first row. Red circles indicate variations in the Hierarchical Multivariate Clustering
parameters leading to increasing ESCF-KGE values. Results are presented for soil moisture content (a, e, and (i), SH (b, f, and j), LH (c, g, and k), and RO (d, h, and 1).

type, and small-scale topographical features (i.e., slope and aspect) in determining the long-term spatial
patterns of sensible heat in the selected domain.

. LH: As for the SH case, only one steep zone was observed in the Pareto Front, between 10 and 60 tiles. EH

and SSH initially drove the significant convergence jump. The last two zones were determined mainly by
the large-scale heterogeneity, WSH, followed by a contribution of smaller scales, SSH, for the final stage.
Therefore, all the partition scheme steps were relevant for representing the heterogeneity related to latent heat
flux in the Colorado domain. However, it appeared that SSH and EH play a more meaningful role than WSH,
probably due to the same reasons exposed for the SH case: the convergence of latent heat flux in the domain
depended on scales smaller than the watershed ones (i.e., EH and SSH) determined by small-scale landscape
features (i.e., land cover, vegetation cover, slope, and aspect).

4. RO: A single steep zone was observed in the convergence for runoff, between 10 and 80 tiles. Three zones

were identified in the rise: In the first stage, SSH and EH were the determining factors, followed by WSH in
the second zone. Eventually, WSH and SSH took the path to the convergence zone. These results showed how
the representation of the large-scale patterns, WSH, played a fundamental role in reaching convergence for
long-term mean runoff over the domain. However, contrary to the SMC case, for the runoff case the impor-
tance was shared with a detailed definition of streams and riparian zones, EH, and a marginal contribution of
small-scale patterns representation, SSH.

Finally, to further evaluate the differences between the pattern-agnostic and pattern-aware metrics of convergence
(i.e., spatial variance and ESCF-KGE), the obtained Pareto fronts for each metric and process were compared
(Figure 11). First, it could be noted how the shape of the Pareto front differs between metrics, mainly for the
SH and LH cases. This behavior was consistent with the one-to-one relationships between metrics analyzed in
Figure 8 (i.e., a more direct linear relationship between metrics for the SMC and RO cases and nonlinear relations
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Figure 11. A comparison of the Pareto fronts obtained using the difference of spatial variance to quasi-fully distributed (red, right axes) and empirical spatial
covariance function-Kling-Gupta efficiency metric (ESCF-KGE) (blue, left axes). Solid lines represent the Pareto fronts obtained for each metric, and the dotted lines
the convergence value for each of them (zero for Ac? and one for ESCF-KGE). (a) SMC, (b) SH, (¢) LH, and (d) RO.

for LH and SH). Second, this comparison allowed to assess how the number of tiles needed to converge to the
QFD configuration was indeed influenced by the selected convergence metric. In general, it could be observed
how the number of tiles required to converge to the QFD was higher for the ESCF-KGE case than for the spatial
variance case (i.e., the number of tiles needed for the solid and dotted lines to intersect). Again, these differences
were evident for the SH and LH cases and significant for the RO case. These differences might be related to
the more decisive influence of finer scales of heterogeneity (SSH and EH) on the obtained Pareto fronts for the
ESCF-KGE metric for the three processes, which ultimately led to increases in the required number of tiles.

3.3. Sobol Sensitivity Analysis

The Pareto front evaluation was complemented by performing a Sobol sensitivity analysis on the HMC para-
metric space for the spatial variance and the ESCF-KGE cases (Figure 12). For latent heat flux and runoff,
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Figure 12. Sobol sensitivity analysis for spatial variance (first row) and soil moisture content (ESCF-KGE) (second row). Lighter and darker colors for the bars are
used to display the first-order and total-effect Sobol indices (SI), respectively. The results are displayed for soil moisture content (a and e), SH (b and f), LH (c and g),

and RO (d and h).

WSH and SSH (represented by k and p parameters respectively) had comparable importance for spatial variance
metric while WSH dominated the behavior for the ESCF-KGE metric results. This implies that the large-scale
features represented by the clusters of watersheds strongly influenced the pattern-aware method. The results
for SMC and SH cases were similar: the small-scale features (SSH) dominated the spatial variance, while the
watershed-scale ones (WSH) were the factors that primarily contributed to the variability of the ESCF-KGE
approach. This behavior can be explained by the fact that WSH is more likely to affect the ESCF-KGE values than
the small-scale, local-scale variability (i.e., EH and SSH) for the processes being analyzed.

Finally, contrary to WSH and SSH, EH did not seem to play a significant role in the sensitivity analysis. This
result occurred because decreasing the n parameter (elevation heterogeneity) did not lead to significative varia-
tions, neither on the spatial variance values nor in the ESCF-KGE ones, for any analyzed variable. Therefore, the
variance associated with this parameter was low compared to the other stages. As the HMC was structured for
this study, the channel network was always represented as an independent tile. Besides, a significant part of the
elevation-induced heterogeneity was already considered in the first stage of the tiling scheme (i.e., WSH). For the
processes being analyzed, these two issues implied that an important fraction of the variability related to gradi-
ents between highlands and lowlands was already intrinsically included in the configurations, without a direct
influence of the height discretization parameter, n. However, when assessing the convergence paths presented
in Figure 10, n showed a more substantial effect because that analysis focused on the simultaneous reduction of
units and improvement in the performance metric, and this parameter had a significant impact on the resulting
number of tiles.

3.4. Combined Metric

The combined metric described in Section 2.9 was computed for the synthetic configurations, and the conver-
gence patterns obtained were analyzed in terms of the HMC parameters' values. Figures 13a—13c shows the
simultaneous hydrologic convergence of the combined metric, accompanied by the values of &, p, and » that
produced the results. As expected, by simultaneously increasing the effects of WSH, SSH, and EH (, p, and n,
respectively) the number of tiles increased, and the metric value approached the QFD solution at m = 1.
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Figure 13. Convergence of the number of tiles, as computed by the combined metric described in Equation 8. The colormaps indicate the values of the parameters &, p,
and n used. Plots a, b and ¢ show the results for all the simulations; d, e, and f show the obtained Pareto front as colored data points and the remaining configurations as
gray dots. Red circles indicate variations in the Hierarchical Multivariate Clustering parameters leading to increasing metric values.

The plots presented in Figures 13a—13c were modified to highlight the points belonging to the Pareto front
(Figures 13d—13f). These results allowed identifying the importance of each one of the tiling scheme stages in the
convergence of the metric. Initially, from 9 to 10 tiles, convergence was driven by EH, followed by a considerable
contribution of WSH from 10 to 20 tiles. Then, SSH and EH gained importance (from 20 to 25 tiles), followed
by WSH. The rise driven by WSH was relevant since it takes the metric from 0.25 to over 0.5 using fewer than
10 extra tiles. In this sense, the importance of the large-scale watershed patterns found independently for all the
processes in previous analyses reappeared during the simultaneous evaluation. Joint SSH-EH and WSH-SSH
mainly drove the last two increases in performance. This result implied that all the HMC tiling stages had some
influence in reaching convergence for the higher number of tiles. Hence, when looking at all the processes
simultaneously, initial convergence was determined by riparian zones, followed by large-scale heterogeneity of
watersheds and small-scale heterogeneity representation (i.e., land cover and soil features). Finally, all the effects
together contributed to fully emulating the QFD solution over the study domain: meteorology and elevation
(WSH), riparian zones and channels representation (EH), and small-scale features (SSH).

Regarding the number of units required to achieve acceptable performance on the representation of the four
processes in this domain, from the Pareto front results presented in Figure 13, a configuration with about 800 tiles
ensured a combined metric value converging to 1. The approximate values of the HMC parameters generating this
configuration were 30 for &, 20 for p, and 30 for n. The obtained converged configuration was most likely related
to the constraint imposed by the units required to converge on the QFD for the sensible heat case (around 1,000
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units). However, a word of caution is needed: the previous results are site-, time aggregation-, parameter-set- and
tiling scheme-specific.

4. Discussion
4.1. Implications to the LSM Community and Case Study Findings

For the first time, this study provided the LSM community with an approach that allows to objectively determine
the optimal tile configuration per macroscale grid cell and apply it to a comprehensive tiling scheme (i.e., HMC).
To that end, the introduced approach used a pattern-aware metric of heterogeneity (i.e., ESCF-KGE) to summa-
rize and evaluate the LSM aggregated sub-grid outputs. Additionally, the approach adopted a multi-objective
Pareto front analysis to determine the optimal tiling structure that accurately represented multiple processes
simultaneously while minimizing the number of tiles. The results derived from the application of the approach
also aided in performing detailed analyses on the tiling scheme parametric space and assessing the sensitivity of
the hydrological spatial patterns to these parameters, allowing evaluation of how different paths of heterogeneity
representation led to a similar performance concerning a QFD solution. Additionally, the training and application
of a surrogate model to predict the spatial structure of the LSM HO fields showed promise in reducing the compu-
tational burden derived from the need for extensive LSM simulations to perform sensitivity analyses. Finally,
the performed analyses highlighted the differences between pattern-agnostic and pattern-aware heterogeneity
metrics, providing a new perspective on the traditionally used methodologies to evaluate LSM macroscale grid
cell outputs.

The main result of this study for the selected domain was that about 100 tiles are enough to converge on the
multi-scale response of a quasi-fully distributed model when considering single processes. The multi-process
case was more complex, requiring around 800 tiles to reach convergence. Still, the ratio between the number of
units used for the QFD solution and the selected converged configuration showed that a reduced-order configura-
tion effectively reproduced a highly heterogeneous model setup with a significantly lower computational expense
(0.12% and 1% for the single- and multi-process cases, respectively). However, these findings are specific to the
selected domain and study design. Further analysis would be required to generalize the results to other locations,
temporal aggregations, tiling structures, and parameterizations.

The approach enabled the optimization of the number of tiles so that more tiles could be used in locations where
more detail was needed. In contrast, fewer tiles could be used in places with smaller variability (e.g., flat, homo-
geneous domains). Since, for the current study, a site with large topographic gradients and significant physical
heterogeneity was chosen, it is not surprising that the required number of tiles is large. However, the overall idea
that tiles can be computed a priori could help address the challenge of using a limited number of tiles in LSM.

4.2. General Implications for the ESM Field

It has been proved that heterogeneities emerging over the landscape can have a crucial role in many critical
atmospheric processes, such as determining the atmospheric boundary layer depth, triggering convection, and
initiating mesoscale circulations (Bertoldi et al., 2012; Gutowski et al., 2020; Kang & Bryan, 2011; Kustas &
Albertson, 2003; Ntelekos et al., 2008; Simon et al., 2021; Timmermans et al., 2008). Progress is being made
in regional and local studies to understand the role of the multi-scale landscape heterogeneity on micro- and
meso-scale meteorological processes (Huang & Margulis, 2013; Senatore et al., 2015; Shrestha et al., 2014;
Talbot et al., 2012; Vergopolan et al., 2022). However, the effect of heterogeneity remains unknown, primarily
when it comes to land-atmosphere interactions in the climate system as a whole. This uncertainty mainly arises
from the simplistic coupling between existing sub-grid parameterizations in land-surface models (i.e., the tiling
schemes described extensively in this study) and the atmospheric components of ESMs. Typically, ESMs only
exchange spatial mean fluxes of mass and energy between the land and atmosphere and ignore high-order spatial
statistics, such as spatial variance or correlation lengths.

Nevertheless, convection and turbulence parameterizations in atmospheric circulation models are starting to
include higher-order sub-grid scale processes. Some examples of these efforts include the Cloud Layers Unified
By Binormals (CLUBB) and Eddy Diffusivity Mass Flux (EDMF) (Golaz et al., 2002; Suselj et al., 2013). These
developments can be seen as opportunities for the potential coupling of atmospheric models with the sub-grid
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scale heterogeneity of the land surface. This study is framed to be meaningful for such efforts. Ideally, the meth-
ods exposed here can help inform land surface parametrizations within the atmospheric components of ESMs
with higher-order statistics. A pattern-aware metric such as the ESCF-KGE metric can provide more than infor-
mation about the spatial fitness of the obtained fields concerning the QFD configuration; it can also be used to
estimate the characteristic scales of heterogeneity of such fields (i.e., characteristic lengths), providing parametri-
zations with useful spatial information over macroscale grid cells. Besides, ESMs could benefit from approaches
that are aware of the information lost related to certain arbitrary decisions (i.e., number of subgrid tiles, proxies of
physical heterogeneity and tiling schemes, HOs considered in models' evaluation). Ultimately, the hope is that the
type of approach presented through this study drives the broader community in a direction where the representa-
tion of the subgrid-scale heterogeneity is tackled more strictly.

4.3. Limitations and Impacts of Method Choices
4.3.1. Using a QFD Configuration as a Benchmark

As stated in Section 2.7, a QFD HMC configuration (~83,000 tiles), simulated with HydroBlocks, was used as
the evaluation benchmark. This benchmark allowed for a straightforward assessment of the synthetic configura-
tions' performance in representing the spatial heterogeneity of a fully distributed solution. However, it is clear that
a 30-m fully distributed HydroBlocks simulation would have been the ideal benchmark. However, computational
limitations hindered the use of the fully distributed fields. In this sense, the possibility of the results of this study
being influenced by this simplification must be acknowledged. This fact is especially true in the selected study
domain, given that its landscape heterogeneity is significatively high, and more tiles than the ones contained
within the QFD solution might be necessary to emulate it fully. However, even the fully distributed configuration
cannot be considered the most realistic representation of reality. In fact, the significant uncertainty in model
structure, parameters, and forcing minimizes the prospective advantages of modeling at higher spatial scales, as
pointed out by numerous literature sources (Beven & Cloke, 2012; Beven et al., 2014; Bierkens, 2015). In this
context, the only way to ensure a realistic representation of the output fields is by setting an observational data
source as the evaluation threshold; in the future, using remotely sensed fields appears as a promising alternative.

4.3.2. Transferability of the Optimal Tiling Configurations

Although the results presented here provide a promising path forward for a robust and efficient representation of
multi-scale heterogeneity in large-scale models, important limitations should be considered.

1. LSM Model structure: The obtained set of optimal tile configurations is tied to the process representation
within the adopted LSM. Adding more processes and modifying their representation will immediately influ-
ence the spatial patterns and the required number of units to emulate them (i.e., as more complexity is added
to the model's structure, more units would be required to represent the spatial fields).

2. Tiling scheme: The adopted tiling scheme, HMC, tightly constrains the results presented here. This scheme
represents just one of many possible alternatives to attack the challenge of determining the tiling structure
to use within LSM macroscale grid cells, imposing a specific a priori structure to the tiling that might not
be appropriate for all domains or applications. Consequently, further work must look into applying the ideas
exposed throughout this study to other tiling schemes/techniques to determine the most appropriate tiling
structure.

3. Clustering: The results suggest that around 800 tiles are necessary to successfully approximate the QFD
spatial structure of annual mean fields of latent heat flux, soil moisture content, surface runoff, and sensible
heat flux for the Upper Colorado domain. However, this result is dependent on both the (a) chosen proxies of
spatial heterogeneity and (b) the clustering method adopted by the tiling scheme.

(a) Selecting proxies of spatial heterogeneity: A series of factors contributes to generating surface heteroge-
neity: the variability associated with vegetation cover, or in a more general fashion, with surface type and
land use; the variability in morphology and soil characteristics; the spatial variability in climatic forcing,
among others. By design, this approach assumes that the observed physical features are tightly coupled to
the small-scale processes involved in the water, energy, and biogeochemical cycles. Future work should
investigate the influence of covariates informing HMC in improving the representation of spatial patterns
of hydrological variables.
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(b) Clustering mechanism: Several clustering applications characterizing the sub-grid heterogeneity
within ESMs and LSMs can be found in the literature (Loritz et al., 2018; Milicke et al., 2020; Melton
et al., 2017; Newman et al., 2014; Wainwright et al., 2022). However, a comprehensive evaluation of the
impact of the selected clustering algorithm on the accuracy of the representation of different processes
has not been performed. This advance will require careful analysis of the additional computational costs
and accuracy gains of different clustering methods in various tiling schemes.

4. Temporal and spatial scales: In this study, the sets of optimal configurations are determined as a function of
the time-averaged behavior of a QFD configuration. The spatial extent of the domain is set to one arc degree
by one arc degree area. Although these temporal and spatial scales may be appropriate for climate modeling,
applications requiring finer temporal and spatial resolutions would most likely need different sets of optimal
configurations. As for the increasing complexity in the processes, an accurate representation for increasing
resolutions will presumably demand more units in addition to different parameter combinations. For instance,
for smaller timescales, it is hypothesized that the height discretization stage of HMC would gain importance
as the hillslope processes become relevant. Therefore, the transferability of the optimal set of configurations
between scales and applications is restricted. Hence, further analysis of the proposed scheme over smaller
time windows and different domain sizes must be performed.

5. Selected pattern-aware metric of heterogeneity: This study's selected measure of pattern heterogeneity was
the Empirical Spatial Covariance Function. This metric was chosen as it was easily attainable from the
HydroBlocks output fields, providing a relatively dense characterization of the heterogeneity degree on differ-
ent scales. However, other geostatistical tools can be used to obtain such scale-comprehensive descriptions.
The variogram and correlogram provide measures of the spatial correlation structure of continuous quantita-
tive fields. Additionally, if the typical spatial scales of variation are the goal, other tools such as the Fourier
and wavelet analysis may be appropriate. Even more, if the dynamic nature of the problem is to be considered,
the temporal dimension of the fields can be added, leading to spatiotemporal variogram or covariance function
models.

4.4. Future Developments
4.4.1. Assembling Optimal Tiling Configurations Over Continental Scales

This study shows how a relatively low number of tiles (~800 tiles) in comparison to a QFD setup (~83,000
tiles) are enough to converge on the behavior of a highly complex configuration for the case study. Therefore,
it provides a middle ground for large-scale models: the role of the sub-grid fine-scale features is captured while
computational efficiency is preserved. However, further work is needed to extend this approach to enable deter-
mining the optimal HMC parameters to use over different domains without performing intensive LSM simula-
tions. A computationally feasible option to achieve this goal is to sample a comprehensive subset of domains (i.e.,
macroscale grid cells) that compose a geographically distributed set with varied topographic, climatological, and
physical characteristics. For each domain, the HMC parameters would be independently optimized, as described
in this study. Finally, a machine learning scheme (e.g., random forest or neural networks) would be trained on
the subset and used to regionalize the behavior of the optimal tile configurations. The model would be trained on
sets of environmental covariates, their spatial organization features over the modeling domain (i.e., correlation
lengths), and the required error in the hydrological target variables. This procedure would allow the assembly of
the optimal configuration for any domain, avoiding excessive computational expenses.

4.4.2. Dynamic Tiling Configurations

In this study, some of the features used to define heterogeneity (e.g., elevation) are fixed on general timescales
of ESMs (i.e., tens to hundreds of years), while others should be dynamic in time—for example, changes in
vegetation and land use by natural or anthropogenic causes (Landry et al., 2016). Hence, the degree of clustering
required for specific features can vary in time; in other words, the sub-grid heterogeneous representation may
not be static. Such representation is already used within ESMs to account for land use change due to harvesting,
deforestation, and fires, among others (e.g., Milly et al., 2014). However, this scheme has not been extended
to account for the time-varying soil moisture and floodplain dynamics, which will play an important role in
determining the level of detail required. As HMC is implemented in this study, the a priori computation of the
covariance between environmental properties simplifies the problem by assuming the drivers for the tiling are
fixed in both space and time. However, updating the tiling configuration should be a continuous activity during
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the model runtime rather than a one-time a priori exercise. The concept of continuously checking the clustering
structure and “re-clustering” as needed is called an adaptive clustering scheme and has been applied before to
several simple models (Ehret et al., 2020; Loritz et al., 2021). A step forward in this respect would include the
development and application of an adaptive clustering scheme into the HMC structure.

However, the simultaneous operation of an HMC-adaptive clustering scheme within the modeling framework
represents a substantial increase in the complexity and cost of representation of the land surface. For this reason,
the marginal efficiency of the dynamic approach against a static tiling structure must be carefully considered
before implementing these approaches. If found useful, these dynamic/adaptive schemes must be implemented in
a flexible way such as they can either be turned on or off. Besides, the degree of temporal disaggregation must be
modified following the nature of the research question. For instance, a recent Milicke et al. (2020) study looked
into the spatiotemporal variability of soil moisture from in-situ observations. This work revealed that while the
spatial organization of soil moisture can be highly variable in space, it is also persistent over time, with the tempo-
ral variability of its patterns being strongly determined by meteorology (i.e., the forcing data). Other authors such
as Mittelbach & Seneviratne (2012) and Teuling et al. (2006) also found characteristic spatial patterns persisting
over time. In this sense, the implemented schemes should be able to consider the temporal persistence of the
processes of interest and include this information in their dynamic components. Finally, the applicability of
optimization techniques presented in this study to these adaptive structures would be limited, especially if using
a fully distributed simulation as a benchmark. If using a dynamic framework, tiling evaluations must certainly be
performed against observed, spatially distributed information.

4.4.3. Moving From Landscape Proxies of Hydrologic Heterogeneity to Hydrologic Processes
Heterogeneity

The implementation of HMC throughout this study assumes that the observed characteristics of the physical
environment (i.e., proxies of physical heterogeneity) provide a robust representation of the heterogeneity of the
water and energy cycles. Although this assumption is generally appropriate, it only indirectly addresses the over-
arching goal, which is to characterize the processes' real, observed natural multi-scale heterogeneity. Besides, the
approach taken in this study set the QFD simulation as the benchmark for the optimization process. By taking this
route, the computational efficiency of the model is prioritized over the realism of the generated fields.

Moving forward, future optimization attempts should move beyond approaching fully distributed simulations and
use satellite remote sensing products that directly measure the states and fluxes of the cycles at high spatial and
temporal resolutions as benchmarks for the evaluations. For example, land surface temperature (LST) retrievals
from GOES-16 (Fang et al., 2014; Yu et al., 2010) and ECOSTRESS (Hook & Hulley, 2019) would provide
key observations of the spatial and temporal distributions of surface fluxes within modeling domains. As a crit-
ical state variable of the land surface, LST encodes information of local energy and water fluxes. Accordingly,
several relevant hydrological quantities such as SMC, vegetation water stress, gross primary production, and
crop yield correlate strongly with LST, making it a key variable in understanding the physics of multiple land
surface processes (Holzman et al., 2014; Li et al., 2021; Sims et al., 2008; Vergopolan et al., 2021; Wang and
Dickinson, 2012). Other variables that would be useful include Leaf Area Index and the Normalized Vegetation
Difference Index from MODIS (Spruce et al., 2016; Yuan et al., 2011), and evapotranspiration from Landsat
(Anderson et al., 2012), among others. Although biased, these data would provide a more formal connection
between the model and the observed heterogeneity, particularly regarding the spatial organization of the fields
and signal persistence. Besides, using these high-resolution data sets would also open a novel path to assimilating
them into field-scale land models.

5. Summary and Conclusions

One persistent challenge for LSMs and ESMs is to derive an effective yet efficient representation of the spatially
heterogeneous physical landscape and resolve the nonlinear hydrological processes on scales smaller than those
resolved by the numerical models. Most modern LSMs use sub-grid “tiling” techniques to divide their grid
cells into smaller units and support applications across various scales. However, tiling techniques face several
challenges. First, defining the number of tiles remains mostly an arbitrary decision. Second, grid-box summary
statistics are usually employed to summarize the land surface fluxes and storage. Despite being informative, these
statistics are insensitive to the large-scale spatial patterns within the macro-scale grid cell. Third, the number
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of tiles must be considered as an influencing factor within the tiling structure determination as it increases the
computational burden. Finally, the multi-objective nature of the problem must be considered as usually the accu-
rate representation of a single state/flux is not the end goal.

This study introduced a pattern-aware metric of heterogeneity based on the concept of the empirical covariance
function to measure the degree of heterogeneity representation of several tiling configurations. In addition, we
introduced a multi-objective optimization approach using a large sample of tiling scheme parameter combi-
nations. Ultimately, we converged toward the multi-process response of a quasi-fully distributed configuration
while minimizing the associated computational cost. The selected tiling configuration reduced the computational
burden to 1% of the quasi-fully distributed structure for a case study centered on a 1 X 1° region of complex
terrain (in mountainous Colorado, USA). An additional feature of the approach included the ability to perform
detailed analyses on the tiling scheme parametric space.

The results showed how (a) a predictive random forest model can be used to predict the spatial structure of the
LSM's time-averaged hydrological fields; (b) an LSM with a reduced-order tile configuration reproduced a highly
heterogeneous model setup with a significantly lower computational expense; (c) hydrological convergence is
highly process-, time aggregation-, site-, parameter set, and tiling scheme-dependent; (d) the optimal hydrologi-
cal convergence routes can be identified using a multi-objective Pareto efficiency analysis, and (e) a single metric
can be used to determine the optimum set of configurations to be used in the simultaneous representation of the
multi-scale heterogeneity of several processes. These results, however, were specific to the selected tiling scheme
(HMC). As such, it is recognized that this is just one of the many possibilities for representant heterogeneity and
that more efficient and accurate tiling strategies might exist.

The developed approach is only the first attempt to objectively select the parameters to use within LSM's and
ESM's tiling schemes and simultaneously evaluate the quality of the LSM's modeled hydrological processes.
Moving forward, the transferability of the approach should be tested under various tiling schemes, hydrological
model structures, clustering techniques, proxies of physical heterogeneity, temporal windows, and domain sizes.
Furthermore, the community will benefit from a generalized method to precompute the tiling structure on any
domain over continental scales (e.g., CONUS), as well as from a method to objectively quantify the heterogeneity
and information losses derived from arbitrary selections within models. This work represents a step toward adapt-
ing the current tiling schemes to better leverage the available high-resolution data to account for the dynamic
nature of land surface processes. Overall, this novel approach provides a path forward to precomputing robust
tile configuration for ESMs and LSMs while considering the spatial heterogeneity and accuracy of hydrologic
processes.

Data Availability Statement

The HydroBlocks model code used in this study is preserved at https://doi.org/10.5281/zenodo.4071692 (Chaney
& Vergopolan, 2020). The data that support the findings of this study, including the HydroBlocks inputs, the
ESCEFs resulting from HydroBlocks simulations used to train and test the Random Forest Models (RFM), the
converged RFM, and the ESCFs for the QFD solution are preserved at https://doi.org/10.5281/zenodo.7051439
(Torres-Rojas and Chaney, 2022). Table 2 references the open access data sets used to force HydroBlocks.
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