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ARTICLE INFO ABSTRACT
Keywords: Coastal terrestrial-aquatic interfaces (TAls) are crucial contributors to global biogeochemical
Remote sensing cycles and carbon exchange. The soil carbon dioxide (CO3) efflux in these transition zones is

Harmonized Landsat Sentinel-2

however poorly understood due to the high spatiotemporal dynamics of TAls, as various sub-
Hierarchical Agglomerative Clustering (HAC)

. ecosystems in this region are compressed and expanded by complex influences of tides,

Post hoc hypothesis test A i . . .
Random Forest (RF) changes in river levels, climate, and land use. We focus on the Chesapeake Bay region to (i)
SHapley Additive exPlanations (SHAP) investigate the spatial heterogeneity of the coastal ecosystem and identify spatial zones with
similar environmental characteristics based on the spatial data layers, including vegetation

phenology, climate, landcover, diversity, topography, soil property, and relative tidal elevation;

(ii) understand the primary driving factors affecting soil respiration within sub-ecosystems of the

coastal ecosystem. Specifically, we employed hierarchical clustering analysis to identify spatial

regions with distinct environmental characteristics, followed by the determination of main

driving factors using Random Forest regression and SHapley Additive exPlanations. Maximum

and minimum temperature are the main drivers common to all sub-ecosystems, while each region

also has additional unique major drivers that differentiate them from one another. Precipitation

exerts an influence on vegetated lands, while soil pH value holds importance specifically in

forested lands. In croplands characterized by high clay content and low sand content, the sig-

nificant role is attributed to bulk density. Wetlands demonstrate the importance of both elevation

and sand content, with clay content being more relevant in non-inundated wetlands than in

inundated wetlands. The topographic wetness index significantly contributes to the mixed

vegetation areas, including shrub, grass, pasture, and forest. Additionally, our research reveals

that dense vegetation land covers and urban/developed areas exhibit distinct soil property

drivers. Overall, our research demonstrates an efficient method of employing various open-source

remote sensing and GIS datasets to comprehend the spatial variability and soil respiration

mechanisms in coastal TAI. There is no one-size-fits-all approach to modeling carbon fluxes
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released by soil respiration in coastal TAls, and our study highlights the importance of further
research and monitoring practices to improve our understanding of carbon dynamics and promote
the sustainable management of coastal TAIs.

1. Introduction

Coastal terrestrial-aquatic interfaces (TAls) are the transitional zones of land and ocean realms that serve as critical links between
coastal terrestrial and aquatic habitats [1]. These interfaces include a range of environments, spanning uplands, wetlands, and
coastlines that compress and expand in their spatial extent in response to tides, river-level changes, climate, wetland restoration, and
land use [2-6]. Coastal TAIs experience highly dynamic and fluctuating water levels and are characterized by unique hydrological,
geomorphological, and ecological processes, influenced by the interactions between land, freshwater, and marine systems [7-11].
Although coastal TAIs occupy relatively small areas of the Earth’s surface (approximately 0.07-0.22 %), their impact on local
biogeochemical cycles and land-atmosphere carbon exchange is disproportionately significant [12]. Notably, vegetated coastal eco-
systems account for a minimum of 50 % of the organic carbon found in marine sediments and export an estimated annual range of
174-400 Tg of organic carbon to the ocean [13,14]. Furthermore, coastal wetland ecosystems emit CO3 ranging from 150 to 1020 Tg
per year [15,16]. Due to their ecological significance, coastal TAls are also of great importance for carbon conservation and sustainable
management efforts, exhibiting characteristics that enhance their carbon sequestration potential.

1. High primary production: Coastal TAIs are highly productive ecosystems and support abundant plant growth and photosynthesis,
resulting in the accumulation of organic carbon in their biomass [17,18].

2. Anoxic conditions: Coastal TAlIs (such as mangroves and certain wetlands) experience waterlogging or periods of oxygen depri-
vation (anoxic conditions). In such environments, the decomposition of organic matter is slowed down, reducing the release of
carbon dioxide into the atmosphere, and promoting carbon storage [19,20].

3. Sediment trapping: Coastal TAIs act as barriers that trap and retain sediment transported from the land. The organic carbon present
in these sediments becomes buried and preserved over time, contributing to long-term carbon sequestration [21,22].

Thus, coastal TAIs are a crucial component of the local ecosystem and contribute significantly to the net carbon balance, playing a
vital role in regulating atmospheric CO2 concentrations.

Soil respiration (Rs) is an essential component of the Earth’s ecosystem functioning and a fundamental process in the exchange of
CO; between land and the atmosphere. It comprises the second most significant flux following gross primary productivity [23,24]. Rs
refers to the total efflux of CO5 from soils into the atmosphere as a result of belowground biological and physicochemical processes [25,
26]. Almost all previous Rs research has focused on upland ecosystems, however, and far less is known about the dynamics of coastal
regions [1,27].

Rs in coastal TAIs exhibit unique characteristics that distinguish it from other ecosystems due to specific environmental conditions
and interactions within the land-ocean transitional zones. Rs in these environments can be influenced by the presence of halophytic
plants adapted to tolerate high salinity [28]. Coastal transitional aquatic ecosystems receive nutrients from both land and sea, shaping
a unique cycling process involving microbes, organic matter, nutrients, and phytoplankton interactions [29-31]. Factors such as
organic matter availability and plant community composition affect soil respiration rates by influencing microbial activity, nutrient
deposition from tidal waters, and root respiration interactions [32,33]. Moreover, different plant species have varying phenological
patterns which affect the quantity and quality of organic matter inputs to the soil. Increased plant productivity may contribute more
organic matter to the soil through root exudates and litterfall, leading to increased microbial activity and higher soil respiration rates
[34]. Climate influences soil respiration directly through temperature and moisture. Warmer temperatures generally accelerate soil
respiration rates by enhancing microbial activity and increasing rates of organic matter decomposition.

Moisture availability also plays a critical role, as soil moisture affects microbial activity and the availability of substrate for
respiration [35,36]. Different land cover types (e.g., forests, grasslands, wetlands, urban areas) have distinct vegetation composition,
organic matter inputs, and land management practices, all of which influence soil respiration [37]. Higher biodiversity often leads to
increased productivity and a greater variety of organic inputs to the soil, which can enhance microbial diversity and activity, thereby
impacting soil respiration rates [38]. Topographic features like slope, aspect, and elevation also can influence soil moisture, tem-
perature, and nutrient availability, all of which can affect soil respiration rates [39,40]. Soil type, organic matter content, bulk density,
nitrogen, pH, and microbial biomass are important factors influencing soil respiration [41]. For example, soils with higher organic
matter content typically have higher respiration rates due to increased substrate availability for microbial decomposition [42].
Additionally, soil physical and chemical properties can interact with other environmental factors (e.g., plant roots, land use, and
management practices) to modulate soil respiration dynamics [43].

Despite decades of research focused on coastal upland and wetland ecosystems and the boundary between them, there remains a
large gap in our understanding of the processes by which climate, vegetation, topography, water, soil property, sediments, and mi-
crobes interact to drive spatial and temporal variation in carbon fluxes cycling across coastal TAIs [44]. The gap arises partially from
the highly compressed spatial and temporal scales at which TAIs process change, which must be characterized by comparing the field
measurements of fluxes into and out of the TAI ecosystem with surrounding landscape properties. The difficulty lies in the inability to
effectively characterize the heterogeneity of coastal TAIs or quantify the material interactions between land and ocean [1], considering
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the complex spatial variations in geomorphology, soil property, and vegetation communities [12]. This requires an extensive amount
of spatially explicit data, which cannot be obtained solely through traditional field measurements.

Open source remote sensing and GIS products offer a feasible solution for studying coastal terrestrial-aquatic ecosystems, providing
a comprehensive and synoptic view of dynamic TAI characteristics [45], for example, coastal wetland type identification [46-48],
flooding area monitoring [49-51], geomorphology investigation [52-54], sediment concentration [55-57], coastal tree mortality
[58-60]1, and coastal urbanization [61-63]. Remote sensing techniques have also been applied to estimate carbon fluxes and analyze
the response of local environments to carbon fluxes in coastal ecosystems [64-69]. Overall, these open-source datasets offer
considerable benefits for managing the sustainability and health of coastal regions that balance environmental, economic, and human
needs. By leveraging data from multi-source, this study aims to characterize the spatial heterogeneity through zonation analysis based
on clustering approach, as well as investigate the key environmental factors driving soil respiration. Coastal regions have unique
characteristics that make them difficult to understand and model [1]. It is thus important to consider the specific characteristics and
dynamics of each coastal ecosystem when applying these methods, as factors such as vegetation types, inundation, sediment
composition, soil property, and climate variability can vary significantly across different regions.

In this study, we used multi-source remote sensing and GIS datasets to characterize above- and below-ground properties to
investigate the spatial heterogeneity of the coastal terrestrial-aquatic ecosystem within the Chesapeake Bay (CPB) area and evaluate
the major drivers of soil respiration. Being the largest estuary in the United States, CPB boasts a diverse array of flora and fauna,
alongside various types of land use that intersect with human activity. A comprehensive assessment of the interplay between coastal
catchment characteristics and soil respiration holds paramount importance in understanding carbon dynamics and forecasting the
future course of atmospheric CO, concentrations. We employed a machine learning approach to identify the primary factors influ-
encing soil respiration. Our hypotheses were that: (1) the regional catchment properties obtained from multi-source remote sensing
products and GIS datasets enable statistical exploration of spatial heterogeneity and identification of spatial zones in similar ecological,
topographic, and biochemical characteristics; and (2) the major driving factors affecting soil respiration exhibit variations within
different sub-ecosystems in coastal TAIs. In addition, we aimed to validate whether the main driving factors identified by open-source
remote sensing and GIS datasets are comparable to the field-based experimental findings.
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Fig. 1. Chesapeake Bay is situated in the Mid-Atlantic region and is mainly separated from the Atlantic Ocean by the Delmarva Peninsula, which
encompasses sections of Maryland’s Eastern Shore, Virginia’s Eastern Shore, and Delaware. Inundated areas were derived from Ref. [74].
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2. Study area

Our study area (centered at 37°57'45"N, 76°10'13"W) is located in the Chesapeake Bay (CPB) Watershed, a region along the Mid-
Atlantic coast with a total area of 19,385 km? (Fig. 1). The CPB is the largest estuary in the United States and home to a wide variety of
flora and fauna [70]. The predominant land use in the CPB is forest, but there are also areas with intensive agricultural practices and
wetlands [71]. This region is characterized by a subtropical climate, featuring warm and humid summers, and cool to mild winters,
stretching from the southern outlet of the Susquehanna River in Maryland to the mouth of the James River in Virginia. The average
annual temperature in the region ranges from 13 °C in the north to 18 °C in the south, with hot (above 32 °C) summers and
below-freezing winters. The region experiences an average of 1016-1270 mm of rainfall per year, with most of the precipitation falling
between May and September [72]. The terrain of the CPB region varies from flat coastal plains to rolling hills and mountains, with the
highest peak reaching over 1219 m. CPB is relatively shallow, with an average depth of 6.4 m and a maximum depth of 53 m, and its
shallow depth and vast area make it sensitive to changes in land use and water quality [73].

3. Data and methods

Our research framework has three major steps: (i) data processing, (ii) determination of cluster number, and (iii) feature impor-
tance measurement. This paragraph provides a brief description of the workflow used in the study (Fig. 2). In step (i), a series of
features were extracted and processed from multi-source remote sensing and GIS products, including carbon fluxes of soil respiration,
vegetation phenological index, climate condition, land use and cover, Shannon diversity index, topography information, soil prop-
erties, inundation regions, and distance to shoreline (section 3.1). In step (ii), we determined the optimal cluster number by integrating
unsupervised hierarchical clustering and post pairwise hypothesis test (section 3.2). In step (iii), we measured the feature importance
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Fig. 2. Flowchart showing the processing steps in this study.
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per each cluster using Random Forest regression and SHapley Additive exPlanations (SHAP) (section 3.3).
3.1. Data processing

3.1.1. Soil respiration data

In this study, soil respiration information was acquired from a generic global gridded estimate of annual soil respiration and soil
heterotrophic respiration at 1 km spatial resolution (https://daac.ornl.gov/CMS/guides/SoilResp_HeterotrophicResp.html; [75]). This
gridded estimation of soil respiration was carried out using a quantile regression forest model, the parameterization of which model
utilized data from the global Soil Respiration Database Version 5 (SRDB-V5; [76]), covariates of mean annual temperature, seasonal
precipitation, and vegetative cover. Particularly, the Global Soil Respiration Database (SRDB) is a publicly available dataset of soil
respiration observations from peer-reviewed literature studies, initiated by Bond-Lamberty et al. [77] in 2010. The latest SRDB Version
5 is a compilation of in situ measurements from around the globe through 2017 (sample = 10,366). In CPB, we vectorized the gridded
dataset in Ref. [26] and extended it 5 km inward along the coastline to create our regions of interest (Fig. 1).

3.1.2. Harmonized Landsat 8 and Sentinel-2 (HLS) imagery

We leveraged the Surface Reflectance Product of NASA’s HLS (https://hls.gsfc.nasa.gov) to capture high-frequency temporal
vegetation phenology. HLS data has a high temporal frequency of 3-4 days, which benefited from fusing the existing publicly available
dataset of Landsat-8 and two Sentinel-2A and -2B satellites. The product of HLS involves a sequence of four processing steps,
encompassing atmospheric correction and cloud masking, geometric resampling and geographic registration, bidirectional reflectance
distribution function (BRDF) normalization, and band path adjustment. A comprehensive technical description of this product is
presented in Ref. [78]. For this work, we used Version 1.4 of 30 m spatial resolution HLS data. A total of 2008 scenes for the year 2019
were downloaded and processed. We then calculated kNDVI and used it as a robust proxy for the vegetation productivity of our study
area. kNDVI is a nonlinear generalization of NDVI and has proven to be a more accurate measure of terrestrial carbon source/sink
dynamics and vegetation productivity [79].

2
kKNDVI = tanh < <NIR%6R“’) ) 1)

Where ¢ is a tunable length scale parameter intended to capture nonlinear sensitivity of NDVI to vegetation density, NIR is the near
infrared band, and Red is the red band. Following the suggestion in Ref. [79], we used the generalization value of 6 = 0.5 x (NIR +
Red), which simplifies Eq. (1) to kNDVI = tanh((NDVI)?). Because KNDVI is designed to represent the biosphere for vegetated lands,
we generated a vegetation mask using the 2019 National Land Cover Database (NLCD), finally, we calculated the fractional kNDVI
value of the vegetated area in each 1 km grid in 2019.

3.1.3. Climate data

Climate factors are known to affect carbon dioxide flux from soils to the atmosphere as a result of autotrophic and heterotrophic
belowground processes [80-82]. The climatic data used in this study were obtained from the Daymet (https://daymet.ornl.gov)
gridded estimates of daily weather parameters. These estimates were generated by interpolating and extrapolating daily meteoro-
logical observations on a continuous surface dataset with a spatial resolution of 1 km, covering the Contiguous United States [83]. We
extracted 1 km grid-level annual averages for minimum and maximum temperature and annual total precipitation in 2019 for sub-
sequent analysis use.

3.1.4. National Land Cover Database (NLCD) data

The land cover dataset used in our study area was obtained from the National Land Cover Database (NLCD) for the year 2019 [84],
which was procured from the Multi-Resolution Land Characteristics Consortium website (http://www.mrlc.gov). The NLCD dataset
has a spatial resolution of 30 m and was generated using Landsat data as the primary input to develop a 16-class land cover classi-
fication scheme. In this study, biodiversity was quantified for inter-strata impact on soil respiration, Shannon Diversity Index was
applied [85]:

Shannon Diversity Index = — Z (P; x In P;) @

Where P; is the relative abundance of a species within a unit. Shannon Diversity Index = 0, when the grid contains only 1 patch type (i.
e., no diversity). Shannon Diversity Index increases as the number of different patch types (i.e., patch richness) increases, and/or the
proportional distribution of area among patch types becomes more equitable. We employed the Python implementation in the package
PyLandStats (https://github.com/martibosch/pylandstats) to complete the Shannon Diversity Index procedure.

To further extract the land cover information in each 1 km grid unit, we aggregated the NLCD land cover into four main categories,
namely forest (comprising deciduous forest, evergreen forest, and mixed forest), shrub/grass/pasture (including shrub, scrub,
grasslands, and herbaceous areas), wetland (woody wetland, and emergent herbaceous wetland), and cropland. Ultimately, the areal
proportion of specific land cover in each 1 km grid was calculated.
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3.1.5. Topography data

To account for the heterogeneous topography, we utilized the 10 m high-resolution Digital Elevation Model (DEM) from the 3D
Elevation Program (https://www.usgs.gov/3d-elevation-program; 3DEP). The 3DEP program is a collaborative effort among federal
agencies, state/local governments, and tribal partners to collect and deliver high-quality, high-resolution elevation models for the USA
through precise light detection and ranging (LiDAR) and interferometric synthetic aperture radar (InSAR) data [86]. From this data,
we derived several topographic variables, including elevation, slope, aspect, and the topographic wetness index (TWI). The TWI
provides insight into the impact of topography on local moisture availability and was computed as the natural logarithm of the ratio
between the upslope contributing drainage area and the slope gradient of the grid cell [87]. The upslope contributing drainage area
represents the accumulation of water flow from upstream areas.

3.1.6. Soil property data

This research utilized the US SoilGrid100 m maps to extract six types of soil properties, i.e., clay content, sand content, bulk density
(BD), pH value, soil organic carbon (SOC), total nitrogen (TN), these datasets are publicly accessible through Penn State University
repository (https://scholarsphere.psu.edu) or GitHub repository (https://github.com/aramcharan/US_SoilGrids100m). These soil
property maps were developed using three national U.S. soil point datasets (NCSS Characterization Database, National Soil Infor-
mation System, and Rapid Carbon Assessment), in combination with remotely sensed products and machine learning algorithms
(Random Forest and Gradient Boosting). These soil property maps provide high-resolution spatial information for the Conterminous
United States at 100-m spatial resolution for 7 standard soil depths (0, 5, 15, 30, 60, 100, and 200 cm) [88]. We calculated the mean
value of each soil property across these seven depths in each 1 km grid for further analysis.

3.1.7. Tidal elevation data

Tidal inundation has a significant impact on soil respiration. We used a dataset of relative tidal marsh elevation maps, which
provides maps of the elevation of coastal wetlands relative to tidal ranges for the Conterminous United States (CONUS) at 30 m
resolution (https://daac.ornl.gov/CMS/guides/Coastal US_Elevation_Data.html; [74]). These maps were developed using partial de-
rivatives to compute the relative tidal elevation. The method involved normalizing the elevation of estuarine wetlands and adjacent
palustrine wetlands to the tidal amplitude at mean high water (MHW). This process was applied to the wetlands that had a probability
greater than 1 % of being below the mean higher high water spring (MHHWS) tide elevation layer crossing the USA’s coastal regions
and any wetlands classified as tidal in the National Wetland Inventory. Along with the relative tidal elevation, we identified the
inundated region (see Fig. 1) and calculated the fraction of the inundated area for each 1 km grid for subsequent modeling.

3.2. Determination of cluster number

We used hierarchical agglomerative clustering (HAC; [89]), an unsupervised machine learning technique, to cluster input features
and identify zones with similar characteristics in the CPB terrestrial aquatic ecosystem. This clustering method works by measuring the
distance between pairs of observations and gradually merging them into larger clusters based on their similarity. The algorithm starts
with each data point as a separate cluster and merges them based on increasing levels of similarity, forming a dendrogram that shows
the hierarchical relationships between the clusters. We chose Ward’s criterion as our distance measure, which minimizes the total

Table 1
Description of environmental factors used in analyses. In total, 21 factors were chosen to represent eight aspects of environmental conditions:
vegetation phenology, climate, land cover, biodiversity, topography, soil property, relative tidal elevation, and distance to the shoreline.

Factor type Factor name Description Resolution Reference
Vegetation kNDVI Mean kernel Normalized Difference Vegetation Index 30 m [79]
Climate Tmax Annual average maximum temperature 1 km [83]
Tmin Annual average minimum temperature
Prcp Total accumulated precipitation
Land cover Forest Fraction of forest land 30 m [84]
Shrub_grass_pasture Fraction of shrub/grass/pasture land
Crop Fraction of cropland
Wetland Fraction of wetland
Biodiversity Shannon_diversity Mean Shannon diversity 30m [85]
Topography Elevation Mean elevation 10 m [86,871
Aspect Mean aspect
Slope Mean slope
TWI Mean topographic wetness index
Soil property Clay_mean Mean clay content 100 m [88]
Sand_mean Mean sand content
BD_mean Mean bulk density
pH_mean Mean pH value
SOC_mean Mean soil organic carbon content
TN_mean Mean total nitrogen
Tidal level Inundation Fraction of inundated area 30 m [64]
Distance Distance Euclidean distance from centroid of grid to shoreline
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variance within each cluster by merging pairs of clusters that result in the minimum variance. This method has been successful in
previous studies on coastal TAIs [10,90].

We tested 21 features covering eight aspects of local environmental conditions that play an important role in soil respiration
(Table 1, see data and pre-processing of the flowchart in Fig. 2 and section 3.1 for details). We implemented data standardization and
Principal Component Analysis (PCA; cumulative explained variance >90 %) to prevent the model from being biased toward features
with larger scales or ranges and make it more computationally efficient [91]. After performing hierarchical clustering, we conducted
post hoc pairwise hypothesis tests to compare the mean differences between clusters to help us determine which clusters are signif-
icantly different and which ones are similar. For HAC, we used the Python implementation in the package Scikit-learn, and for post hoc
pairwise hypothesis tests we used the specific Python package - scikit-posthocs (https://github.com/maximtrp/scikit-posthocs). We
applied t-tests to make this pairwise comparison and determine the optimal clustering number in our study area. We defined the below
criteria for the purpose of determining the optimal clustering number.

Number of significant difference

3

Ratio;; = —
o Total number of pairs

Where Ratio represents the percentage of the number of significant differences to the total population, i represents the candidate value
of cluster number from 3 to 21, f represents the input feature.

To determine the optimal number, the following criteria and requirements must be met: (i) The minimum value of the ratio must be
greater than 0.80; (ii) The mean value of the ratio of all features must be the highest among all candidate values of cluster number [92].

3.3. Feature importance analysis

To identify environmental key drivers within each cluster, we performed a multivariate analysis and feature importance estimation
using Random Forest regression and Shapley Additive exPlanations (SHAP) technique. Random Forest regression algorithm is an
ensemble-learning algorithm that combines a large set of regression trees, which has been successfully applied in carbon flux studies
[93,94]. In Random Forest regression, the algorithm begins by generating several bootstrap samples from the input training dataset.
For each bootstrap sample, a decision tree is constructed by recursively splitting the data based on a set of conditions or restrictions. At
each split, a random subset of input variables is considered for binary partitioning, which helps to reduce overfitting and increase
model generalization. Once all the trees are constructed, predictions for a new observation are made by averaging the predictions of all
the trees. Such an ensemble approach helps to reduce the impact of individual trees that may be biased or overfit to the training data.
To develop a regression model using Random Forest, a set of hyper-parameters needs to be configured. These hyper-parameters are
optimized by selecting the optimal values that produce the lowest error on the validation dataset. To efficiently search for the optimal
hyper-parameter values, we employed a “random search” strategy (n_iter = 2000), which involved repeatedly training the Random
Forest model using a random sample of all possible combinations of hyper-parameter values. This approach is particularly effective and
greatly improves the efficiency of optimization when the model’s performance is primarily influenced by only a subset of
hyper-parameters [95]. To get a robust evaluation of model performance per cluster, we employ an 80/20 split and a 10-fold
cross-validation technique. The details of the hyper-parameter optimization process are presented in Table 2.

Following the developed models per cluster, we utilized SHAP to interpret the feature importance in soil respiration projection.
SHAP is a unified approach for explaining the output of any machine learning model by computing the contribution of each feature to
the final prediction through the utilization of Shapley values [96]. The main idea behind SHAP is to use the concept of Shapley values
from cooperative game theory to explain the output of a model. The Shapley value of a feature represents the expected marginal
contribution of that feature to the prediction, considering all possible combinations of features, it quantifies the extent to which a
particular feature influences the model’s output while controlling for the influence of other features [97]. The feature importance was
calculated as the mean absolute Shapley value (i.e., mean of [SHAP value|) using all samples as input. For Random Forest regression,
we used the Python implementation in the package Scikit-learn, and for SHAP we used the specific Python package (https://github.
com/slundberg/shap).

4. Results
4.1. Clustering

The results are presented in Fig. 3, where Fig. 3a depicts the trends observed in the minimum and mean ratios across the range of

Table 2
Hyper-parameters of Random Forest regression and corresponding value ranges for a random search strategy.
Model Hyper-parameter Candidate values
Random Forest Regressor n_estimators 100, 200, 300, 400, 500, 600, 700, 800, 900, 1000, 1100, 1200
max_depth 3,6,9,12, 15,18, 21
min_samples_split 2,4,6, 8,10, 12, 14, 18, 20, 22, 24, 26, 28, 30, 32, 34, 36, 38, 40
min_samples_leaf 1,3,5,7,9,11,13,15,17, 19, 21
max_features ‘log2’, ‘sqrt’, All
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Fig. 3. (a) The minimum and mean ratios for which input features are pairwise significantly different for each number of clusters (p < 0.05); (b)
Post hoc pairwise significance heatmap of each input feature for 8 clusters. NS stands for Not Significant.

cluster numbers (3-21), indicating that 8 clusters exhibited the most favorable results; Fig. 3b illustrates the outcomes of the post hoc
pairwise hypothesis test, providing insights into the significant differences in means among the 21 environmental variables for the
derived 8 clusters.

The analysis of the 21 environmental factors resulted in the identification of eight distinct clusters in the study area. The spatial
distribution of these clusters is depicted in Fig. 4a, highlighting the variability across the region. Each cluster exhibits unique char-
acteristics related to vegetation condition, topography, soil composition, and tidal level. Cluster 1 stands out with the highest Shannon
diversity index, and represents a mixture of shrub, grass, pasture, and forest areas. Clusters 2 and 5 are primarily composed of
croplands, but cluster 5 is distinguished by its high sand content and low clay content than cluster 2. Cluster 3 represents upland
forested regions situated farthest from the shoreline in high elevation areas. Clusters 4 and 6 are associated with wetland environ-
ments, with cluster 6 exhibiting more pronounced inundation by tides. Cluster 6 also displays the highest soil organic content and total
nitrogen, along with the lowest bulk density and sand content, compared to cluster 4. Cluster 7 represents dense plant-covered lands
with high vegetation productivity (kNDVI) and is characterized by its proximity to the shoreline and the highest topographic wetness.
Lastly, cluster 8 predominantly consists of urban and developed lands, with the highest land surface temperature recorded.

Boxplots of Fig. 5 demonstrate the details of the variability in each feature. To further understand the variation of soil respiration
among the identified clusters, we generated individual boxplots (Fig. 4b) and pairwise t-test results (Fig. 4c) for each cluster, allowing
for a comparison of their central tendencies and variability. We found that the mean values of Rs in cluster 1 and cluster 7, cluster 3 and
cluster 5, as well as cluster 6 and cluster 8, were relatively close to each other (see Fig. 4c). These findings suggest that there may not be
statistically significant differences in the mean Rs between these cluster pairs.

4.2. Environmental drivers for soil respiration

Random Forest regression model explained significant variation in carbon fluxes for all 8 clusters. However, the predictability of
the model varied from cluster to cluster. Table 3 presents summary statistics obtained from Random Forest regression, indicating the
quality of the regression model and the optimal settings used for each cluster. There is a significant variation in the R? and RMSE for the
different clusters. Cluster 5 is the most predictable cluster, followed by Cluster 1. Cluster 7 is the least predictable. The optimal pa-
rameters for each cluster also vary. This means that there is no one-size-fits-all approach to modeling carbon fluxes. The optimal
parameters varied depending on the specific cluster being modeled.

The average |SHAP| of all features was used to determine the primary driving factors per cluster. Clusters exhibited significant
variation in their feature importance, suggesting the importance of different features in predicting carbon fluxes depends on the
specific cluster being modeled (Fig. 6). The most important features for predicting soil carbon fluxes are generally related to climate,
topography, and soil properties. The main factors vary from cluster to cluster, but some features are consistent across clusters, such as
Tmax, Tmin, and Precipitation. Other factors, such as bulk density, clay content, sand content, and elevation, exhibit variations across
clusters. Besides, when considering the whole area as domain, the feature importance analysis shows that while temperature and
precipitation remain the most informative features, the information on soil texture (clay content), the local micro-topography (TWI),
as well as land-use (cropland), becomes critical for the estimation of soil respiration. This is expected since these features provide
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localized environmental information in a very heterogeneous ecosystem. These features indeed show high variability across the
different clusters (see Fig. 5).

5. Discussion
5.1. Ecosystem variability

The coastal TAIs across the CPB are characterized by their remarkable diversity, encompassing a wide range of habitats within the
transitional zones between land and ocean. The clustering presented herein allowed us to capture spatial variability in terms of
vegetation, climate, land cover, biodiversity, topography, soil property, and inundation, as well as to identify 8 spatial regions with
similar properties. Such spatial variability is likely due to differences in the structure, function, and composition of the coastal TAI
ecosystems [98,99]. Topographic metrics (elevation and slope) and relative tidal elevation influence the spatial distribution and
connectivity of wetland land cover. These wetland regions were close to shoreline, in low-lying lands and with high soil organic carbon
content. This is primarily due to the accumulation of dead plant material, known as peat, in waterlogged and oxygen-deprived en-
vironments [100,101].

Forested lands are furthest away from the shoreline with the highest elevation in upland regions. These forested lands are often
mixed with shrubs, grass, and pasture, which introduced structural complexity and increased species heterogeneity. This high species
diversity in vegetation structure further provides varied niches and habitats for different plant species, leading to higher species
richness and ecological interactions [102].

Most of the croplands are on the eastern shore of the CPB, and varying soil properties in these zones can be crucial for agricultural
activities or habitat provisioning for certain crop types. For example, some of the crops commonly grown in this area: corn (maize) and
soybeans can tolerate lower clay content and higher sand content in the soil [103,104]; crops with deep and thick root systems, such as
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Fig. 5. Boxplots of input features for each cluster.
Table 3
Summary statistics per cluster and the whole area derived from Random Forest regressions and relative optimal parameters.
Cluster # 1 2 3 4 5 6 7 8 All
Sample size 4571 4426 2832 971 2491 721 988 2386 19,386
R? 0.83 0.76 0.76 0.85 0.94 0.85 0.61 0.62 0.84
RMSE 27.98 30.88 41.82 36.92 23.89 36.93 46.54 31.76 29.74
n_estimators 900 400 300 800 1200 500 1100 900 300
max_depth 18 18 18 18 15 18 18 18 21
min_samples_split 4 2 5 2 4 6 2 3 2
min_samples_leaf 1 1 1 1 1 1 1 1 1
max_features All All All All All All All All All

sunflowers, canola, and deep-rooted legumes like alfalfa, can tolerate higher bulk density soils [105,106]. High land surface tem-
peratures were observed in urban and developed areas. These areas often have limited green spaces and sparse plant cover compared to
natural areas. Trees, plants, and green spaces help regulate temperatures through evapotranspiration and shading. In their absence,
developed areas experience a lack of natural cooling mechanisms, resulting in elevated land surface temperatures [107].

While this study provides a spatially explicit representation of TAI's soil respiration variability, the carbon fluxes of coastal regions
are less well understood in general [1]. It is essential to recognize that such analyses are specific to CPB and uncertainties may be
introduced due to the spatial scale of investigation and the availability of ready-to-use products in the process of sub-ecosystem
delineation and primary driving factor determination. In our study, we found that Tmax, Tmin, and Precipitation exerted consider-
able influence on the variability of soil respiration at a large regional scale. However, these differences may not be as significant at
smaller spatial scales, making it challenging to accurately predict soil respiration solely based on these factors. Additionally, the
presence of dissolved organic carbon (DOC), nitrate, and ammonia concentrations in soil can also significantly influence microbial
activity and respiration processes [108-110].
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On the other hand, TAI ecosystems, such as CPB, show very heterogeneous ecosystem properties, which are difficult to model.
Through clustering analysis, we were able to understand the spatial heterogeneity and identify specific coastal zones characterized by
distinct environmental characteristics. These zones effectively capture the spatial heterogeneity that exists across the CPB, represented
by the diverse range of co-varying land cover, plant productivity, topographic properties, and tidal effects, highlighting the inherent
relationship between environmental factors and ecological processes. It is noteworthy that our approach sets itself apart from other
studies conducted in the CPB region that often are limited to specific subsets of the TAI system by field measurement [111-113], we
integrated multi-source remote sensing/GIS products and machine learning algorithms to provide a spatially explicit of varied
ecosystem variability. Furthermore, the determination of the optimal number of clusters is achieved through an iterative procedure
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involving post hoc pairwise hypothesis tests, a step that can potentially yield varying cluster numbers and correspondingly distinct
coastal sub-regions in different study cases, which are also based on the varied available remote sensing/GIS products.

5.2. Impact of environmental properties on soil respiration

Climate factors (maximum and minimum temperature) make a significant contribution to soil respiration crossing ecosystems due
to their direct and indirect influences on key biological and physical processes that drive soil respiration. Soil respiration is primarily
driven by microbial activity, particularly by soil microorganisms such as bacteria and fungi [32]. Microbes are highly
temperature-sensitive, and their metabolic processes are directly affected by temperature [114,115]. Warmer temperatures generally
accelerate microbial activity, enzymatic reactions, and metabolic processes, leading to increased decomposition of organic matter and
higher rates of soil respiration [116]. As a result, higher maximum and minimum temperatures provide more favorable conditions for
microbial respiration, resulting in elevated soil respiration rates. Additionally, precipitation was found to have an impact on all
vegetated lands, such as the lands of forests, shrubs, grass, crops, and woody wetlands. Precipitation influences soil respiration
indirectly by affecting soil moisture and substrate availability. Adequate moisture levels are essential for microbial activity and the
availability of dissolved organic carbon in the soil [117]. Precipitation also plays a role in the water-air balance within the soil.
Excessive precipitation can saturate the soil, leading to poor aeration and reduced oxygen availability [118]. In such conditions,
anaerobic respiration processes dominate, resulting in lower soil respiration rates. Conversely, moderate precipitation levels maintain
optimal soil moisture and a well-aerated environment, facilitating aerobic respiration and higher soil respiration rates [119]. Our
results are consistent with the findings of Najjar et al. [120] for the same study area, who found that soil CO; efflux was strongly
regulated by both changes in precipitation and temperature.

In addition to temperature and rainfall, we observed differences in other major drivers between clusters, which may be attributed to
variations in soil properties and topography in each region. The mixture, consisting of shrubs, grass, pasture, and forest regions,
exhibited high species diversity (cluster 1). In these areas, TWI (topographic wetness index; Table 1) is another major driving factor
apart from temperature and precipitation. The presence of different vegetation types in these mixed areas has different strategies for
water uptake, water retention, and water loss, suggesting varying water requirements and adaptations to moisture conditions [121,
122]. In the areas with higher TWI and increased water accumulation potential, soil moisture levels may remain relatively high,
creating favorable conditions for microbial respiration. Hopple et al. [123] conducted a field study in the Muddy Creek (a stream
draining into an arm of the CPB) and demonstrated topography is a dominant control in the mixed forested land, where the topo-
graphic gradients are highly correlated with variability of Rs. The varying elevation gradients result in some measurement points
draining faster than others, creating substantial differences in soil water content within the measured plots, these differences in soil
moisture in turn lead to strong differences in soil respiration [124]. Thus, TWI helps capture the influence of terrain characteristics on
water availability and movement, for a better exploration of soil respiration [125].

In croplands with high clay content and low sand content (cluster 2), bulk density plays a significant role in influencing soil
respiration. In CPB, over one-quarter of the land is devoted to agricultural practices, some agricultural practices—including over-
irrigating farmland, over-tilling soil, and over-applying fertilizers and pesticides —can break up soil structure, reducing the size
and number of macropores and increasing bulk density, then in turn, affect the rate of soil respiration [126,127]. In these croplands,
the compacted soil structure (higher bulk density) can limit the movement of air and gas exchange. As a result, oxygen availability in
the root zone may be reduced. When oxygen availability is limited, microbial activity and subsequent soil respiration rates may be
hindered. In addition, high clay content soils have high water-holding capacity due to their small particle size and greater surface area
[128]. However, when the soil is compacted, water movement through the soil can be impeded. Poor water drainage and increased
water saturation can lead to oxygen depletion in the soil, creating anaerobic conditions that are less favorable for soil respiration
[129]. Our finding (Fig. 4b) also confirmed that the agricultural land has lower soil respiration than other land in the CPB region.
Further exploration is warranted due to the substantial spatial variations in soil respiration observed across various types of croplands
[130]. These differences primarily stem from diverse vegetation types and varied management practices, including fertilization,
tillage, irrigation, and crop density [131-133]. Understanding these disparities is imperative for accurately assessing carbon budgets
and devising effective strategies to mitigate the impacts of agricultural practices on climate change.

Soil pH affects soil respiration of the forest ecosystem (cluster 3). The soil pH level can interplay with factors like temperature,
moisture and organic matter, affecting soil respiration [134]. In a study by Vanhala et al. [135] in the forest terrains, when assessing
soil respiration rates at a steady temperature of 14 °C, both moisture and pH play a regulatory role. However, when the moisture level
remains consistent at 60 % of its water-holding capacity, the primary factors affecting soil respiration are organic matter content and
soil pH. Additionally, the forested land is often covered by dense fallen leaves. As the leaves decompose, organic acids are released,
which can lower the soil pH near the litter layer. The process of leaf litter decomposition and the release of organic acids contribute to
the complex interactions between organic matter, pH, microbial activity, and soil respiration in forest ecosystems [136].

Soil sand content and elevation both affect wetland soil respiration, but the presence of higher clay content has a stronger influence
in non-inundated wetlands (cluster 4) than in tidal inundation wetlands (cluster 6). Non-inundated wetlands with higher clay content
may provide more favorable conditions for microbial groups and enhance nutrient retention and availability, which can promote
microbial activity and facilitate decomposition processes, leading to increased soil respiration rates [137]. While in the inundated
wetland, Morrissey et al. [138] further reported that soil salinity also presented a strong correlation with both microbial activity
composition and decomposition rates across a range of tidal wetlands from freshwater to oligohaline of the west CPB region in Virginia.
We also found the dense plant-covered lands (cluster 7) and urban/developed lands (cluster 8) presented varied primary drivers. Soil
clay content and bulk density are the driving factors in dense plant regions, while sand content is important in urban/developed areas.

12
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In dense plant areas, soil clay content and bulk density probably contribute to soil respiration by enhancing water retention, main-
taining favorable moisture conditions, and providing a suitable habitat for microorganisms involved in decomposition processes [139].
Conversely, in urban/developed lands, higher soil sand content resulting from human activities like construction and compaction can
lead to reduced water-holding capacity and limited soil moisture availability [140]. This, in turn, hampers microbial activity and
lowers soil respiration rates. Such anthroponomic activities-induced variations in soil characteristics result in significant spatial
heterogeneity in soil respiration. Bettez and Groffman [141] found that, in the Baltimore City of CPB, highly developed forest areas and
developed herbaceous areas had lower soil respiration rate compared to the undeveloped area.

The extent to which these findings are common to other coastal ecosystems is uncertain as soil respiration rates are critically
dependent on local biogeochemical conditions, climate zones, topographic attributes, land-use change, and availability of datasets.
The localized catchment characteristics of different coastal TAIs may thus have varying impacts on soil CO; efflux. For example, in a
coastal forested wetland study in North Carolina of the US, soil respiration is highly impacted by flooding stage and water table depth,
resulting in seasonal hysteresis in the Rs-soil temperature relationship [142]. Chen et al. [143] reported that seawater intrusion due to
sea level rise reduced soil carbon emissions from freshwater wetlands in the Yellow River estuarine delta of China. The transformation
of land use may significantly impact the ecological, topographic, and biochemical features within TAls, warranting further investi-
gation into its effects on soil respiration [144]. Nevertheless, the developed framework presented in this study offers the opportunity to
bring together different data streams and characterize the spatial heterogeneity driving the ecosystem processes and therefore can be
used to perform more in-depth investigation for specific case studies.

6. Conclusion

This study investigates the spatial clusters of similar ecological, topographic, and biochemical characteristics in coastal TAls, and
highlights the utility of open-source remote sensing and GIS products for spatially explicit monitoring and evaluation of driving soil
CO, emission at the landscape scale. The characteristics of catchment properties enable the detection of spatial heterogeneity and
variability within coastal terrestrial-aquatic ecosystems. Soil respiration in CPB’s various sub-ecosystems was found to be influenced
by maximum and minimum temperatures. Precipitation was observed to exert a significant influence on vegetated lands. In addition to
climate factors, soil properties, and topographic attributes also act as the additional primary driving factors, although they demon-
strate variances across different sub-ecosystems. Thus, integrating open source remote sensing and GIS products enables the spatially
exhaustive assessment of multiple parameters simultaneously, which facilitates the delineation of the spatial heterogeneity and
identification of the main driving factors of the different ecosystems of TAIs. Our study illustrates an effective way of using multi-
source remote sensing and GIS products to understand the coastal soil respiration processes by which climate, soil property, topog-
raphy, and vegetation drive spatial variability in carbon dynamics, which ensures our continued contribution to global carbon ex-
change and climate change mitigation efforts and actions.

Data availability

Publicly available datasets used in this study include: soil respiration grid (https://daac.ornl.gov/CMS/guides/SoilResp_
HeterotrophicResp.html), Harmonized Landsat 8 and Sentinel-2 (HLS) imagery (https://hls.gsfc.nasa.gov), Daymet climate dataset
(https://daymet.ornl.gov), National Land Cover Database (NLCD) dataset (http://www.mrlc.gov), Digital Elevation Model (DEM)
from the 3D Elevation Program (https://www.usgs.gov/3d-elevation-program), US SoilGrid100 m maps (https://github.com/
aramcharan/US_SoilGrids100m), Relative Tidal Marsh Elevation Maps (https://daac.ornl.gov/CMS/guides/Coastal US _Elevation_
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