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Abstract

Accurate crop yield prediction is vital towards optimizing agricultural productivity. Ma-
chine Learning (ML) has shown promise in this field; however, its application to legume
crops, especially to lupin, remains limited, while many models lack interpretability, hinder-
ing real-world adoption. To bridge this literature gap, an interpretable ML framework was
developed for predicting lupin yield using Sentinel-2 remote sensing data integrated with
georeferenced yield measurements. Data preprocessing involved computing vegetation
indices, removing outliers, addressing multicollinearity, normalizing feature scales, and
applying data augmentation techniques to correct target imbalance. Subsequently, six
ML models were evaluated representing different algorithmic strategies. Among them,
XGBoost showed the best performance (R? = 0.8756) and low error values across MAE,
MSE, and RMSE metrics. To enhance model transparency, SHapley Additive exPlana-
tions (SHAP) values were applied to interpret the feature contributions of the XGBoost
model. The Enhanced Vegetation Index (EVI) and Normalized Difference Vegetation Index
(NDVI) were found to be key predictors of crop yield, both showing a positive correlation
with higher values reflecting greater vegetation vigor and corresponding to increased yield.
These were followed by B03 (green) and B12 (short-wave infrared), which captured key
reflectance properties associated with chlorophyll activity and water content, respectively.
Both of them substantially influence photosynthetic efficiency and plant health, ultimately
affecting yield potential.

Keywords: precision agriculture; lupin cultivation; spectral reflectance data; vegetation
indices; explainable artificial intelligence; SHAP values

1. Introduction

Legumes constitute an integral part of sustainable agriculture, providing an impor-
tant source of plant-based protein identifying them as a foundational component in the
protein intake of both humans and domesticated animals [1,2]. They also improve soil
health through biological nitrogen fixation, thus lowering the need for chemical-based
nitrogen fertilizers [3]. Dryland legume crops, including lupin, hold a key position in crop
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production across Mediterranean-type climates. These climates, characterized by cool,
wet winters and hot, dry summers, present unique agricultural challenges that lupin is
well-adapted to withstand [4]. Its resilience to water-limited conditions, combined with
their ability to enrich soil fertility, makes it ideal for enhancing both productivity and
environmental sustainability in these areas. Additionally, its suitability for crop rotation
contributes significantly to food security and soil conservation in semi-arid and temperate
regions. As a consequence, accurate yield prediction for this crop is essential to optimize
production, mitigate food insecurity risks, and guide climate adaptation strategies [5]. By
predicting yields with precision, farmers can make informed decisions about pest control,
irrigation management, and resource allocation [6]. Furthermore, reliable yield forecasts
can help policymakers and implement better-targeted support, especially in regions facing
growing challenges of climate change [7].

Traditional methods for estimating crop yields, including field surveys, meteorological
statistical methods, and governmental reports, struggle with key limitations that impede
their utility [8]. Primarily, they are often time-consuming, expensive, and susceptible to
errors due to inconsistent data or incomplete coverage [9]. Field surveys are labor-intensive
and influenced by seasonal factors, while agro-meteorological models may fail to account
for localized conditions or sudden weather events [10]. These persistent shortcomings
emphasize the critical need for more advanced and scalable crop monitoring solutions that
can deliver timely and accurate yield predictions.

Satellite remote sensing has become a game-changing solution, providing the ability
to monitor crops frequently and with high resolution [11,12]. Specifically, it constitutes
a necessary tool in crop yield monitoring, providing various levels of detail in terms of
location, timing, and spectral resolutions. Remote sensing relies on the electromagnetic
spectrum, such as visible, thermal, and infrared radiation, to examine how this energy
interacts with different features on Earth’s surface [13]. For the effective utilization of
satellite remote sensing in agriculture, precise and dependable quantitative analysis of the
acquired data is paramount. The spectral reflectance signature of vegetation is modulated
by a complex interplay of factors inherent to plant development, including root system
attributes, leaves, soil background influences (like moisture content), canopy structure, and
spatial arrangement [14].

Multispectral sensors quantify crop health through vegetation indices (VIs), which are
mathematical combinations of spectral bands. In essence, VIs serve as statistical proxies
that can be correlated with biophysical variables like Leaf Area Index (LAI), representing
the amount of leaf material, and fraction of Absorbed Photosynthetically Active Radiation
(fAPAR), showing how much sunlight the plants absorb for photosynthesis. These data
are integrated with several crop models to enhance yield predictions [15]. For example,
Neiring et al. [16] assimilated remote sensed LAI and soil moisture into the DSSAT-CERES
model. In addition, Li et al. [17] incorporated LAI and Canopy Nitrogen Accumulation
(CNA) into the aforementioned crop model stressing that the model performed better than
when only one variable was used. Finally, Clevers et al. [18] utilized the semi-empirical
CLAIR model to estimate wheat LAI using ground-based data and imagery from the SPOT
(Satellite Pour I'Observation de la Terre) series. All of them proved the value of remote
sensing for model calibration and improved regional crop yield estimates.

Combining VIs, derived from sources such as Sentinel-2 and Landsat, with artificial
intelligence (AI) methods, including machine learning (ML) and deep learning (DL), has
greatly increased how accurately yields can be estimated [19,20]. In many of these studies,
indices like the Enhanced Vegetation Index (EVI) [21,22] and Normalized Difference Vege-
tation Index (NDVI) [23,24] are commonly used. Nevertheless, a combination of VIs and
individual spectral bands has also been utilized in the related literature [25-33] including
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Near-Infrared (NIR), Shortwave Infrared (SWIR), Green Normalized Difference Vegeta-
tion Index (GNDVI), Greenness Index (GI), Water Index (WI), Normalized Difference
Water Index (NDW1), and Soil-Adjusted Vegetation Index (SAVI). ML algorithms, such as
Random Forest and XGBoost excel at modeling nonlinear relationships between spectral
features and crop yield [34-36]. Unlike ML, DL and hybrid DL architectures, such as Long
Short-Term Memory (LSTM), Convolutional Neural Network (CNN), Bidirectional LSTM
(Bi-LSTM), AdaBoost-LSTM, and CNN-LSTM, automate feature extraction from satellite
time series [37-39].

Research has mainly focused on maize, wheat, and rice yield prediction [40] due to
their status as global staple foods crucial for food security and major agricultural com-
modities with significant economic impact. The existing extensive data availability fur-
ther contribute to this emphasis [41-43]. In contrast, limited research can be found in
legumes [44,45], especially lupin, despite their growing importance in resilient farming
systems. Besides, a critical barrier persists: most ML/DL models operate as “black boxes”
offering no insight into the drivers of their predictions [46]. This hinders stakeholder trust
and limits practical adoption, as farmers and policymakers require interpretable evidence
to justify interventions [47,48].

To address these critical gaps, we present an innovative framework that integrates
three key components to advance crop yield prediction. First, we combine high-resolution
Sentinel-2 imagery with precisely georeferenced grid-scale yield data, achieving spatial
precision in ground-truth measurements. Second, we calculate a range of VIs derived from
specific combinations of spectral bands. We also utilize individual spectral bands directly,
subjecting both VIs and bands to rigorous feature importance analysis. Third, and most
innovatively, we incorporate explainable Al (XAI) techniques, namely SHapley Additive
exPlanations (SHAP) values, to decode model decision-making processes and identify
the specific features driving yield predictions. By concentrating on the understudied
legume crop, lupin, while prioritizing both predictive accuracy and interpretability, our
work effectively bridges the divide between advanced ML capabilities and practical farm
management needs.

2. Materials and Methods

The methodology pipeline for predicting crop yield using remote sensing data and
interpretable ML techniques is briefly described below:

e Data acquisition: Crop yield data for lupin are collected from various fields.

e  Data pre-processing and feature engineering: Spectral reflectance data are initially
acquired through Sentinel-2 multispectral imagery. Then, 13 commonly used VlIs are
calculated based on 9 spectral bands. The resulting dataset is cleaned and prepared.
Outliers are removed following the interquartile range (IQR) technique. Identification
of highly correlated features follows through Spearman correlation analysis, while also
Z-score normalization of input features takes place. Finally, data augmentation with
Synthetic Minority Over-sampling Technique for Regression (SMOTER) is applied to
address imbalanced data distribution.

e ML model training: Six ML regression models are trained as a means of capturing re-
lationships among the features. In all cases, GridSearchCV and 5-fold cross-validation
with shuffling are utilized for hyperparameter tuning and performance evaluation via
relevant metrics.

e  Model interpretation: An interpretability analysis utilizing SHAP values is then
performed on the most accurate ML model to identify the factors affecting
individual predictions.
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2.1. Data Acquisition
2.1.1. Ground-Truth Crop Yield Data

The study area comprises lupin cultivation fields, with a total area ranging from
0.25 ha to 18.03 ha (average area = 7.64 ha), located in the northern region of the Viterbo
province, called Alto Lazio or Tuscia, in Italy. As depicted in Figure 1, this area lies north
of the volcanic lake Bolsena (42.66° N, 11.95° E) at an altitude of approximately 312 m
above sea level. The region is characterized by a temperate Mediterranean climate, with an
average annual temperature of 15.9 °C and average annual precipitation totaling 676.4 mm
during the 2023-2024 growing season.

Figure 1. Geographical setting of the study area; red marker indicates the location of the experimental
lupin fields, while their approximate perimeter is highlighted by the yellow outline.

Ground-based measurements taken throughout the harvest season provided the crop
yield data used in this investigation in tons per hectare (t/ha). Accurate geolocation and
temporal synchronization with satellite data were ensured by spatially referencing the
harvested area and aggregating yield values at the field level. These field-measured yield
values served as the ground truth for ML model training and testing.

2.1.2. Remote Sensing Data: Sentinel-2 Spectral Bands

Spectral reflectance data were acquired from the Sentinel-2 satellite constellation
provided by the European Space Agency (ESA). In particular, surface reflectance values
were extracted for the following nine spectral bands, each with a spatial resolution of 20 m,
which are useful for monitoring the health of the vegetation:

B02 (Blue, 490 nm);

B03 (Green, 560 nm);

B04 (Red, 665 nm);

B05 (Red Edge 1, 705 nm);

B06 (Red Edge 2, 740 nm);

B07 (Red Edge 3, 783 nm);

B8A (Narrow Near-Infrared, 865 nm);
B11 (Short-Wave Infrared 1, 1610 nm);
B12 (Short-Wave Infrared 2, 2190 nm).

For this study, Sentinel-2 Level-2A (L2A) imagery was utilized, which is already pre-
processed for radiometric calibration, atmospheric correction, geometric correction, and
terrain correction. Sentinel-2 provides a high temporal resolution of approximately five
days, allowing frequent observations of the same location, depending on atmospheric
conditions [49]. The selected sensing date, 18 June 2024, corresponded to the mid to late
pod filling phase of the lupin crop, a critical phenological stage that follows flowering
and precedes pod maturation [50]. During this period, the plant intensively translocates
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assimilates to the developing seeds, a process that strongly influences final yield [44].
Acquiring satellite imagery during this stage is particularly valuable, as spectral responses
and VIs derived from the above bands can effectively capture variations in canopy biomass,
chlorophyll content, and plant water status, thus, enhancing the predictive power of yield
estimation models.

2.2. Feature Selection and Preprocessing
2.2.1. Computation of Vegetation Indices

Using the aforementioned spectral reflectance data, the following 13 VIs were calcu-
lated based on the related literature [25,27,33,51-54]:

Enhanced Vegetation Index : EVI = 2.5-(B8A — B04)/(B8A + 6-B04 — 7.5 -B02 + 1), 1)
Green Difference Vegetation Index : GDVI = B8A — B03, (2)

Green Normalized Difference Vegetation : GNDVI = (B8A — B03)/(B8A + B03), (©)]
Green-Red Vegetation Index : GRVI = (B03 — B04)/(B03 + B04), 4)

Modified Soil-Adjusted Vegetation Index : MSAVI =2-B8A+1— \/(Z-BSA +1)%—8-(BSA — B04)/ 2, )

Normalized Difference Vegetation Index : NDVI = (B8A — B04)/(B8A + B04), (6)
Normalized Difference Water Index : NDWI = (B03 — B8A)/(B03 + BS8A), (7)
Optimized Soil-Adjusted Vegetation Index : OSAVI = (B8A — B04)/(B8A + B04 +0.16), 8)
Soil-Adjusted Vegetation Index : SAVI = ((B8A — B04)-(1+0.5))/(B8A + B04+0.5), )
Simple Band Index : SBI = B12/B03, (10)

Simple Ratio : SR = B8A/B04, (11)

Water Index : WI = (B03 + B04)/(B8A + B11), (12)

Wide Dynamic Range Vegetation Index : WDRVI = (0.1-B8A — B04)/(0.1-B8A + B04). (13)

Each index targets specific aspects of vegetation and contributes to monitor different
factors that affect crop yield. In total, the above VIs provide a detailed analysis of crop
health, vegetation cover, water stress, and chlorophyll content. Occasionally, they are
utilized in conjunction with some of the nine spectral bands listed above, which are
frequently employed in the field of agricultural yield prediction, as highlighted in the
recent review paper of Muruganantham et al. [55].

2.2.2. Outlier Removal

Outliers can distort model training by skewing important statistical measurements and
introducing noise. Hence, they can diverge model predictions from the actual underlying
patterns resulting in misleading conclusions. To this end, outlier detection and removal
was accomplished via the IQR method. Specifically, data points that substantially deviate
from the center distribution are identified as outliers by determining the range between the
25th and 75th percentiles and establishing thresholds which are 1.5 times above the upper
quartile and 1.5 times below the lower one [56,57].

2.2.3. Addressing Multicollinearity in the Dataset

For the purpose of addressing the multicollinearity in the dataset, namely identifying
redundant independent features that bring similar information about the yield (target
variable in this study), highly correlated variables were removed based on defined criteria.
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In particular, a Spearman correlation matrix was calculated so as to assess the relationships
between the variables [58]. Any pair of features with a Spearman correlation coefficient
greater than 0.85 was considered highly correlated. Subsequently, only one feature from
each was retained. The selection process was driven by the following criteria: (a) In cases
where a spectral band was highly correlated with a VI, the later was retained, as information
for the spectral bands has already been integrated in VI formulation; (b) When a strong
correlation was observed between two spectral bands or between two VlIs, the feature with
the higher absolute correlation with the target variable was retained, because it presents
more predictive relevance. However, in certain instances, two highly correlated features
could be retained, as they provide complementary agronomic information critical for accu-
rate yield modeling. Although correlated, such features capture distinct physiological and
structural characteristics of the crop canopy that influence yield variability. For example,
both EVI and NDVI were preserved despite their correlation, as EV I is more sensitive
to canopy structure and reduces soil background noise [59], while NDV I effectively cap-
tures overall vegetation vigor [60]. Retaining both indices enriches the model’s ability
to reflect complex crop biophysical conditions, thereby enhancing predictive robustness
and biological interpretability. Overall, this process ensures that the model requires less
computation to converge, prevents overfitting or biased predictions, and makes the model
more interpretable.

Figure 2 presents the correlation heatmap summarizing the pairwise Spearman correla-
tion coefficients. Each cell shows the correlation between two features with the color inten-
sity corresponding to the magnitude of the correlation. Based on the aforementioned criteria,
13 input features were considered for the present analysis: 2 spectral bands (B03, B12) and
11 VIs (EVI, GRVI, MSAVI, NDVI, NDWI, OSAVI, SAVI, SBI, SR, WI, WDRVI).
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Figure 2. Spearman’s correlation matrix of input features to identify potential redundancy among
the features.

2.2.4. Normalization of Input Features

A normalization is also required, because the dataset includes features with different
scales. Spectral bands, for example, have different ranges than VIs. By transforming
features to have a mean equal to 0 and standard deviation equal to 1, it ensures that each
feature makes an equal contribution to the model. The normalized value Z of data point X
is calculated by:

zZ= , (14)
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where p stands for the mean of the feature and ¢ represents the standard deviation of it. All
the input features are normalized as a means of ensuring consistent scaling across variables.
However, the target variable (yield) was not normalized, as normalizing the target can
distort its interpretability, which is critical for practical applications.

2.2.5. Data Augmentation

Crop yield prediction through the use of remote sensing data usually faces the chal-
lenge of imbalanced target distribution, especially when dealing with agricultural datasets
collected from fields [19]. Such imbalances can negatively impact the performance of re-
gression models by biasing predictions towards the more frequently occurring yield ranges.
In turn, these biased predictions can result in poor generalization and reduced reliability
in practical decision-making. To address this issue, SMOTER was implemented, a data
augmentation method specifically designed to handle imbalanced regression problems,
where the target variable is continuous. Unlike traditional SMOTE, which is designed
for classification [61], SMOTER identifies sparse areas in the feature space, selects nearest
neighbors, and creates new instances through interpolation while adjusting target values

to maintain realistic distributions [62]. In particular, the synthetic target value, y;'““, is
calculated through:
v I ylmarest
yro=4h__2 (15)
ot

l"lEllYESt
1
target value of y"*”"*s! [63]. The target value of a newly generated point, x

where y; is the target value of the data point x;, while x is its nearest neighbor with a

new
i
to its Euclidean distance from its parent points, meaning that its value is more influenced

,is proportional

by the parent point it is closer to. Moreover, di corresponds to the Euclidean distance

7¢% and x;, while d; represents the Euclidean distance between x}'*“, and xf“’”mt.

Consequently, the SMOTER algorithm methodically balances synthetic sample gen-

between x

eration as a means of avoiding over- or under-sampling, therefore, ensuring that the
augmented dataset has a more uniform distribution across the target range. This reduces
model bias towards over-represented yield levels and improves prediction accuracy for rare
or extreme yield values. SMOTER also incorporates mechanisms to limit the creation of
unrealistic synthetic points by restricting interpolation within defined boundaries. Overall,
the integration of SMOTER into the preprocessing pipeline ensured that the ML models
were better equipped to handle heterogeneity in the yield data as well as minimized the
risk of overfitting to dominant target ranges.

2.3. Machine Learning Used for Yield Prediction
2.3.1. Tested Machine Learning Algorithms

In order to predict crop yield based on spectral bands and VIs, six ML algorithms
were employed, demonstrating different modeling techniques: (a) tree-based (Decision
Tree (DT), Extreme Gradient Boosting (XGBoost), Random Forest (RF)); (b) distance-based
(K-Nearest Neighbors (KNN)); (c) kernel-based (Support Vector Regressor (SVR)); and
(d) neural network-based (Multi-Layer Perceptron Regressor (MLPR)) models.

In short, tree-based models were particularly useful, because of their inherent feature
importance estimation, while KNN offered a simple, efficient distance-based approach for
localized yield prediction. SVR, leveraging the kernel-based optimization, had the ability
to model high-dimensional nonlinear interactions, while MLPR explored DL capabilities in
learning complex patterns from VIs and spectral inputs. The diversity of these algorithms
facilitated a thorough assessment of the models’ predictive accuracy and their ability to
generalize effectively to unseen crop yield data.
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2.3.2. Performance Metrics

The scikit-learn’s GridSearchCV (version 1.6.1) was implemented towards optimizing
hyperparameters for the ML models. Also, five-fold cross-validation was used, along with
data shuffles to guarantee randomness [64,65]. To assess overall performance, the following
commonly used indicators were averaged after the cross-validation process was finished:

MAE = Zz:ll]}//;_yl|, (16)
n (a2

MSE — #, (17)
n _0.)?

RMS = w’ (18)
n ~ N2

RZ:l*M' (19)
Yie1(vi—Y)

In Equations (16)—(19), n signifies the total count of data points, §; and y; correspond
to the predicted and actual values of the i data point, respectively. Finally, j denotes
the mean of the actual values, while y,,;;, and v,4x stand for the minimum and maximum
values of the actual data, respectively. R? provides a measure of how well the model
explains the variance in crop yield. The error-based metrics used in this study, namely
MAE, MSE, and RMS, capture the magnitude of prediction errors. Overall, by using
both variance-based and error-based metrics, along with rigorous cross-validation and
hyperparameter optimization, the study provides a reliable assessment of the crop yield
prediction models.

2.4. Model Interpretation

The significance of interpretability arises from the fact that the prediction itself is often
insufficient in real-world circumstances, such as agricultural ones. Doshi-Velez and Kim [66]
stressed that knowing what the model predicts is not always enough. Understanding the
model’s reasoning for making that prediction holds equal importance to answering the
underlying query or decision-making need. Interpretability fills this gap, by providing
insights into the model’s reasoning, promoting informed decision-making, responsibility,
and trust in precision agriculture [67].

In the present framework, SHAP was implemented (SHAP Python library, version
0.47.2) to improve interpretability by quantifying each feature’s contribution to the ML
model’s output. This analysis was applied only to the most accurate ML model identified
in this study to understand the relative importance of spectral bands and VIs in crop yield
prediction. Specifically, the present analysis used TreeSHAP, a customized version of SHAP
for tree-based models [68]. Although calculating SHAP values can be computationally
costly, this specialized variant offers an efficient technique by utilizing conditional ex-
pectancies and processing all feature combinations within the tree structure. TreeSHAP
computes SHAP values in polynomial rather than exponential time by taking advantage of
the hierarchical nature of tree-based models. This makes it practical for complex datasets.
TreeSHAP evaluates the marginal contribution of each feature along all paths of a decision
tree. It does so by comparing the model’s output for a specific instance against a baseline
expectation, iterating through the tree structure. Three important properties are satisfied
by the local feature importance values: (a) SHAP values are designed such that their sum
corresponds exactly to the model’s prediction; (b) Features that are not utilized by the
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model contribute nothing to its prediction, as their corresponding SHAP values are zero;
and (c) A feature’s SHAP value does not decrease as its contribution increases [46].

3. Results
3.1. Comparison of Machine Learning Performance

As elaborated in Section 2.3.2, for each ML model hyperparameter, tuning took place
through GridSearchCV, guaranteeing the best possible performance configurations. To-
wards assessing the predictive capability of the developed ML models, namely DT, XGBoost,
RE, KNN, SVR, and MLPR, a comparative analysis was implemented using key evaluation
metrics. Figure 3a—f depict scatter plots that compare the predicted crop yields against the
actual values regarding the six ML models on the test dataset to illustrate generalization
performance. Among them, XGBoost succeeded the highest R? score (0.8756), demon-
strating the strongest predictive performance, followed by MLPR (R? = 0.8141), and SVR
(R? = 0.7933). This ML regressors’ exceptional performance can be ascribed to their ca-
pacity to effectively capture non-linear correlations in high-dimensional data. Specifically,
XGBoost outperformed the other models, because of its ensemble boosting framework that
creates a powerful predictive model by combining several weak learners. It also integrates
regularization to avoid overfitting and is optimized for both accuracy and speed [69].
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Figure 3. Scatter plots showing yield predictions on the lupin test dataset by (a) Decision Tree;
(b) XGBoost; (¢) Random Forest; (d) Support Vector; (e) K-Nearest Neighbors; and (f) Multi-Layer
Perceptron Regressor models.

In addition, MLPR, exploiting its multi-layer architecture is able to capture complex
patterns in the data [70], which is particularly beneficial in this analysis where interactions
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among spectral bands and VlIs are often non-linear [20]. As far as SVR is concerned, it maps
input features into higher-dimensional spaces using kernel functions. This enables SVR to
model complex relationships in the data, while emphasizing minimizing generalization
error. This renders it resilient to overfitting. On the other hand, more scattered predictions
were observed for KNN (R? = 0.6987) and RF (R? = 0.6959), with DT exhibiting the lowest
predictive performance (R?> = 0.6393). The poorest performance of DT can be attributed
to the restrictions of single decision trees that lack generalization capability and have
propensity to overfit training data [71].

For each of the six ML models, the evaluation metrics are summarized in Table 1.
Note that for MAE, MSE, and RMS, lower values indicate better performance, whereas
for R?, higher values indicate better performance. With the lowest MAE (0.2399), low MSE
(0.1149), and RMSE (0.3389) as well as the highest R? score mentioned above, XGBoost
performed better than the other regressors. These values demonstrate its great capability
to effectively estimate the relationship between remote sensing-related variables and crop
yield. With R? values approximately equal to 0.8, both MLPR and SVR showed competitive
performance, signifying their capacity to capture nonlinear interactions. KNN and RF
performed moderately well, but their lower R? values (~0.7) showed that their predictions
were less accurate than those of XGBoost. Finally, the DT model produced the weakest
results on all metrics, indicating the limitations of its single-tree structure.

Table 1. Evaluation metrics of the utilized machine learning models; the best values in each column
are highlighted in bold.

Algorithm MAE MSE RMS R?
DT 0.3297 0.1970 0.4438 0.6393
XGBoost 0.2399 0.1149 0.3389 0.8756
RF 0.2900 0.1661 0.4076 0.6959
SVR 0.2404 0.1129 0.3360 0.7933
KNN 0.2624 0.1646 0.4057 0.6987
MLPR 0.2467 0.1125 0.3354 0.8141

DT: Decision Tree; KNN: K-Nearest Neighbors; MLPR: Multi-Layer Perceptron Regressor; RF: Random Forest;
SVR: Support Vector Regressor; XGBoost; Extreme Gradient Boosting.

3.2. SHAP-Based Interpretation of XGBoost Feature Contributions

To understand the general patterns of feature influence on crop yield predictions made
by the ML model showing the best performance, namely XGBoost, this section focuses on
global interpretability using SHAP values. As this model is an ensemble of decision trees,
TreeSHAP can accurately identify the most influential features driving predictions. To
this end, a SHAP summary plot is provided in Figure 4, which shows the most influential
features by summarizing the mean absolute SHAP values. The higher the SHAP value the
greater the contribution of that feature to increasing the ML model’s prediction. In short,
EVI was found to be the most important feature, displaying the highest mean absolute
SHAP value of approximately 0.32, followed by NDV I with a mean absolute SHAP value
of 0.22.

This plot highlights also the importance of the green (B03) and short-wave infrared
(B12) spectral bands among the most influential features for crop yield prediction. VlIs,
like GRVI and SBI, also demonstrated remarkable importance. Other indices, including
MSAVI, WI, and NDWI in descending order of mean absolute SHAP value, showed
moderate contributions. The sum of the four other features (OSAVI, SAVI, SR, and
WDRVI) has a combined mean absolute SHAP value of 0.02. This signifies that the
individual contributions of these features are relatively small in comparison to the top
nine features.
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Figure 4. Feature importance for crop yield prediction based on mean absolute SHAP values
from XGBoost.

In order to get more information about not only the feature’s importance but also
the distribution of how much that feature influences each prediction, a beeswarm plot is
provided in Figure 5. This helps towards determining whether characteristics consistently
affect predictions in a positive or negative way across samples. The horizontal positioning
of each dot, representing a distinct data point, indicates the SHAP value, which shows
the extent to which that attribute increased or decreased the model’s prediction for that
particular instance. While features with narrower distributions often have a more uniform
but lesser influence, those with wider distributions appear to have a larger and more
varied impact on crop yield estimates. Furthermore, the concentration of data points with
comparable levels of influence is shown when dots cluster vertically around a specific SHAP
value. Focusing on Figure 5, high values of both EVI and NDVI (red circles) exhibited
a positive correlation with lupin yield (pushing the prediction higher). In contrast, low
values (blue circles) are associated with negative SHAP values (pushing the prediction
lower). This pattern is consistent with the known agronomic roles of EVI and NDV1I as
indicators of vegetation vigor, canopy density, and chlorophyll content, which are key
drivers of biomass accumulation in legumes [8,44]. The observed positive relationship
reinforces the interpretation that increased vegetative development during the mid-season
is strongly linked to enhanced yield potential.

On the other hand, high values of the green and short-wave infrared spectral bands
demonstrate an almost negative correlation with the predicted crop yield. Consequently,
higher reflectance in these portions of the spectrum tends to decrease the model’s prediction
of crop yield. GRVI, SBI, MSAVI, and WI show a less consistently negative correlation
with the predicted crop yield. Therefore, while high values of these VIs tend to be associated
with lower predicted yields, this negative association is not strong and can vary across
different data points. The rest of the VIs show a more concentrated distribution of SHAP
values around zero, which suggests a minimal impact on the model’s predictions. Besides,
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the color gradients cannot provide clear understandings into the direction of their influence,
since blue and red are seen across both negative and positive SHAP values.
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Figure 5. SHAP beeswarm plot illustrating how SHAP values are distributed across all features in
the XGBoost model.

4. Discussion

The present study initially assessed the predictive performance of six distinct ML
models, namely DT, XGBoost, RF, KNN, SVR, and MLPR in the context of crop yield pre-
diction using remote sensing data. In brief, XGBoost demonstrated superior performance,
achieving the highest R? score (0.8756), and low errors, while MLPR and SVR had competi-
tive, yet lower performance. This finding supports recent studies stressing the strength of
gradient-boosted decision tree ensembles when dealing with high-dimensional, non-linear
data, especially when combined with hyperparameter optimization techniques [72-74].
This strength was particularly advantageous in this analysis dealing with remote sensing
data, where interactions between VIs and spectral bands are complex.

In addition to predictive accuracy, SHAP analysis was used to enhance model inter-
pretability in the best-performing ML model. SHAP can also address correlated features
by distributing the importance (Shapley values) between them based on their marginal
contributions across all possible coalitions of features [75]. This means that if two fea-
tures are highly correlated and provide similar information to the model, SHAP will
attribute the “credit” for their joint contribution in a fair, game-theoretic manner, rather
than assigning all importance to just one of them. This leads to more reliable interpreta-
tions, especially in agriculture, where spectral bands and vegetation indices often exhibit
strong interdependencies.

In the current analysis, a high-level overview was accomplished concerning which
variables consistently affect crop yield predictions, allowing us to reveal general agro-
nomic patterns like the strong role of EVI and NDVI. This is attributed to the fact that
both indices serve as proxies for plant health, vigor, and photosynthetic activity. These
are central physiological processes which directly influence biomass accumulation and
yield formation. In the case of lupin, a leguminous crop that relies on effective canopy
development and nitrogen fixation for optimal productivity, higher NDVI and EVI values
typically reflect healthy, actively growing plants with dense foliage, adequate nutrient
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status, and minimal stress. They integrate spectral responses from red and near-infrared
bands (in the case of NDV ) or add blue band correction (in the case of EVI), enhancing
sensitivity to chlorophyll content and structural canopy characteristics. As a consequence,
their prominence in the model is not only statistically significant, but also agronomically
meaningful. This observation qualitatively aligns with simple regression analyses, where
crop yield models using NDV I often show an exponential increase with the latter [76,77].
Moreover, Son et al. [78] highlighted that EV I-based models provided slightly more precise
yield estimates compared to those based on NDVI.

Denser foliage is associated with higher values of EVI and NDV I, which reflect greater
photosynthetic activity and biomass accumulation, ultimately leading to higher yield. In
contrast, the green spectral band (B03) exhibits a more complex response at high canopy
densities. Reflectance saturation, where spectral indices or bands lose sensitivity at high
biomass levels, is a well-recognized challenge in remote sensing of vegetation [79]. Thus,
during the mid to late pod filling phase, the dense lupin canopy can lead to reflectance sat-
uration or even a slight decrease in B03. This phenomenon is primarily driven by increased
self-shadowing and complex internal light scattering within the thick canopy, rather than
photosynthetic absorption of green wavelengths. Consequently, lower B03 values in this
mature stage probably indicate a highly developed canopy, correlating with maximized
yield. In high-yielding lupin crops, denser foliage absorbs also more red light for photosyn-
thesis [80], reducing reflectance in this band that is strongly associated with chlorophyll
absorption. A negative correlation between B12 (SWIR band) reflectance and crop yield
was also observed. This can be attributed to its sensitivity to plant water content. Healthy,
well-watered lupin crops absorb more SWIR light, resulting in lower B12 reflectance [81],
suggesting higher yield potential.

In this fashion, the limitations of the present study should be mentioned. First, the
performance of the ML models was assessed using a dataset within a specific geographical
and climatic context, namely the Mediterranean. This may limit the generalizability of the
outcomes to other regions that have different environmental conditions. Moreover, the
Spearman correlation analysis, utilized to remove redundant features, although a common
data preprocessing step [82,83], it may come with potential disadvantages. Indicatively,
there is a risk that aspects that may otherwise provide complementing information in
non-linear models will be lost. Despite its disadvantages, the use of this analysis offers
notable advantages, particularly in reducing multicollinearity and dimensionality, which
can enhance both model interpretability and computational efficiency. This is of central
importance as it supports the practical usability and scalability of ML-based solutions in
real-world agricultural settings. Meanwhile, faster model deployment and training are
made possible by increased computational efficiency, particularly when working with large
remote sensing datasets or incorporating the model into time-sensitive decision-making
pipelines [84]. Besides, although remote sensing-based features such as spectral bands
and VlIs are considered a valid input [40,85], the study did not include other important
agronomic variables like soil properties, which could influence yield outcomes.

Based on the findings of this study and towards addressing the aforementioned limita-
tions, improving model generalizability through its validation across several geographic
locations and climatic conditions should be the prioritized in future research. Additionally,
incorporating multi-temporal satellite imagery could enhance the model’s ability to capture
dynamic crop growth patterns and improve the robustness of yield predictions. In order to
reduce the need for large amounts of labeled data, future research could also examine active
learning strategies, where the model selectively requests the most informative data points
to be labeled [86,87]. Furthermore, incorporating a wider range of agronomic variables
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could improve the model’s ability to capture critical interactions that affect yield, like soil
fertility, irrigation practices, and pest management.

5. Conclusions

This study presents a novel and interpretable ML framework for crop yield prediction,
with a specific focus on an understudied legume crop such lupin. By integrating Sentinel-2
remote sensing data with precisely georeferenced yield data, we assessed the predictive
performance of tree-, kernel-, and neural network-based ML algorithms. A thorough
data preprocessing pipeline was set up to ensure high-quality data suitable for effective
model training. This encompassed steps such as calculation of VIs based on spectral
reflectance information, outlier removal using the IQR method, identification and handling
of highly correlated features through Spearman analysis, and Z-score normalization. In
the direction of addressing potential data imbalance, the SMOTER technique was also
applied. Subsequently, six ML models were trained, with hyperparameter optimization
and rigorous performance evaluation using GridSearchCV and 5-fold cross-validation.

It is concluded that the most effective ML model for the present dataset was XGBoost
with an R? = 0.8756 and robust performance across all evaluation metrics. MLPR and
SVR demonstrated comparable but less effective predictive performance with R? equal to
0.8141 and 0.7933, respectively. In an effort to gain a clearer understanding of the model’s
decision-making process, an interpretability analysis was conducted on the developed
XGBoost model using SHAP. Global interpretability highlighted EVI and NDVT as well as
two specific spectral bands (B03, B12) as consistently influential predictors of crop yield.

In summary, by integrating remote sensing data with XAI techniques the study not
only achieved high predictive accuracy, but also offered transparent and interpretable
insights into the drivers of crop yield variability. This dual focus addresses a critical
barrier in agricultural ML adoption, namely trust and actionable relevance, enabling data-
driven decisions that are both scientifically grounded and practically relevant. Future work
should focus on validating the model across diverse regions as well as including agronomic
variables for a more detailed view of yield drivers. Combining expert input with active
learning could also improve model development while minimizing labeling efforts.
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