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Abstract

The use of data-driven algorithms for the integration or substitution of current production sensors is becoming a consolidated
trend in research and development in the automotive field. Due to the large number of variables and scenarios to consider; however,
it is of paramount importance to define a consistent methodology accounting for uncertainty evaluations and preprocessing steps, that
are often overlooked in naive implementations. Among the potential applications, the use of virtual sensors for the analysis of solid
emissions in transient cycles is particularly appealing for industrial applications, considering the new legislations scenario and the
fact that, to our best knowledge, no robust models have been previously developed. In the present work, the authors present a detailed
overview of the problematics arising in the development of a virtual sensor, with particular focus on the transient particulate number
(diameter <10 nm) emissions, overcome by leveraging data-driven algorithms and a profound knowledge of the underlying physical
limitations. The workflow has been tested and validated using a complete dataset composed of more than 30 full driving cycles
obtained from industrial experimentations, underlying the importance of each step and its possible variations. The final results show
that a reliable model for transient particulate number emissions is possible and the accuracy reached is compatible with the intrinsic
cycle to cycle variability of the phenomenon, while ensuring control over the quality of the predicted values, in order to provide
valuable insight for the actions to perform.

1. #Introduction

Incoming Euro VII legislation is expected to introduce the requirements for car manufacturers to increase the realtime monitoring
and control of pollutant formations from each vehicle [1]. This scenario will translate into the need for developing reliable sensors for
gaseous pollutants and particulate matter, currently not implemented in most vehicles [1, 2]. A viable and interesting alternative could
be the definition of virtual sensors, capable of predicting pollutant emissions based on signals already available to the ECU or in
combination with new hardware. In fact, the simultaneous increase in on-board electronics computing power is making it possible, in
the near future, to deploy more sophisticated algorithms for tasks such as automatic driving functions, but also allowing the use of
data-driven models in place of more traditional maps and correlations. Moreover, car manufacturers are collecting a large amount of
data related to engine performance and emissions during virtual and physical testing, thanks to the increased number of sensors
installed and the varieties of tests to be conducted. The combination of these two factors, makes it valuable to focus current research
efforts on the applicability and optimization of data-driven models for the generation of virtual sensors either for real-time
applications on edge devices [3] or from a cloud interface for fleet analytics tasks.

Among the potential targets for this technology, the prediction of pollutants is of particular interest, especially with respect to the
particulate matter emissions, traditionally identified as a highly transient and variable phenomenon, more difficult to measure
experimentally on-board or to predict with steady-state maps and models than HC, NOx, CO, and CO2 [4].

The study and modeling of particulate formation has been subject of many studies in recent years [5, 6, 7], from diesel and GDI
engines, for which both particle mass (PM) and particle number (PN) are strictly regulated in Europe since 2011 for light-vehicle



diesel engines and since 2014 for petrol engines. The PN measure, in particular, is limited to 6 x 1011 #/km for detected particles
with diameter larger than 23 nm. However, also smaller size particles are being actively investigated [8], considering the health
concerns related to the high number present in the exhaust gases. In fact, particles with diameter between 10 nm and 23 nm are
expected to represent a significant fraction of the overall number of solid particles in the nucleation stage (typically in the range 10—
40 nm) [8] and their emission must be measured and controlled.

Some works, in recent years, have already been proposed with a focus on the use of artificial intelligence for the prediction of
pollutant formation from internal combustion engines; in Kiigiik [9] for example, the authors have applied a different set of machine
learning algorithms for the prediction of NOx, which is the same target proposed in Brusa et al. [4] and in other works, mainly related
to compression ignition engines [10, 11, 12, 13]. In other articles, the authors have been successful in applying data-driven
techniques to predict the combustion properties of different fuels and engines [14, 15] as well as predict the effect of parameter
variations on the pollutant formation and properties during steady measurements. Only a limited number of articles have focused on
the transient nature of pollutant formation phenomena [16], while, for example in [17], the authors have developed a combination of
autoregressive and static NN models to predict the complex interactions occurring in a diesel engine aftertreatment system, in order
to accurately compute its dynamic behavior, which is of paramount importance for the prediction of tailpipe emissions.

To the best knowledge of the authors, there is no report in literature of attempts at predicting the highly transient formation of
solid particles from gasoline engines in industrial applications. Considering the novelty of the subject, there is no consolidated
approach for all the modeling aspects involved; therefore, many potential choices need to be presented and discussed for taking
informed decisions.

2. #Research Structure

In the present work, the authors introduce a robust machine learning pipeline for the prediction of engine-out solid emissions
with real-time constraints. The methodology has been applied on the PN emissions prediction task, for which an accurate data
analysis has also been conducted and the results, obtained on a validation dataset of experimental cycles, will be discussed.

In Sections 3-5 the experimental data will be presented and described accurately, in order to underline the requirements for
developing a consistent modeling methodology and inform about the potential risks of considering the raw data as is.

Sections 6-9 are devoted to present the possible modeling approaches that need to be considered, leveraging the properties of
different machine learning and deep learning algorithms. Particular focus will be given to the distinction between recurrent and
nonrecurrent methods, as well as the necessary data preprocessing techniques.

Sections 10 and 11 will provide a synthetic overview of the results obtained with cross-validation and a deeper discussion about
the performance of the models on a set of different validation cycles, focusing on different and complementary metrics.

Observations regarding potential applicability, and performance measures will be outlined in the concluding Sections 12 and 13,
with particular emphasis on the universality of most of the workflow for application to all other engine-out pollutants and vehicle
signals in general.

3. #Experimental Dataset

The available experimental data, used for training and validation of the entire workflow, have been collected from a set of
experiments conducted on a test bench from a vehicle with a V12 GDI SI aspirated engine, with 12 cylinders and overall
displacement volume of 6495.6 cc. The test bench is a modification of a classic roll bench, with direct connection of the dyno to the
front and rear axles, which is expected to have no consequences on the emission levels, but allows a better control on the vehicle
dynamic behavior while avoiding wheel slip. All the data were recorded during transient cycles, with a virtual driver following two
kinds of velocity profiles displayed in Figures 1 and 2:

*) Homologation cycles (WLTC),
*)  RDE-like cycles, recorded in previous experimental tests on a real vehicle on streets in the neighborhood of Maranello
containing urban, rural, and motorway conditions.



FIGURE 1 Normalized vehicle speed profile for WLTC cycle.
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While the ambient temperature was controlled, and kept fixed at 25°C, the temperature of the engine (cooling system and
components) at the beginning of each cycle was varied in order to consider different starting conditions and speed up the data
collection process, not requiring long waiting times for cooling. It is expected [18] that external air temperature and humidity may
play a significant role in modifying the relationship between input variables and PN formation, influencing mixing and combustion
variability; therefore, these :factors will need to be further investigated in the future, to provide samples for training a model robust to
this variations.

The measurements of the particulate matter at the engineout position was performed with an AVL particle counter (APC) [19],
which measures the number of particles with diameter greater than 10 nm in the exhaust gas with a frequency of 10 Hz and a
calibrated range of 0-10,000 #/cm®.

FIGURE 2 Normalized vehicle speed profile for RDE-type cycle.
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The instrument is composed of a pump, which draws the exhaust gas after the three-way catalysts right before the GPF,
eliminating all particles >2.5 pm thanks to the special shape of the pump. The sampled gas is diluted with hot air at 150°C to stabilize
and distribute the particles, in order to reduce the risk of agglomerations and deposits. After a further heating and dilution phase,
where all the volatile particles are expected to be converted to the gaseous phase, the sample enters the condensation particulate
counter at a temperature of 35°C where the light-scattering method is used to measure the particle concentration after they are
enlarged thanks to the condensation of butanol [19]. Thanks to this measurement system, “particulate losses” and particle deposits
that might spoil the transient results are expected to be entirely controlled.

The final dataset is composed of 36 cycles for a total time of more than 20 h of driving, for which transient particulate number
emissions are recorded, as well as the ECU channels normally available on the vehicle, which are essential to describe engine
behavior. In particular, for each of the two banks of the engine, the available signals could be divided into four main groups:

*) Operating conditions and control data: speed, acceleration, rpm, gear, pedal request, load, spark advance, valve phasing, and
intake and exhaust mass flow rates (the former is directly measured while the latter is estimated from intake mass flow and
injected mass);

*)  Spray-related quantities: injection pressure, injected fuel mass, SOI, and duration of different injections;

*)  Other sensors’ readings: lambda from HEGO and UEGO probes, temperature of oil and water-cooling circuits, temperatures
from thermocouples on the exhaust line (not currently available in vehicle, therefore removed at a later stage in the
development);

*)  Switches activation information for control purposes (whether catalyst heating strategy or split injection are active, the lambda
probe reliability, engine bank deactivation control, component protection strategy activation).

4. #Dataset Preparation

The first step in the handling of time-series data from different sources requires the verification of the synchronicity between the
signals, which would otherwise impair the performance of data-driven algorithms. In order to verify and eventually correct the time
shift, a classical approach is based on the cross-correlation calculation, starting from the assumption that the two time series are
correlated and, therefore, the time delay that mostly increases the correlation coefficient between them is the desired value.
Considering that time-series data can usually be composed of a large number of samples, the method applied in the current work is



the one proposed by [20], based on an efficient FFT-based approach, which reduces the complexity of the operation from O(n 2) to
O(n log n).

FIGURE 3 Effect of time shift on relative behavior between PN10 and load.
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FIGURE 4 Distribution of train and test cycles in the rpm/load plane.
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Starting from the work of [21], which will be further analyzed in Section 9, the parameter that best correlates with particulate
number emission is the intake manifold pressure, which is not available in the current dataset, but can be physically considered an
indicator of the engine load, which was therefore selected as the second variable. The method was applied after normalizing with
standard scaling the load (transforming the distribution to reach mean value = 0 and standard deviation = 1) and logarithmic
transform the target (in Section 6 more details will be provided) and, as can be seen from Figure 3, the shift obtained from this
methodology was capable of identifying the correct variation.

At the same time, cycles with low Spearman correlation between the two variables, irrespective of the shift, should be carefully
evaluated, due to concerns on the trustworthiness of the data. This process led to the identification of four cycles that, after further
investigation were discarded for anomalies in the experimental measurements, leading to 32 actually available cycles.

Considering that no missing values were found in the dataset, the second step of the data preparation concerned the split between
training and test data. In order to produce a fair final evaluation [22], five cycles selected heuristically (1 WLTC and 4 RDE cycles)
were held out from the dataset used for all further evaluations and developments, leading to a training dataset composed of 27 cycles
(15 h of driving).

The test set is considered to be representative of most real scenarios in which the model might operate after deployment, as can
be seen from Figure 4, where the 0.9 quantile of the load and the median rpm value of each cycle (excluding the phases with engine
off) are used as descriptive variables. At the same time, Figure 4 also shows that the train/test split performed for the final validation
is consistent with the requirements of data-driven models of being trained and evaluated inside the same domain, which might not be,
however, enforced in real-life applications, and other strategies, such as domain adaptation techniques should be taken into
consideration for improving the generalization capabilities of the model.

This is why it is of paramount importance to define a pipeline capable of handling or, at least, identifying data drift from the
input, to ensure that the ML model is working within valid ranges. Several techniques are suited for this task, based on machine
learning models (specifically clustering or classification algorithms), statistical analysis, and eventually algorithms developed for
addressing the anomaly detection task.

A combination of these methods was considered the most robust approach for our application, to detect several possible
variations [23] and, in particular, the full pipeline was composed of:

1.) TIsolation forest for anomaly detection, to check whether each new point lays within the training range.
2.) A combination of Wasserstain Distance metric (WD) and Population Stability Index (PSI) to check similarity between the
distributions of the new points with respect to the training set.

The isolation forest is an unsupervised ensemble method, which uses as base learners extremely randomized trees (regression



trees employing only one feature for performing the split operations). After fitting the model on the training set, the prediction stage
returns a measure of “normality” of the new sample, obtained by averaging the number of splitting from each tree, required to isolate
the sample from the dataset.

For out-of-distribution points, the length of the path from root node to the terminating node is significantly lower than for in-
distribution points, and this information is used to estimate the potential outlier, using a predefined threshold values calculated on the
training set.

The WD is a statistical measure of the distance between two distributions, which is used to compare the n dimensional
distributions of all relevant features in the training set w.r.t. new points.

The PSI calculation starts from the binning of the target variable (in the presented case using equal width bins):

psr:ﬂzv@)-m@))m(%) Fa. (1)

where B is the total number of bins, N(b) is the fraction of points from the new distribution that belong to bin b, M(b) is the
fraction of points from the reference distribution that belong to bin b. This implies that PSI value ranges from 0 to infinity, but in
practice, the following ranges are accepted:

PSI<0.1:No significant population change
0.1<PSI<0.2:moderate population change
PSI >0.2: significant population change

In a deployment scenario, the use of isolation forest will help in identifying points outside of the training domain, due to, for
example potential sensors’ faults. At the same time, the use of the distribution metrics (WD and PSI) with a lower frequency will help
in identifying potential variations in the relationship between variables due to uncontrolled components’ aging, damages, or other
sources of drifts, which might compromise also the accuracy of the predictive algorithm.

All three methods have been applied to the test set, in order to verify their applicability and, at the same time, ensure that the
chosen validation cycles were not affected by data drift, which would require to reconsider the dataset split and data acquisition
strategy. Detailed results on each cycle will be outlined in the next sections.

5. #Aleatoric Uncertainty Quantification

While data-drift detection addresses the concept of preventing the model to operate on unseen data after model deployment, in
data-driven modeling for sensitive targets, uncertainty quantification is an essential aspect to consider. Traditionally, two sources of
uncertainty are identified: aleatoric and epistemic. The former is also referred to as “data uncertainty” and it is related to the inherent
complexity of the data due to intrinsic noise or variations related to external and unidentified features. In particular, engine emissions
might be affected by an intrinsic variability of the air charge motion due to turbulence effects and combustion progress, or external
parameters not registered, such as ambient humidity, cold start, frequent engine restart or emission history, which are expected to
impact the solid emissions [24, 25, 26, 27, 28].

Section 7 will focus on the epistemic uncertainty, but as far as aleatoric uncertainty is considered, one of the most important
aspects to consider is that, in practice, the addition of more training data cannot be used as a procedure for its reduction; therefore, it
must be carefully investigated and known a priori. In literature, the data uncertainty related to the formation of PN in GDI engines
has been experimentally investigated in [29, 30]. Their findings are particularly relevant, since the experiment is composed of a
repetition of the same 14 s maneuver for 100 consecutive tests on a GDI engine, for which PN is stored. The results have been
collected from the engine start, with coolant and engine oil at ambient temperature, but after the first 20 cycles, they reach a steady
and constant value. Considering that, in GDI engines, liquid film formation due to spray impingement can be considered one of the
driving factors for the formation of PN, it is not surprising that during the initial thermal transient phase the collected value of PN is
up to 400% the average value of the last cycles. It is, however, noteworthy that, for the same maneuver, after the cooling liquids have
reached a steady value, the measured PN shows a test-by-test variability distribution that can be represented with a Gaussian with
standard deviation equal to 40% of its mean value.



FIGURE 5 Example of PN10 profiles on three WLTC cycles synchronized (all main actuations are coincident), underlying

the aleatoric uncertainty of the results.
1.0

—— WLTC Train #1
—— WLTC Train #2
— WLTC Test

o
)
.

o
o
s

PN10/max (PN10) (-)
o o
N B

o
o
"

1560 1580 1600 1620 1640
Time (s)

While finding the same level of reproducibility of the mentioned experiment in the available transient experimental dataset was
not possible, some time periods have been isolated, and they present a comparable level of variability. In Figure 5, for example, the
instantaneous PN profile of the same time window from three available WLTC cycles has been isolated. Operating conditions and
actuations have been synchronized, and the resulting PN profile shows that, for the same maneuver, at steady coolant temperature,
the aleatoric uncertainty can reach very significant values, that must be taken into account when defining performance metrics.

6. #Experiments

As it can be seen in Figure 6, the distribution of the target variable PN10 spans different orders of magnitude, and it is highly
skewed toward lower values.

Considering the fact that traditional data-driven algorithms aim at minimizing some flavors of the average errors, the immediate
conclusion is that some preprocessing is required in order to handle the target distribution. To this aim, a few techniques can
be directly employed, that is logarithmic transformation or binning, and after internal preevaluations, binning was chosen as target
preprocessing methodology. The binning strategy implies the transformation of the target from a continuous distribution to a discrete
variable with a limited number of values (called bins), as in Figure 7.

The number and reference value for each bin has been optimized through grid search optimization from an initial range of
reasonable combinations, with the target of maintaining the cumulated error on the training dataset, due to the discretization strategy,
within an acceptability range (3% error) and, at the same time, minimize the number of bins required, in order to reduce the potential
modeling effort for the prediction, leading to a final value of 13 bins.



FIGURE 6 Distribution of the normalized target variable PN10 in the training set (log scale to highlight the skewness).

400
300
5
9 200
100
0 . ;
102 10-2 1071 10°
PN10/max (PN10)

FIGURE 7 Effect of the binning strategy on the original profile.

FIGURE 8 Relative fraction of each bin in the train dataset.
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The use of the binning strategy allows also to configure the prediction problem as a multiclass classification task, considering
each bin as a different target, without keeping into account its nominal value. From the class distributions in the training dataset
(Figure 8); however, it results clear that the class imbalancement is still in place and must be handled with appropriate techniques. In
particular, it was chosen to compute a weight for each class equals to the inverse of its relative fraction (with maximum value set as
20), to be used for the computation of any loss function, in order to compensate for the not equal distribution of the data.

After transforming the target data, considering the fact that the input data is composed of time-dependent quantities, two
modeling approaches are usually presented in literature: recurrent and nonrecurrent algorithms. Several algorithms have been
developed to address the task of time-series prediction, from the traditional Auto Regressive algorithms or Box-Jenkins, to more
sophisticated ones such as SARIMA [31].

However, after careful analysis regarding the target behavior, it was decided to not consider forecasting models whose prediction
is strongly based on previous values. In fact, the behavior of the PN formation results strongly influenced by the exogenous variables
(e.g., engine operating point and thermal state of the cooling system), rather than from its time history (also because the sampling
frequency of 10 Hz does not allow to consider fast dynamics). Therefore, it was decided to focus on more “static” machine learning
algorithms, considered appropriate for this kind of task, but still account for the dependency of the target on the transient behavior of
the input variables thanks to different approaches that will be outlined in the following paragraphs. Therefore, in the present work, a
set of classification models has been chosen to represent different approaches, while ensuring sufficient ability to reproduce the
complexity of the problem (bagging and boosting of decision trees and different NN architectures). The set of considered models is
composed by: recurrent NN, convolutional NN, deep NN leveraging the layers implemented in the TensorFlow library [32], random
forest, and gradient boosting (in the implementations of XGBoost [33] and CatBoost [34] libraries).

As far as the recurrent and convolutional networks are concerned, the input of the network is expected to be a set of time series



with predefined window length, representing each channel up to the target time step. The starting point of the window has been
optimized in the range (-10 s, —1 s) up to the current point (for which the target is stored). The optimal window size was found to
be 5 s, identified with grid search optimization in combination with other hyperparameters (number of GRU layers and number of
neurons of the inner layers for the RNN and number of 1D convolution layers, number of filters, and number and dimension of the
dense layers for the CNN), and the following results will refer to that particular setup, reported in Appendix A.

As far as the nonrecurrent methods are concerned, all model require a feature engineering step in order to extract the most
significant information from the time series, and convert the problem to a tabular classification task based on the extracted features.
More details about the features extraction process will be provided in Section 9. After converting the input data, the hyperparameters
of the chosen models have been optimized with Bayesian optimization in order to maximize the cross-entropy score of the multiclass
classification task. In particular, for the deep NN, the number of hidden layers and neurons for each layer have been optimized,
keeping constant learning setup and ReLU activation functions. For the random forest algorithm, the number of base estimators
(classification trees) and minimum number of samples in each leaf of the trees have been optimized.

With respect to gradient boosting algorithms, XGBoost’s hyperparameters have been optimized, while the use of histogram-based
tree method has been kept constant to leverage the GPU implementation with single precision histogram, and the early stopping value
was set to 100 iterations in order to stop the training if no improvement on a validation dataset is recorded.

For CatBoost, the optimized hyperparameters are collected in Appendix A, employing the virtual ensemble technique to allow the
prediction of confidence intervals without the need to train more than one model. Besides the hyperparameters optimization, a
different set of tests has been performed, focusing on the ordinal nature of the classes. In fact, differently from traditional multiclass
classification tasks, the binning process implies an ordinal relationship between the classes, and the loss function could leverage this
relationship. In order to include this observation, all the experiments have been re-ran considering a regression task, and using the
RMSE as loss function for all models (maintaining the other optimized parameters unchanged). The L2 loss function was selected for
its characteristics of penalizing large errors with more weight than small errors, which could further help in identifying correctly the
large PN values, which are the most underrepresented class. The effect of this choice is immediately visible in the confusion matrix
on the validation dataset of the XGBoost model, reported in Figure 9 after training with the traditional categorical cross-entropy loss
function (a) and the RMSE loss function (b). Besides a small accuracy improvement, it must be noted that the mean distance
between target and predicted classes has reduced, as well as the misprediction of points in the most extreme classes, which is a highly
desirable behavior for our application.

7. #Epistemic Uncertainty Quantification

In literature, several techniques are proposed to assess the confidence interval in the prediction of machine learning and deep
learning algorithms. Of particular interest for their straightforward implementation are bagging ensemble methods [35], conformal
predictions [36], and the use of models trained to predict the coefficients of some prior assumed distribution. Since this work was not
intended to provide an overview of different confidence prediction algorithms, but the applicability of a robust data-driven prediction
pipeline, only the use of different flavors of the ensemble strategy have been employed. In particular, to limit model complexity for
large deep learning algorithms, as RNN, CNN, and deep NN, the Monte Carlo dropout strategy [37] has been applied. The dropout
strategy is a classical regularization technique used to increase the stability of the training process and reduce the risk of overfitting
of NN by randomly setting to 0 a fraction of the inputs received by the next layer. When applied also in inference time, however, it
results in a stochastic prediction, by virtually evaluating a different model each iteration. Based on this assumption, the Monte Carlo
dropout algorithm requires to make the prediction a sufficient number of times (set up to 100), to allow for the computation of mean
value and standard deviation of the distributions of the predictions.



FIGURE Y9 Confusion matrices on validation set with reference multiclass classification task (upper) and leveraging the
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As far as XGBoost and random forest are concerned, a simple ensemble strategy has been employed, by training five models
initialized with different random seeds and on random 80% of the training set, in order to induce more variability in their training
process.

With respect to the CatBoost implementation, it is possible to leverage a variation of the ensemble strategy for identifying the
epistemic uncertainty, using an ensemble of models stored during training in different iterations (thus avoiding the need to fit
different models) [38].

In all cases, by calculating the difference between total uncertainty of the predictions and expected data uncertainty, it is possible
to quantify the expected epistemic uncertainty of the models. The use of ensembles is, in general, expected to provide an estimate
more robust to bias [35] and, at the meantime, the knowledge of the model variability is a useful measure to account for while tuning
the algorithms, considering that epistemic uncertainty can be reduced by optimizing the models or working on the training data
(either by adding more points or including more relevant features).

8. #Custom Metrics

Another important aspect to deal with is related to the metrics that must be employed for the final predicted values, for which
traditional regression metrics (MAE, R2, MSE, relative error) might not be appropriate. Considering, in fact, the distribution of the
PN values and their physical values two approaches might be more appropriate and have been evaluated:



(a) Considering the relative error, which might still suffer from different dynamic predictions (i.e., predictions of the correct value
but with a minimal temporal shift)

(b) Considering the integral value of the profile, which is, on the other hand, the real variable of interest for the final evaluation
However, calculations based on the integral value can lead to misinterpretations of the results, considering the potential
summation of errors with opposite signs, which might lead to good final values without providing robust predictability. For this
reason, the results have been evaluated in terms of different metrics, constructed as the R2 and the relative error of the integral
value in a limited time window of 5, 10, and 20 s recomputed every second (similarly to the moving average computation, for
example computed for the 20 s relative error in Equation 2).
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9. #Feature Engineering

Considering that the data acquired with a frequency of 10 Hz correspond to the average values of a different number of cycles
depending on the engine speed (5 cycles at 6000 rpm against only 1 cycle at 1200 rpm), the feature engineering phase is expected to
play a crucial role in the improvement of the performance of the model.

Since the experiments proposed are of various nature, two different pipelines have been developed depending on the use of
recurrent or nonrecurrent methodologies. In the former case, the dataset has been designed in the form (#samples, #steps, #channels)
for all features, where #steps corresponds to the dimension of the time window and #channels to the number of signals. With respect
to the nonrecurrent feature generation phase, a three-step approach has been performed:

(a) Identification of a time window preceding the current step, with various sizes (1, 2, 5 s), to account for different “maneuvers”
(as it can be seen from Figure 10).

(b) Calculation of relevant synthetic features from each time window and channel (e.g., final values, statistical values, positional
values, derivatives, and others listed in Appendix B)

(c) Reduction of the number of inputs to help prevent overfitting, by following the principle of minimum redundancy maximum
relevance (mRMR) [39].

Considering the fact that many features are expected to be highly correlated (e.g., the maximum values in overlapping windows
of different sizes are intuitively expected to be coincident in many instants), the algorithm for identifying the most significant inputs
has been carefully evaluated based on possible implementations suggested in literature [39]. For the chosen algorithm, two quantities
needed to be computed: a correlation term and a feature importance term.

FIGURE 10 Time windows description on a sample feature (RPM), underlying the different types of dynamics.
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For the correlation term, the Spearman correlation coefficient p(XS, Xi) between the ith and the sth feature was chosen, computed
as in Equation 3 and indicating the monotonicity of the two sets of data (not limited to the linear hypothesis of the Pearson
correlation coefficient).

cov(R(X,),R(X,))

p(Xs’Xi): O(Xi)G(X ) Eq. (3)

N



where cov(R(Xi), R(Xs)) indicates the covariance of the ranks of the two variables and o the standard deviation.
On the other hand, there are several techniques to calculate the importance of each feature for the final prediction.
Based on previous internal experimentation, a two-step approach has been employed:

(a) Identification of the mutual information, which is a statistical description of the relationship between two variables, calculated
as the Kullback—Leibler divergence of the joint distribution of the two variables (p(Xi, Y)) from the product of their marginal
distributions (pXi - pY ):

MIi:DKL(p (Xi:Y) pr,py)

where Xi is the ith feature and Y represents the target variable. The value of MI is always positive, and reaches a value of 0
when the marginal distributions and joint distribution coincide (i.e., when the variable X and the target Y are independent). The
potential of this metrics is mostly the ability to overcome some limitations of classical correlations index, and not relying on a
trained model. The threshold value employed for a feature to be considered relevant was 0.1, which is a low value in general, but
its main purpose was to discard the least relevant features before computing feature importance.

(b) Feature importance is, on the other hand, a metric derived from the analysis of the behavior of a trained model (in our case
we have employed directly the XGBoost algorithm). There exist three major strategies to extract feature importance values from
fitted tree-based algorithms: Shapely values, feature weights and permutation importance. Shap values (computed with the shap
library [40]) represent the average of all the marginal contributions to all possible coalitions of features, borrowing the principles
of cooperative game theory. While shap values are model agnostic, the computation of features weights is performed by
computing the sum of all the occasions in which one feature has been used to create a new node, indicating its impact on the
final prediction and, hence, its relevance.

Permutation importance is an extremely timeconsuming method, although very effective in identifying the sensitivity of the final
prediction on each feature, by randomly shifting the values of the features one by one, and computing the final performance on the
perturbated dataset (the features that have induced the highest performance drop are deemed more relevant). The feature importance
methods employed, due to their limited time requirements, were shap value and feature weights, combined by averaging their
normalized scores (normalization performed to have importance scores in the range [0,1]).

After removing the features with mutual information value below the threshold, the application of the mRMR method has
followed the principle of the quotient, reported in Equation 4, where S is the feature space and |S| is the number of features.

FI(Y,X;)
rRMR, = Eq. (4)
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While the application of this approach on the single features for the nonrecurrent experiments is straightforward, the same is not
immediately transferable to the recurrent formulation of the problem. However, thanks to the insights gained from the features
chosen with the mRMR algorithm, only the channels present in the final dataset (independently from their transformations) have
been selected.

As a further verification, the most relevant features identified from the algorithm have a strong connection with the physical
intuition and previous experimental results from literature [21], where the most relevant features identified were the inlet manifold
pressure, the injection angle, throttle position, engine torque, and AFR.

The initial number of available channels was 53, from which over 700 features were calculated, but the reduction process has led
to the final number of 228 employed inputs. The most relevant of these features refer to different dynamic properties of various
properties of the engine operating condition, namely the intake air mass flow, the oil temperature, the injected mass, the engine load,
and speed and the signal of engine stop.

10. #Cross-Validation Results

As anticipated in Section 2, the final validation has been performed on five unseen driving cycles, while all optimization steps
have been conducted using the k-fold cross-validation results (k = 5), repeating k-times the training and testing following the scheme
in Figure 11. Considering that the problem is based on time-series, the split was not performed randomly, but each cycle in the
training set was evenly divided into five fractions, and the train and test set were obtained combining, respectively, 4/5 and 1/5 of the
fractions of all training cycles. The results that will be presented in this section refer to the cross-validation steps.



FIGURE 11 Scheme of the five-fold cross-validation dataset split.
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As far as the multiclass classification view of the problem is concerned, the ROC-AUC calculated with a one-vs-one strategy and
macro averaging has been employed, in order to reduce the impact of the class imbalancement in the calculation, without referring to
the weights used during training. However, considering that the transformation of the problem in a classification task represents an
artifact useful for handling the data, also the traditional regression metrics R2 and MAE have been reported on the transformed
output. The tables with the results of the cross-validation report both the average ROC-AUC, R2 and MAE, as well as the standard
deviation of the MAE with respect to the five folds. In the first row of all performance reports, the error induced by the discrete
binning strategy is reported as a threshold value that the models are expected to tend to, but not improve on.

As reported in Table 1, the standard deviation of the MAE calculated on the instantaneous emission values is below 20% of the
mean value, indicating a sufficient consistency of the predictions.

TABLE 1 Results of the cross-validation process with multiclass classification loss function.
Multiclass ROC-AUC R2avg. MAE avg. MAE std.

DISCRETE — 0.96 2.4E10 =
RNN 0.64 0.50 8.2E10 2.4E10
CNN 0.61 0.51 9.1E10 2.2E10
NN 0.69 0.59 6.8E10 1.8E10
RF 0.50 0.36 6.4E10 11E10
XGB 0.73 0.58 6.6E10 1.2E10
CTB 0.66 0.68 3.7E10 1.0E10

By leveraging the ordinal nature of the classes, the models show an improvement in performance with respect to the metrics
applied to the transformed data (Table 2).

TABLE 2 Results of the cross-validation process leveraging the ordinal nature of the classes.
Ordinal ROC-AUC R2avg. MAE avg. MAE std.

RNN 0.61 0.54 4.8E10 2.1E10
CNN 0.58 0.56 5.1E10 1.6E10
NN 0.74 0.61 3.5E10 1.3E10
RF 0.51 0.36 6.4E10 11E10
XGB 0.75 0.69 3.2E10 0.5E10
CTB 0.65 0.68 3.7E10 0.7E10

As can be seen from all metrics, both directly computed on the predicted classes and calculated on the transformed values, the
models trained on engineered features perform on average more efficiently than RNN and CNN, which receive the same amount of
information through the entire timeframe. Within the best performing models, it is noteworthy that the random forest algorithm is not
capable of handling the complexity of the target. XGBoost, CatBoost, and the NN, on the other hand, all demonstrate a good
predictive performance, especially in terms of the converted regression metrics.

Considering the other possible target, PN23, the same analysis has been performed, with no significant variation in the
conclusions; therefore, in the next section, only the values of PN10 will be discussed.

11. #Results on Validation Cycles

The results that will be presented refer to different cycles with increasing aggressivity levels, from WLTP to various RDE cycles.



The synthetic results confirm that the best performing approach is the ensemble of XGBoost models trained leveraging the ordinal
nature of the classes before conversion.

FIGURE 12 Cumulated emissions of the validation cycles target and predicted.
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From Figure 12, it can be seen that the relative behavior of the different cycles is well predicted, as well as the integral value,
which is also evident from the results shown in Tables 3-5, considering the instantaneous metrics R2, as well as the newly introduced
relative error in windows of 5 s and the relative error of the integral emissions (more examples of model’s predictions are reported in

Appendix C).

TABLE 3 R2 results of the different models on validation cycles.

R2 Cycle #1 Cycle#2 Cycle#3 Cycle #4 Cycle #5
DISCRETE 0.95 0.93 0.95 0.99 0.99
RNN 0.49 0.53 0.46 0.59 0.42
CNN 0.43 0.51 0.46 0.65 0.37
NN 0.56 0.57 0.66 0.82 0.62
RF 0.33 0.36 0.30 0.34 0.0
XGB 0.64 0.66 0N 0.75 0.74
CTB 0.64 0.68 0.69 0.78 0.79

TABLE 4 Relative error of the predictions cumulated over 5 s windows of the different models on validation cycles.

WS5s rel.

error(%) Cycle#1 Cycle #2
DISCRETE 273 273
RNN 38.29 39.98
CNN 39.99 42.46
NN 34.37 38.64
RF 56.8 74.27
XGB B5A15 38.2
CTB 38.37 44,01

TABLE 5 Cumulated relative error of the different models on validation cycles.

Cum.rel.
error (%)

DISCRETE
RNN

CNN

NN

RF

XGB

CTB

Whereas all the metrics show that the chosen algorithm (XGBoost) can outperform the alternatives, there are some observations

Cycle #1 Cycle #2

-0.1
8.03
14.85

-5.34

1.93

—4.07

1.07

that can be drawn from the results in Tables 3-5.

0.3
-0.94
1.28
-10.0
11.42
-10.3
324

Cycle #3 Cycle #4 Cycle #5

2.58
40.89
42.84
3323
87.59
37.82
46.04

2.78
441
4175
38.91
84.74
38.02
38.87

3.84
41.41
43.67
29.57
1031
28.76
2748

Cycle#3 Cycle#4 Cycle #5

0.9
10.59
19.66
—56
227
-3.62
14.6

0.5
121
37.2
—14.2
—0.43
3.53
6.66

1.24
28.04
352
78
33.4
5.7
12.4



In particular:

*)  There is a significant similarity between the R2 scores of the cross-validation phase and the results on the final validation cycles
for all the models, suggesting that the optimization methodology was sufficient to provide a robust estimate of the final
performance.

*)  While some models display a significant variability in the results for different validation cycles, especially in terms of R2 and
W5s (since the cumulated error may suffer from the compensation of underpredictions and overpredictions, as in the case of the
RF results), the NN, XGB, and CTB models show a significant robustness against very different driving conditions.

*)  Analyzing more in details the differences between NN, XGB, and CTB, it can be seen that they all display similar performances,
superior to RNN and CNN models, indicating the importance of using engineered features instead of the raw input signals; this
is possibly associated with the fact that, for this application, the time dependency of the output is less relevant than its
dependency on exogenous variables, therefore the convolution or recurrent operations are mostly applied as a “feature extraction
step,” rather than leveraging all their potential, as assumed in Section 6.

Focusing on the details of some maneuvers where the model predicts correctly the phenomena (e.g., gear down shift or
acceleration), Figure 13 is an example of the capability of the model to accurately infer emission peaks position and absolute value.

FIGURE 13 Sample of correctly predicted emissions from significant maneuvers.
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In some cases, however, as in the time window of Figure 14, the aleatoric uncertainty affects the instantaneous accuracy of the
prediction w.r.t. the validation cycle. In the case of Figure 14, for example, the predictions of the model near 1570 s or 1640 s are not
perfectly in accordance with the absolute value of the target; however, analyzing the behavior of the 2 WLTC cycles from the train
set, after perfectly synchronizing most of the relevant features (which are almost coincident), it can be noted that there is an intrinsic
variability in the absolute value of the peaks and the model’s predictions lay within this range.

FIGURE 14 Prediction of XGBoost model compared with all WLTC cycles to present effect on prediction of aleatoric
uncertainty.
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12. #Applicability

For most applications, the real-time constraint needs to be respected for the entire pipeline, therefore a comparison of the tested
models has been performed for a single value prediction. While there are several acceleration technologies (use of parallel
computing, GPUs, or modification of the runtime engine) that can help speed up the process, they are not directly applicable to all



experiments; therefore, to maintain a fair evaluation, all modeling strategies have been compared with respect to a single CPU setup
(Intel i9-12900 K, 3.4 GHz) and the computing times for preprocessing, inference, and post-processing are reported in Table 6. The
values reported are computed for a single timestep prediction, and are therefore the average computing time for loading data and
generating the features (preprocessing for nonrecurrent methods) or reshaping (preprocessing for recurrent methods), make a single
prediction (inference), and transform the predicted class into a continuous value of PN emitted, with very limited variability recorded
from point to point.

TABLE 6 Mean computing times (ms) of different steps for the complete modeling workflows.

Time (ms) Pre Inference  Post Tot.
RNN 1.5 3.2 0.9 5.6
CNN 1.5 45 0.9 6.9
NN 21 2.4 0.9 5.4
RF 21 25 0.9 55
XGB 21 1.6 0.9 46
CTB 21 2.2 0.9 52

The results show that the total computing time for a single prediction, independently from the method used, would allow real-
time compatibility, considering the current acquisition frequency of 10 Hz, with the fastest workflow being the one based on
XGBoost, thanks to its inference speed, which, together with its accuracy make it the most suitable choice for this application.

Even after verifying the real-time compatibility, as it was discussed in the previous paragraphs, the applicability of datadriven
algorithms to virtual sensor technologies is far from straightforward, especially when targeting complex variables such as the PN
emission. For a reliable model deployment in both edge or remote scenarios, the expected complete pipeline must be capable of
handling issues related but not limited to delays in the communication of different signal sources, variability in the noise of the data
sources, occurrence of unseen conditions, or change in the behavior of the engine not related to the input variables (malfunctioning or
aging leading to increased variability).

The proposed approach, summarized in Figure 15, is composed of five essential parts, for which details have been described in
the previous paragraphs:

(a) Data ingestion/storage from ECU and feature generation (features that were selected with the mRMR approach using a
combination of shap values and feature weights and the Spearman correlation coefficient).

(b) Check for data misalignment, anomaly detection with isolation forest, and every 60 s verify WD and PSI.

(b) Prediction with confidence interval of PN10/PN23 engine out (using an ensemble of XGBoost models trained on different
subsets in order to assess the prediction robustness).

(d) Verify with statistical limits that the confidence of the model is below threshold.

(e) Transfer results and warnings to final application, either real-time (engine emission unit, OBD, ECU) or off-line (test bench
processor, cloud storage).



FIGURE 15 Schematic of the complete process for the robust application of virtual sensors from ECU to deployment.
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13. #Conclusion

The current work has demonstrated that it is possible to predict the transient engine-out particulate number with datadriven
methods trained on real-world experiments. This will pave the way for the implementation of virtual sensors for the transient engine
emissions control on vehicles. On the other hand, many issues must be addressed and, while most of them have been outlined and a
potential strategy to handle them has been proposed, some alternative strategies can be proposed. For example, possible
improvements might derive from considering approaches as active learning, to reduce the number of training points required and
domain invariant models, in order to provide an increased robustness against data shift [41]. It is of paramount importance, however,
to underline the impact of domain knowledge in this research, for making the problem tractable, both in terms of feature generation
and target preprocessing, which would have been otherwise intractable with direct application of off-the-shelf AI models.
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Abbreviations

CNN - Convolutional Neural Network

CO - Carbon Monoxide

CO2 - Carbon Dioxide

CPU - Central Processing Unit

CTB - CatBoost

ECU - Engine Control Unit

GDI - Gasoline Direct Injection

GPU - Graphics Processing Unit

HC - Unburned Hydrocarbon

HEGO - Heated Exhaust Gas Oxygen Sensor
MAE - Mean Absolute Error

mRMR - minimum Redundancy Maximum Relevance
NN - Neural Network

NOX - Nitrogen Oxides

OBD - On-Board Diagnostic Program

PM - Particulate Matter



PNxx - Particle Number (xx minimum diameter)
R2 - Coefficient of Determination

RDE - Real Driving Emission

RF - Random Forest

RMSE - Root Mean Squared Error

RNN - Recurrent Neural Network

ROC-AUC - Area Under the Receiver Operating Characteristic Curve
SI - Spark Ignited

UEGQO - Universal Exhaust Gas Oxygen Sensor
WLTP - Worldwide Harmonized Light Vehicles
XGB - XGBoost
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Appendices

Appendix A: Optimized
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Appendix B: Features Calculated from Time-windows

Synthetic features calculated for each channel in windows of 1, 2, 5s:

1.  Min value
2. Max value



Mean value

Quantiles (0.25, 0.5, 0.9)

Skewness

Kurtosis

Standard deviation

Integral

Difference between max and min value
Difference between index of max and min value
Last value

Min value of the derivative

Max value of the derivative

Index of the min value

Index of the max value

Sign of the difference between min value index and max value index



Appendix C: Detailed Results on Validation Cycles
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