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Abstract

Due to the increasing world population, the consumption of milk and dairy products is
raising. Optimizing the production of milk under the economic and environmental constraints
is a challenge. In this context, knowing the feed efficiency (FE) of dairy cow is a key issue.
Unfortunately, the acquisition of such records at individual and large scales is unfeasible. So,
the current thesis aims to fill this gap by developing a FE predictive tool for dairy sector
available at large and individual scales. To achieve this objective, the FE was assessed by
calculating the ratio of fat and protein corrected milk (FPCM) to dry matter intake (DMI).
Although FPCM is already routinely available, this is not the case for DMI. However, a
literature equation exists to predict DMI from FCM, live bodyweight (BW) and the number
of weeks of lactation. Recently, a methodology using the milk mid-infrared (MIR)
spectrometry combined with the animal characteristics was developed to predict test-day BW
records, leading to open new perspectives about the use of FE related traits for management
and breeding purposes. So, the final achievement of this thesis is the development and the
implementation of a FE prediction tool from traits easily recorded by dairy herd improvement
(DHI) organizations, including namely the BW estimation. To achieve this objective, 3 main
research activities were conducted in this thesis.

The first research aimed to increase the calibration set and to apply feature selection
algorithms during the modeling in order to improve the BW models' robustness and accuracy.
Indeed, the presence of less informative variables in a prediction equation could impact
negatively its robustness. Three feature selection algorithms were applied on 280 predictors
to select the most informative ones from a dataset containing 5,920 records: partial least
squares regression (PLS) combined with sum of ranking difference (SRD), PLS combined
with uninformative variables elimination (UVE), and the output of Elastic net regression
(EN). Parity, days in milk (DIM), milk yield (MY), and two MIR spectral points were
selected as the most relevant variables to predict BW. Validation root mean square errors
(RMSEp) of 60 kg were obtained for both PLS and EN regressions employing these 5
predictors, suggesting a better robustness of these models compared to the ones without MIR
or using all 277 MIR variables. The RMSE values of validation set coming from another
brand of spectrometer were around 64 kg.

The second research work focused on the implementation of a BW equation in practice.
Indeed, some poor quality BW predictions can be obtained using poor quality spectral data or
by applying the model on samples for which the variability was not included in the
calibration set. So, the objective of this work was to develop data cleaning methods easy to
implement by DHI to ensure the quality of BW predictions. So, 3 data cleaning procedures
and their combinations were tested on a DHI dataset containing 346,818 records: the deletion
of 1% of extreme high and low predicted values (M1), the deletion of records when the
global-H (GH) distance was greater than 5 (M2), and the deletion of records if the absolute
fat residual value was higher than 0.30 g/dL of milk (M3). The interest of those procedures
was assessed by estimating the root mean square differences (RMSD) between fat, protein,
and fatty acids traits predicted by the MIR spectrometry internally and externally. All



methods allowed to decrease RMSD, the gain ranged from 0.32% to 41.39%. Based on the
obtained results, the “M1 and M2” combination should be preferred to be more parsimonious
in the data loss as it had the higher ratio of RMSD gain to data loss. However, to ensure the
lowest RMSD, the “M2 or M3” combination was the most relevant.

Based on these 2 first works, FE records were easily obtained at large and individual
scales and cleaned appropriately. Then, in order to assess the relevancy of the FE tool, the
final work of this thesis consisted to study the behaviors of BW and FE predictions obtained
from the 5 developed equations within and between lactations as well as per test month and
compared them to the ones observed in the literature using reference values. Subsets of Hebei
(N=288,607) and Walloon (N=379,472) DHI datasets were used. Even if the BW equations
did not differ a lot based on the prediction performances, differences were observed on the
DHI datasets and clustered the equations within 2 groups: the ones including 5 predictors and
the one using the parity, DIM, MY, and the full MIR spectral data. The final one depicted a
more expected evolution within lactation with a drop of BW around 30-50 days in milk and
then an increase. This was not observed for the other equations suggesting a lack of MIR
information to take into account sufficiently the individual variability of BW. The annual
trend observed for this equation was also more expected with a BW drop during the grazing
period. However, the differences in FE predictions obtained using BW estimated from
different equations were less marked, suggesting a low sensibility of FE predictions to a
moderate variation of BW. The validation RMSE reached 0.05 suggesting a good accuracy
for this FE indicator.

In conclusion, the FE tool developed in this thesis can be implemented by DHI
organizations based on the BW equation including milk, parity, DIM, and the 277 MIR
spectral points. However, some additional investigations are still needed before the use of a
such tool by DHI. Indeed, even if preliminary results obtained in this thesis suggested a
moderate heritability of FE trait, a study with the newly developed BW equations could be
done as we have observed that the past BW equation tended to overestimate BW. Moreover,
knowing the relationships between FE predictions with other traits having economic interest
is required before any use. A reflection about the best way to communicate the results to the
farmers must be also started. Finally, the FE tool was based on an equation predicting DMI.
For the future, it could be also of interest to measure the relevancy of this equation by using
DMI reference data.
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R&umeée

A cause de I'accroissement de la population mondiale, la consommation de lait et ses
dé&ivé est en augmentation. L’optimisation de la production laitiére avec les contraintes
&onomiques et environnementales actuelles repréente un challenge. Ainsi, connaitre
I’efficience alimentaire (EA) de la vache est un élément clé. Malheureusement, 1’acquisition
de telles données alarge €helle est infaisable. La pré&ente theése vise acombler ce manque en
développant un outil de prédiction de ’EA d’une vache utilisable a large échelle. Pour ce
faire, PEA a été évalué via le calcul du rapport entre le lait corrigé par le taux en matiées
grasses et en proténes (LCFP) et la quantitéde matiees seéehes ing&ées (MSI). Bien que le
LCFP soit déja disponible en routine, ce n’est pas le cas pour MSI. Or, une équation publié¢e
dans la littérature propose d’estimer le MSI d’une vache a partir de son LCFP, son nombre de
semaines en lactation et son poids. Une meéhodologie reésente utilisant la spectromérie
moyen-infrarouge du lait et les caract&istiques de la vache permet de pré&lire son poids aun
jour de contrde donné& Cette trouvaille a ouvert la voie a I’emploi de caractéres reliés a 'EA
a des fins de gestion et de sélection des troupeaux. Ainsi, I’objectif général de cette these
consiste a développer et implémenter un outil de prédiction de I’EA a partir de caractéres
facilement enregistrables par les organismes de contrde laitier (CL), ceci incluant
I’estimation du poids. Pour ce faire, le travail de recherche a été divisé en 3 parties.

La premiee visait aaugmenter le jeu de calibrage et aappliquer des algorithmes de
séection de variables pendant la modélisation afin d’améliorer la robustesse et la justesse du
modde pré&lisant le poids. En effet, la pré&ence de variables non informatives dans un modele
prédictif peut impacter négativement sa robustesse. A partir d’un jeu de données contenant 5
920 enregistrements, 3 algorithmes de sdection de variables ont &€& appliqué sur 280
prélicteurs: une ré&gression aux moindres carrés partiels (PLS) combiné ala somme des
diffé@ences de classement, une PLS combiné& & une d&imination des variables
non-informatives, et un algorithme basé¢ sur la sortie d’une régression de type ElasticNet (EN).
La parit& le jour en lactation (JEL), le rendement laitier (RL) et 2 points spectraux ont ainsi
ééconsidagé comme les prédicteurs du poids les plus informatifs. Des erreurs quadratiques
moyennes (EQM) de 60 kg ont &€& obtenues pour PLS et EN incluant les 5 pré&licteurs,
suggérant ainsi une bonne robustesse de ces modeles comparés a ceux n’utilisant pas
I’information MIR ou ceux incluant 277 points spectraux. Les EQM du jeu de validation issu
d’une autre marque de spectrometre étaient de I’ordre de 64 kg.

La seconde partie s’est focalisée sur I'implémentation de la prédiction du poids en routine.
Des prélictions de poids erronées peuvent &re obtenues en utilisant des spectres de mauvaise
qualité ou en effectuant une prédiction pour des échantillons dont la variabilité n’a pas été
considé&é dans le jeu de calibrage. Ainsi, le travail menédans cette partie visait adévelopper
des procé&lures de nettoyage des donnees facile aimplénenter par les CL pour assurer la
qualitédes prélictions obtenues. Trois proc&lures de nettoyage de données ainsi que leurs
combinaisons ont é&é testés sur un jeu du CL incluant 346 818 enregistrements: la
suppression des 1% de prédictions hautes et basses (M1), I’élimination des données sur base



d’une distance global-H (GH) supé&ieure &5 (M2), et finalement la suppression des
enregistrements sur base d’un résidu de la mati¢re grasse exprimé en valeur absolue supérieur
a0.30 g/dl de lait (M3). L’intérét de ces procédures a été évalué en estimant ’erreur
quadratique moyenne des diffé&ence (EQMD) entre la matiée grasse, la proténe et les acides
gras prédits par la spectromérie MIR en interne de la machine ou en externe. Toutes les
méhodes ont permis de diminuer le EQMD; le gain &ant compris entre 0.32% et 41.39%. A
partir de ces réultats, la combinaison «M1 & M2 »a é&épréé&e& afin de conserver un
maximum de données alors que la combinaison «M2 ou M3 >»a ééplébpiscité pour assurer
le plus faible EQMD.

A partir de 1a, 1l a été facile d’obtenir des données relatives a I’EA des vaches laitieres a
large échelle et de les nettoyer de maniere appropri¢e. Ensuite, afin d’évaluer la pertinence de
Ioutil de prédiction de I’EA, le travail final a consistéaéudier les comportements, entre et
au sein des lactations ainsi que par mois de test, des prédictions de poids et de EA obtenus en
utilisant les 5 éguations de poids développés et de les comparer aux comportements attendus
sur base de la litt&ature apartir de données de réé&ence. Des sets de donness du CL de
Hebei (N=288 607) et de Wallonie (N=379 472) ont é&é&utilisés. Méne si les &uations de
poids ne se diffé&enciaient pas beaucoup sur base de leurs performances pré&lictives, des
difféences ont é@eobservees apartir des sets des CL séparant en 2 groupes les éjuations : les
&uations incluant 5 prélicteurs et celle incluant le JEL, la parit& le RL et les 277 points
spectraux. Cette derniere eguation refl&ait mieux I’évolution attendue au sein d’une lactation
du poids avec une baisse de ce dernier aux environs du 30eme-50eme JEL et puis une
augmentation. Cela n’a pas été observé pour les autres équations suggérant un manque de
donnés MIR pour prendre en compte suffisamment la variabilité individuelle du poids.
L’évolution annuelle observée était également plus en adéquation pour 1’équation incluant
tous les points spectraux avec une baisse de poids observés pendant la p&iode de paurage.
Cependant, les diffé&ences observées entre les prédictions d’EA utilisant les estimations de
poids obtenues au travers des 5 eguations éaient moins marquees, sugge&ant une faible
sensibilité de la prédiction de ’EA a un changement modéré du poids. L’EQM de validation
obtenu pour ’EA é&ait de 0.05 montrant ainsi une bonne justesse dans la pré&liction de cet
indicateur de I’EA.

En conclusion, I’outil prédictif de ’EA développé dans cette thése peut étre implémenté
dans les CL a partir de 1’équation du poids incluant le RL, la parité, le JEL et les 277 points
spectraux. Cependant, des investigations doivent encore étre menées avant que le CL n’utilise
I’outil. En effet, méme si les résultats préliminaires obtenus dans cette thése suggerent une
hé&itabilitémodé&é& du caractée EA, une éude utilisant la nouvelle éjuation de poids doit
étre réalisée car il a été montré que I’ancienne équation avait tendance a sur-estimer le poids.
De plus, la connaissance des relations entre les prédictions de I’EA et d’autres caracteres
d’intérét économique est neéessaire. Une réflexion apropos de la meilleure maniee de
communiquer les résultats aux producteurs doit également étre envisagée. Finalement, I’outil
développéutilise une éuation de pré&liction du MSI. Il serait plus que pertinent dans le futur
de valider cette &juation avec des données de MSI de réé&ence.

Mots clé& : Lait; Moyen infrarouge; Poids; Efficacitéalimentaire; Preeision
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Chapter I : General introduction

Simple summary
This chapter summarized the current interests and limitations regarding the feed efficiency
related traits in the dairy farming sector and the utility of mid-infrared technique in this

context. The outline of this thesis study is also presented in this chapter.
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1. Milk consumption and production

Milk and dairy products are considered as one of the most complete nature's food since it
provides essential and various nutrients to human beings including fat (around 3.70g per dL
of milk), protein (around 3.30g per dL of milk), and micronutrients like vitamins (ranged
from 0.04 to 0.16 mg per dL of milk) and minerals (between 0.004 and 151 mg per dL of
milk) (Park et al., 2013, USDA, 2018). Those nutrients participate in the metabolism and
physiology process in the human body. For instance, the high-quality protein provided by
milk is an essential structural component of cells and enzymes in the human body (Singhal et
al., 2017); the milk lipids serve as the energy source of the body and provide saturated fatty
acids for human brain's development (Kratz et al., 2013); the milk mineral trace-elements (e.g.
Copper, Iron, Zinc, Selenium, etc.) play an essential role in the body physiological processes
such as the cell metabolism and the enzyme synthesis (WHO, 1996); and the mineral
macro-elements (e.g. Calcium, Phosphorus) are relevant for body bones and teeth health
(Cashman, 2006). From a global perspective, milk provides around 5%, 10%, and 9% of the
global energy, protein, and fat supply capita for humans per day on average if we consider a
worldwide normal diet (Muehlhoff et al., 2013).
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Figure 1-1. The evolution of milk production and consumption in the world.

The world supply quantity of whole milk and population across the year (A, FAO, 2020); the milk
production amount of different regions and countries (B, FAO, 2019); The evolution of farm size by
year of Belgium and China (C, Belgium, STATBEL, 2019; China, Koning et al, 2016); the liquid milk
per capita consumption of different countries (D, China dairy statistical summary, 2019).

On account of the crucial role of dairy products in human daily life, the consumption of
milk and dairy products has increased rapidly for decades (Figure 1-1A) in the world as
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reported by Food and Agriculture Organization of the United Nations (FAO, 2020). At the
nations' level, in 2018, India, United States (USA), Pakistan, China, and Brazil are the top
five milk producing countries according to the entire livestock milk production quantity
(1000 tonnes per year, Figure 1-1B). According to a report from World Health Organization
(WHO), the increase of consumption of milk and dairy products could be related to the
following reasons: the population increase (Figurel-1A) in developing countries such as
India, Pakistan, and China; and the worldwide economic expansion which is usually followed
by an improvement of a country’s food supply, thereby improving the overall nutritional
status of their people which leads to an increase of milk and dairy products consumption
(WHO, 2003). The level of economic development was also highlighted by Muehlhoff et al.
(2013) as a key factor explaining the increase in milk consumption. Moreover, following the
report written by Rong et al.(2011), the dietary habit is another important factor. This last
statement could explain why, at the per capita level (Figure 1-2D), the developed countries
like the United States of America (USA) and the European Union (EU) have the most
individual consumption (around 60—65 kg liquid milk per person per year). However, the
dietary habit also explains why developing countries like China (around 20 kg liquid milk per
person per year) and India (around 50 kg liquid milk per person per year) are lower
consumers even if they have growing population and economic (Figure 1-2D). But, the milk
consumption in these countries tend to increase (China dairy statistical summary, 2019). So,
the world per capita consumption of fresh dairy products is projected to increase by 1.0% per
annum over the coming decade which will be mainly driven by the consumption demand
from the developing countries (FAO, 2020). So, there is a need to produce sufficient milk and
dairy products to fulfill the requirement given by the increasing economics and population
expansion globally, particularly in developing countries.

Driven by the increasing demand for milk, the average herd size has increased nearly
2-fold in most countries: from 200 to 400 heads for New Zealand, from 130 to 270 heads for
Australia, from 75 to 175 heads for the US, from 27 to 53 heads for Germany approximately
between 1996 and 2014 (Barkema et al., 2015). So, over the last few years, dairy farming has
shifted towards larger herds and greater annual milk yield per individual cow to be productive
and profitable (Park et al., 2013). In Belgium (Figure 1-1C), the proportion of dairy farms
containing 1 to 14 heads of cows reduced from 34.16% in 2015 to 29.32% in 2019; however,
the proportion of dairy farms having more than 60 animals increased from 28.84% in 2015 to
38.09% in 2019 (STATBEL, 2019). Similarly, in China (Figure 1-1C), the percentage of dairy
farms having 1 to 19 heads cows decreased from 44.30% in 2012 to 34.40% in 2016; whereas
the rate of the dairy farms containing more than 1,000 heads of cows increased from 15.40%
in 2012 to 28.20% in 2016 (Koning et al., 2016). Accompanying the increasing size of herds,
intensive and precise care to the individual animal are required to maintain high quality of
animal well-being (Song et al., 2018) and, consequently, to ensure a good profitability.
Regarding cow health, such care at individual scale is more needed in larger size herds
because the higher risk is encountered by these herds compared to the ones with a smaller
size. Indeed, a higher risk of lameness exists when a parlor milking system is used leading to
a lack of cow comfort and an increased standing time (Westin et al., 2016). An intensive
in-door condition mainly encountered in large herds involves also a higher risk factor for
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hock lesions, mastitis, and injuries of animals and contributes to higher mortality of cattle
(Crump et al., 2019). Moreover, the rapid intensification of dairy farm considerably affects
the animals' physical and mental well-being since the lack of the natural behaviors of cows
than it is in grazing condition, leading to animals initiatively seeking more comfort (Clay et
al., 2020). So, nowadays, dairy farming requires higher skill labors and enhanced
management experiences farmers to provide more professional and timely management to
cows at an individual level (Berckmans, 2006). Indeed, there is no doubt about the benefits
for the profitability of farms of the early and quick detection of the dairy cow having
abnormal behaviors or physiological imbalance (e.g. energy imbalance) in order to provide in
time the required treatment to those cows and, therefore, to improve the herd health status,
production, and farm profitability (Moyes et al., 2013). However, it is becoming more and
more difficult for producers to conduct cow-based management due to the higher amount of
cows in the herd and the limited labor resources which results from the changing of family
structure (less family workers on the farm) (Barkema et al., 2015). To cope with this issue,
the adoption of new technologies (e.g., automated calf feeders, cow activity monitors, and
automated milking systems) is accelerating to pursue smart dairy farming (Barkema et al.,
2015).

Besides the management problems brought by the growing dairy herd size, the milk
production has an inevitable impact on the environment (Cheng et al., 2020). Indeed, the
global dairy sector is the second larger contributor of greenhouse gas (GHG; 5.99 million
tonnes CO2 -eq per annum) in the human-induced emissions (Gerber et al., 2013, FAOSTAT,
2017). This is partly due to the enteric fermentation of animals which naturally produces
methane (CH,4) contributing to around 20% of the anthropogenic methane emissions
(Wuebbles and Hayhoe, 2002, Yusuf et al., 2012). This emission leads also to a loss of energy
available for the cow (2-12% gross energy intake) (Johnson et al., 1994). An increase of the
CH, quantity in the atmosphere (+1081 ppb) was observed between 1750 and 2011; the
average level of CH, in the atmosphere observed in 2011 (1,803 %2 ppb) is unprecedented in
at least 650,000 years (Myhre et al., 2014). Moreover, even if the radiative forcing of CH, is
lower than the one observed for CO, (Myhre et al., 2014), methane was estimated to have a
Global warming potential (GWP) of 28-36 (relative to CO,) over the last century (EPA, 2020).
These facts reinforce the interest of reducing methane emission.

It is interesting to notice that mitigating the quantity of methane eructed by dairy cows has
a beneficial effect on the environment but also on the cost of production. This is why
developing strategies to mitigate the emission of methane eructed by dairy cows is a current
hot topic for many dairy herd improvement (DHI) organizations, breeding companies and
research institutions. However, the obtaining of individual methane measurements at cow
scale is unfeasible as such quantification is done using respiration chambers, sulfur
hexafluoride (SF6) tracer technique, or GreenFeed system (Hristov et al., 2016) which are not
always available on commercial farms. Some alternatives were developed through the past
years using proxies to quantify it (Negussie et al., 2017) such as the milk MIR (Dehareng et
al., 2012), rumen meta-genome profiles (Ross et al., 2013), or milk fatty acid profiles
(Chilliard et al., 2009, Dijkstra et al., 2016). Although the accuracy differs widely between
methods, the accuracy of those proxies can be considered as moderate and suggests the
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interest of considering additional traits related to this topic.

2. Interest of feed efficiency and its measurement
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Figure 1-2. The scheme of nutrients intake and allocation of dairy cows.

The carbohydrates from feedstuffs mainly include cellulose, hemicelluloses, starch, and
water-soluble carbohydrates. Firstly, the carbohydrates were breakdown into simple sugars.
Secondly, during the microbial fermentation, the simple sugars are degraded into pyruvic acid
(McDonald. et al., 2011). There are mainly four pathways of the pyruvatic acid to be
transformed into 4 different volatile fatty acids (VFA): formic acid, acetic, propionic, and
butyric acids. CO, and methane are also released in the rumen during this process (Figure
1-3). The rumen fermentation of carbohydrates can be resumed as (Wolin, 1960):

57.5 CgH1,06 = 65 Acetate + 20 Propionate + 15 Butyrate + 60 CO, + 35 CH4 + 25 H,0

The produced VFAs are then mainly absorbed by the wall of the rumen and provide nearly 70%
of the dairy cow energy supply (McDonald. et al., 2011). Meanwhile, the pectin from the
carbohydrates is partly breakdown into methanol (Ungerfeld, 2020) which is one of the
methane origins in the rumen. Methane can also be produced from CO, and H, thanks to the
hydrogenation effect managed by the methanogens (Giuburunca et al., 2014). Moreover,
methane could also be generated from the degradation of formic acid or acetate during the
digestion process. So, there are mainly four pathways of methane producing in the cow
rumen. To prevent the harm to the rumen due to the produced gas, a total of 95% of methane
is eructed by the post-digestive systems of the cow; the remaining 5% is emitted through the
fore-digestion system (Doyle et al., 2019). Methane was reported to account for 30-40% of
the entire rumen gas proportion (McDonald. et al., 2011). The remaining part of CO; is
released into the environment by the cow. Microbial cells as well as the remained feed
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components pass to the post-digestive system including the abomasum and small intestine to
be further digested by enzymes. Lastly, the undigested feed components are excreted into the
environment through feces (McDonald. et al., 2011).
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Figure 1-3. The processes of methane producing under the background of nutrients
digestion of dairy cows (Morgavi et al., 2010, Ungerfeld, 2020).

The absorbed VFA like acetate contributes up to 80% of adipose tissue acetyl-groups
lipogenesis, up to 30% depots of muscle (Smith and Crouse, 1984). Importantly, acetate was
the main precursor for milk fat synthesis (Bauman et al., 2006, Urrutia and Harvatine, 2017).
During the digestion of carbohydrates by dairy cows, the part of energy loss to produce
methane represents up to 12% of the gross energy from the feed (Johnson et al., 1994). The
feed proteins are hydrolysed to peptides and amino acids firstly by the rumen microorganisms,
and then further into the organic acids, ammonia, as well as CO,. Some of the ammonia and
peptides can be used to synthesize the microbial proteins in rumen and some of them pass to
the post-digestive systems to be digested and finally absorbed. Finally, some of the
unabsorbed nutrients like ammonia and urea are excreted into the feces and urine (Figure 1-2).
So, the digested protein in form of amino acids are carried by the blood to different body
tissues and are used mainly for protein synthesis (e.g. milk protein) except the part
metabolized to glucose which is used for energy and fat synthesis (Schwab and Broderick,
2017). The level of lipids in dairy cow diet is low (normally < 5%) to keep a balance
environment for the rumen microbes (McDonald. et al., 2011). Although low, the digestion of
fat in rumen is crucial for the dairy cows. Generally, in ruminants, the dietary lipids are
nearly totally hydrolyzed in rumen first and mainly is the hydrogenation of the UFA;
secondly, the generated fatty acids are mainly absorbed by cows in the small intestine
(Doreau and Ferlay, 1994). The metabolized fatty acids are more saturated FA, which
particularly give properties to the synthesis of meat and milk (Doreau and Ferlay, 1994, Lock
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et al., 2006). Therefore, after the digestion of the carbohydrates, protein, and lipids, the
metabolized/degraded nutrients such as VFAs, amino acids, microbial protein, and peptide
are then available for the animal to support maintenance, production, and reproduction
(McDonald. et al., 2011). The conversion efficiency of the nutrients from feedstuffs into
animal products (e.g. milk production from unit feed intake) is relevant to know to optimize
the production cost of a farm.

Feed efficiency represents this dairy efficiency and provides indices of how closely the
diets meet a cow’s specific nutrient requirements including demands of nutrients used for
maintenance and milk production (Hall, 2003). So, FE puts a high emphasis on whether the
available energy (i.e., net energy) is used for milk production or for maintenance.
Consequently, the FE of a dairy cow is improved by allocating more nutrients to the lactation,
allowing to optimize the production of milk per consumption of unit feedstuff (Korver, 1988).

The metabolic priority of milk production is high in early lactation corresponding to a
higher FE (Coleman et al., 2010). However, especially during the first two months of the
lactation period (Puillet et al., 2016), this higher FE can be accompanied by an excessive
body weight loss resulting in a poor fertility performance (Roche et al., 2007) and health
problems (Berry et al., 2007). Therefore, the monitoring of FE of a cow would benefit to
follow the health status and fertility problems (De Vries et al., 1999). This is expected as FE
is related to the energy balance of cows directly linked to the metabolism of body reserves
which is a key factor in the health and fertility of cows (Hansen, 2000, Banos et al., 2006).
Moreover, FE of a cow is related to the economic efficiency (Mosheim and Lovell, 2009,
VandeHaar et al., 2016) as the feedstuff represents a major expense of a farm. Indeed, the
feed cost represents around 50% of dairy farmer's cost (Beever and Doyle, 2007). Therefore,
the selection of cows with high feed efficiency (FE) is favorable as they can produce more
milk per unit of feedstuff. Moreover, the elimination of cows with low FE could reduce the
investment at herd level because, in a herd with a typical cow population structure, more than
20% of the dry matter intake (DMI) is consumed by the non-productive cows (Michel, 2011).
Besides reducing the nutrient waste (Connor, 2015), an improved FE reduces the loss of feed
energy leading to reduce the carbon footprint emitted by cows and thus decreases the overall
environmental impact of dairy production (Capper et al., 2009). Indeed, the variation of
digestion ability and energy usage are important factors affecting FE: low digestibility of
nutrients and great methane yield will lead to a low FE (de Assis Lage et al., 2019). Indeed,
there is a negative relationship between the metabolic energy utilization and the methane
energy output (Yan et al., 2010). Moreover, beef cattle with high FE (expressed as RFI) were
reported to have lower methane yield. On another side, FE is related to body size as it is a
function of milk yield which is indirectly related to the body size (Blake and Custodio, 1984).
The available energy is allocated to the usage of maintenance and milk production under the
regulation of the hormones (e.g. growth hormone, insulin) (Blake and Custodio, 1984). Based
on these regulatory mechanisms, the cows with larger body weight require more energy for
maintenance and accordingly resulted in a relatively lower FE or under a risk of negative
energy balance (Hofstetter et al., 2011). Considerable interest has been taken, for decades, in
improving the feed utilization (i.e., FE) of dairy cows by limiting the energy loss (e.g.,
methane) to the environment (Difford et al., 2020). FE is relevant for biological, economic,
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and environmental reasons (Gravert, 1985, Korver, 1988, Connor, 2015). However, although
FE are widely studied in poultry, swine, or beef cattle, a lag exists in evaluating dairy cows'
FE in scientific literature (Connor, 2015). The reason could be due to the hinder to follow the
FE across the milking cycle exactly under the situation of lacking sufficient data and the
paradox of improving FE of dairy cow without affecting the other aspects (Pryce et al., 2014).

The definition of FE could be categorized into two classes: (1) residual or regression traits
and (2) ratio traits but, in both cases, DMI records are needed (Pryce et al., 2014, Hurley et al.,
2016). For the residual traits, the residual feed intake (RFI) is the most known one. This trait
was firstly used in beef cattle and then for growing animals and gradually being used in
lactating dairy populations (Hurley et al., 2016). The RFI calculation can be resumed as :

RFI = DMIgctyar — DMIpreq

where the DMlyyreq is the linear regression results encompassing the factors of interest. RFI
reflects the real net feed intake needed by the cows (Koch et al., 1963, Pryce et al., 2014) as it
takes into account the variation in activity, protein turnover, and even the animals'
digestibility (Mayes et al., 1986). However, RFI is easy to acquire for growing and
non-lactation cows but is more difficult to obtain for lactating cows due to the more
complicated energy allocation during the lactating stage (Pryce et al., 2014). Moreover, the
FE expressed as RFI is more complicated to be determined in practice because people need to
obtain both the real and expected DMI of cows to calculate their difference (Connor, 2015).
For the ratio traits, FE is defined as a "ratio” between output (i.e., milk production) and input
(i.e., the quantity of feed intake) (Korver, 1988) which was also deemed to gross feed
efficiency. Ratio trait is a more traditional definition of FE (Hurley et al., 2016). In this case,
the milk production is taken into account using different forms such as the fat- and protein-
corrected milk production (FPCM) (Seymour et al., 2020), the milk yield (Barros et al., 2017),
as well as the energy corrected milk production (ECM) (Ben Meir et al., 2018). So, FE can be
calculated using the ratio FPCM to DMI. This ratio was reported to be related mainly to the
body weight loss and body condition score (BCS) throughout the lactation (Vallimont et al.,
2011).

The FE phenotypes were used in different studies to better understand its variability. So,
the physiological stage of a cow influences its FE (Bauman et al., 1985, Phuong et al., 2013)
due to the maintenance requirements or the nutrients partitions of cows. In specific, DIM was
reported to have a negative correlation (around —0.50) with FE (Britt et al., 2003). This is
expected as the cows tend to mobilize more their body reserves at the early stage of lactation
resulting in a high FE value (Connor et al., 2012). Indeed, BW and DIM were claimed to be
significantly related to FE based on a meta-analysis (Phuong et al., 2013). Besides, the feed
composition and feeding level were reported also to be related to the FE by affecting the
energy partitioning variables (Ramin and Huhtanen, 2013). Indeed, the forage level in the diet
influences the rumen environment (Stone et al., 1960, Pino et al., 2018). Furthermore, the
temperature was also reported to affect the FE of cows. For instance, the FE seems to be
around 7% lower during the warm season (> 21<C) compared to the cool season (< 21<C)
(Britt et al., 2003). Additionally, parity is another significant factor impact the FE. For
example, using 26 cows, Ben Meir et al.(2019) found that the cows at second parity produced
more milk and consumed more feed than cows in first parity and resulted in a significant (p <
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0.05) higher FE (1.51 v.s. 1.40 kg of milk/kg DM). Similarly, multiparous cows were
reported to have higher FE than primiparous cows (Figure 1-4A) (DeVries et al., 2011,
Lavendahl et al., 2018, Ben Meir et al., 2019). More than that, FE depends also on the genetic
ability of a cow to transform feed intake into milk production. In specific, the FE from
different breeds of cows were estimated to be different (DIM < 60 days, Figure 1-4B): the
Norwegian Red cows and Holstein cows presented a higher FE than the Normande cows in
the early lactation (Buckley et al., 2006). Moreover, the FE was reported presented a decline
trend across the stage of lactation for both the cows with high and low efficiency (Figure
1-4C) (St-Pierre, 2019). In addition, the numerator and the denominator used to assess the FE
(e.g. Milk yield and DMI) are also factors contributing to the FE variation (Phuong et al.,
2013); as shown in Figure 1-4D, the FE was nearly present a linear relationship with milk
yield or DMI (St-Pierre, 2019). Finally, although the genetic differences between cows for
available energy utilization was reported not significant (P > 0.05) (Moe, 1981, Blake and
Custodio, 1984), the genetic parameters (e.g., heritability which varied between 0.01 and 0.52)
depend on the population used but their values confirm that FE can be improved according to
an appropriate genetic selection (Brito et al., 2020). Because the FE is directly related to the
digestive and metabolic efficiency which are both affected by the genetic variation (Arthur et
al., 2001), it was expected that FE will be also affected by animal genetics. As reported, the
gross feed efficiency (i.e., the "ratio™) was more heritable than RFI (\Veerkamp and Emmans,
1995, Vallimont et al., 2011).

Knowing FE of the herd helps to optimize the production of dairy cows for a given
amount of feedstuff. Due to the diversity of FE definitions, there is a various recommended
optimal range of FE. For instance, defining FE as the ratio of 3.5% FCM to DMI, the
acceptable limit of FE is 0.95 to 1.9 kg of milk/lkg DM following the DIM and parity
(DAIREXNET, 2019). The optimal range of FE defined as ECM divided by DMI is
comprised between 1.3 and 1.8 kg of milk/kg DM (Jud Heinrichs and Ishler, 2016). Using the
same ratio as the current study (FE=FPCM/DMI), the range of FE must be between 0.90 and
2.70 kg of milk/kg DM based on studies conducted from Holsteins cows in various stage of
lactation, parities, and fed with different kinds of diet (Aguerre et al., 2016, Zucali et al.,
2016, Barros et al., 2017, Seymour et al., 2020).

In conclusion, as FE is crucial in dairy cow husbandry regarding cow nutrient allocation,
cow health status, farm profit, and environment, selecting high FE dairy cows is the
long-standing objective for animal breeding. But the most tough task faced by dairy sector
consists of collecting enough FE information at individual and large scales (Seymour et al.,
2019).
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Figure 1-4. The evolution of feed efficiency (FE) by different variations.

A:FE evolution by parity (DeVries et al., 2011, Lavendahl et al., 2018, Ben Meir et al., 2019);
B:FE evolution by breed (HF=Holstein, MB=Montbeliarde, MBX=Holstein X Montbeliarde,
NM=Normande, NMX=Holstein XNormande, NRF=Norwegian Red) (Buckley et al., 2006);
C:FE evolution by days in milk (DIM) for high and low FE cows (St-Pierre, 2019); D:FE
evolution by milk yield and DMI (St-Pierre, 2019).

3. Prediction of feed efficiency at large and individual scales

According to the definition of FE mentioned above, the DMI is a key factor to calculate
FE of a cow (Berry and Crowley, 2013). Two steps are needed to measure the DMI ingested
by a cow: the first is to measure the feed intake and the second is to estimate the dry matter
content in feed consumed by cow. Unfortunately, it is difficult for the commercial farms to be
well equipped to perform this measurement or have limited time to measure feed intake at
large and individual scales. Even though the DMI can be measured in some experimental
groups under the indoor condition, evaluating the DMI of cows in the pasture condition is
always a tough work (Méndez et al., 2019). For instance, to acquire individual animal DMI at
pasture conditions, the n-alkane technique was used (Mayes et al., 1986). However, this
method based on internal markers is restricted when used on a large scale. On another hand,
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to assess the DMI at pasture conditions, knowing the biomass at a unit time is necessary
(Méndez et al., 2019). The photogrammetry is a useful method to assess the pasture biomass
in order to assess the DMI of a group of animals but not for individuals (Wigley et al., 2019).
So, knowing the quantity of ingested feed is a traditional hinder (Seymour et al., 2019). To
cope with this issue, several models were built and tested. For instance, the equations using
animal characteristics and MIR spectrum obtained an accuracy ranging from 1.59 to 2.23
kg/day (Lahart et al., 2019). The equation from Agricultural Research Council (ARC, 1980),
employing live body weight (BW), FCM, and lactation stage as predictors, and the one from
Cornell Net Carbohydrate and Protein System (CNCPS., 2004), employing BW, FCM, and
lactation stage adjusted factors as predictors were tested using 777 data points in the study of
(Ellis et al., 2006). The obtained RMSE were around 1.96 - 2.08 kg/day and 2.39 - 2.49
kg/day for ARC and CNCPS equations, respectively. Additionally, with an accuracy of 1.82
kg/day, the National Research Council (NRC) equation to predict the DMI using the live
body weight (BW, kg), 4% Fat-corrected milk (FCM, kg/d), and the number of weeks of
lactation (wol) (NRC, 2001, Lahart et al., 2019). This equation can be resumed as:

DMI = (0.372 * FCM + 0.0968 * BW°75) % (1 — e(-0192=(wol+3.67)))

The FCM and the week of lactation can be easily measured at individual cow scale using
traits routinely recorded by dairy herd improvement (DHI) organizations during the milk
recording. However, this is not the case for the live BW. The gold-standard method to
evaluate BW is using a weighing scale. However, due to the drawback of cost and labor
intensive, alternatives are needful (Soyeurt et al., 2019). For example, the estimation of BW
using morphological traits (Heinrichs et al., 1992, Enevoldsen and Kristensen, 1997), and
camera (Song et al., 2018) are alternatives to the gold-standard method. However, the cost or
the frequency of data acquisition limits their use on a routine basis. Owing to the potential of
milk mid-infrared (MIR) spectra routinely recorded in the framework of DHI, predicting the
BW from this information and animal characteristics is a promising perspective allowing an
accuracy around 50 kg (Soyeurt et al., 2019). The spectrum provided by the MIR
spectrometry of milk sample corresponds to the absorbance of the infrared ray by specific
chemical bonds in the matter and represents therefore the interactions between propagating
light and matter (McDermott et al., 2016, TUrker-Kaya and Huck, 2017). When the MIR light
passes through the sample, some of the energy of this ray is absorbed by specific chemical
bonds (Sun, 2009). This absorption is then captured by the detector (Figure 1-5). According
to the varied energy of the MIR ray (about thousand times following the spectrometer used),
the sample spectrum is obtained finally. Works using similar approach were conducted to
predict DMI. Indeed, predicting dry matter intake (DMI) at the individual and large scale
using MIR technique was reported by researchers as well, such as (Lahart et al., 2019)
obtained a root mean squared error (RMSE) of predicted DMI at 1.68 kg, and (Shetty et al.,
2017) revealed an RMSE of RFI at 1.49 kg.
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Figure 1-5. Mid-infrared spectrometry (©Bentley instrument, 2019).

Predicting DMI, RFI, or BW from animal characteristics and milk MIR spectrum opens
new perspectives in the inclusion of FE concept for management and breeding perspective for
the dairy sector as those predictors are provided at low cost, at the individual scale, and on a
monthly basis (4-6 weeks) through the milk recording managed by DHI organizations. In
other words, feed efficiency provided by such approach can be considered as "Big Data"
because it fulfilled the requirement of data volume, data velocity and heterogeneity. This
large amount of observations opens the perspective to conduct quantitative genetic studies as
well as genomic studies. Indeed, more phenotypes allow enhancing the genomic selection
(Hayes et al., 2009) leading potentially a selection of animals with high FE at a younger
stage.

4. Improvement of feed efficiency related predicted phenotypes at large scale

In recent years, several phenotypes prediction equations using the MIR technology have
been developed related to a wide aspect of dairy farming such as cow energy status
(McParland et al., 2011), BW (Soyeurt et al., 2019), feed intake or DMI (Shetty et al., 2017,
Lahart et al., 2019), feed composition (Klaffenb&eck et al.,, 2017), methane emission
(Dehareng et al., 2012, Vanlierde et al., 2015), nitrogen efficiency (Grelet et al., 2020b),
fertility status (Ho et al., 2019), lameness biomarkers (Mineur et al., 2020), milk lactoferrin
content (Soyeurt et al., 2012), milk fatty acids content (Soyeurt et al., 2006), fat globule size
(Fleming et al., 2017), cheese making properties (Karoui et al., 2006), pregnancy status
(Delhez, 2020), and so on. However, limitations related to the use of these MIR equations
exist, since most of them were developed from specific populations and the performance of
these models towards new samples from other conditions need to be validated. So, although
the use of MIR spectroscopy provides fast, cost-effective quantification or qualification
phenotypes to farmers or their advisors, there are still some issues related to the model
development and implementation (Figure 1-6) to be concerned and settled such as creating
accurate and robust models using limited data sets; the detection of samples to be predicted
out of the model capacity (i.e., outliers); the model transfer between different
instruments/brand and even among different countries.

So, the elementary issue that must be achieved to improve the prediction ability of a
prediction equation is to enlarge the number of records used for developing the models in
order to gain a sufficient variability (Grelet et al., 2020a). Indeed, as the prediction
performance is highly affected by the data structure and variability of the calibration sets used
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to develop the models; the more variability covered by the calibration set, the more powerful
the model will be (Edward V. Thomas, 2000). In other words, if the models are used towards
the new samples not covered by the variability of the calibration sets, the accuracy will be
impaired (Tomas Naes, 2002). Regarding the traits of interest in the context of this thesis, this
means that the variability of BW, RFI, or DMI must be represented in the calibration set used.
Comparing to RFI and DMI reference data acquisition, the obtaining of BW records is easiest
and therefore enlarges the possibility of building a large scale dataset to build the predictive
model leading to the confection of a dataset more representative of the dairy cow population.
So, it is why BW must be considered as a key trait to develop a large scale feed efficiency
tool. However, the dataset used by Soyeurt et al.(2019) was limited because it considered
only 735 records collected from 270 cows belonging to six herds. So, there is a potentiality of
improvement for this equation by increasing the variability of the dataset.

On other hand, the number of the variables employed to build the predictive model also
impacts the prediction quality (Centner et al., 1996). So, feature selection approaches before
final modeling is essential and can be adopted to put the most informative variables into
calibration models without the interference of noise (Saeys et al., 2008). However, even if a
gross selection of pin numbers has been done by experience, Soyeurt et al.(2019) used nearly
300 MIR spectral points to develop the BW prediction models.
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Figure 1-6. The process of development and application of MIR prediction model.

Even if researchers always pursue to cover as more as possible the variability of the trait to
predict in the training sets, this is often unfeasible for financial and practical reasons to have
enough samples to be representative of the studied cow population. This situation leads to
provide a prediction, which is the fruit of a spectral extrapolation, for a milk sample of which
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the variability was not taken into account in the calibration set (Grelet et al., 2020a).
Unfortunately, until now, no quality procedure is developed by milk laboratories or DHI
organizations to detect those samples. However, a quality procedure named "ring test" exists
for fat and protein to fix a correction slope and bias for the MIR-based predictions. Following
the protocol proposed by the International Dairy Federation (FIL-IDF; 1SO9622/IDF 141),
this ring test is performed by analyzing a series of samples which have a wide range of fat
and protein contents certified using reference chemical measurement methods by different
laboratories. Unfortunately, it is not possible to adapt this procedure for the MIR predictions
of BW and DMI as the reference measurement is not the fruit of a chemical analysis. Some
novel cleaning procedures must be found. In this context, the use of Mahalanobis distance
(Mahalanobis, 1936), Global H distance (GH) (Shenk and Westerhaus, 1991, De Maesschalck
et al., 2000), threshold between the corrected fat percentage and the one predicted directly
from the spectra as proposed by Dale et al.(2019), or other methods to detect extreme
predictions could be relevant to highlight and discard those potentially erroneous predictions.

5. Research framework and outline
Conclusions and Perspectives
Feed efficiency tool

Liveweight prediction implementation

Procedures to detect erroneous predictions

MIR predictive models to estimate the dairy cow liveweight

General introduction

Figure 1-7. The overview of contents in this thesis.

The development of a feed efficiency tool available at low cost, large scale and at cow
basis is of interest in the current dairy farming context where the profitability of the farm
must be ensured as well as its low environmental impact. This PhD thesis aims to contribute
to this global subject under different aspects. To achieve this global objective, the FE trait
must be accessible at large and individual scale. To fulfill this requirement, the FE traits will
be estimated in this thesis using the ratio of FPCM to DMI with a DMI phenotype predicted
using the NRC equation and the BW predicted from animal characteristics and milk MIR
spectrum. Even if an equation is already available (Soyeurt et al., 2019), the work conducted
in this thesis will try to improve the accuracy of this equation by enlarging the calibration set
and by testing feature selection approaches. Then, this thesis aims also to contribute to the
definition of quality protocol easily to be implemented by DHI organizations in order to

16



Chapter I : General introduction

ensure a high quality of prediction of traits, for which the reference chemical analysis of milk
is not the gold standard. Finally, this research will also study the behaviors of different traits
related to FE like methane, DMI, BW and a consumption index (IC) predicted using entirely
or partially the milk MIR information when they are predicted on large scale DHI databases.
All of this work will contribute to the development of a FE tool available for dairy farmers
and breeders.

This thesis is a compilation of three published or submitted scientific papers. The
overview of the structure of this thesis work is shown in Figure 1-7. After a general
introduction presented in this Chapter (Chapter 1), the improvement of BW MIR prediction
model by using a large calibration set as well as an appropriate feature selection will be
exposed in Chapter 2. Even if the predictive model is robust, the lack of variability for the
studied trait in the calibration set as well as the use of poor quality spectral data from the new
samples can lead to obtaining erroneous predictions. So, to avoid this issue, the development
of appropriate data quality check procedures which can be easily implemented by DHI or
milk laboratories will be investigated in Chapter 3. Then, a large scale study of the behaviors
of different traits related directly or indirectly to FE and predicted fully or partially from milk
MIR spectral data will be conducted from the use of herd test-day models (Chapter 4). Finally,
a discussion related to all aspects concerning the development of a FE tool by DHI
organizations will be done in Chapter 5 and will finish by the formulation of conclusions and
perspectives related to the current PhD topic.
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Chapter I : Mining data from milk mid-infrared spectroscopy and animal characteristics to improve the prediction of dairy
cow’s liveweight using feature selection algorithms based on partial least squares and Elastic net regressions

Adapted from: Lei Zhang, Anthony Tedde, Phuong Ho, Clément Grelet, Fr&l&ic Dehareng,
Eric Froidmont, Nicolas Gengler, Yves Brostaux, Dagnachew Hailemariam, Jennie Pryce,
Gplust Consortium, Hééne Soyeurt. Mining data from milk mid-infrared spectroscopy and
animal characteristics to improve the prediction of dairy cow’s liveweight using feature
selection algorithms based on partial least squares and Elastic net regressions. Computers and

Electronics in Agriculture: Under review.

Simple summary

In this Chapter, different strategies such as enlarging the data size of the calibration set and
eliminating the uninformative variables were explored to improve the accuracy and the

robustness of the past MIR based BW predictive model.
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Abstract

Body weight (BW) of dairy cows is relevant for breeding programs and farm management
to assess the maintenance requirements, reproduction performance, or health status of cow.
Currently, it is still difficult to follow BW changes of individual cows routinely in large herds.
Combined with animal characteristics, milk mid-infrared (MIR) spectrum was proposed as an
additional source of information to predict BW under the framework of dairy herd
improvement (DHI) programs. However, the presence of less informative variables in the
prediction equation could impact negatively its robustness. This research aims to improve the
robustness of BW regression models by applying a feature selection before modeling. A total
of 5,920 BW records composed of animal characteristics and milk MIR spectrum were
collected from Holstein cows. Three feature selection algorithms were applied to select the
most informative variables: partial least squares regression (PLS) combined with sum of
ranking difference (PLS-SRD), PLS combined with uninformative variables elimination
(PLS-UVE), and the output of Elastic net regression (EN). Four herd independent validation
sets and the corresponding remained calibration datasets having on average 163 and 1,708
records, respectively, were used to develop models using PLS or EN approaches. Ten-fold
cross-validation was conducted to parametrize each model. Parity, days in milk (DIM), milk
yield (MY), and two MIR spectral points were selected as relevant variables to predict BW.
PLS (root mean square error of validation, RMSEp=60 kg) and EN (RMSEp=60 kg)
regressions employing these 5 predictors were more robust than the models developed
without MIR or using MIR without feature selection. The EN models had a cross-validation
root mean square error of around 53 kg. The 2 MIR points explained up to 4.20% variation in
predicting BW. The RMSE of validation sets using another brand of spectrometer were
around 64 kg. This study confirms the possibility to predict an indicator of BW from animal
characteristics and MIR variables. The variable selection procedures improved the model's
robustness and transferability. The accuracy of BW prediction seems to be sufficient to
provide useful information for breeding program and farm management decisions under a
DHI framework.

Keywords: Dairy Cow Liveweight; Mid-Infrared; Feature Selection; Bias and Robustness;
Modeling
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1. Introduction

Phenotypes related directly or indirectly to feed efficiency have to be considered in animal
breeding and farm management (Miglior et al., 2017; Zhang et al., 2020). The body weight
(BW) is one of the indicators of importance to monitor the energy balance which is related to
the cow health, reproduction, and feed efficiency (Thorup et al., 2012; Zhang et al., 2020).
For instance, approximating feed intake in dairy cattle is important in order to accurately
compare feed efficiency of dairy cattle. Unfortunately, measuring individual feed intake is
difficult and expensive. However, BW can be used to approximate maintenance requirements
(Haile-Mariam et al., 2014). For breeding purposes, a limited number of BW measurements
can be sufficient. However, for management purpose, the estimation of BW changes on a
routine basis is more relevant and this requires repeated estimates (Méntysaari and
Méntysaari, 2015).

For decades, strategies for the use of BW as a management tool have been explored in
both production and research conditions (Bewley and Schutz, 2008; Maltz et al., 1997).
Moreover, assessing information at the individual scale is required to improve the accuracy of
genetic parameters estimated for this trait (Korver, 1988). Thus, efforts have been made to
monitor dairy cow BW at large and individual levels (Song et al., 2018; H&éne Soyeurt et al.,
2019). Several methods exist to quantify or estimate the BW of dairy cows such as the
electronic weighing scale, the 3-D camera (accuracy around 43 kg) (Kuzuhara et al., 2015),
the prediction of BW from body condition score (BCS) (accuracy around 47Kkg)
(Haile-Mariam et al., 2014), the BW prediction using animal conformation traits (accuracy
varied between 37 kg and 110 kg) (Banos and Coffey, 2012; Haile-Mariam et al., 2014;
Vanrobays et al., 2015). However, the first and second methods are not always available on
commercial farms due to its cost. The third and fourth ones are laborious and time-consuming
(Soyeurt et al., 2019; Yan et al., 2009) and subjected to the assessor's ability (Edmonson et al.,
1989). Moreover, the last one is often made only one time during the cow productive life in
most countries (Soyeurt et al., 2019). However, dairy herd improvement (DHI) programs can
provide beneficial information to estimate BW at individual and large scales. For instance,
BW can be predicted from the milk yield, number of lactation and parity (Enevoldsen and
Kristensen, 1997; Kuzuhara et al., 2015; Song et al., 2018). Moreover, a larger part of the
individual variability of BW can be assessed by adding the test-day milk mid-infrared (MIR)
spectrum (Soyeurt et al., 2019) in the predictive model.

However, some issues could exist which indicate that these preliminary BW prediction
equations could be improved. First, expanding the size of the calibration set would be
meaningful to cover a larger variability of BW. Second, because the accuracy and the
robustness of a predictive model evaluated from the same calibration set partly depend on the
predictors used (Mehmood et al., 2020), the elimination of uninformative variables from the
BW model should be relevant to avoid over-fitting.

Therefore, the accuracy and robustness of a calibration model could be improved by
optimizing the variable selection before modeling (Cai et al., 2008). To address this issue,
several informative variable selection algorithms have been developed such as the sum of
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ranking differences (SRD) procedure (Kalivas et al., 2015; Tencate et al., 2016), the
uninformative variables elimination (UVE) (Centner et al., 1996), and the use of the output of
elastic net (EN) penalized regressions. In brief, compared to the most usual way to
parametrize a model that is only based on the root mean squared error of cross-validation
(RMSEcv), SRD procedure selects the most relevant predictors based on the computation of
considered merits derived from statistical parameters denoting the model complexity,
variance and bias (e.g., RMSEcy, reliability of regression coefficients, L2 norms). This is
conducted without being affected by parameters' weight allocation problems (Nie et al., 2019).
The UVE combined with Partial Least Squares (PLS) is another method allowing to select the
most relevant subset of predictors. The hypothesis of this method is that the most informative
variables have a higher importance in the regression compared to the artificial noisy variables.
The EN method was proposed to fix the problems in the presence of high correlations among
variables; it select groups of correlated variables and conducts continuous shrinkage, and it
can also simultaneously conducts variable selection; the output of this algorithm can be
considered as selected variables (Zou and Hastie, 2005).

In conclusion, the objective of this research was to improve the robustness of BW
prediction models, based on cow’s characteristics and milk MIR spectrum, by selecting the
most informative variables based on the feature selection algorithms mentioned above.
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2. Materials and Methods

Herdl - Herd11

i

4 training sets

Herd12
Australian
data

Feature

selection

PLS-NoMIR PLS-All

16 Models

Optimal
Models

Figure 2-1. The technical flow chart of the different modeling approaches used in this study.

PLS-NoMIR=Partial least squares regression included milk vyield, parity, and days in milk;
PLS-AlI=PLS using milk yield, parity, days in milk and 277 MIR data; PLS-FS=PLS using the 5
variables selected by feature selection; EN-FS=Elastic Net regression using the 5 variables selected
by feature selection.

2.1 Modeling dataset

For the data from herdl to herd1l (Figure 2-1), a total of 1,915 records were collected
from 363 Holstein cows during 2007 to 2016 from the herd of following institutions:
University of Liege (Herd 5, Liege, Belgium), Walloon Agricultural Research Centre (Herd 3,
Herd 4 and Herd 9,Gembloux, Belgium), University of Alberta (Herd 6, Alberta, Canada),
Aarhus University (Herd 8, Tjele, Denmark), Agri-Food and Biosciences Institute (Herd 7,
Northern Ireland), University College Dublin (Herd 11, Dublin, Ireland), Walloon Breeding
Association (Herd 1 and Herd 2, Ciney, Belgium), Leibniz Institute for Farm Animal Biology
(Herd 10, Dummerstorf, Germany). Part of those data (N=754) was initially used by Soyeurt
et al. (Soyeurt et al., 2019) and part of those data were from Genotype Plus Environment
(Gpluse) project (http://www.gpluse.eu). The spectrum from Bentley spectrometer was
standardized based on the procedures proposed by Grelet et al. (2017). Parity ranged from 1
to 11 and the number of days in milk (DIM) ranged from 1 to 512 days. Milk yield (MY) was
recorded on daily basis and fat and protein contents were measured locally using Foss
MilkoScan FT+ or FT6000 spectrometers (Foss, Hillerod, Denmark) or Standard Lactoscope
FT-MIR automatic (PerkinElmer, Waltham, United States) in Walloon Agricultural Research
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Center (Gembloux, Belgium). The spectrum was also recorded during this infrared analysis
and standardized. Then, a first-derivation was applied to these data with a window of 5
spectral points to correct the baseline drift. The weighing scales used to measure the BW
were manufactured by Fullwood (Shropshire, UK), Gallagher (Canley, UK) or Griffiths Elder
(Bury St Edmunds, UK) instruments. The dataset was cleaned using the following editing.
First, the records were cleaned according to the International Committee for Animal
Recording (ICAR) standard (ICAR, 2017): milk yield between 3.0 to 99.9 kg/d, fat content
between 1.5 g/dL and 9.0 g/dL, and protein content between 1.0 g/dL and 7.0 g/dL. Before
modeling, the DIM records were split into 35 classes of 15 days. Due to the low number of
records beyond 4™ parity, parity records were split into five classes (i.e., 1, 2, 3, 4, and 5 or
more). After removing the noisy MIR regions, which are well known to be related to water
absorbance as described by Soyeurt et al. (2019), the first derived absorbance values located
in the range of 950-1,600 cm-1, 1,750-1,800 cm-1, and 2,600-3,000 cm-1 (i.e., 277 spectral
variables) were combined to DIM classes, parity classes, MY and BW to constitute the
modeling dataset. So, this contained 1,871 records composed of 280 predictors collecting
from 355 cows (i.e., 5.27 records per cow on average).

2.2 Prediction models

As presented in Figure 2-1, four herd independent validation datasets (herd5, herd?7,
herd10 or herd11) having approximately the same number of records in each set were used in
this study to assess the performance of the developed models. Consequently, the calibration
sets using the remaining samples had also a similar number of records between them. For
each calibration set, a principal component analysis was performed on the spectral data to
calculate the Global H distance (GH) of each record to detect potential spectral outliers. The
number of principal components used explained 99% of the spectral variability. Records with
a GH distance higher than 5 were discarded.

A common modeling procedure was applied on each calibration set. First, the predictors
were scaled and centered. Second, a 10-fold cross-validation was used to choose the best
parametrization of models (i.e, optimum number of latent variables (LV) for PLS and the best
penalty for EN regression). The best parametrization was the one for which the next value for
the considered parameters (LV or penalty) did not contribute to a substantial reduction in the
RMSEcv. Third, the potential BW outliers were discarded based the prediction residuals. If
the prediction residual was higher than the mean + 3SD or lower than the mean — 3SD, the
BW record was discarded. Fourth, PLS models were rebuilt using this second cleaned data set
and the obtained regression was validated using the corresponding validation set. Finally, the
model performance was assessed by calculating the calibration (RMSECc), cross-validation
(RMSEcv) and validation RMSE as well as the ratio of performance to deviation (RPD)
which was the ratio of the standard deviation of BW variable to the RMSEcv. The relative
error was also quantified by dividing RMSEp by BW mean calculated from the validation set.
The robustness of the models was assessed according to the difference between RMSEcv and
RMSEp, since in robust calibration models, the RMSEp is equal or nearly equal to the
RMSEcv (Mdlertz et al., 2016; Wang et al., 2018).
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Four different modeling approaches were tested and compared: PLS regression including
only cow’s characteristics (parity + MY + DIM) named PLS-NoMIR; PLS regression using
cow’s characteristics and MIR spectrum (parity + MY + DIM + 277 MIR variables) as done
by Soyeurt et al., (2019) and named as PLS-All; PLS and EN regressions employing the
variables selected in common by the 3 used feature selection algorithms, named as PLS-FS
and EN-FS, respectively. The feature selection algorithms used are explained further in this
section. Consequently, a total of 16 models were built to predict test-day BW of dairy cows
(Figure 2-1). Then, Pearson correlation coefficients between predictions were calculated to
assess the prediction consistency between models. The optimal model will be the one having
low RMSEp and RMSEcv combined with a small difference between RMSEcv and RMSEp.
The performance of this optimal model was evaluated on different 60kg BW intervals
through the estimation of RMSEp per class of BW. The weighted absolute regression
coefficients were finally used to assess the contribution of each predictor to the BW
prediction.

2.3 Feature selections

Based on the working hypothesis that the most informative variables must be selected by
different feature selection algorithms from different training sets, three feature selection
algorithms were performed on the 280 variables included in the 4 different training sets. Then,
from those 12 selections, the common selected variables were grouped as they were assumed
to be the most informative variables.

The first variable selection method was based on SRD algorithm proposed by Kalivas et al.
(Kalivas et al., 2015). A 10-fold cross-validation was firstly used to predict BW from the 280
scaled and mean-centered predictors. Consequently, 10 PLS models were built, providing 10
regression coefficients per predictor. For each predictor, the mean and standard deviation (SD)
of those coefficients were calculated to compute the reliability (C) (i.e., mean divided by SD
(Centner et al., 1996)). The higher the value of C, the more informative and reproducible is
the predictor. In a second step, following a decreasing value of C, predictors were included
into new PLS models one by one. The tested number of LV was the one considered as
optimal in PLS-All and the ones around it having a similar mean and SD of RMSEcv. Then,
for each number of LV, different models were tested considered a different number of
predictors ranging from LV + 1 to 280. For each tested model, 8 merits were calculated in
order to assess the model relevancy. Merit 1 was the jaggedness (J) denoting the model
complexity and the degree of over-fitting of a regression model (eq 1) (Gowen et al., 2011).

] =2, (bi_bi—l)z (eq 2-1)

where the b; denotes the regression coefficient (b) of i predictor of a model; m is the
number of predictors in this model. Merit 2 (called B2) corresponds to the L2 norm of a
model (eq 2) and reflects the variance of the model.

B2= [Y™. b° (eq2-2)
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where b; is the regression coefficient (b) of the i predictor in a model; m is the number of
predictors in this model. Merit 3 was the RMSEcv denoting the model accuracy. Merit 4 (C1,
eq 3) and Merit 5 (C2, eq 4) reflect the model bias and variance.

Cl = ) (eq 2-3)

_ I71-IlJllmin ) ( RMSECV -RMSECVmin ) )
€2 = (II]IImax—||]||min + RMSECVmax-RMSECVmin (eq 2-4)

( ||B2||-||B2||min ) ( RMSECV -RMSECVmin
||B2||max-||B2||min RMSECVmax-RMSECVmin

where the max and min represent the maximum and minimum values of B2 observed
among the models. Merit 6 to 8 were defined after the calibration process and correspond to
the absolute value of R=- 1 (|R=1|) where R is the calibration correlation coefficient, the
absolute value of the regression slope - 1 (|slope -1|), and the absolute value of the estimated
intercept (|intercept|) calculated from the linear regression fitted from the measured and
predicted BW records. The lower the values of the 8 merits, the better the PLS model is
fitted.
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Sum of ranking difference

(SRD)

Figure 2-2. Workflow of sum of ranking differences (SRD) algorithm

The calculation of SRD value was based on a matrix, which was constituted by 8 rows and
up to 822 columns. The workflow is shown in Figure 2-2. First, to make the merits
comparable at a same amplitude, all merits calculated for each tested model were normalized
by models. Second, the gold-rank was defined using the minimum normalized merit value
obtained from column (i.e., among the models) and ranked according to an increasing trend
by row (i.e., among the merits). Third, for each model (i.e., column), a model ranking based
on an increasing trend of their normalized merits value were defined. Fourth, the ranking
difference of each model was calculated using the gold-rank and the corresponding rank of
each merit of each model. Finally, the sum of ranking difference of each model was
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calculated by accumulating all ranking differences obtained for the considered modeling.
Thus, from the example illustrated in Figure 2-2, Model 1 has the best prediction
performances among these 3 models due to its minimum SRD value. Furthermore, to assess
the consistency of the ranking result, the rank reliability measure (RRM) (eq 5) (Tencate et al.,
2016) was calculated from the SRD values based on the 8 merits and used to choose the
optimal model and the corresponding predictors. The optimal model was the one with the
lowest RRM value. For all the tested models, the RRM was calculated as follows:

RRML = ( OFR;"9FRpin >+( FR; ~FRmin ) (eq 2_5)

OFRmax " 9FRyin FRmax—-FRmin

where opg, and FR; are the standard deviation and mean of SRD scores of tested models

and scaled to range at 0 and 1 using the minimum and maximum values of all the models.
Finally, the predictors included in the optimal model having the lowest RRM value were
considered as the most interesting combination of predictors. If equal RRM were obtained for
different models, the one with the lowest RMSEcv was considered as having a better fitting.

The second method used for the selection of informative variables combined PLS and
UVE which was proposed by Vitezslav et al. (Centner et al., 1996). First, the predictors were
scaled and centered. Second, a matrix of artificial noise variables having the same number of
rows and columns than the calibration set was randomly created and added into the predictor
matrix column by column. The minimum and maximum value of the noise was set according
to the range of the MIR spectra used (—0.35 and 0.36 in this case) in order to have the same
magnitude than the MIR signal. A 10-fold cross-validation was applied on the new predictor
matrix. A Monte Carlo process (Li et al.,, 2009) was simulated 8 times during the PLS
procedure in order to acquire a stability in the estimation of the regression coefficient from
both the MIR and artificial noise variables. Finally, 10 PLS models were generated. Similar
to the SRD method, the C value was calculated for each predictor. The information amplitude
of the noise must be determined in advance to estimate the suitable cutoff. The amplitude was
set at 10 ** and an arbitrary value k was set as proposed by Cai et al. (Cai et al., 2008). The k
value was adopted based on the average of C value estimated for each predictor from the
artificial noise matrix. Finally, the predictors having higher C rank than the artificial noises
were selected as the most informative variables.

The third feature selection method was based on the output of the penalized EN regression
including the whole scaled and centered predictors. The alpha parameter was set at 0.5 to be
between Ridge and Lasso penalized regressions. The tested range for the penalty (called
lambda) varied between 0.5 and 1. The optimal lambda was fixed according to the obtained
RMSEcv estimated from a 10-fold cross-validation. Finally, the variables with a regression
coefficient different than O were considered as informative variables.

2.4 External validation

To assess the model transferability, the 16 developed regressions were furtherly validated
using a completely independent data set coming from another country (i.e., herd12, validation
RMSE expressed as RMSEv) and MIR spectral data obtained from another brand of
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spectrometer. This validation set totalized 4,005 records collected between 2015 and 2017
from 231 cows belonging to the research farm of the Victorian Department of Jobs, Precincts
and Regions (Melbourne, Australia). MIR spectra as well as fat and protein contents were
provided by a Bentley spectrometer (Model 2000, Chaska, MN, USA). The BW was
measured using walkover scales (DeLaval, Tumba, Sweden) as described by HO et al. (Ho et
al., 2019). As the BW equation was initially developed from milk Foss MIR spectra, the
Bentley spectra were standardized (Grelet et al., 2017) to be expressed on the Foss basis. The
RMSE estimated between the fat and protein contents predicted externally from the
standardized spectra and the ones provided by the Bentley spectrometer were 0.11 and 0.27
g/dL of milk, respectively. To ensure the quality of the standardized spectral data, the absolute
difference between the fat content predictions (standardized vs. Bentley) was calculated for
each record. Records having an absolute fat difference above 0.30g/dL of milk were
discarded. Then, the cleaning procedure and data editing were the same as the ones used for
the modeling dataset. The final validation dataset contained 3,956 records. The average parity
was 2.05 with a range comprised from 1 to 8. The DIM records ranged from 37 to 161 days
with a mean of 104 days.

2.5 Computation

All computations and modeling were performed using R software (version 3.6.2) (R Core
Team, 2019). The descriptive statistics were analyzed using base package (R Core Team,
2019). The PLS were implemented using the pls package (Mevik et al., 2019) and the caret
package (Max et al., 2019)) as also for EN regression. The PLS-SRD was computed using a
homemade script using R software (version 3.6.2). The PLS-UVE procedure was performed
partly from the plsVarSel package (Mehmood et al., 2012)).

3. Results
3.1 Descriptive statistics

The descriptive statistic of the cleaned modeling dataset and for the Australian data
(herd12) is shown in Table 2-1. From the modeling dataset (i.e., herdl until herd1l), the
average milk yield was 30.51 +11.99 kg/d with a range comprised between 4.30 and 60.50
kg/d. The average fat and protein contents were 3.96 and 3.29 g/dL of milk, respectively. The
BW varied between 309 and 984 kg with an average of 619 +£79 kg. From Australian data
(i.e., herd12), the average BW was 550 kg and ranged between 340 kg and 770 kg with a
standard deviation of 65 Kkg.

As shown in Figure 2-3, for herds used in the modeling sets (i.e., from herd 1 to herd 11),
the mode of studied parity was 2 (Figure 2-3A). The DIM records covered the 35 DIM
classes (classes over 25 were shown as =25) and most records were distributed in the 1 to 4
DIM classes (Figure 2-3B). BW records were normally distributed (Figure 2-3C) and globally,
BW increased with the parity to a stable trend above the third parity (Figure 2-3D). The
average BW was 540, 607, 662, 666 and 694 kg for first, second, third, fourth and fifth or
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more parity respectively.

Table 2-1 Descriptive statistics of cleaned data sets.

BW DIM Parity Milk yield Fat Protein
Herd N Mean SD Mean SD Mean SD Mean SD Mean SD Mean SD
1 32 680 71. 220.8 142.2 266 121 21.83 8.07 391 052 353 0.47
2 41 680 79 217.3 112.5 3.00 244 28.67 9.44 427 054 354 0.36
3 60 603 38 166.8 101.6 210 1.00 2168 6.28 403 068 327 0.45
4 70 656 79 159.3 85.5 354 105 2120 6.73 418 0.73 3.34 0.39
5 149 618 72 185.3 112.2 256 157 19.68 7.04 397 101 355 051
6 358 628 69 1254 77.6 236 135 19.39 5.20 316 113 311 0.31
7 188 612 84 28.0 13.1 280 157 30.29 1107 415 061 319 0.33
8 635 599 86 28.5 12.6 240 155 37.69 1047 403 086 3.39 034
9 23 573 51 26.0 11.2 248 153 34.48 9.36 395 066 315 0.29
10 180 612 69 28.1 12.4 244 064 4130 6.66 458 142 318 0.35
11 135 654 57 30.0 12.0 3.78 144 3476 7.37 447 088 3.10 0.33
12 3,956 550 65 104.0 18.7 205 1.06 25.77 4.95 418 096 3.17 0.34
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Figure 2-3. Distribution of parity (A), days in milk (B), and body weight (C), and the body
weight evolution by parity (D) from the cleaned modeling data sets.

3.2 Predictive models and informative variable selection

Table 2-2 summarizes the calibration and validation performances observed for the 16
developed models. As R? of a model depends highly on the data structure like the distribution
and the range of the data (Davies and Fearn, 2006), RMSE is the most relevant statistical
parameter to assess the performance of a model (Grelet et al., 2020). So, only validation
RMSE are mentioned in Table 2-2. Discarding of potential BW outliers from residual analysis
lead to a slightly different number of records between the calibration sets. Therefore, the
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10-fold cross-validation performances cannot be fully compared between models using the
same dataset. However, we can compare the validation performances between methods and
assess the variability of prediction accuracy for one method thanks to the use of several
validation datasets. So, the means and SD of RMSEcv, RMSEp and RMSEvV as well as the
absolute differences between RMSEp and RMSEcv estimated for each kind of models are

mentioned in Table 2-3.

Table 2-2 Calibration and validation performances obtained for the 16 developed models

predicting test-day body weight (kg) of dairy cows.

Validation Herd5 Herd7 Herd10 Herd11l
Method Herd (N=149) (N=188) (N=180) (N=135)
Model number 1 2 3 4
PLS-NoMIR N samples 1699 1656 1662 1714
(Npredictors=3; N latent variables 2 2 2 2
Parity, milk yield, and RMSEcv (kg) 53 53 52 53
days in milk) R’cv 0.52 0.51 0.55 0.52
RMSEp (kg) 60 55 68 58
RMSEV (kg) 71 70 70 69
PLS-All N samples 1,699 1,658 1,663 1,716
(Npredictors=280; N latent variables 5 5 6 5
Parity, milk yield, days RMSEcv (kg) 50 51 48 48
in milk, and 277 MIR Rcv 0.59 0.55 0.63 0.62
spectral points) RMSEp (kg) 59 59 64 59
RMSEYv (kg) 64 63 93 126
N samples 1696 1655 1661 1713
PLS-FS N latent variables 2 2 2 2
(Npredictors=5; RMSEcv (kg) 53 53 52 53
Parity, milk yield, days  pa, 0.54 0.52 0.55 0.53
Isr;ecq:!:(bo?:tds) 2 MIR pMSED (kg) 61 54 67 57
RMSEVv (kg) 64 64 64 63
EN-FS N samples 1696 1655 1661 1713
Noredictors=5: Lambda 0.5 0.45 0.25 0.15
(Npredictors=5; RMSEcv (kg) 53 53 52 53
Parity, milk yield, days — pa,, 0.54 0.52 0.55 0.53
in_milk, and 2 MIR " pyisEg (kg) 60 54 67 57
spectral points) RMSEv (kg) 65 64 64 63

PLS-NoMIR=Partial least squares regression included milk yield, parity, and days in milk;
PLS-All=PLS using milk yield, parity, days in milk and 277 MIR data; PLS-FS=PLS using the 5
variables selected by feature selection; EN-FS=Elastic Net regression using the 5 variables selected
by feature selection; R2cv=10-fold cross-validation coefficient of determination; RMSEp=root mean
squared error of validation using herd5, herd7, herd10 or herd1l; RMSEv=root mean squared error
estimated from herd12 (Australian data).

The averaged RMSEp for PLS-NoMIR was 60 *5.57 kg (Table 2-3). The validation
relative prediction error and RPD varied from 8.90% to 13.14%, and 1.4 to 1.5, respectively.
The absolute difference between averaged RMSEcv and RMSEp was 8 kg. Higher RMSEp
were observed for herd5 and herd10 but more constant error was observed between models

using herd12 (RMSEv) (Table2-2).

The PLS-AIl models had LV number comprised between 5 and 6. The inclusion of 277
spectral data decreased the reproducibility of the models. Indeed, the SD of RMSEcv for
PLS-AIl was more than 3 times higher than the one observed for PLS-NoMIR (Table 2-3).
The same phenomenon was observed for RMSEv. Only the SD of RMSEp decreased (Table
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2-3). The model calibrated using a training set leaving herd10 and herd1l out had the worse
prediction accuracy (Table 2-2). The RPD ranged from 1.48 to 1.63. The relative error of the
RMSEp ranged between 9.04% and 15.46%. The average absolute difference between
RMSEcv and RMSEp was 11 kg (Table 2-4) which was higher than the models from
PLS-NoMIR approach. This high difference and the high observed SD of RMSE suggested a
low robustness of PLS-AIl models.

Table 2-3 Mean and standard deviation of cross-validation and validation root mean squared
errors (RMSE) per kind of models as well as the absolute difference between cross-validation
RMSE (RMSEcv) and validation RMSE (RMSEp, RMSEvV).

Models RMSEcv RMSEp Diff_abs RMSEv
Mean SD Mean SD Mean SD Mean SD
PLS-NoMIR 53 0.50 60 5.57 8 6.03 70 0.82
PLS-All 49 157 60 2.65 11 3.88 86 29.80
PLS-FS 53 0.50 60 5.62 7 6.05 64 0.80
EN-FS 53 0.50 60 5.57 7 6.02 64 0.69

RMSEcv=10-fold cross-validation root mean squared error; RMSEp=RMSE estimated from herd5,
herd7, herd10, or herd1l; Diff_abs denotes the absolute difference between RMSEcv and RMSEp;
PLS-FS=PLS using the 5 variables selected by feature selection; EN-FS=Elastic Net regression using
the 5 variables selected by feature selection.

The instability of PLS-All models could be related to the presence of uninformative or
non-reproducible in time or among instruments variables in the model. Indeed, the presence
of such variables can impact negatively the robustness of the model (Centner et al., 1996).
This confirms the relevance of testing different feature selection algorithms to select the best
combination of predictors. Table 2-4 summarizes the results of the feature selections realized
in this study:.

Multiple models were created during the PLS-SRD selection due to the inclusion of
different LV number and predictors ranked based on the reliability of their regression
coefficients. As mentioned in the materials and methods section, the number of LVs tested for
PLS-SRD feature selection was the one selected for PLS-All and the ones around it having
similar mean and SD of RMSEcv. Therefore, the range of tested LV were 5to 7, 4to 5, 5t0 6
and 4 to 5, respectively for the first, second, third and fourth calibration datasets. Based on
the number of tested LV and the number of predictors possible for each model (ranged from
LV+1 to 280), 822 models were built from the first calibration set (275 for LV=5, 274 for
LV=6, and 273 for LVV=7). The number of models tested for the 3 other calibration sets were
551, 549 and 551, respectively (Table 2-4). Globally, RRM value obtained for each model
fluctuated for all calibration sets along with the change of LV and the number of predictors
included in the model (Figure 2-4). The range was comprised from 0 to 1.69. The optimal
model is the one having the lowest RRM. So, for the first dataset, the 79th, 109th and 121st
models had the lowest RRM value (around 0.02; Figure 2-4A) revealing a similar robustness.
However, 109th model presented the lowest RMSEcv. So, the 114 predictors including in this
model into 5 LVs were considered as the most informative based on the first calibration set
(i.e., leaving herd5 out). The same procedure was repeated for all other datasets and the
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results were summarized in Table 2-4. The best models are illustrated for each dataset in
Figure 2-4 by the red arrow. From PLS-SRD results, the number of selected variables ranged
from 61 to 138 predictors (Table 2-4) with an average of 105 predictors. In other words, the
decrease of features number varied between 51% and 78% of the whole predictors.

The PLS-UVE method selected 106, 120, 69 and 116 informative variables based on the 4
datasets used (Table 2-4). As for the PLS-SRD method, a strongly lower number of predictors
was selected using the third dataset. Except for the third and fourth datasets, PLS-UVE
selected a lower number of predictors compared to PLS-SRD. The number of LVs considered
in PLS-UVE models were similar to the ones used by PLS-SRD models and turned around 4
to 5.

Using EN feature selection, the number of selected variables ranged from 62 to 73 (Table
2-4). The decrease of variable number was stronger here compared to PLS-SRD and
PLS-UVE except for the third dataset. The number of discarded samples after the residual
analysis was around 27 records which was similar to the ones obtained from PLS-SRD and
PLS-UVE methods. The lambda penalty fixed based on the 10-fold RMSE was the same for
all datasets and set to 0.5.

Table 2-4 Parameters of the variable selection algorithms based on PLS-SRD, PLS-UVE and

Elastic Net.
Validation Herd5 Herd7 Herd10 Herd11
Method* Herd (N=149) (N=188) (N=180) (N=135)
Number of Models 822 551 549 551
PLS-SRD N samples 1,689 1,654 1,643 1,707
N predictors 114 138 61 106
N latent variables 5 5 6 5
PLS-UVE N samples 1,696 1,657 1,661 1,712
N predictors 106 120 69 116
N latent variables 5 5 4 5
EN N samples 1,696 1,656 1,663 1,711
N predictors 67 62 73 62
Penalty parameter 2=0.5 2=0.5 2=0.5 2=0.5

! PLS=Partial least squares regression; SRD=Sum of Ranking Difference; UVE=Uninformative
Variable Elimination; EN=Elastic Net.
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Figure 2-4. The trend of RRM value across the model number for the 4 tested calibration sets
(A=first dataset until D=fourth dataset; the red arrow shows the optimal model)

Based on the hypothesis that the most informative variables must be selected by different
feature selection algorithms from different training sets, the intersection of selected features
was defined (Figure 2-5). Therefore, from those 12 selections (i.e., 4 training sets and 3
feature selection algorithms), only 5 predictors were in common. They were then included
into the third (PLS-FS) and fourth (EN-FS) modeling approaches to develop BW prediction
models.
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PLS-SRD PLS-UVE

EN

Figure 2-5. Intersection of groups of selected variables among the PLS-SRD, PLS-UVE and
EN feature selections and the four calibration sets.

The RMSEcv obtained for PLS-FS was around 53 kg (Table 2-2). The RPD ranged from
1.4 to 1.5. The relative predictive error ranged from 8.72% to 11.24% among the validation
sets. The RMSEp estimated from those four validation sets was 60 £5.62 kg (Table 2-3). The
trend of validation performance between datasets was similar to the one observed with
PLS-NoMIR (Table 2-3). The absolute difference between RMSEcv and RMSEp was 7 kg
(Table 2-3) which was lower than the one observed from models of PLS-NoMIR and PLS-AIl.
Similar to PLS-AIl and PLS-NoMIR, the worse validation results were observed for herd10
(Table 2-2). The external validation on Australian data (herd12) had a RMSE of 64 £0.80 kg.
The standard deviation is both lower than PLS-NoMIR and PLS-AIll. These same five
selected predictors were also included in an EN regression. RMSEcv was similar for all four
data sets and ranged between 52 and 53 kg (Table 2-2). The range of RPD and the relative
error were from 1.4 to 1.5, and 8.72% to 11.50%, respectively. Validation performances were
similar to PLS-FS but the SD of RMSEp and RMSEv were lower (Table 2-3). Therefore,
these models were the optimal ones: low absolute difference between RMSEcv and RMSEp,
low mean and SD of RMSEcv and RMSEPp and low mean and SD of RMSEv.

Besides the calibration and validation results, it is also interesting to assess the prediction
consistency between the developed models. So, the 16 models were applied to the 4
validation datasets. The correlation coefficients among predictions using the 16 models
applied on the four validation sets were high and ranged from 0.73 to 1.00. For all calibration
sets, the predictions of PLS-All models using the whole 280 predictors showed lower
correlation coefficients (ranged from 0.73 to 0.96) with predictions obtained from
PLS-NoMIR, PLS-FS and EN-FS models. Besides the lower RMSEp, RMSEv and their
corresponding lower SD of models developed using EN-FS approach, the prediction
correlation among EN-FS models ranged between 0.99 to 1 also revealing the robustness of
this kind of modeling.
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3.3 The robust model and variable importance

All EN-FS models presented a similar regression trend. Figure 2-6A illustrates the
relationships between predicted and real measured BW records (when herd7 as validation set).
The slope of fitted regression line was 0.51, which was moderately close to 1; the bias was
302.94 kg. For other calibration sets, the slope ranged between 0.51 and 0.53; the bias varied
from 288.74 to 303.39kg. No obvious herds presented a special distribution in the population
cloud (Figure 2-6A). The validation prediction errors were higher for the high and low BW
(Figure 2-6A). There was no obvious region revealed herds had extremely poor prediction at
the BW range between 520 and 700 kg (Figure 2-6A). To be more specific, the RMSEp and
RMSEv were also estimated for 8 different 60kg BW intervals (Figure 2-6B). Clearly, the
cows with BW lower than 400 kg or higher than 760 kg showed a relatively lower prediction
accuracy. However, BW between 460 to 700 kg revealed a lower RMSE.
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Figure 2-6. The observed and predicted body weight of the calibration and validation herds
(herd7) based on the EN regression using the final 5 selected variables (A); The validation root
mean square error distribution across different body weight stage (interval=60 kg; B).

The variable relative importance estimated for the 5 selected variables included in the
EN-FS model from the 4 datasets are given in Table 2-5. Based on the C value, the sequence
of important variables was the parity, MIR0123, DIM, milk yield, and MIR0094. Those
spectral points represent the MIR region of 1,396.21 cm* and 1,284.36 cm *. The variability
of variable importance among models were low except for milk yield and MIR0094 (Table
2-5). Finally, according to the R? of the cross-validation step during the EN-FS regression
based on the final 5 selected variables, the adding of MIR contributed on average 2.13 %
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(R?%cv increased from around 0.53 to around 0.54) and up to 4.20% information to predict BW
globally.

Table 2-5 The relative importance of selected variables of the Fin-PLS models using different
calibration sets.

Variables

relative Herd5 Herd7? Herdi0 Herdll Mean SD cv . CValue — Importance
importance (Mean/SD) ranking
(%)

Parity 100.00 100.00 100.00 100.00 100.00 0.00 0.00 58 1
MIR0123 1211 1249 1115 1167 11.86 057 4.84  2066.72 2
Days in milk 40.88 41.38 4374 4574 4293 225 524  1908.92 3
(days)

Milk yield 1951 17.01 2358 2556 21.41 3.87 18.07  553.34 4
(kg/day)

MIR0094 576  0.18 1.53 3.68 2.79 245 87.98  113.66 5
4. Discussion

To ensure the development of a robust model, the modeling dataset must be representative
of the variability existing for the trait of interest (i.e., BW in this study) but also for the
predictors. According to the mean and SD (Table 2-1), the average coefficient of variation for
milk yield, fat, and protein contents were of 29.27%, 20.45% and 11.32%. This variability of
the main milk components allowed indirectly to ensure a good milk spectral variability. The
variability coefficient of BW varied between 6.30% and 14.36% in this study which was
similar to the range of 8.17% to 16.47% reported in literature (Koenen et al., 1999; Kuzuhara
et al., 2015; McParland et al., 2015; Song et al., 2018; Yan et al., 2009, 2006). The datasets
used can be therefore considered as representative of the cow population.

Due to the interest of knowing the test-day BW at an individual scale for management
and breeding purposes, there is a need to try to predict this trait with predictors that are easily
available on field by DHI organizations. So, it is why this study focused on the use of milk
yield, DIM and parity as well as the milk MIR spectrum as predictors. These cow’s
characteristics related predictors were not chosen randomly. Indeed, these traits routinely
recorded by DHI at cow level were positively related to BW. The correlation coefficients with
measured BW were 0.12 for milk yield, 0.67 with parity, and 0.20 for DIM. Similar
correlation values were already reported in the literature. For instance, Song et al. reported
correlation coefficients of BW with parity and DIM equal to 0.81 and 0.18, respectively
(Song et al., 2018). Although the correlation value between DIM and BW is not as high as the
one observed with parity, this trait is valuable to be included in a prediction model as it is
indirectly related to the pregnancy status of a cow (Song et al., 2018; Zhang et al., 2020).
Moreover, the energy reallocation occurring after new calving cows (i.e., first days in milk)
leads to a negative energy balance leading to a mobilization of body reserves (Soyeurt et al.,
2019) influencing BW. Parity with its high correlation with BW is incontestably a relevant
predictor. BW increased until the fourth parity and then stayed stable (Figure 2-3D). This
trend was expected as the cow’s body keep growing until the fourth or fifth parity (Artegoitia
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et al., 2013; Mellado et al., 2011; Ray et al., 1992). Other authors reported the interest of
using DIM and parity to predict BW as well (Enevoldsen and Kristensen, 1997; Kuzuhara et
al., 2015). Along with the growth of cow's body, the increase of mammary volume from
primiparous to multiparous of a healthy cow always result in an increase of milk yield (Davis
and Hughson, 1988), explaining the positive relationship observed between milk yield and
measured BW. The regression including those predictors (i.e., PLS-NoMIR) had a RMSEcv
(53kg; Table 2-3) similar to the value of 56 kg reported by Soyeurt et al. (2019) based on a
model including parity, milk yield, DIM and test month. Even if these models seem to present
satisfactory prediction performances on cross-validation and herd validation, the application
of them on Australian data provided worse results suggesting a poor model transferability.

It is known that the milk composition can be related to the energy balance of the cow
which is also related to the BW changes of a dairy cows (Friggens et al., 2007). Therefore,
using the milk MIR spectral data reflecting the global milk composition as additional
predictors is relevant to predict test-day BW. The modeling already proposed by Soyeurt et al.
(2019) was not robust enough. Indeed, the absolute differences between RMSEp and
RMSEcv were globally higher for PLS-AIll compared to the PLS-NoMIR models (Table 2-3).
Moreover, the SD of RMSEcv and RMSEv were more than 3 times higher than the ones
observed for PLS-NoMIR suggesting the absence of robustness for those models. This could
be related to the presence of uninformative variables in the model (Gottardo et al., 2016).

Kalivas and Palmer (Kalivas and Palmer, 2014) reported that a harmonious model requires
a suitable balance of bias and variance to gain an optimal performance. However, using too
few informative variables will lead to under-fit and the model is therefore not complex
enough to capture the variability in the samples; whereas, adopting too many variables will
result in an over-fitted model which is too specific to the calibration set used and presents
therefore a poor predictive ability (Lavine, 2003). So, an optimum compromise must be
found. In this context, a total of 3 different feature selection algorithms were employed in this
study as the working hypothesis was that if a predictor is selected by different feature
selection algorithms, the probability to highlight an informative variable is high. By using 4
different calibration sets, we have also reinforced this idea because the variable must be also
selected from all datasets. By this way, only 5 predictors were in common from the 12
selection procedures done in this study. There were then included in PLS and EN regressions.
Both models (PLS-FS and EN-FS) had similar cross-validation and herd validation
performances compared to PLS-NoMIR but a largely better validation performance on the
Australian data (Table 2-3) suggesting a good transferability of those models. Moreover, as
SD of RMSEv was slightly lower (while the SD of RMSEp was equal to PLS-NoMIR) for
EN-FS, this model was assumed to be the most optimal model to predict test-day BW for
dairy cows. In conclusion, the elimination of uninformative variables allows to keep the most
informative variables and reduce the effect from noisy variables (Cai et al., 2008; Centner et
al., 1996) leading to a better transferability of those models (i.e., mean and SD of RMSEv;
Table 2-3). The lowest correlation found between predictions made using PLS-All approach
confirmed the presence of noisy information.

It is interesting to notice that the number of variables were different following the feature

48



Chapter I : Mining data from milk mid-infrared spectroscopy and animal characteristics to improve the prediction of dairy
cow’s liveweight using feature selection algorithms based on partial least squares and Elastic net regressions

selections used and ranged from 61 to 138. At the end, by realizing the intersection, we have
finally only 5 variables (Parity, DIM, milk yield, and two MIR spectral points). This means
that using only one feature selection algorithm and one dataset could not be sufficient and
lead to over-fit the model. Normally PLS algorithm should deal with that (Wold et al., 2001).
Indeed, by fixing its LVs by taking into account the variability of predictors and the trait to be
predicted, PLS must give a low absolute regression coefficient to uninformative variable.
This was not observed in this study. This could be related to the size of the dataset. Maybe by
increasing the number of records, the PLS should improve its ability to recognize the most
informative variables. This is why the use of a repeatability file (such as predicted BW as an
indicator) composed of spectra without reference value could be interesting (Soyeurt et al.,
2019; Vanrobays et al., 2015) and to test the selection of the whole MIR spectral points as
well.

The relationship between the observed BW and the ones predicted using EN-FS records
revealed the goodness of the calibration model (Figure 2-6A). No obvious herd effect was
visible on this graph. This can be explained by the high robustness of the EN-FS revealing by
the small difference between RMSEp and RMSEcv. Furthermore, the information from the
calibration herds have a good representativeness to the validation herd, especially in the
models when leaving out herd5 and herd7 (lower RMSEp and RMSEv). Meanwhile, as we
can observe from the fitted line of the predicted BW versus the real measured BW in Figure
2-6A, the cows having extreme BW had a relative lower prediction performance. As reported
by Thomas and Ge (2000), the representativeness and structure of a calibration set affect the
accuracy of a predictive model. So, this phenomenon could be explained by the BW
variability of the calibration set as there were a low amount of high and low BW in the
calibration set (Figure 2-3C). But the cows with a moderate BW had a better prediction
accuracy.

The five selected variables were the parity, MIR0123, DIM, milk yield, and MIR0094. The
mean and SD of relative variable importance values, and C value calculated from the EN-FS
models showed that those first two predictors were the most important in all models. By
averaging the relative variable importance values calculated for DIM, this predictor was the
third more important and it was very close to MIR0123 which is related to the MIR region at
1,396 cm™. Not like the first three predictors, the variability of the milk yield relative
variable importance values and the C value suggested that the importance of this trait can
fluctuate between models. Similar trend was observed for the last predictor, MIR0094, which
is related to the MIR region at 1284.36 cm™. These two MIR spectral data were located in the
MIR spectral region related to the carbohydrates and organic acids (Bittante and Cecchinato,
2013; Picque et al., 1993). This could be related to the fact that the milk carbohydrate-related
contents or fatty acids reflect partly the status of energy metabolism of body which influences
the BW changes (Vacek and Beran, 2012; Yan et al., 2006). The highlighting of parity, DIM
and milk yield as important predictors of BW is in agreement with the findings mentioned in
the first part of this discussion about the traits significantly related to BW (Enevoldsen and
Kristensen, 1997; Kuzuhara et al., 2015; Song et al., 2018). The interest of using MIR
information as additional predictors was confirmed in this study. In the past, McParland et al.
(McParland et al., 2015) and Soyeurt et al. (Soyeurt et al., 2019) reported also the potential
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interest of using MIR spectra to predict BW changes or BW. However, in this study, the part
of the explained BW variability brought by MIR data up to 4.20% was lower than the 11.67%
reported by Soyeurt et al (2019). Moreover, the current study revealed also the interest of
adding MIR data to enhance the model robustness and transferability.

The RPD values for the EN-FS models averaged at 1.5, suggesting that the predicted BW
is more an indicator of this trait. Indeed, a RPD between 1.5 and 2.0 representing a
discrimination of low and high value of dependent variance (Saeys et al., 2005). However,
although the value of RPD between 1.5 and 2.0 showed limited prediction accuracy, the
prediction results could be accepted in a breeding view point (Chen et al., 2011). So, the RPD
obtained in the current study around an average value of 1.5 indicating the usefulness of the
models developed in this study to predict the body weight as least to distinguish the light and
the heavier ones, and could be useful especially in the breeding programs. For instance, this
predicted BW could be used in a breeding goal to measure the maintenance requirements
(Koenen et al., 1999).

The RMSEp around 60 kg for the EN-FS representing 8.72% to 11.46% of the real BW for
different validation sets. This level of accuracy is acceptable, since, not like a certain research
experiment, the measurement of BW in commercial farms, is also affected by many aspects
like the measurement period (i.e., before or after milking of a cow, before or after feeding etc.)
and the calibration of the weighing scale. In this study, no protocol was fixed to collect the
BW records. Therefore, a certain uncertainty exists around the reference BW values used.
However, it is important to notice that the accuracy obtained from 3-D camera or BCS
regression methods ranged around 40kg to 50kg regarding the cross-validation
(Haile-Mariam et al., 2014; Kuzuhara et al., 2015). Although the prediction error isn't as
small as the daily body weight changes (around 1 kg) resulted from body reserves mobilize
(Picque et al. (1993), whereas this extremely small changes appears normally during the early
lactation stage (Bittante et al., 2013). So, in the current study, the accuracy of predicted BW is
at least meaningful at global herd level. In this view, the mean live BW is often used in field
to determine a global decision such as the nutritional requirement of a herd related to the
goodness management of maintenance. So, from the breeding and herd level nutrient
determination view, the residual of BW prediction, in the current study, using the selected
models met the usage requirement practically.

5. Conclusion

This research confirmed the feasibility of predicting an indicator of test-day BW at an
individual cow level using traits routinely recorded by DHI such as parity, days in milk, milk
yield, and even animal conformation types. The use of the intersection of groups of variables
using PLS-SRD, PLS-UVE and EN feature selection algorithms allowed to improve the
model robustness and its transferability to another brand of spectrometers. The selection of
parity, DIM, milk yield, MIR0094 and MIR0123 were logical based on the relationships
between measured BW and those traits found in the literature. Even if PLS algorithm is
normally able to deal with uninformative variables, this study showed the interest of realizing
an elimination of uninformative variables before the final modeling. Moreover, in the context
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of this study, we demonstrated that the use of one feature selection algorithm and one data set
was not enough to isolate the most informative variables. The EN-FS models developed in
this study could be easily implemented into a routine DHI framework allowing to the creation
of a large scale database of BW indicator. However, the herd specific BW evolution features
could be considered in the future studies.
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Brostaux, H. Soyeurt. Improving the quality of milk mid-infrared predictions recorded by
dairy herd improvement organizations using data quality checks. Animals: Revised.

Simple summary

There is a growing interest of using milk mid-infrared (MIR) spectrometry to obtain new
phenotypes useful in the complex management of dairy farms. Those predictions can be
erroneous for many reasons even if the predictive models used are accurate. In this Chapter,
three different statistical methods were proposed to detect abnormal predictions and limit the

spectral extrapolation in order to improve the quality of the MIR-based predictions.
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Abstract

The use of abnormal milk MIR spectrum strongly affects the prediction quality even the
predictive model used is accurate. So this record must be detected after or before the
prediction process to avoid erroneous spectral extrapolation or the use of poor quality spectral
data by dairy herd improvement (DHI) organizations. For financial or practical reasons,
adapting the quality protocol used currently to improve the accuracy of fat and protein
contents is unfeasible. So, this study proposed three different statistical methods easy to
implement by DHI organizations to solve this issue: the deletion of 1% of extreme high and
low predicted values (M1), the deletion of records based on the global-H (GH) distance (M2),
and the deletion of records based on the absolute fat residual value (M3). Additionally, the
combinations of these three methods were investigated. A total of 346,818 milk samples were
analyzed by MIR spectrometry to predict the contents of fat, protein, and fatty acids. Then,
the same traits were also predicted externally using their corresponded standardized MIR
spectra. The interest of cleaning procedures was assessed by estimating the root mean square
differences (RMSD) between those internal and external predicted phenotypes. All methods
allowed to decrease RMSD, the gain ranged from 0.32% to 41.39%. Based on the obtained
results, the “M1 and M2” combination should be preferred to be more parsimonious in the
data loss as it had the higher ratio of RMSD gain to data loss. This method deleted the
records based on the 2% extreme predictions and a GH threshold set at 5. However, to ensure
the lowest RMSD, the “M2 or M3” combination, considering as GH threshold of 5 and an
absolute fat residual difference set at 0.30 g/dL of milk was the most relevant. Both
combinations involved M2 confirming the high interest of calculating the GH distance for all
samples to predict. However, if it is impossible to estimate the GH distance due to a lack of
relevant information to compute this statistical parameter, the obtained results recommended
the use of M1 combined with M3. The limitation used in M3 must be adapted by the DHI as
this will depend on the spectral data and the equation used. The methodology proposed in this
study can be applied to find the best threshold for the considered database and could be
implemented on any MIR-based phenotypes.

Keywords: Milk Component Prediction; Mid-infrared Spectrum; Mahalanobis Distance;
Quality Assurance System; Holstein cow
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1. Introduction

Since the 1980s, the milk contents like fat and protein are predicted using milk
mid-infrared (MIR) spectrometry. Thanks to the high accuracy of the predictive models used,
those phenotypes were included in the equation defining the milk price given to the farmers
for their production. Due to the direct economic link between those MIR predictions and the
farm profitability, most of milk laboratories follow a quality insurance procedure proposed by
the Internal Dairy Federation during the most commonly called “ring test”. During this test,
identical sets of modified milk samples (i.e., often 10 milk samples having a large variation
of fat content) are measured by the MIR spectrometers in the different laboratories. The
predictions are then compared to the contents given by certified reference chemical
measurement methods. This allows an inter-laboratories comparison, an intra-laboratory
comparison (i.e., machine differences or operators) as well as the definition of the slope and
the bias corrections used to calibrate more accurately the fat and protein predictions given by
the manufacturer’s equation after the prediction process. Moreover, if the bias and slope
corrections for the considering trait are too strong, the ring test allows alerting also the
laboratory that an adjustment is needed or, a maintenance of the spectrometer is required. A
procedure is also implemented to check a daily (short-term) stability of the instrument
between two ring tests. Therefore, the predictions from the spectrometer could be assumed
close to the real values due to the bias and slope corrections done during the ring test
procedure. However, the ring test has a cost due to the creation of milk samples, the sending
of them, the reference chemical analysis as well as the laboratory comparison. But this cost is
the price to ensure the best precision and accuracy for the fat and protein phenotypes
predicted by MIR. In parallel, as the milk laboratories involved in the milk analysis for the
milk payment and the routine performance recording of dairy cows are the same, the ring test
is a great opportunity for the dairy herd improvement (DHI) organizations to ensure a high
quality for the fat and protein phenotypes used in their breeding selection programs.

Farms require more and more highly skilled labor and techniques to handle complex cow
management strategies (Gargiulo et al., 2018). Fast and low-cost phenotypes related to milk
production, animal husbandry, animal health, and reproduction are therefore required
currently for dairy farming (Boichard and Brochard, 2012; Gengler et al., 2016; Lamb, 1978).
This explains why, increasingly, these phenotypes were predicted with a fluctuating accuracy
by milk MIR spectrometry (Gengler et al., 2016): the milk fatty acids composition (De
Marchi et al., 2011; Soyeurt et al., 2006), the protein composition (De Marchi et al., 2011),
the mineral contents (Soyeurt et al., 2009), the milk acidity (De Marchi et al., 2009), the
energy status of cow (McParland et al., 2011), the nitrogen utility efficiency (Grelet et al.,
2020b), the cow fertility (Delhez et al., 2020; Ho et al., 2019), the methane emissions
(Vanlierde et al., 2018), and the detection of milk adulteration (Hansen and Holroyd, 2019).
So, this means that all of those phenotypes are derived from the same raw data: the MIR
spectrum. For this reason, more and more DHI organizations record the milk MIR spectrum
of each tested cow in their database in order to perform a specific prediction externally using
their own predictive models. For instance, the Walloon Breeding Association (Awé& Ciney,
Belgium) was the first to realize this recording. However, compared to fat and protein
predicted contents, no quality protocol is currently implemented in the milk laboratory
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(except the alert for the machine maintenance) or in the DHI organizations for these new MIR
traits. The improvement of the ring test procedure to take into account these traits is
sometimes unfeasible as it is impossible to quantify them using chemical analysis on milk
(i.e., methane, energy balance...). Moreover, for traits measurable directly on milk, the high
cost of the reference chemical analysis will increase dramatically the final cost of the ring test
impacting potentially its large use by milk laboratories or DHI organizations, especially
because no direct economic return for the farmer exists for those traits currently. So, an
alternative low-cost and quick quality protocol must be defined.

To achieve this objective, it is important to highlight the different factors influencing the
final accuracy of a MIR prediction. First, the predictive model itself can provide an
inaccurate prediction due to the variability of the dataset used to build it. From a dataset
containing reference data and their corresponding milk MIR spectra, predictive models can
be developed and easily applied to new milk spectra to predict the phenotypes of interest.
However, the performance of this modelling can fluctuate regarding the conditions of
application. The stability of the predictive model, more often called robustness, is worth
considering. For decades, there is no standard definition of robustness (Zeaiter et al., 2004). It
is certain that a high accuracy (i.e., low root mean square error (RMSE)) coupled with a low
RMSE variability under various conditions contribute to robust predictive models. Grelet et
al. (2020a) reported that the inclusion of the variability related to milk spectra, breeds, herds,
and diets can notably improve the model robustness. Thomas and Ge (2000) also concluded
that the validity of a predictive model depends partly on the representativeness and the
structure of the calibration set used. However, for practical and financial reasons, it is
impossible to include all samples as needed to cover the entire variability of field data
(Melfsen et al., 2013). This could potentially affect the prediction accuracy for new samples.
This means that even if we have a high quality model, the obtained predictions can be
erroneous due to the spectral extrapolation as the sample variability is not taken into account
in the calibration set. Consequently, knowing the calibration set used to develop a predictive
model is of interest to limit the prediction of samples which are out of the variability covered
by this set. Second, a poor quality prediction can be obtained due to the use of poor quality
spectral data. Unfortunately, there is no consensus about the best strategies to be implemented
routinely to address these both issues. As mentioned previously, a strategy based on the
analysis of traits using reference chemical analysis is not feasible for financial or practical
reasons. However, a quality protocol based on statistical procedures applied directly or
indirectly on the spectral data massively available by DHI organizations could be relevant
and cost efficient.

Indeed, multivariate distance can be calculated between the spectrum to be predicted and
those used in the calibration set in order to limit spectral extrapolation. Mahalanobis distance
(Mahalanobis, 1936) (also called H distance) is preferable to the Euclidean distance as the H
distance takes the variability and the internal correlations of samples into consideration
(Dokas et al., 2002; Mark, 1986). However, the Global H (GH) distance is preferred in
practice because it is not affected by the number of variables used to calculate this distance.
The GH distance is defined as the ratio of squared H distance to the number of variables used
(De Maesschalck et al., 2000; Shenk and Westerhaus, 1991). A GH value equal to 3 was
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proposed to eliminate potential outliers (Shenk and Westerhaus, 1991). However, in the case
of multivariate normal model, less than 99% of the population would fall within the boundary
of 3 and the optimal limit of the GH value depends actually on the size of the calibration set,
the number of variables used, and the alpha risk limit adopted (Whitfield et al., 1987). The
high quality of information that can be provided by the calculation of such a distance could
be implemented in milk laboratories or DHI organizations in the future.

To identify potential outliers for a particular trait, experimenters often use the mean +3
times the standard deviation if the trait is normally distributed (alpha=0.3%). If the GH
distance is not available and as the MIR traits are often normally distributed and due to the
high quantity of information available by DHI organizations or milk laboratories, a cleaning
based on these easily to compute position statistical parameters is relevant. Moreover, these
potential outliers can be related to a spectral extrapolation during the prediction process or the
use of poor quality spectral data. This last case could also be detected using the content of fat
given directly by the spectrometer as this prediction is routinely adjusted for bias and slope
by the milk laboratories during the ring test. Due to this correction and the high accuracy of
the predictive model used, this predicted content can therefore be assumed to be a control
value. The estimation of a large error between this control value and the value predicted using
an external calibration model (i.e., without bias and slope corrections) could highlight the
presence of abnormal spectra due to analytical issues or a wrong association between sample
and data. Recently, Dale et al. (2019) proposed to clean a MIR prediction dataset using a
threshold of 2% of the relative fat error.

In conclusion, an increasing number of phenotypes is predicted from milk MIR spectra
externally of the spectrometers, a definition of a quality procedure is needed to ensure the
reliability of these phenotypes. To be on a realistic context, this study deals with DHI data
collected during the routine milk recording. Milk fatty acids and protein contents will be used
in this study to illustrate the interest of the cleaning statistical approaches previously detailed.
However, these proposed procedures can be generalized to any other MIR phenotypes. So,
three data quality checks were tested: the deletion of 1% of extreme high and low predicted
values (Method 1), the deletion based on the spectral GH distance (Method 2), and the
deletion of records based on the absolute residual value between the predicted and control
milk fat contents (Method 3). Additionally, the combinations of these three methods were
investigated.

2. Materials and Methods
2.1 Data

Atotal of 397,131 milk records were collected from 49,522 Holstein dairy cows belonging
to 279 herds during the year 2018 to 2019 in Shijiazhuang (Hebei province, China). All milk
samples were analyzed on four Bentley FTS instruments to predict the contents (g/dL of milk)
of fat and protein that were then corrected using the slope and bias estimated from ring tests.
The spectrometer predicted also the contents of monounsaturated fatty acid (MFA),
unsaturated FA (UFA), and saturated FA (SFA) (g/dL of milk) from the generated MIR

62



Chapter 111 : Improving the quality of milk mid-infrared predictions recorded by dairy herd improvement organizations
using data quality checks

spectral data using predictive models established by the manufacturer.

All MIR spectra were standardized following the procedure detailed by Grelet et al. (2017)
based on piecewise regressions. Briefly, spectral standardization consists in comparing the
spectral data obtained by different milk laboratories and instruments using the same milk
samples in order to estimate standardization coefficients needed to ensure a high
reproducibility of spectral data between laboratories. For this study, the standardization
procedure was performed two times in December 2018 and February 2019. The
standardization coefficients which were obtained closest to the test date were applied to the
recorded spectral data. The average interval between the spectral measurement and the
standardization was 117 days. Based on the standard requirements proposed by the
International Committee for Animal Recording (ICAR) (International Organization for
Standardization, 2017), records out of the range of 1.5%-9.0% for fat and 1.0%-7.0% for
protein were deleted. Only records having a day in milk between 5 and 365 were kept. The
average lactation number ranged from 1 to 13 with a mean value of 2. Finally, the cleaned
dataset contained 346,818 records collected from 49,522 Holstein cows. The average number
of records per cow was 7 +11.

The contents of fat, protein, MFA, UFA, and SFA predicted by the spectrometer were
supposed as control values and were compared to the values predicted from recorded
standardized spectra using external prediction equations, for which basic information is listed
in Table 3-1.

Table 3-1 Prediction performances of the external equations used to predict the contents of five
milk components

Cross-validation

Trait (g/dL of milk) N* Mean +SD? RMSE* R’

Fat 1,799 3.93 +1.00 0.0086 0.9999
Protein 4,305 3.36 +0.41 0.0200 0.9976
Monounsaturated fatty acids 1,793 1.08 +0.34 0.0581 0.9705
Saturated fatty acids 1,790 2.69 +0.74 0.0719 0.9904
Unsaturated fatty acids 1,788 1.24 +0.37 0.0648 0.9698

"RMSE=root mean square error,
N is the number of samples used in the calibration set;
23D s the standard deviation.

2.2 Data cleaning techniques

A total of three different methods were tested in this study to clean the MIR-based predicted
phenotypes. Their relevancy was assessed by estimating the improvement of the relationship
between manufacturer’s and predicted values, measured by calculating the RMSD using the
following formula:

RMSD = | 3" (EXTuaic- INTua)? /1 (eq 3-1)
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where n is the total number of observations of the considered trait; EXTit is the content
predicted externally using the prediction equation; and INT ;i is the manufacturer’s prediction.

As the MIR predictions were nearly normally distributed based on their estimated skewness
and kurtosis values (Table 3-2) and as the dataset was large and representative of the studied
dairy population (i.e., more than 300,000 records), the first data cleaning method consisted in
removing extreme MIR external predicted values based on the observed 1% and 99% quartile
values (Method 1). The fixed thresholds used to clean the dataset for all predicted traits are
given in Table 3-3.

The second data cleaning technique tested in this study was based on the calculation of GH
distance between a considered sample spectrum and the average spectrum calculated from the
calibration set used to build the external prediction equation (Method 2). This was done to
observe if this spectral record was not too far away from the calibration set. This distance was
calculated for all spectral records by first calculating the H distance and then by standardizing
this distance using the number of variables used (Williams, 2003). As many spectral data
points are highly correlated between each other, a reduction of the spectral dimensionality was
needed to inverse the (co)variance matrix required to calculate the H distance. So, a principal
component analysis was performed on the first-derived standardized spectra in the calibration
set. A first derivation using a gap of 5 was applied to the standardized spectra in order to correct
the baseline drift. Then, the obtained eigenvectors were applied to the recorded spectral data in
order to resume their spectral information into new variables called principal components
(PCs). The number of PCs was fixed to cover 95% of the calibration spectral variability. The
GH value between a recorded sample spectrum and the calibration average spectrum was
calculated using the following formula:

GH =((X— &) S (X— @))/ nPC (eq 3-2)

where X is the PC scores of the spectrum to be predicted; z is the mean of PC scores

estimated from the calibration set; S corresponds to the (co)variance matrix between PC
scores estimated from the calibration spectra; and nPC is the number of principal
components used. Other formulas exist to calculate the GH distance by introducing factors
related to the number of samples used in the calibration set (e.g., n/n-1 (Garrido-Varo et al.,
2019)) but we decided to use a simplified formula as the number of samples used in the
calibration set is large. Therefore, the additional factor is close to 1. As the squared differences
between internally and externally predicted values were not normally distributed,
Kruskal-Wallis non-parametric tests and pairwise two-sample Wilcoxon comparisons were
used to assess the significance of observed squared differences from GH thresholds ranging
from 1 to 10. Moreover, the correlation coefficient between GH distances and those squared
differences was also estimated in order to observe the strength of their linear relationship.

The third method tested in this study was derived from the procedure proposed by Dale et al.
(2019) (Method 3). As explained in the introduction section, milk samples with known
contents of fat and protein are analyzed using MIR spectrometry by many milk laboratories
during the ring tests. This allows the estimation of bias and slope needed to correct the
prediction of fat and protein contents done using milk MIR spectrometry. Therefore, those
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corrected predictions can be assumed to be similar to the reference values measured by a
reference chemical analysis. This means that the calculation of the absolute difference between
this assumed control fat content and the content predicted externally using a prediction
equation could be relevant for cleaning the prediction dataset. As the fat content predicted
externally is not corrected by applying the slope and bias, this quantification is directly
influenced by the quality of the spectral data. So, the working hypothesis of Method 3 is that
the absolute fat residual difference could be used to detect poor quality spectra due to
instrumental issue, analytical issue or wrong association between sample and data. Four
absolute fat residual thresholds (0.08, 0.10, 0.30, and 0.40 g/dL of milk) were tested and the
obtained squared differences between manufacturer’s and externally predicted contents were
compared using Kruskal-Wallis non-parametric tests and pairwise two-sample Wilcoxon
comparisons.

Finally, using a similar statistical approach, the interest of combining these cleaning
methods was also studied.

3. Results

3.1 Comparison Between Manufacturer’s and Externally Predicted Phenotypes

The average values of externally predicted fat, protein, and fatty acids contents were
higher than those obtained directly from the Bentley spectrometers (Table 3-2). The
maximum values of externally predicted phenotypes were also higher for all traits except for
SFA. However, the coefficient of variation (CV) stayed within the same range for all studied
traits as well as the standard deviation (SD) values. Moreover, the relationships between the
studied traits were good as high correlation coefficients were obtained between the
manufacturer’ s and externally predicted phenotypes (i.e., = 0.94; Table 3-2) even if they
were inferior to the square root of the cross-validation R* listed in Table 3-1. However, even
if the error was higher, the prediction performance was better for the traits predicted with a
higher accuracy by MIR spectrometry like fat, protein and SFA.
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Table 3-2 Descriptive statistics of manufacturer’s and externally predicted phenotypes (g/dL of
milk) and their relationship

N=346,818 Fat Protein MFA* SFA' UFA?

Mean 3.93 341 0.85 2.58 0.92

SD? 1.10 0.42 0.32 0.76 0.38

cVv? 27.99 12.32 37.65 29.46 41.30

Manufacturer’s Minimum 1.01 1.01 0.04 0.10 0.01
values Maximum 8.99 6.99 4.61 8.00 5.19
Skewness 0.65 0.40 1.59 0.79 1.44

Kurtosis 1.52 2.62 6.00 2.12 5.07

Mean 3.94 3.53 1.13 2.62 1.28

SD 1.10 0.47 0.42 0.75 0.46

External |y Ccv 27.92 13.31 37.17 28.63 35.94
predicted Minimum 0.72 0.52 -5.62 0.13 -6.44
values Maximum 9.92 7.10 5.26 7.32 5.66
Skewness 0.69 0.28 1.22 0.72 1.12

Kurtosis 1.63 1.88 5.56 1.80 5.39

Prediction RMSD 0.173 0.187 0.327 0.199 0.397
relationship® 0.99 0.95 0.94 0.97 0.94

"MFA=monounsaturated fatty acids; SFA=saturated fatty acids; UFA=unsaturated fatty acids;

SD=standard deviation;

*Cv=coefficient of variation;

*Root mean square difference (RMSD) and correlation value (r) between manufacturer’s and
externally predicted values.

3.2 Deletion of Extreme Predicted Phenotypes (Method 1)

Method 1 consisted in cleaning the raw dataset by deleting records that were out of the
range estimated using as thresholds the externally predicted values observed at the 1% and 99%
quartiles. The impact of this deletion on the dataset shown in Table 3-3. Obviously, the loss of
data in each trait was always around 2% and the SD of externally predicted traits decreased
due to the deletion of extreme values. Method 1 allowed a RMSE decrease around 1% for fat
and protein traits and around 2% for fatty acids traits (Table 3-3). This was expected for UFA
and MFA as these traits presented a large range of variation (Table 3-2).
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Table 3-3 Characteristics of the dataset obtained after a cleaning using as thresholds, the
externally predicted values observed at the 1% and 99% quartiles (Method 1)

Threshold Data loss g/dL of milk Gaingmsp
Traits ——————— N o - 2

1%  99% (%0) Mean SD  RMSD (%)
Fat 159 7.35 339,909 1.99 3.93 0.99 0.17 1.29
Protein 249 4,78 339,941 1.98 3.52 0.42 0.185 0.97
MFA3 035 251 339,708 2.05 1.12 0.36 0.319 2.62
SFA? 1.06 492 339,852 2.00 2.61 0.68 0.195 1.95
UFA® 0.4 2.78 339,892 2.00 1.27 0.40 0.389 2.16

'RMSD=root mean square difference between manufacturer s and externally predicted phenotypes;
*Gain=difference expressed in % between RMSD estimated before and after cleaning with Method 1;
*MFA=monounsaturated fatty acids; SFA=saturated fatty acids; UFA=unsaturated fatty acids.

3.3 GH-based Data Cleaning (Method 2)

The estimated GH distances varied between traits (Table 3-4) due to the use of different
calibration sets to build the external prediction models (Table 3-1). These calibration sets
differed based on their size but also on their spectral representativeness. The eigenvectors
estimated using the PC analysis were different between traits. Consequently, the PC scores
used to estimate the GH distances were also different. A large majority of samples (i.e., more
than 79%) had a GH lower or equal to 3. A higher proportion of samples had a GH greater
than 5 for MFA and UFA. This means that the models used to predict those fatty acids were
less adapted for some Chinese samples even if on average the GH distances stayed below 3
(Table 3-4). In other words, the presence of extreme high GH distances highlights the
presence in the dataset of samples having a spectrum largely different than the ones used in
the calibration set.

Table 3-4 Descriptive statistics of global-H (GH) distances and their correlation coefficient (r)
with the squared differences between manufacturer’s and externally predicted traits (e?)

GH distance GH<3 3<GH<5 GH>5 r
Traits Mean SD Max (%) (%) (%) (GH,e)
Fat 1.84 2.66 1825 86.61 8.27 5.12 0.35
Protein 1.90 411 182.6 86.36 7.99 5.65 0.07
Monounsaturated FA* 2.37 3.23 211.3  79.73 11.42 8.85 0.48
Saturated FA 1.78 2.48 170.3 87.52 7.84 4.64 0.47
Unsaturated FA 2.37 3.23 209.7 79.70 11.46 8.85 0.47

'FA=fatty acids.

The correlation values between GH distance and the squared differences between
manufacturer’s and externally predicted traits were moderately positive and ranged between
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0.35 and 0.48 (Table 3-4), except for protein for which a correlation coefficient of 0.07 was
obtained. This low correlation could signify that the prediction of this milk component is less
affected by the spectral extrapolation.

As there is no agreement about the GH threshold, we have decided to study the prediction
relationship between manufacturer’s and externally predicted traits after applying different
GH thresholds ranging from 1 to 10. Data loss for the different studied traits ranged from
around 1% when a GH threshold was set at 10, to around 72% at 1. When the GH threshold
was lower than 4, the data loss for each trait was higher than 10%. As the squared differences
between manufacturer’s and externally predicted traits were not normally distributed,
Kruskal-Wallis non-parametric tests and pairwise two-sample Wilcoxon comparisons were
performed to compare those values. No differences (P > 0.05) of squared differences for all
studied traits were observed between groups based on a GH limitation comprised between 7
and 8, and between 9 and 10 (except MFA and UFA). Globally, the average squared
differences decreased significantly (P < 0.05) from GH limitation at 7 to GH limitation at 1
for all studied traits.

Table 3-5 Characteristics of the dataset obtained after a cleaning based on a global-H (GH)
distance set at 5 (Method 2).

. Data loss g/dL of milk Gainrmsp’
Traits N (%) Mean SD RMSD* (%)
Fat 329,064 5.12 3.89 1.01  0.159 8.88
Protein 327,230 5.65 3.52 042  0.185 1.29
Monounsaturated fatty acids 316,128 8.85 1.1 0.37 0.303 7.79
Saturated fatty acids 330,739 4.64 2.59 0.70 0.188 5.97
Unsaturated fatty acids 316,128 8.85 1.25 0.40 0.376 5.72

'RMSD=root mean square difference between manufacturer s and externally predicted values;
’Gain=difference expressed in % between RMSD estimated before and after cleaning with Method 2.

If we applied a GH threshold equal to 5 which corresponds to an acceptable data loss (less
than 10%), a significant decrease of the root mean square difference, and a value recognized
in the literature as an appropriate threshold to detect outliers, the decrease of RMSE ranged
from 1.29% for protein to 8.88% for fat (Table 3-5). The low gain observed for the protein
content is related to the low correlation existing between GH distance and the squared
differences (Table 3-4). Indeed, there is a correlation value of 0.75 between the gain and the
correlation between GH distance and the squared differences. However, the number of
discarded data had also an influence but its intensity was weak (correlation of 0.15 between
the gain and the percentage of data loss). The highest RMSE was observed for the fat and
fatty acids contents. It is also interesting to notice that the SD values for externally predicted
traits were now closer to those estimated from the manufacturer’s traits shown in Table 3-2.
By applying a GH threshold set at 5, the RMSD gain estimated for all studied traits were
higher than the one observed by applying Method 1.
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3.4 Data Cleaning Based on the Absolute Fat Residual Limit (Method 3)

The strategy in Method 3 consisted in applying a limitation based on the absolute value of
the difference between the fat content externally predicted and the one quantified by the
Bentley spectrometer and then corrected using the slope and bias estimated after ring tests
(i.e., assumed control fat content). This strategy should allow detecting spectra with poor
quality. Indeed, the squared differences for fat contents were positively correlated with all
studied traits (i.e., 0.13 for protein and 0.40 for the remaining studied traits). This moderate
relationship could confirm the potential interest to use the absolute fat differences to detect
abnormal spectra. Compared to the study of Dale et al. (2019), where data loss was equal to
30% due to the threshold (<2% relative error fat value), the current study proposed to use
the absolute residual between predicted and assumed control fat contents to clean the dataset.
Several limitations were tested and ranged from 0.08 to 0.40 g of fat per dL of milk. The data
loss was equal to 55.93%, 47.31%, 8.88% and 3.47% for the thresholds set at 0.08, 0.10, 0.30
and 0.40 g/dL of milk, respectively. The significance of the squared differences between
internally and externally predicted phenotypes were assessed based on Kruskal-Wallis
non-parametric tests and pairwise two-sample Wilcoxon comparisons. From these results, we
can conclude that the stricter the absolute fat residual limitation was, the greater was the data
loss and the better was the RMSD gain, except for protein. More specifically, in most cases,
the squared differences decreased (P < 0.05) from the group cleaned using a limit set to 0.40
g/dL of milk compared to the group with a limitation of 0.30 g/dL of milk. The loss of data
using this last fat residual limitation was less than 10% (Table 3-6).

When a threshold of 0.30 g/dL of milk was applied to clean the dataset, the RMSD gain
ranged from 1.49% for protein to 38.82% for fat. The higher improvement observed for fat is
obvious because this trait was directly involved in the cleaning process proposed in Method 3.
However, even if high correlation values exist between fat and fatty acids, the RMSD gain for
fatty acids was not as high as the one observed for fat. The lowest gain was reached by the
protein content. However, even if low, this improvement was better than the ones observed
based on Method 1 and Method 2. This is also confirmed for the other studied traits except
for MFA for which the method 2 provided a slightly better improvement.

Table 3-6 Characteristics of the dataset obtained after a cleaning based on an absolute fat residual
limitation set at 0.30 g/dL of milk (Method 3)

N=316,025 g/dL of milk : Gai[)IRMSD2
Mean SD RMSD (%)
Fat 3.88 1.06 0.125 38.82
Protein 3.53 0.46 0.184 1.49
Monounsaturated fatty acids 1.1 0.38 0.304 7.52
Saturated fatty acids 2.58 0.73 0.185 7.64
Unsaturated fatty acids 1.24 0.42 0.373 6.35

'RMSD=root mean square difference between manufacturer s and externally predicted values;
*Gain=difference expressed in % between RMSD estimated before and after cleaning with Method 2.
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3.5 Comparison of Three Tested Data Cleaning Methods

In this study, we have tested three different techniques to clean a MIR-predicted dataset
and we have concluded that all of them allow decreasing the squared differences between
manufacturer’s and externally predicted phenotypes. Method 3 had the highest RMSD gain
except for MFA. However, these methods can be combined during a quality procedure.
Highlighting the best combination of methods will depend on the aim. In this study, we
propose two different aims. The first one could be to highlight the method offering the
highest RMSD gain. The second aim is based on a compromise by selecting the model
offering a high RMSD gain as well as a low data loss. To achieve this issue, we can calculate
the ratio between the gain and the data loss expressed both in percentage. All results about
method combinations are listed in Table 3-7.

The method combinations offering the highest RMSD gain were: “M2 or M3” for fat and
UFA and “M1 or M2 or M3” for the remaining traits. So, the combination of method M2 and
M3 seems to be crucial. So, this combination allowed detecting samples for which the
prediction could be hazardous due to a spectral extrapolation as well as the use of spectral
data with poor quality. By comparison with “M2 & M3” or “M1 & M2 & M3”, it seems
important to discard not only a record which fulfil the condition of M2 and M3 as the RMSD
gain was higher.

The method combinations offering the best compromise between the number of samples
discarded (i.e., N loss in Table 3-7) and the RMSD gain were: “M1 & M2” (i.e. higher
gain:loss). For protein, the combination “M1 & M2 & M3” provided a slightly better result.
So, the combination “M1 & M2” seems to be important. This means that to achieve the best
gain:loss ratio, we need to conserve samples for which the prediction values were not
extreme and the GH distance was lower than 5 to avoid spectral extrapolation.
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Table 3-7 Interest of using the three studied methods and their combinations to clean the raw
dataset

o
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Gaingusp” (%) 129 888 38.82 3882 170 839 140 888 3877 4139 41.08

& Nloss® (%) 1.99 512 888 076 033 230 026 635 1054 11.69 1285
Gain:loss* 065 173 437 5123 509 364 548 140 3.68 354 320

_ Gainpwsp (%) 097 129 149 149 035 066 032 160 221 222 254
g N loss (%) 198 565 888 141 036 142 029 622 1050 13.11 13.61
&  Gain:loss 049 023 017 106 097 047 112 026 021 017 0.19
Gaingwmsp (%)  2.62 7.79 752 752 174 469 162 796 877 11.36 11.42
g N loss (%) 205 885 888 093 057 298 048 997 1036 1475 15.78
Gain:loss 1.28 0.88 085 807 307 158 338 080 085 077 072
Gaingwsp (%)  1.95 597 7.64 764 227 334 065 663 929 1099 11.60
é N loss (%) 201 464 88 058 1.02 213 015 6.07 10.63 11.38 1271
Gain:loss 097 129 086 1322 222 157 420 109 0.87 097 0091
Gaingwsp (%) 216 572 635 635 157 382 148 574 718 874 8.67
% N loss (%) 200 885 888 092 056 295 047 992 1032 1477 15.76
Gain:loss 1.08 065 072 687 282 129 317 058 070 059 055

"M1=Method 1; M2=Method 2 with a GH limitation set at 5; M3=Method 3 with an absolute residual
fat difference set at 0.30 g/dL of milk;

*Gain=difference expressed in % between the root mean square difference between manufacturer s
and externally predicted values estimated before and after cleaning with the considered method;
*Nloss=the percentage of samples discarded using the tested cleaning procedure;

“Gain:loss=the ratio of the GainRMSD to Nloss.

4. Discussion

As mentioned in the introduction section, more and more phenotypes are predicted from
milk MIR spectrometry to develop management and breeding tools for dairy farmers.
Unfortunately, for financial and practical issues, it is not possible for milk laboratories or DHI
organizations to analyze routinely a set of reference samples. Therefore, imagining to adapt
the ring tests, developed to ensure the quality of the MIR predictions of fat and protein
contents, is not feasible. So, it is why this study proposed to test different statistical
approaches easily implementable on practice at low cost and at large scale to clean the DHI
database related to MIR-based predictions. To achieve this objective, three methods were
tested and combined. By predicting the MIR phenotypes on a large scale, the obtained dataset
can be assumed as representative of the studied dairy cow population and, therefore, useful to
identify extreme values. As the majority of MIR-predicted traits are normally distributed, the
thresholds to consider a record as an outlier can be based on the 1% and 99% quartiles. This
was the principle applied in Method 1 to clean the DHI dataset. Even if this method presents
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the advantage to be easy to implement and robust thanks to the definition of the threshold on
a large database based on individual cow measurements, this method forces automatically the
deletion of around 2% of extreme records without knowing the reasons and leading
potentially to decrease the existing variability for the studied trait. However, knowing the
origin of the obtaining of extreme values could be interesting to confirm the outlier status. So,
wrong MIR predictions can be obtained due a spectral extrapolation related to a prediction
process applied on samples for which the spectral variability was not taken into account in
the calibration set used to build the predictive model. To solve this issue, the calculation of
the GH distance between the average calibration spectrum and the spectrum of the sample to
predict is useful. This is the basics of Method 2. The greater the GH distance, the more the
prediction can be the result of spectral extrapolation. However, this method has the
inconvenient of requiring the (co)variance matrix of the calibration set and are not able to
identify predictions made on poor quality spectrum (i.e., sample for which an important slope
and bias correction was applied on fat and protein predictions). So, a third method was
proposed in this study to achieve this objective and was based on the absolute residual fat
difference. If this difference estimated between the corrected fat prediction content and the
one predicted directly from the spectral data is high, the probability that the spectrum has a
poor quality is high. In conclusion, this means that Method 1 is a rough method to clean a
database compared to Method 2 and Method 3 which focus more on a potential origin of
prediction uncertainty.

Ideally, to compare those methods, we need a set of reference values. However, for
financial and practical reasons, this was unrealistic. Moreover, when the milk analysis is
available, their analysis cost limit the size of the dataset which is often no more representative
of the studied dairy cow population. For instance, this is the case for the calibration set used
to build MIR predictive models. Indeed, in order to increase the variability needed in the
calibration set to develop a robust model, the samples are not selected randomly but their
selection are controlled to ensure a good covering of the existing variability of the studied
trait. Consequently, in this study, we have decided to use directly the records provided by the
spectrometers: the contents of fat, protein and the major groups of milk fatty acids. Fat and
protein predictions were assumed to be control values as these values were corrected based
on the slope and bias estimated by the milk laboratory after ring tests. Moreover, it is known
that the prediction models to quantify these traits are very accurate (Table 3-1). For fatty
acids, the accuracy of the prediction models used in the spectrometers was unknown.
However, it is known that this accuracy is higher for the equations predicting SFA compared
to the ones quantifying MFA or UFA (Table 3-1). Fortunately, the FA predictions provided by
the used Bentley spectrometers were within the expected range. Indeed, although few
previous Chinese investigations have been conducted into the analysis of milk fat
composition from Holstein cows based on a large scale MIR spectral database, the contents
obtained in the current study were within the expected range for Chinese Holstein cows (Cao
et al., 2010; Yang et al., 2013). Using the same technology to predict the fatty acid contents,
Bastin et al. (2012) reported average contents of MIR-predicted MFA, SFA, and UFA equal to
1.13, 2.79, and 1.31 g/dL of milk produced by Holstein cows. Those contents were slightly
higher than the values obtained in the current study. On other hand, the contents of MFA,
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SFA, and UFA obtained in the current study were lower than those reported by Soyeurt et al.
(2006) (i.e., 1.44, 2.95, and 1.65 g/dL of milk) and Fleming et al. (2017) (1.00, 2.97, 1.16
g/dL of milk from Holstein, Brown Swiss, and Jersey cows).

The fat, protein, SFA, MFA, and UFA were predicted both by the Bentley spectrometers
and using external prediction equations (Table 3-1). Even if the prediction accuracy of
Bentley spectrometer to predict the contents of those traits were unknown, good relationships
between those predictions were observed with correlation coefficients higher or equal to 0.94
(Table 3-2). The higher squared differences between those predictions compared the
cross-validation RMSE, a traditional parameter to measure the accuracy of a prediction
model (De Vries and Feleke, 2008), can be attributed to several reasons. First, the calibration
dataset used to build the external prediction models did not contain samples collected on the
Chinese studied dairy cow population. Therefore, the spectral variability of some samples
was not taken into account leading an uncertainty in the prediction due to the spectral
extrapolation. Second, the spectra were standardized to be expressed on Foss basis in order to
apply the available external prediction equations. This could bring an additional uncertainty.
Third, even if the contents of fat and protein were assumed to be a control value, all records
were not analyzed using reference chemical analysis. The bias and slope correction cannot
correct perfectly all predictions. However, the aim of this study was not to validate the
prediction equations used in the spectrometer or applied externally. Therefore, the error shift
was not so problematic as this study focused on the changes of RMSD value following the
cleaning procedures. Even if the RMSD values listed in Table 3-2 were higher than the
RMSE values mentioned in Table 3-1, the high correlations between the predicted traits as
well as their similar CV (Table 3-2) are sufficient to confirm the interest of using those data
to conduct the proposed research and take the profit of their representativeness due to the
large individual data acquisition. The higher SD observed for the traits predicted externally
compared to the ones provided by the spectrometer were due to the presence of outliers in the
dataset. Indeed, Naes et al. (2002) noted that if the new sample to be predicted was beyond
the capacity of calibration models, the accuracy was impaired accordingly.

For all traits, the cleaning methods decreased RMSD and allowed having SD values for
the externally predicted phenotypes closer to the ones estimated from manufacturer’s
predictions (Tables 3-3, 3-4, and 3-6). These SD decreases confirmed that a part of the
variability observed in the raw data was related to several outlier records. However, all
proposed cleaning methods did not discard the same records. For instance, less than 1% of
records were considered as outliers for the 3 methods used. More or less 1% of records had
M1 and M2 in common or M1 and M3. Close to 3% of records had M2 and M3 in common
(Table 3-7). Method 1 is a rough cleaning procedure deleting the 2% of extreme predictions.
Therefore, this method can keep outliers in the dataset if more than 2% of records are outliers.
Following the considered traits and from the results listed in Table 3-7, Method 2 had
between 25% and 46% of its discarded samples in common with Method 3. This was less
than 25% observed for Method 1.

This moderate relationship between Method 2 and Method 3 can be easily explained.
Method 2 discards the samples out of the spectral range present in the calibration set. A GH
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limit of 3 was proposed by Mark and Tunnell (1985), as three standard deviations from the
center of a group was considered to be the boundary. In the case of a multivariate model, the
threshold of 3 may be unjustifiable for the database set and the number of wavelengths used
(Whitfield et al., 1987). A threshold around 4 was proposed by Ritchie et al. (2003) based on
the distribution of samples. In our study, this GH threshold was set at 5 to limit the data losses
(i.e., lower than 6% except for MFA and UFA; Table 3-3) and to decrease significantly
RMSD gain. Method 3 detects spectra data with poor quality. Therefore, samples with poor
spectral data must have a high GH distance. So, the samples discarded by Method 2 and
Method 3 had certainly a very poor spectral quality. The existence of these abnormal or
extreme spectra can be related to different factors which can be associated, for instance, to
instrument failure, incorrect milk sampling, an analytical issue or poor milk conservation
between the sampling and analysis period. The remaining samples discarded by Method 3
were related to samples for which the spectral data was only far from the one present in the
calibration but the spectral data did not seem to have a poor quality. For instance, these
abnormal or extreme spectra could be related to specific cows showing a unique spectral
pattern and therefore special milk composition. This could have a potential negative impact
on a breeding program as those cows could potentially be interesting. However, this was not
observed in this study. The average loss of records for a specific cow was equal to 0.91 (i.e.,
less than 1 record per cow). The most probable reason could be related to a different farm
management and context. Indeed, it is known that the milk composition can be influenced by
many factors related to the animal or to the farming system. For this last issue, the feeding
system has a major impact on the milk fat composition. The external prediction models used
in this study were not developed using Chinese samples. Therefore, the milk spectral data
could be not fully considered. However, a large part of the spectra used in this study had a
GH lower than 3 (Table 3-3), this means that those spectra were within the spectral range of
the calibration set even if these studied records were not included in the prediction models.
This also indirectly shows that globally the milk composition of studied samples was similar
to the samples included in the calibration set which were collected in Europe. However, even
if only 5 to 9% of samples were discarded based on a GH threshold set at 5 (Table 3-3), it
remained samples in the dataset with an uncovered spectral variability. It was especially true
for the models predicted the contents of MFA and UFA which are known to be influenced by
the feeding but also the heat stress and the body condition score (Bastin and Gengler, 2013;
Hammami et al., 2015; Liu et al., 2016). This finding suggests therefore the interest to collect
specifically this kind of samples to improve the robustness of the fatty acids prediction
models. However, the finding cannot mention if the accuracy could be improved as the gas
chromatographic fatty acid profiles were not available for these samples having a GH
distance out of the desired range. The percentage of samples discarded using a GH threshold
were similar to previous results. For instance, based on a drugs samples, Morozova et al.
(2013) found 77.3% of spectra with a H distance (also GH distance as GH is obtained by
dividing the squared H distance by the number of variables) less than 3, 18.2% of spectra
with a H distance between 3 and 4, and 4.5% of spectra greater than 4. Based on a GH
threshold equal to 3, Soyeurt et al. (2011) deleted 3.9% of the raw data. This is lower than the
data loss observed in this study using the same threshold, which ranged from 12.48% to
20.27%. This could be related to the fact that the calibration sets used to build the prediction
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models did not consider the records included in the current study, leading to a potentially
higher number of records considered as outliers but related to a spectral milk variability
which was not considered in the prediction models. However, as mentioned previously, the
main part of the data had a GH lower than 3.

Concerning the samples discarded by Method 2, only between 25% and 45% of those
samples were in common with Method 3 (results derived from Table 3-7). This means that the
majority of the samples discarded by Method 3 were kept by Method 2. As the RMSD gain
was the highest for nearly all traits (Table 3-7), we can assume that this cleaning even if
stricter provided beneficial effect. These samples presented spectral data considered as poor
quality but their spectral profile was not extreme as the GH distance was lower than 5. The
average GH distance for those samples was equal to 2.20 with minimum and maximum
values of 0 and 5.00, respectively. Consequently, as Method 2 and Method 3 reflect different
outlier origins, this was logical to observe an additional improvement of RMSD gain by
combining these methods with the “or” logical disjunction (Table 3-7).

For protein, SFA and MFA, a slight improvement was obtained by adding the Method 1
using an “or” logical disjunction to Method 2 and Method 3 (Table 3-7). This means that
Method 1 and Method 3 were not able to detect fully all outliers. However, the improvement
was low compared to “M2 or M3” combination leading to highlight a poor contribution of
Method 1. However, the cleaning procedures having the highest gain:loss ratios were method
combinations involving the Methods 1 and 2 using an “and” logical disjunction (Table 3-7).
Only for the protein content, adding Method 3 in this combination improved slightly the
gain:loss ratio. Method 1 and Method 2 dealt both with extreme values: the first one based on
the predictions and the second one based on spectral data. The selection of a cleaning
procedure based on this ratio represents an optimisation between the data loss and the RMSD
gain. The “M1 & M2” combination allows detecting samples with an extreme predictions and
a GH distance higher than 5. This means that samples out of the spectral range covered by the
set used to build the prediction models but having a reasonable prediction were kept in the
dataset. Indeed, the samples kept in Method 1 but not in Method 2 had an average GH
ranging from 7.02 to 9.08 with a minimum value of 5.10 and a maximum value of 113.00 for
all studied traits. In other words, this implies that we accept the spectral extrapolation during
the prediction process if the prediction is between a realistic range. This working hypothesis
is acceptable as the correlation values between GH distance and the squared residuals were
moderate for fat and fatty acids and low for the protein (Table 3-3). The positive correlation
found in this study is in agreement with the findings of Whitfield et al. (1987) who reported
that the H distance was directly proportional to the absolute residuals between predicted and
reference values. The GH-based cleaning deleted less than 1% of raw records which is largely
lower than the “M2 or M3” combination discarding from 11 to 15% (Table 3-7).

Depending the aim behind the deletion of potential outlier samples (lower RMSD gain or
higher gain:loss ratio), the selected cleaning method is not the same. However, Method 2 is
the common denominator. This reveals the high interest of measuring the GH distance for all
samples to predict. Practically, this means that simultaneously providing the GH distance of
the spectrum to be predicted with the prediction could be relevant to indirectly inform
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customers about the potential accuracy of the given phenotype. However, the GH calculation
requires the mean PC spectrum, the eigenvectors, and the (co)variance matrix between
calibration PC scores. This information could be provided by the manufacturer or the creator
of the equation. Currently, they are reluctant to provide this information because they do not
want to communicate the calibration set. However, the milk laboratories and DHI
organizations did not need the dataset but need only the average PC spectrum, the
eigenvectors and the covariance matrix which should not be confidential. Some international
institutions like the International Committee for Animal recording (ICAR) or the
International Dairy Federation (IDF) could make a pressure on the model’s providers to
obtain this information. However, if it is impossible to find, a cleaning based on the deletion
of 1% of extreme high and low predicted values estimated from a large spectral database is
still of interest combined with Method 3 (Table 3-7).

The protein content was the trait which was the less affected by the data cleaning. Indeed,
the RMSD gain ranged from 0.32 to 2.54 (Table 3-7). This low improvement could be
explained by the fact that this trait was less impacted by the spectral extrapolation. Of course,
the correlation value between the GH distance and the squared differences between
manufacturer’s and externally predicted phenotypes were low (Table 3-3). Moreover, this trait
presents also a low variability compared to the other studied traits (i.e., CV of 12% vs. 30-40%
for the other traits; Table 3-2). It could be supposed that Method 3 as based on fat content
which is correlated with fatty acids could be more profitable for these traits compared to the
protein. But Method 3 considered lonely offered the best improvement also for the protein
content highlighting the interest of this cleaning process also for trait which are less
correlated with the fat content.

The choice of the fat content to develop the cleaning criteria of Method 3 was related to
the fact that this trait is always adjusted for the slope and bias by the milk laboratory
conducting routine ring tests and presents a natural large variability (Table 3-2). So, in the
DHI database, this trait can be assumed to be closer to the real reference value. By comparing
this assumed control value to the one predicted using the external calibration model, it was
possible to detect spectral abnormal values which can lead to erroneous MIR predictions. So,
from the results obtained in this study, a fat limitation of 0.30 g/dL of milk seems to be
preferable in order to increase the chance to gain accurate predictions without losing much
data. However, the limitation must be adapted to the spectral database used as this will
depend on the spectral data and the equation used.

5. Conclusions

This study confirms that spectral outliers are generated within the framework of DHI, as
the current corrections for the slope and bias used in the milk laboratories to ensure high
prediction quality for fat and protein contents had no effect on the spectral data. Moreover,
some spectral outliers being different to the spectra constituting the calibration dataset were
also identified. So, there is a need to define a quality procedure for MIR phenotypes,
especially as the amount of traits predicted by this technology is growing rapidly. Three
methods were tested and combined in this study. To be more parsimonious in the data loss,
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the results recommend to prefer the “M1 and M2” combination: deletion of the 2% extreme
predictions + samples with a GH higher than 5. However, to ensure the lowest squared
differences between manufacturer’s and externally predicted phenotypes, the “M2 or M3”
combination, where M3 consisted of deleting samples with an absolute fat residual higher
than 0.30 g/dL of milk, must be applied on the DHI dataset. Both of those combinations
involved Method 2 confirming the high interest of calculating the GH distance for all samples
to predict. However, if it is impossible to estimate the GH distance due to a lack of relevant
information to compute this statistical parameter, we recommend the use of Method 1
combined with Method 3 (i.e., M1 or M3). The limitation used in Method 3, which was set to
0.3 g/dL of milk, must be adapted to the spectral database used as this will depend on the
spectral data and the equation used. The methodology proposed in this study can be applied
to find the best threshold for the considered database and could be implemented on any
MIR-based phenotypes.
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Adapted from: Lei Zhang, Nicolas Gengler, Fré&l&ic Dehareng, Freéléic Colinet, Eric
Froidmont, Héene Soyeurt. Can We Observe Expected Behaviors at Large and Individual
Scales for Feed Efficiency-Related Traits Predicted Partly from Milk Mid-Infrared Spectra?
Animals, 10(5): 873. https://doi.org/10.3390/ani10050873

Simple summary

Feed efficiency is a key point to ensure the sustainability of dairy farming. Knowing feed
efficiency at large scale would be beneficial for the cow breeding and the management on
farm, but it is unrealistic in the current context due to practical and financial issues. In this
Chapter, we have used the Walloon milk recording database to predict, using namely a BW
predictive model, traits related to feed efficiency at large and individual scales. This aimed to

compare their behaviors with the expected ones published in the literature.
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Abstract

Phenotypes related to feed efficiency were predicted from records easily acquired by
breeding organizations. A total of 461,036 and 354,148 records were collected from first and
second parity Holstein cows. Equations were applied to the milk mid-infrared spectra to
predict the main milk components and coupled with animal characteristics to predict the body
weight (pBW). Dry matter intake (pDMI) was predicted from pBW using the NRC equation.
The consumption index (pIC) was estimated from pDMI and fat and protein corrected milk.
All traits were modelled using single trait test-day models. Descriptive statistics were within
the expected range. Milk yield, pDMI, and pBW were phenotypically positively related (r
ranged from 0.08 to 0.64). As expected, pIC was phenotypically negatively correlated with
milk yield (-0.77 and -0.80 for first and second lactation) and slightly positively correlated
with pBW (0.16 and 0.07 for first and second lactation). Later parity cows seemed to have a
better feed efficiency as they had a lower plC. Although the prediction accuracy was
moderate, the observed behaviours of studied traits by year, stage of lactation and parity were
in agreement with literature. Moreover, as a genetic component was highlighted (heritability
around 0.18), it would be interesting to realize a genetic evaluation of these traits and
compare the obtained breeding values with the ones estimated for sires having daughters with
reference feed efficiency records.

Keywords: Mid-infrared spectra; milk; feed efficiency; phenotypes
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1. Introduction

The theory that life is a chemical process corresponding to metabolism and respiration was
first proposed in 1783 (Underwood E., et al., 1944). The body has the ability to use nutrients
to synthesize tissues (Carpenter et al., 1997). Appropriate nutrient level and management
allows the genetic potential of a specific animal to be maximized and the dairy farm
sustainability to be improved. Sustainability interrelates different aspects of milk production,
from economics (i.e., maximization of milk production per feed quantity), well-being (i.e.,
knowing the feed efficiency of a cow allows farmers to better feed it and ensures a healthy
status), to the environment (such as a lower amount of feed for the same level of milk
production leads to less methane eructed by dairy cows) (Olesen et al., 1999). The
improvement of feed efficiency is an opportunity to solve issues facing the dairy industry
resulting from production and environmental aspects (Connor, 2015). Evaluating several
traits, like body weight (BW), dry matter intake (DMI), milk production and composition,
and consumption index (1C) reflects the feed efficiency of individuals in a certain way (Yusuf
et al., 2012) and is of interest. This is why most are considered to be important selection traits
in animal breeding (Miglior et al., 2017).

Feed efficiency can be assessed, for instance, by using the IC defined as the ratio of DMI
to fat and protein corrected milk (FPCM) (Phocas et al., 2014). Although the IC denominator
is easily estimated at large and individual scales thanks to routine milk recording, the
numerator is harder to record. There have been many attempts to collect this trait, using for
instance an automated feed monitor, but this recording is limited to a small population of
cattle and suffers from inherent difficulty when monitoring pasture-based herds (Olesen et al.,
1999). To solve this problem, the literature proposes an indirect methodology to predict DMI
based on more easily recorded traits such as fat corrected milk (FCM), BW, and week of
lactation (Council, 2001). FCM and lactation stage are currently documented by all milk
recording organizations, but BW is not so frequently recorded. BW can be measured using a
weighing scale, predicted using modern technology such as cameras (Song et al., 2018), or
based on the cow’s morphological traits (Enevoldsen and Kristensen, 1997; Heinrichs et al.,
1992; Tasdemir et al., 2011). For this last approach, the classification of a cow is
unfortunately often realized only once in its life; and due their cost the first and second
techniques are mainly used in research herds and in some high level commercial herds
(Vanrobays et al., 2015). Recently, Soyeurt et al., (2019) developed an equation to predict an
indicator of BW from the milk mid-infrared spectrum (MIR), lactation stage, parity, month of
test, and milk yield. The obtained external validation root mean squared error (RMSEPV)
ranged from 39 to 64 kg. In conclusion, based on the existing common dairy production traits
and using the prediction equations existing for BW and DMI, it is possible to predict several
traits related directly or indirectly to feed efficiency at a large scale. This research studies the
behaviour of the predicted traits with their corresponding reference values published in the
literature for several sources of variation such as herd, test day, stage of lactation, and parity.
Heritability is also estimated as this genetic parameter reflects the part of the variability
transmitted from generations to generations. If the predicted traits available at a large scale
depict the expected behaviour, those traits could be used in the future to optimize feed
efficiency at herd and breeding levels.
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2. Materials and Methods

This work was carried out in accordance with the EU Directive 2010/63/EU for animal
experiments. Milk samples collected for this study were part of the regular milk sampling
work undertaken in the Walloon region of Belgium by the Walloon Breeding Association
(AWE, Ciney, Belgium). Samples were collected from January 2007 until December 2017
from 47,176 first parity Holstein cows in 1,204 herds (i.e., 460,765 records, after cleaning)
and from 36,208 second parity Holstein cows in 1,184 herds (i.e., 353,936 records, after
cleaning). Fat (%FAT) and protein (%PROT) contents (g/dL of milk) were determined using
FOSS Milkoscan FT6000 spectrometers (Hillerad, Denmark) at the milk laboratory “Comité
du Lait” (Battice, Belgium). The generated MIR spectra were also recorded. BW records
were predicted (pBW; kg) from those spectra and animal characteristics using the equation
developed by Soyeurt et al. (Soyeurt et al., 2019). Fat and protein corrected milk (FPCM,;
kg/d) was calculated using the following formula (FAO, 2010):

FPCM = Milk yield * (0.337 + 0.116 *%FAT + 0.06 * %PROT) (eq 4-1)

Then, DMI records at specific test days were predicted (pDMI; kg/day) using pBW, FCM,
and the week of lactation using the NRC equation. This equation has a root mean square error
of 1.82 kg/day (Council, 2001) and can be summarized as follows:

pDMI = (0.372 * FCM + 0.0968 * pBW®"°) * (1 — exp( 01927 (Wol*380)) - (gq 4-2)
where wol is week of lactation. Fat-corrected milk (FCM; kg/d) was calculated according
to the formula (Council, 2001; Gaines and Davidson, 1923):

4% FCM = Milk yield * 0.4 + 15 * FAT (eq 4-3)

Finally, the consumption index (pIC) was predicted as the ratio of pDMI to FPCM. All
records fulfilled the following requirements: records from 5 to 365 days in milk (DIM), pBW
between 400 kg and 900 kg (Soyeurt et al., 2019), milk yield less than 71 kg/d, fat content
within the range of 1.5% to 9.0% and protein content ranged from 1.0% to 7.0%
(International Organization for Standardization, 2017). Significance of differences for
original predicted traits between parities was assessed using the TTEST procedure in SAS
(Version 9.4, SAS institute, Inc, Cary, NC, USA), as the records were normally distributed
and the SD differences for all traits between two lactations did not exceed 4 times.
Correlation values per lactation were also estimated between studied traits to assess their
relationships and for comparisons with the literature. The pedigree related to the first and
second parity datasets contained 191,400 animal (180,136 dams and 11,264 sires) and
165,032 animal (154,585 dams and 10,447 sires) born after 1990.

The studied traits were modelled per lactation using 6 univariate test-day models
summarized as follows:

y=Xp+ CDIM+ QG + Zpe + ¢ (eq 4-4)

where y was the vector of observations for each trait (i.e., milk yield, %FAT, %PROT,
pBW, pDMI, and pIC); B was the vector of herd*test-day (HTD; i.e., 51,334 levels for parity
1 and 50,161 levels for parity 2); DIM was the vector related to the stage of lactation (i.e., 25
classes of 15 DIM); G was the vector of genetic effect (i.e., 191,401 levels for parity 1 and
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165,033 levels for parity 2); pe was the vector of permanent environment effect (i.e., 47,175
levels for parity 1 and 36,207 levels for parity 2); e was the vector of residuals. X, C, Q, and
Z were the corresponding incidence matrices assigning observations to effects.

The variance components were estimated by the restricted maximum likelihood method
(REML) using the REMLF90 program developed by Misztal (Misztal, 1994). Heritability for
each studied trait was calculated as the ratio of the genetic variance to the total variance (i.e.,
the sum of genetic, permanent environmental, and residual variances). Solutions for each
effect were estimated using the best linear unbiased prediction (BLUP) method using the
BLUPF90 program developed by (Misztal, 2011). In order to have a cleaned trend, the DIM
tendency was assessed using the least squared means (LSMEANS) calculated from the
solutions of DIM effect obtained from the used test-day models. Similarly, the test month
effect was studied by averaging per month LMEANS estimated from the HTD solutions.

3. Results
3.1 Parity effect

Table 4-1 Descriptive statistics of the studied datasets.

Mean +SD'
Traits Lactation 1 Lactation 2 Minimum  Maximum
Milk yield (g/day) 23.54 +6.00° 26.63 +8.19" 3.10 70.60
Fat content (g/dL of milk) 3.98+0.69%  4.07+0.73" 1.50 9.00
Protein content (g/dL of milk) 3.38+0.36°%  3.46 +0.39" 1.19 7.00
Predicted body weight (kg) 597 +35° 639 +31° 421 820
Predicted dry matter intake (kg/day) ~ 19.45 +2.71®  21.16+2.92* 7.50 39.21
Predicted consumption index(kg of
DM/kg milk) 0.87 £0.18"  0.84+0.22° 0.33 4.98

A,B Means within a row with different superscripts differ significantly from each other (P < 0.001).

The pBW of the second lactation was significantly higher than the first lactation, and the
difference was 42 kg (Table 4-1). A significant increase occurred for pDMI between first and
second lactations (19.45 to 21.16 kg/day, Table 4-1). The global mean of pDMI for first and
second lactation was 20.30 kg/day. A positive difference of 3.09 kg/day was observed for
milk yield between first and second lactation. The contents of fat and protein in first lactation
were 3.98 and 3.38 g/dL of milk, which were lower than the ones observed in the second
lactation (4.07 and 3.46 g/dL of milk). The pIC decreased significantly from the first lactation
(0.87 kg of DM/kg milk) to the second lactation (0.84 kg of DM/kg milk).
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3.2 Effect of Lactation Stage
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Figure 4-1. Evolution of predicted body weight (A), milk yield (B), predicted dry matter intake
(C), and predicted consumption index (D) throughout lactation.

The evolution of initial predicted traits and milk yield are shown in Figure 4-1. The
interest of this paragraph is to ensure that the predicted traits used in this study followed the
expected trends. The pBW dropped to a lower point after calving and then increased slightly.
The pDMI got a top peak around two months after calving and then decreased slowly. The
peak of pDMI appeared later than the appearance of milk peak. In brief, milk yield increased
sharply compared to pDMI at the beginning of lactation, involving a negative energy balance
and a loss of weight (i.e., pBW in this study). A smooth slope appears in the pIC curve, which
means that the feed efficiency turned worse gently at that time.
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3.3 Correlations Between Studied Traits

Table 4-2 Correlation coefficients observed between studied traits in first (below the diagonal)
and second lactation (above the diagonal).

Trait* Milk %FAT %PROT pBW pDMI pIC
Milk yield (kg/day) -0.37 -0.50 0.08 0.64 6 80
Fat content (g/dL of
milk: %FAT) -0.35 0.54 0.13 -0.06 0.11
Protein content (g/dL of
milk: %PROT) -0.35 0.49 0.51 -0.12 0.37
Predicted body weight

0.09 0.16 0.61 0.47 0.08
(kg; pBW)
Predicted dry matter -
intake (kg/day; ppm1y 029 001 0.15 0.62 0.38
Predicted consumption
index (kg of DM/kg -0.77 0.08 0.31 0.16 -0.17

milk; pIC)
* The correlations for all traits were significant (P < 0.001).

As shown in Table 4-2, the first and second parity Holstein cows showed different
correlation values estimated between all studied traits. The pBW was slightly positively
correlated with milk yield for both lactations (r=0.09 or 0.08). The pDMI was also positively
correlated with milk yield and pBW. There were positive relationships between pIC and fat or
protein contents in milk (Table 4-2). A similar correlation value was observed between milk
yield and pIC (Table 4-2). In this study, we found a negative correlation between pIC and
pDMI (r=-0.17 and —0.38) but this relationship was weaker compared to the one observed
with milk yield (r=-0.77 and —0.80). Slightly positive relationships were found between pBW
and pIC (0.16 and 0.08 for parity 1 and 2).
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3.4 Test month influence
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Figure 4-2. The evolution of the averaged herd least squares means (LSMEANS) for all studied
traits across test months.

The averaged herd LSMEANS varied throughout the year for all studied traits and for both
lactations studied (Figure 4-2). As observed previously from raw data, the second lactation
showed a higher milk yield, fat and protein content, pBW, and pDMI compared to the first
lactation. There are 3 kinds of seasonal trends for the studied traits: 1) milk yield and pDMI;
2) %PROT, %FAT, and pBW; 3) plIC. There was a slight increase of milk yield and pDMI
until May, then a smooth decrease, and another increase in August and November for pDMI
and milk, respectively. The %PROT, %FAT, and pBW showed a similar annual behaviour.
Specifically, pBW was mostly stable over time, showing a slight drop during the summer
time and then an increase. The %PROT was lower in July (i.e., 3.26 g/dL +0.20 g/dL of milk
for first lactation and 3.33% =0.21% for second lactation, respectively), and reached a peak
in October (Figure 4-2). This tendency was analogous to the trend in %FAT, except that this
trait had a peak in November and December which was approximately one month later
compared to %PROT. The evolution of pIC for both studied lactations dropped smoothly
until May, and then peaked in November, which was quite contrary to the annual trend
observed for milk yield. The best feed efficiency did not occur at the point of the highest milk
yield or the lowest DMI.
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3.5 Heritability

The estimated heritability of pDMI was 0.14 and 0.11 for first and second lactation. The
heritability estimates for pBW were also moderate and equal to 0.18 and 0.17 for first and
second lactation. Moderate heritability values were also estimated for pIC (0.14 and 0.09 for
first and second lactation).

Table 4-3 Heritability (h=f of studied traits for the first two lactations.

Traits Heritability
Lactationl Lactation2
Milk yield 0.20 0.16
%FAT 0.37 0.41
%PROT 0.41 0.40
pBW 0.18 0.17
pDMI 0.14 0.11
pIC 0.14 0.09
4. Discussion

4.1 Parity effect

The growth of a cow directly impacts its morphology and therefore the body weight. So, a
positive BW difference is expected between primiparous and multiparous dairy cows.
Although BW was predicted using MIR spectrometry and animal characteristics, the trend
observed for this predicted phenotype (Table 4-1) is in agreement with the behaviour
observed for the reference measured trait. Indeed, the same trend was reported by Ferris et al.
(2017), who found reference BW for Holstein-Friesian cows for first lactation to subsequent
lactations ranged from 588 kg to 702 kg.

The BW is not the only morphological trait influenced by growth; the whole body of the
cow is impacted. These changes of morphological traits induce an increase in the capacity for
feed ingestion by the cow. So, more concretely, a significant positive difference between first
and second parity was therefore expected for DMI and also for the predicted trait related to
DML, as it is the case in this study. The global mean of pDMI was similar to the DMI value
reported by De Boever et al. (2017). They observed an average DMI of 20.87 kg/day for
Holstein-Friesian cows at an average lactation of 2.3.

Moreover, growth and related morphological changes also indirectly impact the quantity
and the composition of milk. Less mature cows tend to use their limited nutrition intake to
complete their own physical development rather than producing more milk (Dado and Allen,
1994; Wathes et al., 2007). This happens alongside growth until the fourth or fifth lactation
(Artegoitia et al., 2013; Mellado et al., 2011; Ray et al., 1992). Moreover, the volume of the
mammary gland increases with growth and this is positively correlated to the milk yield
(Davis and Hughson, 1988). So, all of these things can explain the positive difference of 3.09
kg/day observed for milk yield in this study (similar to the finding of 3.0 kg/d made by Davis
and Hughson (1988)) as well as the lower amount of fat and protein produced in it. Younger
cows need more nutrients to fulfill body growth and therefore produce milk with a lower
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content of fat and protein (Oltner et al., 1985). Such differences of milk fat and protein
contents between first and second parities were also observed by other authors. For instance,
Craninx et al. (2008) observed 3.83% and 4.30% fat from primiparous and multiparous cows.
Morales-Almar& et al. (2018) measured 3.66% and 3.93% of fat in milk produced by
primiparous and multiparous non-grazing cows. So, there is a link between morphological
traits and dairy production phenotypes. This is why the calculation of the consumption index
expressed as the ratio of an indirectly related morphological trait, like DMI, to the milk
production trait (FPCM) is of interest to assess feed efficiency. Theoretically, the most
productive cows will be the healthy one which can be able to maximize the production of
milk for a given amount of feed. As a basis, the cows' genetic background of the feed
utilization must be taken into consideration. In field, farmers also need to balance the feed
efficiency and the veterinarian cost of a cow to enhance the sustainability of a farm.

The difference of pIC between lactations means that the cows in the second lactation
seemed to be more efficient than the cows in first lactation. This finding is biologically
relevant as primiparous cows tend to use nutrients to grow rather than to produce milk
(Wathes et al., 2007). However, Oldenbroek (1989) studied different breeds of cow and found
there was no significant effect of parity on the ratio of milk energy production to the net
energy intake, but the cows in second parity were more efficient than the cows in first parity.
This conclusion was similar to the trend observed in the present study.

4.2 Effect of Lactation Stage

We know that growth, as well as the gestation of the cow, can impact the body weight and
also the quantity and the composition of milk. This can be observed by checking the
evolution of traits throughout lactation (Figure 4-1). It is interesting to note that the curves for
pBW and pDMI were similar to those presented in the studies (van Knegsel et al., 2007a,
2007b) conducted on Holstein-Friesian cows for BW and DMI up to 9 weeks after calving.
Another study (Berry et al., 2014) also concluded a similar curve of DMI within lactation
from dairy cows from nine different countries. However, their DMI curve decreased more
gently compared to the pDMI trend observed in the present study. Logically, the observed
trends can be explained again by the concept of nutrient allocation. A study reported that new
calving dairy cows cannot maintain a positive dietary energy balance and must mobilize body
reserves to compensate the negative energy balance (Coppock et al., 1972). By contrast,
pDMI increased from calving until the mid-lactation, therefore increasing the quantity of
available energy and leading to an increase of BW. So, pBW increased after the slight drop in
early lactation. From reference measurements, Ntallaris et al. (2017) reported a significant
increase of DMI during the first 120 days postpartum in Holstein cows. A research reported
that energy equilibrium for first and older lactating cows was reached at week 13 and week
18 of lactation, respectively (Braund and Steele, 1972). This could explain why pDMI had a
peak at early lactation. The peak delay of pDMI compared to milk peak is consistent with the
results reported by Hristov et al. (2005), supporting the theory that the feed intake is driven
by milk production (Council, 2001).

For the smooth slope of the plIC curve, it can be explained by the fact that the feed
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efficiency related traits like FPCM and DMI were not constant across the whole lactation
period (Manzanilla Pech et al., 2014).

4.3 Correlations Between Studied Traits

A positive relationship between pDMI with milk yield was observed in the current study
(Table 4-2). A similar positive relationship between these traits (r=0.57 for DMI and milk
yield) was observed from reference measurements (Ben Meir et al., 2018). Similarly, DMI
increased with milk yield and BW in Holstein-Friesian cows (Garnsworthy et al., 2012).
Although there were not many reports on correlations between BW and daily milk yield, the
absence of a relationship between BW and milk yield was observed from Holstein (N=1,584)
and Jersey (N=679) cows and the reason may be related to the health status of the cows
(Badinga et al., 1985). A positive correlation (r=0.40) between metabolic BW and DMI was
observed (Ben Meir et al., 2018). Asher et al. (2014) reported a correlation coefficient equal
to 0.26 for Israeli Holstein cows between BW and DMI but this value was not significant.
Those authors concluded that the positive correlation is due to the biological increase of feed
digestibility. However, the lack of significance (P=0.14) observed by those authors may be
related to the size of the dataset (N=35); a larger cohort could produce a different result.

Positive relationships between pIC and fat or protein contents were observed in this study.
Similarly, another study (Ben Meir et al., 2018) reported that high feed efficiency cows
produced lower fat and protein contents in milk compared to low feed efficiency cows. This
is related to the fact that a cow with high feed efficiency has higher milk production, which
explains why a negative correlation between milk yield and pIC is expected. The observed
similar correlation value between milk yield and pIC is in agreement with the conclusion of
Korver (1988) who stated that high producing cows had a better feed efficiency. Ben Meir et
al. (2018) reported that the ratio of ECM to DMI (i.e., another expression of feed efficiency)
in Holstein cows was positively correlated with milk yield but negatively correlated with
DMI. Similarly, a positive correlation (r=0.18) between feed efficiency (defined as FCM
divided by energy intake) and energy intake was reported suggesting that the variation in feed
efficiency depends more on the milk production than the feed consumption (Hooven et al.,
1968).

The negative correlation between plC and pDMI is a consequence related to the positive
relationships existing between pDMI and milk yield. Moreover, as the animal satisfies first its
maintenance (and growth) requirements essentially. Afterwards, it uses nutrients better for
milk production and this is known that above a certain limit, the marginal use of nutrients for
milk production decrease. Therefore, there may be a curvilinear relation between plC and
pDMI. A part of this positive correlation is also related to the fact that pDMI includes in its
formula the information about milk yield.

The slightly positive relationships between pBW and plC means that heavier cows would
tend to present lower feed efficiency. This statement was also expressed in the past (Yerex et
al., 1988). A negative correlation (r=—0.20) was reported between BW and feed conversion
efficiency (DMIE, defined as 305-d FCM divided by 305-d DMI) (Vallimont et al., 2011).
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This study confirmed the positive value observed in the current research as we have used an
inverse indicator of feed efficiency. The low value of correlation was expected based on the
findings (Badinga et al., 1985) which observed a quadratic relationship between feed
efficiency with the BW in the first lactation of Holstein cows, and the correlation coefficient
may also change.

4.4 Test month influence

The trends of %PROT (Figure 4-2) is in agreement with the findings from previous
researches (Bittante et al., 2015). Those authors also found that the %FAT and %PROT
dropped during the summer time and then slightly increased. The gentle increase in pBW
observed in the current study, during the period around winter when concentrate supplement
is given to cows, was consistent with results reported previously (Schébitz et al., 2013).

Holstein cows showed lower feed efficiency in warm seasons than cold seasons (Britt et
al., 2003). In the present study, the findings suggest that the dairy cows had higher feed
efficiency around the spring time when the temperature was comfortable and concentrate
supplementation was available.

Different reasons can explain the three trends observed. The first reason and the main one
is the change in diet given to the cows throughout the year. Feed rations richer in concentrates
are currently given to cows during the non-grazing time (i.e., winter season) leading to
increased DMI, milk yield, and %PROT (Bargo et al., 2003; Sch&bitz et al., 2013). Some
authors have found that milk fat has an increasing trend when a higher amount of concentrate
is given to the cow (70% vs. 50% DM) (Murphy et al., 2000; Sutton et al., 1986) but this
effect depends heavily on the composition of the concentrate which is related to changes in
the ratio of acetate to propionate in the rumen (Woodford and Murphy, 1988). In the current
study, higher milk fat contents were observed during the winter period (i.e., when concentrate
supplements were given to the cows) and the milk yield was relatively low. The second
reason, coupled to the first one, is the physical activity of the cows. During the grazing period,
the cows will have higher physical activity which impacts the energy partitioning and may
lead to a decrease of milk production and BW. The third reason for annual changes observed
during the summer is that high temperatures relate to discomfort of the cow living in this
environment (Council, 1988). During this time, the cow will eat less (i.e., lower DMI) due to
heat stress, negatively impacting milk production (Ominski et al., 2002) and potentially also
BW (Rees, 1964).

4.5 Heritability

The estimated heritability of pDMI (Table 4-3) was similar to the value of 0.17 reported
before for DMI (Vallimont et al., 2011). This is also within the range of heritability for DMI
proposed by Hardie et al. (2017) for dairy cows (from 0.02 to 0.52). The heritability of pBW
is similar to the value of 0.19 (Clark and Touchberry, 1962) and within the range proposed in
a research for the BW of Holstein cows (from 0.20 to 0.80) (Hooven et al., 1968). The
heritability of pIC was moderate. Generally, the heritability of gross feed efficiency ranges
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from 0.12 to 0.63 for dairy cows (Korver, 1988). These values were in agreement with those
estimated by other authors for other traits related to feed efficiency. A value of 0.18 for feed
efficiency defined as 305-d FCM divided by net-energy intake for 970 dairy cows was
reported (Vallimont et al., 2011). So, heritability estimates of pBW, pDMI, and pIC were
moderate and slightly lower for the second lactation than first lactation (Table 4-3) . A similar
trend was found (Song, 2010) which the 305-d DMI of cows in the third parity was 0.08,
lower than the 0.12 for cows in first parity, and concluded this may be due to the ongoing
breeding selection of cows, leading to lower genetic variance for mature cows.

5. Conclusions

Due to practical issues, measuring traits related directly or indirectly to feed efficiency,
such as BW, IC, and DMI at large and individual scales, is difficult if not impossible.
However, predicting those traits using animal production characteristics and MIR
spectrometry is feasible. However, as it was not possible to conduct a large scale validation of
these predictions, this study aimed to predict these traits using the Walloon milk recording
database in order to observe the behaviour of the traits in real conditions, and compared them
to findings reported in the literature. The results revealed that behaviour throughout the year,
the stage of lactation, and the parity for these predicted traits fully agreed with the expected
values suggesting that relevant information was provided by the traits, even if their prediction
accuracy was moderate. Additionally, these traits presented moderate genetic variability. All
of these aspects suggest the potential interest of using predicted traits to develop management
and breeding tools. To confirm this interest, a large scale study may be conducted to assess
the accuracy of predictions. For that, it will be relevant to combine the efforts made
internationally in many research farms where the routine acquisition of DMI and BW is
possible. This could allow comparisons of the prediction with real reference values, collected
in many different conditions, in order to establish variability that is representative of the dairy
cow population. Moreover, as a genetic component exists, it could be interesting to realize a
genetic evaluation of the feed efficiency related traits and compare the breeding values
estimated for sires having daughters with predicted and reference records. If the ranking of
bulls is similar, this will open new perspectives on the use of these traits to develop future
selection programs aiming to improve the feed efficiency of dairy cows.
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Simple summary

This chapter uses the findings mentioned in the past chapters to propose a prediction tool of
the cow feed efficiency using traits easily recorded by DHI organizations. The robustness, the
accuracy, and the relevancy of this tool will be assessed in this chapter by using 2 DHI
datasets and 2 datasets including reference BW measurements.
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1. Context

For decades, scientists from multiple disciplines such as animal nutrition, animal genetics
and breeding, and microbiology seek a better understanding and an improvement of the feed
efficiency (FE) of dairy cows in order to enhance sustainable dairy production (Lovendahl et
al., 2018). The aim of this is to optimize the milk production of cows under the finite natural
resources and to reduce the negative impact of it on the environment like GHG emissions
(Nam et al., 2020). Besides its direct relationships with nutrition, production, and
environment, FE is also related to animal well-being, reproductive ability, and disease
resilience (Gengler et al., 2018). In conclusion, knowing the dairy cow feed efficiency at a
large scale is a hot topic for dairy farming.

The FE concerns both the profit aspect related to the optimization of milk production, and
the biological aspect linked to the efficiency of the nutrient usage (de Ondarza and Tricarico,
2017). Consequently, the assessment of FE through the calculation of the ratio of fat- and
protein- corrected milk yield (FPCM) to dry matter intake (DMI) (or it's reciprocal) is
relevant (Korver, 1988, de Ondarza and Tricarico, 2017). Due to the cost and labor intensive,
the collection of individual DMI information at a large scale is unfeasible. However, the
National Research Council (NRC) proposed in 2001 an equation to predict this trait from
more easily recorded features which are the milk production, the body weight, and the
number of lactation weeks (NRC, 2001). So, as the FPCM calculation is easy to compute
using records collected routinely by dairy herd improvement (DHI) organizations, calculating
an individual indicator of feed efficiency is feasible when the BW information of a cow is
available.

2. Body weight predictive models and derived feed efficiency tool

Even if the acquisition of cow BW is technically easier than DMI, knowing this
information on a routine basis is impossible in most farms due to the equipment cost.
Therefore, techniques allowing to assess the BW using traits easily recorded by DHI were of
interest for a long time. First, methods using the measurements of specific morphological
traits to predict the cow BW were revealed efficient. The accuracy ranged from 37 kg to 110
kg (Banos and Coffey, 2012, Haile-Mariam et al., 2014, Vanrobays et al., 2015).
Unfortunately, this acquisition of morphological features cannot be realized on a daily or
monthly basis. Indeed, for financial reasons, this process is mainly done one time during the
cow lifetime by the DHI organizations leading to limit its use to drive daily decisions. More
recently, Soyeurt et al.(2019) highlighted the possibility to use the animal characteristics and
milk MIR spectrum to compute a BW indicator. The cow cross-validation root mean square
error (RMSE) ranged from 37 to 64 kg. As those features are collected on average every 4-6
weeks from all productive dairy cows in herds involved in the routine milk recording, this
BW prediction could be useful. However, this study was performed on a limited dataset and
proposed to use nearly 300 spectral features. However, the inclusion of massive features in a
predictive model might lead to its over-fitting (Centner et al., 1996). It is why variable
selection features were tested in Chapter 2 in order to improve the robustness of BW
predictive model. Finally, a total of 5 BW predictive models were built: one equation was
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developed using ElasticNet method adopting 5 selected predictors using calibration set when
leaving out herd7 (Modl, Chapter 2); one equation was built from ElasticNet method
adopting 5 selected predictors using calibration set when leaving out herd10 (Mod2, Chapter
2); one equation was developed using PLS method adopting 5 selected predictors using
calibration set when leaving out herd7 (Mod3, Chapter 2); one equation was built from PLS
method adopting 5 selected predictors using calibration set when leaving out herd10 (Mod4,
Chapter 2); and the fifth equation was developed using PLS method adopting 280 predictors
without variable selection using calibration set when leaving out herd7 (Mod5, Chapter 2).
More details are given in Chapter 2.

As shown in Table 5-1, the validation prediction error ranged from 54 to 65 kg. Globally,
the models developed using the predictors after a feature selection presented a similar
validation performance (i.e., RMSEv) than the models developed using the initial 280
variables. As explained previously, RMSEcv and RMSEp were assessed using different sets.
However, the values were within the same range for all models. Smaller absolute difference
between RMSEcv and RMSEp whereas observed for Mod1, Mod3, and Mod5. The lower
values could be attributed to the fact that the variability of the test set was better taken into
account in the calibration set leading to the obtaining of a more robust predictive model.
Moreover, from the BW calibration sets, the values obtained for the RPD, defining as the
ratio of RMSEcv to SD, ranged between 1.4 and 1.5 (Table 5-1). If RPD is comprised
between 1.5 and 2, this means the possibility to apart the low and high values (Saeys et al.,
2005). Moreover, the interpretation of RPD value depends on the context and purpose of the
predictions used (Fearn, 2002). Some authors reported that the RPD no less than 1.4 was also
considered as acceptable (Camacho-Tamayo et al., 2014). So, these RPD values confirmed
the relevance of the BW predictions to detect light and heavy cows.

Table 5-1 The prediction performance of the 5 developed models predicting test-day bodyweight
(kg/day) presented in Chapter 2 and the equation obtained by Soyeurt et al. (2019).

Model Method”  Predictors RMSEcv RMSEp Diff abs RMSEv RPD
Mod1 ElasticNet 5 53 60 7 65 1.4
Mod?2 ElasticNet 5 52 67 15 64 15
Mod3 PLS 5 53 54 1 64 14
Mod4 PLS 5 52 67 15 64 1.5
Mod5 PLS 280 50 59 9 64 1.5
Soyeurt et al. (2019)  PLS 281 40 37-64 3-24 62 1.4-1.6

" PLS=Partial Least Square regression; RMSEcv=Root mean square error of cross-validation;
RMSEp=Root mean square error of validation; Diff _abs=Absolute difference between RMSEcv and
RMSEp; RMSEv=Root mean square error of validation based on Australian dataset; RPD=Ratio of
performance to deviation.
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The equation published by Soyeurt et al. (2019) including nearly 300 MIR spectra had a
large range of RMSEp. These values represented the accuracy for the prediction obtained for
each cow. Therefore, it is not directly comparable with the results obtained in Chapter 2.
However, the RMSEvV is comparable between BW models as the value was computed using
the same validation set. Based on RMSEv mentioned in Table 5-1, there are no strong
differences among models, highlighting a similar robustness. This could be due to the
variable selections. Indeed, all models presented in Table 5-1 can be considered as the results
of variable selection features. Indeed, the model developed by Soyeurt et al.(2019) or Mod 5
used 277 instead of 1,060 spectral data. Those spectral variables were selected by the
experience gained through the development of other MIR models. Mod1-Mod4 used 2
spectral variables. Soyeurt et al.(2019) suggested that the inclusion of MIR information inside
the BW equation allows to consider the individual BW variation. So, by using only 2 spectral
variables, there is a risk to under-fit the individual variation. Indeed, an excessive exclusion
of informative predictors could lead to building an under-fitted model (Khaire and
Dhanalakshmi, 2019). So, to observe the impact of this BW individual variation, we need to
have repeated measurements of the required features on the same cow. This was not the case
for the cows included in the calibration sets. Consequently, this highlights the interest of
predicting BW on DHI datasets which contain many records from the same cow. The
prediction on a trait on a large scale repeated database is always a source of relevant
information. For instance, for the model predicting the daily quantity of methane eructed by
dairy cows, observing the prediction of this trait on a DHI database allowed to improve the
modeling. Indeed, Vanlierde et al.(2015) observed that the methane predictions had a
behavior within lactation different than the one known for reference methane measurements.
To solve this issue, the authors introduced Legendre Polynomials in the modeling, leading to
the obtaining of a pattern with a more expected shape (Vanlierde et al., 2015).

Even if we cannot select easily the best BW predictive model, from the results mentioned
in Table 5-1, it is important to keep in mind that the global interest of this thesis is to predict
cow FE at large and individual scales. Indeed, as mentioned previously (Chapter 4), we can
achieve this objective by calculating the ratio of FPCM to DMI predicted from the NRC
equation (2001):

DMI = (0.372 * FCM + 0.0968 * BW°75) x (1 — e(-0192=(wol+3.67)))

where BW""® denotes the metabolic body weight (BW, kg), FCM is 4% Fat-corrected milk
(FCM, kg/d), and wol is the number of lactation weeks. As all required information is now
available, the predicted FE values were estimated from the BW reference datasets. Table 5-2
provides the descriptive statistics of FE predicted using predicted and reference BW records
as well as their corresponding RMSE values.

The FE RMSE values estimated from the calibration/test set were slightly lower than the
ones calculated from the validation set. This was expected as the accuracy of BW predicted
on the validation set was lower (Table 5-1). Globally, the RMSE accounted for 3.18% and
4.80% of the average FE values in the calibration/test and validation sets, respectively. This
estimated FE error lower than 5% reveals the interest of this indicator for a potential use in
the dairy sector. It is important to notice that this FE is also related to the accuracy of the
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DMI equation developed by NRC (2001) (RMSE=1.82 kg/day across parity).

The correlation values between assumed reference and predicted FE between equations
were 0.99 and 0.93 from the calibration/test sets and validation sets, respectively. Based on
these strong relationships and the descriptive statistics mentioned in Table 5-2, we can
conclude that the BW prediction variation observed between equations did not impact a lot
the final FE predictions. However, as mentioned for BW, the ability of the BW equations to
model the individual variation could be impacted by the lower consideration of spectral
variables in Mod1 to Mod4. Therefore, this could impact also the prediction of FE. So, to
assess this impact, it is important also to predict this trait on a large DHI database.

Table 5-2 Descriptive statistics of the assumed reference and predicted feed efficiency and their
corresponding root mean square error (RMSE).

Feed efficiency

(kg of milk/kg DM)* Mean SD Min Max RMSE
Calibration/test set FEref 1.57 0.51 0.34 2.90 NA
(N=1,844) FE1 157 0.51 0.37 2.92 0.05
FE2 157 0.51 0.37 2.92 0.05
FE3 157 0.51 0.37 2.92 0.05
FE4 157 0.51 0.37 291 0.05
FE5 157 0.51 0.37 2.92 0.05
Validation set FEref 1.28 0.12 0.69 1.91 NA
(N=3,956) FE1 1.25 0.13 0.67 1.83 0.06
FE2 1.25 0.13 0.67 1.83 0.06
FE3 1.25 0.13 0.67 1.83 0.06
FE4 1.25 0.13 0.67 1.83 0.06
FE5 1.25 0.13 0.67 1.83 0.06

"FE1 to FES5 are related to FE values estimated from BW records predicted from Mod1 to Mod5;
FEref is estimated using reference BW measurements.

3. Predictions of bodyweight from easily recorded features

To confirm the potentiality of the predicted trait, we have observed the evolution of
predicted BW records following several sources of variation such as the parity, the month of
test and the stage of lactation. Four different datasets were used. First, we have merged
together the calibration and test sets used to build the 5 predictive models mentioned in Table
5-1 (N=1,915). The second set contained the validation set composed of Australian records
(N=4,005). Finally, the third and fourth datasets were composed of DHI records collected in
Hebei region of China and in the Walloon Region of Belgium. The Hebei dataset included
302,091 records collected from 44,640 cows in 244 herds by Hebei DHI milk laboratory
(Hebei, China) from April to December 2018. The Walloon dataset contained 379,751 records
collected from 59,126 cows in 692 herds by the Walloon Breeding Association (Ciney,
Belgium) from April 2018 to April 2019.

3.1 Cleaning procedures

The BW predictive models were developed using data collected through past research
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projects or from research herds by different international partners. So, this dataset cannot be
assumed to be representative of the dairy cow population. Indeed, to be representative, the
samples should be collected randomly in the entire population and the sample number must
be function of the variability of the studied trait. However, for financial and practical reasons,
this is unfeasible. The dataset had the following specificities: more records collected from
cows belonging to the first three parities (Figure 2-3A, Chapter 2), and the majority of
records were distributed in the early lactation (i.e., less than 75 days, Figure 2-3B, Chapter 2).
However, the BW range was large with BW measurements comprised between 309 and 984
kg. Therefore, due to this under representativeness, it is possible that the variability of
samples to predict was not taken into account in this dataset. This would lead to an
extrapolation that could impact negatively the prediction quality. Moreover, a bad prediction
quality could be also achieved using poor quality spectral data. Unfortunately, as mentioned
in Chapter 3, the method used routinely to ensure high quality for the prediction of fat and
protein contents cannot be implemented in the BW context. So, quality protocols based on the
computation of statistical parameters estimated from large scale datasets were defined in
Chapter 3. To summarize, 3 methods were tested individually or combined: the first method
(M1) removed extreme MIR predicted values based on the observed 1% and 99% quartile
values; the second method (M2) was based on the GH distance between the sample to predict
and the average principal components calculated from the predictors and the calibration set
used to build the prediction equation; finally, the third method (M3) was based on the
calculation of the absolute fat residual difference. As explained in Chapter 3, those three
methods did not discard the same samples as they used different statistical approaches to
detect outliers. Based on the obtained results, the best quality protocol to be parsimonious
with the number of discarded samples was based on the combination “M1 and M2”.

However, during the reviewing process of the article presented in Chapter 3, some
reviewers argued that it will be more interesting to test the quality protocol on reference
measurements instead of values provided by the spectrometers. So, in the discussion section
of this thesis, we have decided to test this issue on the Australian dataset used to validate the
BW predictive models. According to the cleaning procedures, Method M1 removed samples
with a predicted BW value lower than 500 or higher than 700 kg; Method M2 discarded
samples for which the GH distance was higher than 5; Method M3 deleted samples with an
absolute fat difference greater than 0.3 g/dL. The impact of this cleaning on the accuracy is
summarized in Table 5-3. All Australian records had a GH distance greater than 5 for Mod5.
So, the cleaning methods related to M2 for Mod5 were not performed leading to the writing
of NA values in Table 5-3. This is probably related to the inclusion of a higher number of
spectral features in Mod5 which were standardized to be on FOSS basis. Indeed, the
Australian spectra were provided by Bentley spectrometer. As the BW equations were built
using the spectra from FOSS machines, a standardization was applied to make the conversion.
Grelet et al.(2020) found a less reproducibility of some spectral points, leading to recommend
the use of 212 wavenumbers. In the current work, we have used 277 spectral points. This
means that Mod5 must be applied on standardized Bentley spectra with caution.

After the data cleaning, the RMSE gains were close to O for each of the predicted BW
which might mainly due to a low data loss. Indeed, the methods allowed to discard between 0
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to 5.14% of samples. Instead of turning low, the RMSE gain was sometimes negative. This is
related to the fact that the error related to the equation (around 50-60 kg; Table 5-1) is higher
than the error gain that we can reach by cleaning the dataset. Moreover, the dataset size is
also limited and the caution done for the acquisition of sample was high. This could explain
the weak presence of extreme outliers in this dataset. Therefore, this confirms the interest of
using large scale datasets as done in Chapter 3 to highlight the interest of cleaning procedures
other than using database having reference values with limited number of records. The
validation of those cleaning procedures could be also highlighted by creating artificial noise
in a dataset.

Table 5-3 The prediction improvement observed on the Australian dataset (N=3,989) using all
proposed cleaning methods and their combinations.

[92] o
s 2 g 3 $ 2 g2 %
_ s £ 2 ¥ ¥ ¥ S § 5§ %5 =
3 = = = % = = = =5
s = >
N_clean 3909 3883 3956 3989 3989 3982 3989 3810 3877 3857 3784
N_loss 80 106 33 0 0 7 0 179 112 132 205
ModL N_loss% 2.01 2.66 0.83 0.00 0.00 0.18 0.00 4.49 2.81 3.31 5.14
RMSE_raw 64.30 64.30 64.30 64.30 64.30 64.30 64.30 64.30 64.30 64.30 64.30
RMSE_clean 64.20 64.62 64.45 6430 64.30 64.33 64.30 6454 64.33 64.73 64.65
Gain_RMSE 0.10 -0.32 -0.15 0.00 0.00 -0.03 0.00 -0.24 -0.03 -0.43 -0.35
N_clean 3909 3873 3956 3989 3989 3980 3989 3801 3877 3849 3777
N_loss 80 116 33 0 0 9 0 188 112 140 212
N_loss% 2.01 291 0.83 0.00 0.00 0.23 0.00 4,71 2.81 3.51 5.31
Mod2 RMSE_raw 64.01 64.01 64.01 64.01 64.01 64.01 64.01 64.01 64.01 64.01 64.01
RMSE_clean 63.92 64.34 64.14 64.01 64.01 64.04 64.01 64.28 64.06 64.45 64.39
Gain_RMSE 0.09 -0.33 -0.13 0.00 0.00 -0.03 0.00 -0.27 -0.05 -0.44 -0.38
N_clean 3909 3883 3956 3989 3989 3982 3989 3812 3877 3857 3786
N_loss 80 106 33 0 0 7 0 177 112 132 203
N_loss% 2.01 2.66 0.83 0.00 0.00 0.18 0.00 4,44 2.81 3.31 5.09
Mod3 RMSE_raw 63.43 63.43 63.43 63.43 63.43 6343 63.43 6343 63.43 63.43 63.43
RMSE_clean 63.44 63.78 63.57 63.43 63.43 6346 63.43 63.80 6358 63.89 63.91
Gain_RMSE -0.01 -0.35 -0.14 0.00 0.00 -0.03 0.00 -0.37 -0.15 -0.46 -0.48
N_clean 3909 3873 3956 3989 3989 3980 3989 3801 3877 3849 3777
N_loss 80 116 33 0 0 9 0 188 112 140 212
N_loss% 2.01 291 0.83 0.00 0.00 0.23 0.00 4,71 2.81 3.51 5.31
Mod4 RMSE_raw 63.58 63.58 63.58 6358 63.58 63.58 6358 6358 6358 63.58 63.58
RMSE_clean 63.48 63.92 63.71 6358 6358 63.61 6358 63.85 63.62 64.02 63.95
Gain_RMSE 0.10 -0.34 -0.13 0.00 0.00 -0.03 0.00 -0.27 -0.04 -044 -0.37
N_clean 3909 NA 3956 NA 3989 NA NA NA 3877 NA NA
N_loss 80 NA 33 NA 0 NA NA NA 112 NA NA
N_loss% 2.01 NA 0.83 NA 0.00 NA NA NA 2.81 NA NA
Mods RMSE_raw 64.30 NA 64.30 NA 64.30 NA NA NA 64.30 NA NA
RMSE_clean 64.19 NA 64.44 NA 64.30 NA NA NA 64.33 NA NA
Gain_RMSE 0.11 NA -0.14 NA 0.00 NA NA NA -0.03 NA NA
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3.2 Evolutions within and between lactations of BW predictions from reference datasets

In order to assess the relevancy of predicted BW records, we have decided to study their
evolutions following known sources of variation like the parity and the stage of lactation.
First, we have conducted this study using the calibration/test and validation datasets. Records
with a day in milk (DIM) greater than 365 were discarded. The descriptive statistics of those
datasets are given in Table 5-4.

Table 5-4 The descriptive statistics of the feed efficiency related traits of calibration/test and
validation sets.

. Calibration/test set (N=1,823) Validation set (N=3,956)
Traits Mean SD Min  Max Mean SD  Min  Max
DiIM(day) 71.61 78.11 1.00 362.00 104.02 18.71 37.00 161.00
Parity 2.59 1.49 1.00 11.00 2.05 1.06 1.00 8.00
FPCM(kg/day) 30.55 12.42 5.26 67.68 2597 527 1019 57.76
BWref (kg) 616 76 428 817 550 65 340 770
BW1(kg) 616 53 526 761 580 28 523 687
BW2(kg) 616 54 519 763 580 29 526 686
BW3(kg) 616 53 526 766 587 28 512 691
BW4(kg) 616 54 521 769 588 29 523 687
BW5(kg) 616 53 526 761 589 28 523 687
DMIref(kg/day) 19.00 3.82 7.44 33.34 20.08 258 13.12 33.82
DMI1(kg/day) 19.01 3.76 7.80 32.73 2066 220 1495 32.23
DMI2(kg/day) 19.02 3.80 7.70 32.82 20.67 222 1489 32.35
DMI3(kg/day) 19.01 3.75 7.85 32.69 20.63 218 1497 32.07
DMI4(kg/day) 19.02 3.78 1.74 32.83 2065 221 14.87 3227
DMI5(kg/day) 19.01 3.76 7.80 32.73 2066 220 1495 32.23
FEref(kg of milk/kg DM) 1.58 0.50 0.34 2.90 1.28 0.12 0.69 191
FE1(kg of milkikg DM) ~ 1.58 050 037 292 125 013 067 183
FE2(kg of milkikg DM) ~ 1.58 050 037 292 125 013 067 183
FE3(kg of milk/kg DM) 1.58 0.50 0.37 2.92 1.25 0.13 0.67 1.84
FE4(kg of milk/kg DM) ~ 1.58 050 037 291 125 013 067 183
FES5(kg of milk/kg DM) ~ 1.58 050 037 292 125 013 067 183

* BW1 to BW5 values were obtained by applying the models Mod1 to Mod5. DMI1 to DMI5 was
predicted using namely BW1 to BW5. FE1 to FE5 is calculated from DMI1 to DMI5; ref means the
use of reference BW measurements.

The evolutions of BW records within and between lactations were obtained by estimating
the least squares means (LSMEANS) for the parity*class of 15 DIM (cDIM) effect using the
following model:

y = Parity*cDIM + Herd*Test-date + e

where y was the vector of BW records and e was the residuals.
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The trends of the predicted and reference BW within and between lactations obtained from
the calibration and validation sets are shown in Figure 5-1. From both datasets, all predicted
BW records depicted a similar trend. From the calibration set, although failed to have the
same value as the reference BW, the BW predicted obtained from all equations showed a
similar lactation trend compared to the reference BW, except for the third parity (Figure 5-1
B, D, F). From the Australian data, especially for the 2nd and 3rd lactations, the BW
predictions did not follow the reference BW trend (Figure 5-1 A, C, E).
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Figure 5-1. The least squares means evolution per class of 15 days in milk and for the first
three lactation for the predicted test-day bodyweight. A, C, and E represent the first, second and
third parity for the validation set (Australian set), respectively; B, D, and F are the first, second

and third parity for the calibration/test set, respectively. BW1 to BW5 are the bodyweight

predicting using Mod1 to Mod5; BWref is the observed bodyweight.
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The reason for observing a poorer relationship using Australian data could be related to a lack
of representativeness for the variability of the validation set in the calibration set. Indeed, if
the calibration set is not sufficiently representative, the created model will have a lower
accuracy for the new samples (Tomas Naes, 2002).

However, it is important to notice that the trend obtained for the reference BW within the
lactation is not in agreement with the expected curve. Indeed, van Knegsel et al.(2007b)
observed a BW drop at the early lactation and then a slight increase. The curves obtained
using observed BW reference values showed an unsmoothed signal. This could be related to
the data acquisition. Indeed, as mentioned by Soyeurt et al.(2019), all BW records were not
collected under a fixed measurement protocol. Therefore, the reference BW records presented
a certain quantity of noise which could be reflected in the obtained LSMEANS curves. This
could explain why the signal was smoother for the validation set compared to the calibration
set. Indeed, the validation set contained data coming from only one herd. However, the
calibration set contained records collected in several farms and countries.

The lactation patterns observed for the predicted BW had a more expected shape. Even if
we cannot observe a BW drop at the beginning of the lactation for the predicted BW traits,
the increased tendency with the DIM is expected. This absence of BW drop could be related
to a lack of repeated measurements for the same cows throughout their lactation. Moreover,
as mentioned previously, the calibration and validation sets were not representative of the
cow population leading to the obtaining of not representative DIM LSMEANS curves. In
other words, LSMEANS estimated for a DIM can be more influenced by specific cows or
herds. Consequently, there is a need to use a larger database to study the trends of predicted
BW within and between lactations.

Based on the prediction performances on the validation set (Table 5-1) and the observed
within lactation trend (Figure 5-1 A, C, E), it appeared that the variability of the calibration
set to predict BW was not large enough. The addition of new samples must be a priority.
However, to achieve this objective and avoid the addition of noisy spectral information, it is
of interest to increase the calibration set with samples for which the spectral standardization
would be done correctly with a small time period between the estimation of the
standardization coefficients and the spectral correction. This was not the case for the
Australian data as the estimation of standardization coefficients was done only one time.
Moreover, as proposed by Grelet et al.(2020), it could be relevant to use 212 predictors
instead of 277 if we want to improve the transferability of the models on Bentley instruments.

3.3 Bodyweight predictions from dairy herd improvement datasets

As the calibration/test and validation sets were not representative of the dairy cow
population due to their limited size, we have decided to observe the evolution of BW
predictions between and within lactation as well as per month of test using DHI datasets. In
this case, we don't have the reference BW values but the size of the dataset allowed us to
observe a smoother signal within and between lactations or per month of test. The Hebei and
Walloon datasets were cleaned using the procedure "M1&M2" mentioned in Chapter 3 to
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discard potential outliers due to spectral extrapolation or poor quality spectral data. So, the
predicted BW records with 1% upper/lower extreme values and with a GH value higher than
5 were supposed to be outliers and were discarded. In Hebei data set, the data loss rate was
1.77% in the step of BW cleaning using M1&M2 method; the loss rate was 2.74% using
ICAR standard for milk yield and fat or protein contents. In Walloon data set, the loss rate
was 0.06% in the step of BW cleaning using M1&M2 method; the loss rate was 0.01% using
ICAR standard for milk yield and fat or protein contents. The descriptive statistics of the
cleaned data sets are given in Table 5-5.

Table 5-5 Descriptive statistics of the cleaned dairy herd improvement datasets.

Milk Fat Protein Predicted body weight (kg)
kg/day g/dL of milk Modl Mod2 Mod3 Mod4 Mod5
Hebei dataset
M 29. .97 42 1 22 2 22
(N=288,607) ean 9.89 3.9 3 619 6 620 6 596
SD 11.00 1.12 0.42 46 47 47 48 53
Min 3.01 1.01 1.01 511 501 507 498 407
Max 99.82 8.99 6.97 781 791 787 795 820
Walloon Mean  27.12 408 3.40 634 635 635 636 635
dataset
(N=379,472) SD 8.40 0.69 0.37 54 55 55 55 51
Min 3.10 1.50 1.89 525 520 523 519 438
Max 97.5 8.99 6.85 782 790 789 795 845

The EN and PLS BW equations employing 5 predictors (i.e., Modl to Mod4) were
strongly related as the correlation coefficients between their predictions were higher than 0.99
(Table 5-6). However, the PLS equation including 280 predictors (i.e., Mod5) showed a
weaker relationship with Mod1-Mod4 (Table 5-6). The lower correlation values observed for
Mod5 and ModO from the Hebei dataset compared to the Walloon set might be due to the
spectral standardization process used. As mentioned previously, some spectral predictors are
known to be less reproducible (Grelet et al., 2020). From the Walloon dataset, as expected,
the highest correlation for ModO (i.e., equation published by Soyeurt et al.(2019)) was
observed with Mod5 since the two equations sharing many common predictors.

Table 5-6 The Pearson correlation coefficients among predicted body weight from the Walloon
dataset (above the diagonal) and from the Hebei dataset (below the diagonal).

Mod0* Mod1 Mod2 Mod3 Mod4 Mod5
Mod0* 0.830 0.845 0.825 0.841 0.865
Mod1 0.706 0.999 0.999 0.999 0.850
Mod2 0.733 0.997 0.997 0.999 0.851
Mod3 0.692 0.997 0.991 0.999 0.847
Mod4 0.724 0.997 0.998 0.996 0.848
Mod5 0.683 0.591 0.595 0.571 0.581

" ModO represents the bodyweight equation published by Soyeurt, et al. (2019).
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Table 5-7 Descriptive statistics of the feed efficiency related traits predicted on two dairy herd
improvement datasets.

L Hebei (N=271,139) Walloon (N=356,382)

frait Mean SD Min Max Mean SD Min Max
Parity 2.01 119 100  13.00 249 157 1.00 13.00
DIM(day) 168.33 9316 2.00 36500  168.69 9514 500  365.00
Milk yield (kg/d) 30.00 1015 3.10  90.96 2707  7.86 6.20 67.60
FPCM(kg/day) 2971 1019 336  73.92 27.09  7.19 8.83 62.12
DMI0(kg/day) 2285 431 1112 3536 2179 303 1296  29.50
DMI1(kg/day) 2199 402 1106 3381 2122 288 1264 2855
DMI2(kg/day) 2203 406 1098 33.94 2124 291 1260  28.65
DMI3(kg/day) 2200 400 1110 33.76 2124 287 12,66 2854
DMI4(kg/day) 2203 405 1101 33.92 2126 290 1262  28.63
DMI5(kg/day) 2165 414 1085 33.88 2122 291 1284 2871
Methane yield (g/d) 415 83 170 675 401 78 158 648
Methane yield (g/kg MY) 16 10 3 180 16 6 4 69
Methane yield (g/kg DMI) 19 5 5 57-61 19 4 6 47
BWO(kg) 682 59 428 997 675 51 458 996
BW1(kg) 620 46 520 781 633 53 532 782
BW2(kg) 622 47 512 791 635 54 528 789
BW3(kg) 620 47 512 787 635 54 530 789
BW4(kg) 623 48 510 795 636 55 525 795
BWS5(kg) 596 51 407 820 634 50 438 811
FEO(kg of milk/kg DM) 1.27 029 029 218 1.24  0.26 0.64 2.22
FE1(kg of milk/kg DM) 1.32 030 029 227 1.27 027 0.64 2.30
FE2(kg of milk/kg DM) 1.32 030 029 227 1.27 027 0.64 2.30
FE3(kg of milk/kg DM) 1.32 030 029 228 1.27 027 0.64 2.30
FE4(kg of milk/kg DM) 1.32 030 029 227 1.27 027 0.64 2.30
FE5(kg of milk/kg DM) 1.34 029 030 226 1.27  0.26 0.65 2.26

“BWO denotes the BW predictions from the equation published by Soyeurt et al. (2019); BW1 to BW5
values were predicted from the models Mod1 to Mod5; DMI1 to DMI5 was predicted using namely
BW1 to BW5 using NRC equation (NRC, 2001); FE1 to FE5 were calculated from DMI1 to DMIS5;
Methane yield results expressed as unit of DMI were averaged among different models.

The lower correlation coefficients for BW values predicted from Mod5 with the ones
predicted from Mod1-Mod4 revealed a different prediction behavior which was not visible
from the calibration (Figure 5-1 B, D, F) or validation sets (Figure 5-1 A, C, E). So, different
evolutions within and between lactations could be occurred. This statement could be
extended to other sources of variation like herd, month of tests or genetic background.

So, to study the effects of days in milk, parity, and the month of test, we have used the
same modeling as the one applied previously on calibration and validation sets. Generalized
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linear models were used for each dataset and BW predictions. In the next sections, we will
also discuss the interest of other FE related traits like predicted FE, DMI, DIM, milk yield,
and methane. So, in order to keep the same datasets throughout this discussion, the cleaning
process took into account all of those traits. The quantity of methane was predicted using the
equations developed by Vanlierde et al.(2020) from milk yield, parity, DIM, breed, and milk
MIR spectrum. The Hebei and Walloon data sets were cleaned by deleting the 1% upper and
lower extreme values of the predicted FE, DMI, and methane. The thresholds used for Hebei
dataset were 11 and 34 kg/d for DMI, 0.30 and 2.30 for FE, and 170 and 675 g/d for methane.
The thresholds used to clean the Walloon dataset were 12.50 kg/d and 29 kg/d for DMI, 0.60
and 2.30 for FE, and 158 and 648 g/d for methane. The descriptive statistics of these datasets
are given in Table 5-7.

The LSMEANS evolutions of BW predictions within and between lactations are illustrated
in Figure 5-2. For the first parity and from the Hebei dataset, the BW predictions ranged
between 540 to 600 kg for the predictions obtained from Mod1 to Mod4, between 540 to 560
kg for the values predicted from Mod5, and between 590 to 680 kg for the prediction
obtained from ModO. For the first parity Walloon cows, the BW predictions ranged between
540 to 620 kg for the predictions obtained from Mod1l to Mod4, between 560 to 590 kg for
the values predicted from Mod5, and between 590 to 680 kg for the prediction coming from
Mod0. For the second parity the BW predictions ranged between around 580 to 700 kg for
BW predictions obtained from the different models used. For the third parity, the BW
predictions varied between 610 to 740 kg. In early lactation (i.e., DIM within the first 100
days), these BW ranges were consistent with the BW values reported by Poncheki et al.(2015)
from Holstein dairy cows. The values found by those authors ranged between 521 to 575 kg
for the first parity, between 609 and 654 kg for the 2nd parity, and between 648 and 700 kg
for the 3rd parity. In the middle and late lactation (i.e., DIM from 120" to 300" days), these
BW predictions were also within the range observed by Miller et al.(1969). Those authors
found BW records comprised between 576 to 626 kg for the first parity, between 630 to 682
kg for the 2nd parity, and between 670 to 724 kg for the 3rd parity.

However, the BW values predicted from Modl to Mod4 showed a strong linear
relationship with the DIM (Figure 5-2). This tendency was not observed for the BW
predictions obtained from ModO and Mod5. From the Hebei dataset, the BW predictions
obtained from these 2 models were, respectively, always higher or lower than BW values
predicted from Mod1-Mod4. From the Walloon dataset, the predictions from Mod5 were first
higher until around 150" DIM and then were lower. For Mod0, the BW values were always
higher than other BW predictions. From both datasets, the BW predictions from Mod5
dropped at the beginning of lactation and then increased slightly with the DIM. As reported
by literature, the BW always dropped at the early lactation and then recovered slightly later
(van Knegsel et al., 2007a). This drop is related to the negative energy balance of the cows
after calving as body reserves is mobilized to fulfill the energy gap between the energy intake
and the energy required for ensuring the milk production and the maintenance (van Knegsel
et al., 2007a). A research done by Rehék et al.(2012) reported the BW loss of Holstein cow at
the early lactation (i.e., DIM around 50" day) can be around 40 kg and then BW moderately
increases until the end of lactation. From the same report, the BW of Holstein cow recovered
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to their body condition just before calving at around 28 weeks after calving. In conclusion,
BWS5 was more in agreement with the expected BW evolution trend across DIM.
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Figure 5-2. Evolution of least squares means of body weights predicted using the 5 available
models between and within lactations; A, C, E and B, D, F denote the first, second, and third
parity of cows from Hebei and Walloon dataset respectively; ModO is the body weight predicted
using the equation proposed by Soyeurt et al. (2019).
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The LSMEANS of BW predictions calculated for the herd*test-date fixed effect was used
to depict the evolution of predicted BW following the month of test (Figure 5-3). From both
datasets, the BW predictions from Mod5 were always lower than the ones obtained from
other equations (i.e., Modl to Mod 4) while the ModO gave always higher values. All BW
predictions dropped during the summer period and then increased slightly until November.
For the Walloon dataset, the main reason is the higher mobility of cows and the feeding
changes occurring at this period. Indeed, the cows are on pasture during the spring and
summer (Peeters, 2010). As the LSMEANS of BW was calculated based on the test month
removing the other variations like the lactation stage and the year of test, the BW loss across
the test month was thereby caused by the moment of test. During this period, the cows had
grass-based diet which leading to more variable of the cow. As a result, the energy allocation
status changed a bit to the activity of the cows, therefore, the cows might be lighter. Moreover,
same as the Hebei dairy cows, this trend can be punctually impacted by the heat stress during
the summer time as the high temperatures in the summer involve a discomfort of the cow
(NRC, 1988), leading to a drop of feed intake which is followed potentially by a BW loss
(Rees, 1964). Based on the observed annual variation of predictions, Mod5 seems also to be
the most optimal model.
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Figure 5-3. The evolution of the least squares means of different predicted body weights by test
month. A and B represent the Hebei and Walloon datasets, respectively.

So, based on the obtained results from DHI datasets, 2 classes of BW equations seem to
exist: Mod1-Mod4 v.s. Mod5. This splitting is directly related to the number of spectral
variables included in the predictive model. The higher number of spectral features included in
Mod5 allowed the predictions to have a more expected curve within and between lactations
as well as per month of test. The same trend was observed for Mod0. However, this equation
developed in the past on a more limited dataset seemed to over-estimate the BW.
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4. Predictions of feed efficiency at large and individual scales

The main objective of this thesis is to propose a tool to predict the feed efficiency of a cow
at large and individual scales. As mentioned previously, this could be done by using the NRC
equation (NRC, 2001) and dairy traits routinely recorded by DHI organizations. Similar to
the work done until now for BW, the relevancy of predicted FE was studied by observing its
evolution following the parity, the stage of lactation, and the month of test. This was achieved
by estimating the LSMEANS for cDIM*parity and herd*test-date effects from the four
datasets used previously to model BW predictions.

4.1 Prediction of feed efficiency from reference datasets

The descriptive statistics of FE records used in this section are given in Table 5-4. The
distribution of the assumed reference and predicted FE values are shown in Figure 5-4. For
the reference data set, a mode FE value of 1.88 kg of milk/kg DM was obtained. The average
FE was 1.57+£0.51 kg of milk/kg DM. Similarly to the descriptive statistic (Table 5-4), the
predicted FE followed well the assumed reference values. For the validation set, the assumed
reference FE values presented a normal distribution (mean=1.25 kg of milk/kg DM, SD=0.13
kg of milk/kg DM) and followed also the assumed FE values. Compared to the behaviors
observed for BW predictions (Figure 5-1), the trends between FE predictions within lactation
were more similar to the assumed reference FE values. The main reason for that is related to
the way of calculating reference FE. Indeed, the FE values assumed here to be the reference
is in reality a prediction as DMI was predicted using NRC equation. Therefore, it is logical to
have a smoother signal as the trait is less noisy. The closeness between assumed reference
and predicted FE points can also be explained by the fact that the predicted BW is only one of
the features used to predict FE. However, bigger differences within lactation were observed
for the first parity from the validation set (Figure 5-5 A). This can be attributed to higher BW
prediction (Figure 5-1 A), leading to having higher predicted DMI values and, therefore,
lower FE estimations (Table 5-4). The similar trend of the predicted FE between BW
equations indicated a good robustness of these values to a moderate change of BW. As
mentioned previously, the reason might result from the formula used to calculate the FE.
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Figure 5-4. The distribution of assumed reference feed efficiency (FE) and predicted FE for
calibration/test, validations sets and DHI data sets.

To explain better the FE evolution, it could be of interest to observe the FPCM evolution
as this trait is the numerator used to calculate FE. As shown in Figure 5-6, the evolution of
FPCM throughout the lactation showed a decreasing trend for both datasets except a flat trend
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observed for the first parity in the validation set (Figure 5-6 A). The reduction of FPCM
degree was up to around 24% (from around 33kg/d to around 25 kg/d) and close to 35%
(from around 43 kg/d to around 28 kg/d) for the validation and calibration sets, respectively.
The evolution trends observed for FPCM were the ones expected. The milk yield has a peak
around 45-90 days in milk (VandeHaar and St-Pierre, 2006). Similarly, the FPCM trends
across DIM observed here were in agreement with the curve observed in Chapter 4 which
was based on a larger Walloon dataset. In the case of the amount of milk production, the
range observed was also within the recommended range formulated by ICAR. Moreover, it
could be also useful to study the DMI evolution by DIM as it was the denominator of FE ratio.
As presented in Figure 5-7, the predicted and assumed reference DMI also revealed an
increased tendency across the lactation stage. In specific, the increase of DMI was not
dramatic for the validation set, the maximum increase was around 20% (from around 15 kg/d
to around 19 kg/d); the increase was up to 50% (from around 14 kg/d to around 21 kg/d) for
the calibration/test sets. Therefore, it is reasonable to observe a decreasing trend of the
predicted or assumed reference FE as the formula used to calculate the FE was constituted by
the FPCM as numerator and the DMI as denominator. The DMI evolution trends at the first 5
classes of DIM were inconsistent with the findings reported by van Knegsel et al.(2007b).
These authors found that the DMI of Holstein-Friesian cows presented an increased trend
calving to around 60 days in milk. In another study, based on 224,174 records from
Holstein-Friesian cows coming from 9 countries, the DMI peak was reported at 50 to 60 days
in milk and then hold steady or slightly decrease until the late lactation (around 300 DIM)
(Berry et al., 2014). Also, from the same study, the DMI of cows varied between 5 and 23
kg/d which is in agreement with the results observed here. Regarding the trend of the DMI
evolution, the current study was inconsistent with the evolution mentioned by their study
except for the first lactation of the calibration/test set.
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Figure 5-5. The least squares means evolution of the predicted feed efficiency within lactation.
A, C, and E represent the first, second and third parity for the validation set (Australia dataset),
respectively; B, D, and F are the first, second and third parity for the calibration set, respectively.
FE1 to FES5 are the corresponding feed efficiency predicted using bodyweight records predicted
from Mod1 to Mod5; FEref is the feed efficiency calculated using the observed body weight.

The reason could be due to the cows at first lactation were not mature and still growing even
during the late lactation time (Dado and Allen, 1994). Another reason could be due to the lack
of data as the current data is not representative of the dairy cow population.
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Figure 5-6. The least squares means evolution of the fat- and protein- corrected milk
production within and between lactation across the lactation stage. A represents the validation set
(Australia dataset); B respects the calibration/test set.

So, based on the evolution of DMI and FPCM, it is expected to observe a FE lactation
trend. The comparison of FE results obtained in this study with the literature must be done
with caution as there are different ratios to assess the FE: the ratio between milk yield to DMI,
the ratio of the energy corrected milk to DMI, the ratio of FPCM to DMI (Chapter 1). Before
comparing the lactation trend, it is interesting to observe that the descriptive statistics of FE
were presented a larger variability compared to the literature. Indeed, some articles reported
the following ranges of FE (i.e., FPFCM/DMI): between 1.16 and 1.41 kg of milk/kg DM of
the mean from 21 Holstein cows belong to different classes (Zucali et al., 2016); between
1.15 and 1.35 kg of milk/kg DM of the mean for Holstein cows consuming diets with
different protein level at 224454 days in milk (Barros et al., 2017); and between 1.44 and
1.62 kg of milk/kg DM for Holstein cows at 61423 days in milk fed under different diet
conditions (Guyader et al., 2016). But, there was another report obtained a FE (FPCM/DMI)
for the Holstein cows up to 1.75 on average at the 87436 DIM (Aguerre et al., 2016), which
was closer to the results revealed in the current study in the validation data sets with reference
BW values. Moreover, from the ratio of milk yield to DMI, St-Pierre.(2008) reported that the
highest FE occurred at the early stage of lactation, and then the FE values decreased
monotonically until the late lactation. This finding is in agreement with the trend observed in
the current study. Most recently, the FE (FPCM/DMI) was reported up to 2.7 kg of milk/kg
DM at the start of the lactation and gradually went to around 1.4 kg of milk/kg DM and
presented a slight decrease tendency until the mid-lactation (DIM around 150 days) for 40
first parity Holstein cows (Seymour et al., 2020). This FE evolution trend and the values were
in agreement with the current study too.
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Figure 5-7. The least squares means evolution of the predicted dry matter intake (DMI) within
lactation by the lactation stage. A, C, and E represent the first, second and third parity for the
validation set (Australia dataset), respectively; B, D, and F are the first, second and third parity
for the calibration set, respectively. DMI1 to DMI5 are the corresponding dry matter intake
predicted using bodyweight records predicted from Mod1 to Mod5; DMIref is the dry matter
intake calculated using the observed body weight.
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However, there is no need to deeper explain the results obtained using the calibration and
validation sets as those sets were not representative of a typical cow population. Therefore,
there is more interest to observe the lactation LSMEANS curves based on DHI datasets.

4.2 Prediction of feed efficiency from dairy herd improvement datasets

To assess the interest of using FE, we have also studied its relationships with other FE
related traits like DMI and methane. The quantity of methane was predicted using the
equations developed by Vanlierde et al.(2019) from milk yield, parity, DIM, breed, and milk
MIR spectrum. To avoid the presence of outliers, the Hebei and Walloon data sets were
cleaned before the LSMEANS calculation by deleting the 1% upper and lower extreme
values of the predicted FE, DMI, and methane. The thresholds used for Hebei dataset were 11
and 34 kg/d for DMI, 0.30 and 2.30 kg of milk/kg DM for FE, and 170 and 675 g/d for
methane. The thresholds used to clean the Walloon dataset were 12.50 kg/d and 29 kg/d for
DMI, 0.60 and 2.30 for FE, and 158 and 648 g/d for methane. The descriptive statistics of
these datasets are given in Table 5-7. According to the literature, the possible range for DMI
estimated from Holstein cows is from 5 to 43.28 kg/d (Gulay et al., 2003, Phuong et al., 2013,
Berry et al., 2014); from 0.90 to 2.7 kg of milk/kg DM for FE estimated using the ratio
FPCM/DMI (Donoghue et al., 2016, Zucali et al., 2016, Seymour et al., 2020); from 267 g/d
(Danielsson et al., 2012) to 648 g/d (Aguerre et al., 2011) for the methane emissions. In
conclusion, the thresholds we used in this cleaning step was inconsistent with the literature.
Moreover, the average MIR predicted methane yield expressed as grams of methane by unit
of milk yield was 16 g/kg of milk for both Hebei and Walloon data sets. This was similar to
the value of 16.4 g/kg of FPCM reported by van Gastelen et al.(2017) observed from 29
Holstein dairy cows. However, the current study had a larger SD (5 g/kg of milk v.s. 1.87
g/kg of milk) which might be mainly due to the larger data size used in this study. The
average MIR predicted methane yield expressed as unit of predicted DMI was of 19 g/kg of
predicted DMI for both Hebei and Walloon data sets. This value was in agreement with the
ones reported in literature. For instance, Charmley et al.(2016) reported in average a value of
21 +0.45 g of CH4/kg of DMI from dairy cows belonging to several breeds. van Gastelen et
al.(2017) observed a methane production of 24.1 £1.87 g/kg of DMI for Holstein dairy cows.
As the datasets used in the current study were large, the bigger range of methane production
in the current study might attribute to the diet variation as the enteric fermentation was
impacted by the diet considerably (Olijhoek et al., 2018). However, it is also important to
consider that our results coming from a prediction and cannot be considered as reference
values.

Although the predicted BW varied differently among equations, as we addressed
previously, the prediction of FE was more robust to a moderate change of BW. This was
observable based on the comparison of the descriptive statistics observed for FE using the
different BW equations (Table 5-7). The distribution of the predicted FE values for the DHI
data sets are given in Figure 5-4. The predicted FE from different models presented a normal
distribution for both data sets. The LSMEANS trends within and between lactations for the
predicted FE are depicted in Figure 5-8. Generally, the evolution of FE from both the Hebei
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and Walloon DHI datasets presented a decreased trend following the DIM. The FPCM yield
decreased after its peak located at around 50th DIM from both DHI datasets (Figure 5-10 A,
B). The predicted DMI had a peak at around 90 to 100" DIM from the two studied dairy cow
populations (Figure 5-11). As the FE was the ratio of FPCM to DMI, there was logical to
observe the lower values of FE at the period around 60 to 100 days DIM. This lactation trend
is similar to the ones observed in the calibration and validation sets (Figure 5-5) which was in
agreement with the literature (St-Pierre, 2008, Seymour et al., 2020). These FE values are
similar to the ones predicted in Chapter 4 (Table 4-1, IC=1/FE). This is expected as both
studies shared identical records. Moreover, the high and low FE values observed in Table 5-7
were also within the published range 0.90 - 2.70 (Zucali et al., 2016, Barros et al., 2017,
Seymour et al., 2020). However, the FE range observed in this section was lower and the
trend was smoother than the ones observed in the data sets with BW reference values. The
reason might be due to the larger data size allowing a better more representability.

Besides the evolution trends within and between lactations, the FE varied also in function
of the month of test. The trends of predicted FE LSMEANS per month of test were similar
from both Hebei and Walloon datasets (Figure 5-9). The predicted FE decreased during the
summer time as also observed for the predicted BW (Figure 5-3).
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This was expected due to the changes of diet occurring at this period for most of the Walloon
cows. This change impacted negatively both FPCM (Figure 5-10 D) and DMI (Figure 5-11)
explaining the low FE values. For the Hebei (Figure 5-10 C) and Walloon data sets, the most
possible reason could be related to the heat stress (Ranjitkar et al., 2020). Additionally, for the
Walloon set, the drop might also be related to the more activity of the animals in the same pasture
time.

In order to confirm the relevancy of the proposed FE prediction tool, we have also decided to
calculate the correlation coefficients between FE predictions and predicted BW, DMI, and milk
yield (MY) in order to compare them with the literature. The results are given in Table 5-8. The
correlation between milk yield with FE ranged between 0.80 and 0.83 from both databases. This
is inconsistent with the values (between 0.77 and 0.80) observed in Chapter 4 (FE expressed as
IC=1/FE). Using FE expressed as ratio of FCM to DMI, (Hooven et al., 1968) reported slightly
lower values which varied from 0.62 to 0.70. This high correlation was expected as the milk yield
is used to calculate FPCM. Phuong et al.(2013) mentioned that the FPCM production was a
significant factor to affect FE.

The correlation values of FE with the predicted BW values were slightly negative for BW
predicted from Mod1-Mod4 (around —0.15) but were positive with Mod5 and ModO (the average
was 0.16 for Hebei data set and 0.01 for Walloon data set). The correlation values for Mod5 and
Mod1 were similar to the values observed in Chapter 4 (coefficient values were 0.16 and 0.08
between BW and IC for Holstein cows of first and second parity.) These low correlation values
are related to the quadratic relationship existing between BW and FE (Hooven et al., 1968,
Badinga et al., 1985).
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The predicted DMI and FE had a positive relationship as the correlation coefficients were
around 0.50 and around 0.20 from the Hebei and Walloon data set, respectively. From the
literature, this correlation between DMI and FE differs a lot. For instance, there was a
negative correlation (r=—0.32) between DMI and FE expressed as ratio of milk yield to DMI
but this value was not significant (p > 0.05) (Britt et al., 2003). A negative correlation (r=—
0.51) was also reported between DMI and FE expressed as ECM/DMI (Ben Meir et al., 2018).
However, according to the result from Barros et al.(2017), there was positive (r=0.53)
correlation between DMI and FE expressed as FPCM/DMI estimated for Holstein cows. This
is in agreement with our findings and the results mentioned in Chapter 4. This could be due to
the fact that the cows tend to partition the nutrients to the maintenance requirement first and
then after a certain limit to the milk production. A linear relation was found between FE and
DMI) (Figure 5-13).
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Figure 5-11. The least squares means evolution of the predicted dry matter intake (DMI) within
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Hebei set, respectively; B, D, and F are the first, second and third parity for the Walloon set,

respectively. DMI1 to DMIS5 are the corresponding dry matter intake predicted using bodyweight
records predicted from Mod1 to Mod5; DMIO is the dry matter intake calculated using the
predicted body weight of ModO.
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Table 5-8 The Pearson correlation coefficients of the feed efficiency related traits (p < 0.001).
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FEO 013 -0.16 -0.12 -0.2 -0.15 0.13 081 0.23 -0.64 -0.19

FE1 018 -0.17 -0.13 -0.21 -0.16 0.15 0.82 0.23 -0.64 -0.20

Hebei FE2 018 -0.17 -0.14 -0.21 -0.17 0.15 0.82 0.23 -0.64 -0.19

FE3 018 -0.17 -0.13 -0.21 -0.17 0.15 0.82 0.23 -0.64 -0.20

FE4 018 -0.18 -0.14 -0.21 -0.17 0.15 0.82 0.23 -0.64 -0.19

FE5 018 -0.14 -01 -0.18 -0.13 0.08 0.83 0.22 -0.66 -0.21

FEO 001 -0.19 -0.17 -021 -0.2 0.03 0.80 0.06 -0.69 -0.06

FE1 002 -022 -02 -024 -0.23 0.01 0.80 0.04 -0.70 -0.08

Walloon FE2 001 -0.22 -0.21 -0.24 -0.23 0.01 0.80 0.04 -0.69 -0.08

FE3 002 -022 -02 -024 -0.23 0.01 0.80 0.04 -0.70 -0.08

FE4 001 -0.22 -0.21 -0.24 -0.23 0.01 0.80 0.04 -0.69 -0.08

FE5 002 -0.19 -018 -022 -02 O 0.81 0.03 -0.71 -0.10

“The number 0 denotes the values predicted from the model proposed by Soyeurt et al.(2019) and 1 to
5 are the models (Mod1 to Mod5) proposed in the current study; Correlation values between FE and
methane yield (g/kg DMI) were averaged among different models.

In conclusion, the observed lactation and month trends as well as the correlation values
obtained with milk yield, BW, and DMI were in agreement with the literature confirming the
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interest of the developed FE prediction tool. As it requires only information based on the
animal characteristics and milk MIR spectrum, this tool had promising usefulness to allow
farmers to follow the FE routinely to order to optimize their milk production and to check the
health status of their dairy cows.
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Figure 5-13. The FE evolution by dry matter intake from the calibration/test and validation
sets.

Moreover, as we have mentioned in Chapter 1 that there is a relationship between the feed
efficiency and the GHG emissions, the correlation values between the predicted FE and the
predicted MIR methane yield (g/day) were calculated. A slightly positive relationship was
observed when the methane yield was expressed as grams per day (Table 5-8). The
correlation values varied between 0.03 and 0.20 for the Heibei and Walloon DHI datasets,
respectively. To our knowledge, there is no available article already published mentioning
this correlation. However, a moderate positive correlation (r=0.47) between daily methane
production measured using respiration chambers and DMI was reported by Blore et al.(2020).
Positive correlations of 0.18 and 0.33 were also found in this study using predicted MIR
methane and predicted DMI from Hebei and Walloon datasets, respectively. Due to the
positive correlations found in this study between DMI and FE, it is reasonable to observe a
positive correlation between FE and methane yield. Moreover, the counterbalance between
DMI and milk production might also result in a weaker correlation between FE and methane
yield (Lassen et al., 2012). This explained the weak relationship between methane yield
expressed as unit of DMI found in the current study (Table 5-8, expressed as average values
among different models). The milk production was also reported to be positively related to
the methane output; r? varied from 0.50 to 0.63 (Yan et al., 2010). Also, from the same study,
the efficiency of utilization of metabolic energy for lactation was negatively linked to the
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methane energy output and demonstrated that the high productive cows would produce less
methane. The variation of relationship between FE and methane yield expressed on different
basis revealed the relevance to use the methane density (e.g., g/kg milk yield; g/kg DMI)
instead of the methane yield (e.g., g/day) as the production reflects better the economic
dimension or the cow FE (Vanlierde, 2019).

Conclusions and perspectives

To ensure the sustainability of dairy farming, knowing the feed efficiency of the cow on a
routine basis is essential. So, the global aim of this thesis was to develop a FE prediction tool
available at individual and large scales. To achieve this objective, it was of interest to use the
data routinely collected by DHI organizations. So, this explains why the current thesis used
the ratio of FPCM to DMI to assess the FE of a cow at a specific test-day.

Unfortunately, due to the cost and labor constraints, it is still difficult to collect the DMI
records routinely in all commercial herds. So, in this thesis, we have tried to improve the
robustness and the accuracy of a past model predicting the test-day BW of dairy cows from
milk MIR spectrum and animal characteristics in order to estimate test-day DMI from NRC
equation. Even if the prediction performances on calibration and validation sets did not seem
to be improved, the extension of the calibration set from 721 to 1,658 records allowed to
solve the issue of an observed over-estimation of BW within lactation. Moreover, we had
formulated the hypothesis in this work that the use of a selection feature algorithm during the
calibration process could improve the model robustness. However, no strong improvement
was observed for the reduced models based on the calibration and validation sets. Indeed, the
selection of features leads to keep only 2 spectral points in addition to the milk yield, parity
and DIM (Mod1-Mod4) limiting the ability of the model to fit well the cow variability within
lactation and per test month. There was a lack of BW loss at the early stage of lactation or
during the grazing period for the models built using the feature selection. Therefore, the
consideration of a higher number of spectral records as done in the past research and for
Mod5 was more relevant. This could be related to the fact that the 277 spectral points used
were, in a certain way, already selected as they were chosen based on the experience gained
through the development of other MIR equations. However, the low number of records in the
late lactation might result in an under-fitting of the model and lead to a problematic
prediction of BW for the cows in late lactation. Moreover, as consecutive MIR points are
known to be highly correlated, the bandwidth averaging around the two obtained final 2 MIR
points could help to improve the model performance as well as the obtaining of expected BW
evolution shape across DIM. This could be further tested. In conclusion, the results obtained
in this thesis confirmed the possibility to predict a BW record with an average accuracy of
around 50-60 kg using traits routinely recorded by DHI. This accuracy can be considered as
good in regard with the within day variability of BW, as we know the other methods like
3D-carema also having an accuracy of around 43 kg (i.e., considering the cost and accuracy)
(Chapter 2). However, even if some differences in the lactation or monthly patterns between
BW models, the FE records estimated from those BW predictions were less sensible to a
moderate change of BW values. Indeed, correlation coefficients greater than 0.99 were
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observed between FE records estimated from BW predicted using the different developed
equations from both DHI datasets. The accuracy of FE estimated using the NRC equation and
predicted BW was comprised between 0.05 and 0.06, which can be also considered as good
as this represents less than 5% of the variation. Furthermore, the descriptive statistics as well
as lactation and monthly tendencies observed for predicted FE were in agreement with the
literature.

Predicting FE or BW indicators at individual and large scales is therefore currently
feasible. However, independently of the inherent model accuracies, there is still a risk when
applying those models to large datasets to obtain erroneous predictions. The reasons can be
related to the use of poor quality of spectral data or the realization of a prediction from a
spectral extrapolation. So, as it was not possible to implement the modalities of the ring test
for BW prediction process as this trait cannot be measured using chemical milk analysis, we
have tested 3 statistical methods easy to use in the DHI framework and their combinations to
solve this issue. From the obtained findings, the combination of the method deleting the 1%
of extreme low and high predicted values (M1) with the one deleting records if their GH
distance with the BW calibration set is higher than 5 (M2) allowed to improve the RMSD
without deleting a large amount of data. However, if the pursued aim is to have the lowest
RMSD (i.e., the highest gain), the combination of M2 or another method deleting records if
the absolute fat difference for the considered sample is higher than 0.30 g/dL of milk (M3)
must be preferred. This cleaning procedure must be applied by the DHI organizations if they
want to use BW and, therefore, FE predictions for practical applications.

In conclusion, the work done in this thesis reached the pursued objective as a FE
prediction tool was developed and is now available for DHI organizations. Moreover, the
work done in this thesis proves the feasibility to apply the developed models on real DHI
databases and the relevancy of the obtained predictions. However, work is never finished and
some further investigations can be proposed.

First, the estimation of FE used the equation developed by NRC to predict DMI. So, a
reasonable questioning concerns the potentiality to develop directly a MIR based DMI
equation. Indeed, some works are already published on this topic (Lahart et al., 2019).
However, through the current research context, it is difficult to create a representative DMI
calibration set. Indeed, the equipment is mainly available on research farms in which the
animal genetics and/or the feeding or management practices are not representative of the
dairy cow population. This lack of variability could have a detrimental effect on the model
accuracy (Grelet et al., 2020). The development of an equation predicting BW did not present
this inconvenience as the measurement method can be easily implemented in different farms.
However, this does not mean that there is no interest to develop a DMI equation. This
highlights only the need to have a large acquisition of DMI data. This could be reached by
creating an international collaboration in order to share DMI records, similarly to the work
done currently for the development of MIR methane equation. If a such calibration is
available, a study could be conducted to compare the approach using NRC equation and
predicted BW vs. a direct prediction of DMI.

Second, even if the current work improved the prediction performance of BW equation by
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adding new samples in the calibration set, the BW variability could be still better considered.
Indeed, from the Australian and Hebei datasets, some samples to predict had a very high GH
distance suggesting the interest to still increase the calibration set. However, a part of this
variability could be also related to the fact that the spectral data of those samples were
provided by a Bentley spectrometer. Indeed, a standardization procedure was applied on the
spectral to convert them into a Foss basis, which is the spectral format used to build the
equation. Unfortunately, this standardization was not operate using the most appropriate way.
Indeed, it is better to have a short period between the estimation of the standardization
coefficients and the spectral acquisition in order to reflect as close as possible the current
existing spectral variability. So, if we want to add new samples in the calibration set, it must
be important to standardize the spectral data in the best condition.

Third, it was shown in this thesis that Mod5 and ModO had a different behavior for the
spectral data coming from the Bentley spectrometer. We have made the hypothesis that this
was related to the standardization as mentioned previously. Grelet et al.(2020) recommended
using the 212 spectra having the highest reproducibility between instruments. In this study,
we have used 277 spectral points. Therefore, a potential improvement could consist of
reducing a little bit the number of spectral points with the hope that this reduction will not be
linked to a lack of model fit within the lactation or the year as we have observed for
Mod1-Mod4. Additionally, the in time standardization could also benefit the accuracy of the
predictive models.

Fourth, although the current study highlighted the feasibility to predict routinely the
test-day FE at cow level using phenotypes such as milk yield, parity, days in milk, as well as
the MIR spectral points, there exists also other variables that could be informative to improve
the BW or FE predictive models. For instance, the diet information, the ruminal parameters,
the reproductive status (Poncheki et al., 2015) are some of them. Age was reported as a key
factor affected the BW of cows (Miller and Hooven, 1970) as well as the weather condition
(Hooven et al., 1968). Indeed, the BW gain is lower during the summer time (Schultze and
Davis, 1961). Temperature humidity index (THI) could affect the body temperature of cows
and, thereby, the heat stress status and the maintenance of cows (Dikmen and Hansen, 2009).
Accordingly, THI could affect the body maintenance status of cows, and thereby could be the
latent predictor of energy balance (e.g., BW changes) of the dairy cows as well (Berman,
2005). It is interesting to note that, at the beginning of this study, the month of test was
attempted to be adopted into the BW predictive models, however, the performance of the
models was not improved (data was not shown) and it was eliminated. This lack of
improvement might be due to the mix of different datasets obtained from several countries
which lead to a potential diversity of weather conditions even if the records were collected at
the same test month. Days open was also reported as another significant (P < 0.01) source of
variation in BW change based on 318 Holstein cows (Miller and Hooven, 1970). The herd
effect was also reported explaining around 30% of the variation in BW and also could be a
latent predictor of BW or FE of dairy cows. The possible reason for that might be due to the
difference in diet and management among herds (Hietanen and Ojala, 1995). Indeed, although
results obtained by Veerkamp et al.(1995) showed no significant effect of diet on the BW or
BCS during the first 26 weeks of lactation, results from other researches revealed the BW or
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BCS differed significantly across different feeding systems (Berry et al., 2006). Similarly, the
impact of the diet concentrate level on the dairy cow FE was highlighted. For example, using
the definition of FE equal to FCM divided by the net energy consumed, the cows consumed
all-forage ration were 1.5 times more efficient than the cows given forage plus concentrate
diet even if the milk production only accounts for 83% of the later cows (Richardson et al.,
1971). The fat percentage change at the early lactation was also an indicator of the negative
energy balance (de Vries and Veerkamp, 2000) which was related to BW. So, fat content
change could be a potential predictor of BW. However, this information is predicted
accurately using the milk MIR spectral data. Therefore, this variable would be redundant if
we consider the spectrum as features in the BW or FE equations. In addition, the age within
parity, calving year/season, and breed are factors contributing to the changes of BCS (Bastin
and Gengler, 2013). Additionally, the time of feed supply to animals and the excretion of
feces and urine could influence the daily variation of BW (Cho et al., 2020). Consequently,
all of those variables, mentioned above, could be considered in further studies to improve the
BW or FE modelling. Based on the consideration of these additional factors, the profile of
BW or FE could be more accurate. Unfortunately, many of those features are not recorded
routinely. Finally, in the view of improving reference BW accuracy, defining a protocol could
be of interest when measuring the BW of cows to determine whether the variation from feces
and urine should be considered.

Another issue concerns the thresholds used to clean the dataset especially for method 3
which fixed the limitation of the absolute fat residual difference at 0.30 g/dL of milk. This
threshold could be changed in function of the dataset used by using the methodology
proposed in this thesis. Moreover, the typical trends of BW across the DIM and parity are
quadratic. Due to the limited number of records for several DIM and the lack of data
regarding the late parities, the parity and DIM were considered as linear variables in the
current study. This might lead to a potential bias of the BW prediction. These typical trends
across DIM and parity must be considered in a further study.

Lastly, a reflection must be started about the communication of the FE predictions to the
farmers. (Jud Heinrichs and Ishler, 2016) mentioned that a FE value lower than 1.3 kg of
milk/kg DM should be problematic. However, their calculation was based on the ECM/DMI
ratio. The relevancy of this threshold must be discussed with nutritionists and veterinarians to
confirm its potential. Moreover, due to the high throughput of the proposed FE prediction
methodology, repeated measurements can be easily obtained for many cows allowing the
possibility to compare herds between them and also to investigate the interest of considering
this trait in a selection program and for the development of genomic equation.
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