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Acronyms and abbreviations

Term Abbreviation
Apache Point Observatory Galactic Evolution Experiment APOGEE
Convolutional neural network CNN
(internal) data release (1)DR
European Southern Observatory ESO
Fiber Large Array Multi-Element Spectrograph FLAMES
Gaia-ESO survey GES
Gaia Radial Velocity Spectrometer Gaia-RVS
Model Atmospheres with Radiative and Convective Scheme MARCS
(non-)local thermodynamic equilibrium (N)LTE
Rectified Linear Unit ReLU
Radial velocity RV
RAdial Velocity Experiment RAVE
Signal-to-noise ratio S/N
t-distributed stochastic neighbor embedding t-SNE
Ultraviolet and Visual Echelle Spectrograph UVES
Very Large Telescope VLT
William Herschel Telescope Enhanced Area Velocity Explorer WEAVE
4-metre Multi-Object Spectrograph Telescope 4MOST




Aims and novelty

The main aim of this work is to build and train convolutional neural networks
that can efficiently parameterize large numbers of stellar spectra. The networks
predict multiple stellar atmospheric parameters and chemical abundances si-
multaneously, accurately, and precisely. This thesis aims to show that novel
machine learning methods offer reliable tools that will aid in harnessing the
full potential of upcoming large-scale spectroscopic surveys. It will be shown
that the quality of the network predictions depends strongly on the quality of
the training spectra and the associated labels. Training labels are determined
with classical spectroscopic methods. To be able to judge the performance of
the network, it is important to know how the training set was built and what
its limitations are. The methods developed for this thesis improve on previous
similar studies in terms of network architecture complexity, training strategies,
and the assessment of the accuracy and precision of the network predictions. It
is shown that convolutional neural networks are able to identify relevant spec-
tral lines. The network predicts labels from these lines in a way that is intuitive
and consistent with how classical methods analyze stellar spectra. Relying
on existing spectral features provides important explainability of the network
predictions and is key for finding chemically peculiar stars. The publications
related to this thesis are part of the preparations for the upcoming WEAVE
and 4MOST surveys. Each of these surveys will provide spectra of several
million stars located in all parts of the Milky Way galaxy. The usefulness of
the here developed methods has been confirmed in the recent literature, where
they have been extended to investigate more than 800 000 Gaia-RVS spectra.



Statements of this thesis

1. Stars in the globular cluster NGC 1851 can be separated into two sub-
samples, with a difference of 0.07 dex in the mean metallicity. The
subsamples also differ in their mean carbon-to-nitrogen ratios and abun-
dances of the s-processed neutron-capture elements Y, Zr, Ba, La, Ce,
and Nd. The average difference of these s-processed elements in the
two subpopulations is 0.35 dex. We found no notable distinction in the
average abundance-to-iron ratios of carbon, europium, - and iron-peak
elements.

2. We can determine if a newly observed spectrum is similar in shape to
a set of training set spectra with the unsupervised machine-learning al-
gorithm t-SNE. The results for a training-like test set, with spectra of
similar shape and S/N ranges as the training set, are in good agreement
with the GES input values. We find that the quality of the CNN results
degrades for spectra with S/N < 30, especially for abundance predic-
tions. Observed spectra that are different from the training set spectra
are not parameterized accurately.

3. After training, convolutional neural networks can simultaneously predict
stellar atmospheric parameters Tt and log(g), and the chemical abun-
dances [Mg/Fe], [Al/Fe], and [Fe/H] from ~ 35 000 stellar spectra in a
few minutes. The training precision is 37 K for T, 0.06 dex for log(g),
and < 0.08 dex for all predicted chemical abundances.

We investigated the Mg-Al anti-correlation in globular clusters, ranging
from —0.92 to —1.40 dex in metallicity. In the most metal-poor clus-
ters, where our training set contains only a few stars, our CNN mainly
recovers the Al spread in the clusters. The match between GES Mg-Al
anti-correlation and CNN anti-correlation is improving for clusters with
higher [Fe/H], where the training data is denser.

Based on the CNN label predictions for [Mg/Fe] and [Fe/H], we sepa-
rated our sample stars into a thin- and a thick-disk population. We find
that the thick disk stars are on average 1 Gyr older than the thin disk
stars. The orbit eccentricities of the thick disk stars show a negative
trend with [Fe/H] (Ae/A[Fe/H] = —0.26). These CNN-based results are
consistent with similar studies in the literature.
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4. We found 31 previously unidentified lithium-rich giants in the Gaia-
ESO iDR6 data set by training a convolutional neural network to pre-
dict Li abundances. The predicted A(Li) of all of these giants exceeds
2 dex, their log(g) is lower than 3.5 dex. The precision of the network
label predictions for these 31 stars is high, with eTf < 50 K and elog(g),
e[M/H], and eA(Li) < 0.1 dex. None of these 31 Li-rich giants have pre-
viously been reported in any Gaia-ESO paper, and they do not appear in
the GALAH survey catalog of Li-rich giants in the southern hemisphere.
Lithium-rich giants are rare. Machine learning methods will play a cru-
cial role in finding these objects in the observations of the upcoming
large-scale spectroscopic surveys.

5. Network gradients can be used to demonstrate the sensitivity of our net-
work to various parts of the input spectra. These gradients show that
the network is able to identify absorption features that are relevant for
the predicted stellar parameters and abundances. Our CNN associates
the strengths of the found features to the values of these stellar labels.
Caution must be applied when choosing input labels, because strongly
correlated input labels lead to strongly correlated network gradients. The
network then predicts labels based on unrelated spectral features (for ex-
ample, absolute Al abundance from Mg absorption lines). Inferring stel-
lar parameters from correlations like these can lead to satisfying results
for some spectra. However, stars with exotic chemical compositions will
not be parameterized well.

6. Our training, validation, and test sets have in common that the differ-
ences between CNN predictions and GES values increase at the edges
of the parameter space. At the edges, the number of available training
spectra is small. Increasing the number of training spectra in these pa-
rameter regimes would allow increasing the accuracy (mean bias) of the
CNN predictions, as well as precision as the number of sample observa-
tions increases.

The scatter between predictions from the multiple different CNN mod-
els can be used to assess the internal precision of our network. This
scatter is small: On average 27 K for Tegr, 0.04 for log(g), and 0.03 dex
for [Mg/Fe], [Al/Fe], and [Fe/H] alike. We find that the uncertainties
increase at the edges of the parameter space. The uncertainties also in-
crease as the spectra S/N decreases. Therefore, the spectra S/N and the
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position of the predicted labels in the parameter space should also be
considered when estimating the label precision for individual spectra.
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1 Introduction

The use of machine—learning for the exploration of big data sets in as-
tronomy was predicted over three decades ago (Rosenthal 1988). Yet,
the high computational costs of this method have long delayed its ad-
vance. Some of the first applications of neural networks, a sub-field of
machine—learning, include the automatic detection of sources in astro-
nomical images (SExtractor, Bertin & Arnouts 1996), the morphologi-
cal classification of galaxies (Lahav et al. 1996) and the classification of
stellar spectra (Bailer-Jones 1997). In recent years, the increasing power
of modern computer systems and the possibilities of cloud computing
have led to a growing popularity of machine-learning methods. Pow-
erful open-source libraries such as TensorFlow (Abadi et al. 2015) and
PyTorch (Paszke et al. 2019) for Python programming offer easy-to-use
frameworks for building and training several types of neural networks.

1.1 Analysis of stellar spectra with machine-learning methods

Convolutional Neural-Networks (CNNs) have recently been used to si-
multaneously infer multiple stellar labels (i.e., atmospheric parameters
and chemical abundances) from stellar spectra. Every CNN contains
convolutional layers which enable the network to find extended features
in the input data. In stellar spectra, these features are absorption lines
and continuum points; In 2-D images, such features could be eyes in
a face or star clusters in a spiral galaxy (Bialopetravi¢ius & Narbutis
2020). Neural network methods are purely data-driven and therefore
require no input of any physical laws or models. Instead, during a train-
ing phase, the network learns to associate the strength of spectral fea-
tures with the values of the stellar labels. This requires a training set of
spectra with pre-determined labels, from which the network can learn.
Training sets for spectral analysis typically contain several thousand
stellar spectra with high quality labels. Current spectral surveys, which
provide ~10° spectra with labels, are an ideal testing ground for the
CNN approach to spectral parameterization.

Spectroscopic surveys provide insights into the evolution of indi-
vidual stars, of large-scale structures such as globular clusters and of
the Milky Way galaxy as a whole. Upcoming projects, for example the
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William Herschel Telescope Enhanced Area Velocity Explorer (WEAVE,
Dalton et al. 2018) and the 4-metre Multi-Object Spectroscopic Tele-

scope (4MOST, de Jong et al. 2019) will observe millions of stars. Ef-

ficient automatic tools will be needed to analyze the large number of

spectra that such surveys will deliver.

To find the atmospheric parameters and chemical composition of
stars, classical spectroscopic methods either measure equivalent widths
of absorption lines or compare observed spectra to synthetic spectra.
These synthetic spectra can be generated on-the-fly or are part of a
pre-computed spectral grid. Jofré et al. (2019) provide an overview of
classical spectral analysis methods in the context of large spectroscopic
surveys.

The main benefit of using machine-learning for spectra parameter-
ization is computation speed. While classical methods typically take
several minutes to determine parameters and abundances from a sin-
gle spectrum, a trained CNN can parameterize several 10* spectra in
the same amount of time. This speed is crucial to fully utilize the ca-
pabilities of the upcoming spectra surveys. For instance, 4MOST will
observe ~25 000 stars per night, with the goal of measuring up to 15
abundances per star. Machine-learning will be a way to manage such
large amounts of data every day.

Examples of stellar parameterization using CNNs can be found in
several recent studies. Fabbro et al. (2018) have developed StarNet, a
CNN that can infer the stellar atmospheric parameters directly from ob-
served spectra in the APO Galactic Evolution Experiment (APOGEE,
Majewski et al. 2017). A grid of synthetic spectra was used to train and
test StarNet. Purely observational data from APOGEE DR 14 were used
by Leung & Bovy (2019) to train their astroNN convolutional network.
To mimic the methods of standard spectroscopic analysis, astroNN is
designed to use the whole spectrum when predicting atmospheric pa-
rameters but is limited to individual spectral features for the prediction
of chemical abundances. Guiglion et al. (2020) trained their CNN on
medium-resolution stellar spectra from the RAdial Velocity Experiment
(RAVE, Steinmetz et al. 2020) together with stellar labels that were de-
rived from high-resolution APOGEE DRI16 spectra. They also added
absolute magnitudes and extinction corrections for their sample stars as
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inputs for the network. This information allowed their CNN to put ad-
ditional constraints on its predictions of the effective temperature and
surface gravity.

This thesis tests a CNN approach in the context of the Gaia-ESO
survey (GES, Gilmore et al. 2012; Randich et al. 2013). We use GI-
RAFFE spectra with labels from the sixth internal data release. The
GES survey is designed to complement the astrometric data from the
Gaia space observatory (Gaia Collaboration et al. 2016). The goal of
the present project is to prepare the groundwork for machine—learning
for the next generation of spectroscopic surveys, such as 4MOST and
WEAVE.

1.2 The Gaia-ESO survey

The Gaia-ESO survey is a public spectroscopic survey. Its goal is to
observe more than 10° stars to obtain a homogeneous overview of the
chemical properties of various stellar populations in the Milky Way
galaxy. When combined with the stellar kinematic properties from the
Gaia space mission (Gaia Collaboration et al. 2016), the stellar chemi-
cal compositions provide insights into the formation and assembly his-
tories of the Milky Way bulge, the thin and thick disks, the stellar halo,
as well as globular and open clusters. Figure 1 shows the areas of the
sky which have been observed by the Gaia-ESO survey.

Observations for the survey have been carried out with the FLAMES
instrument of the ESO Very Large Telescope (VLT) in Chile, between
December 2011 and January 2018. FLAMES feeds two different spec-
trographs, GIRAFFE and UVES (Pasquini et al. 2002). Both of these
are multi-object spectrographs. GIRAFFE can observe up to 130 ob-
jects at a time, with intermediate and high resolutions (R ~ 5000 to
R ~ 30000), while UVES provides higher resolution (R ~ 47000) but
can only observe 8 targets at once. The wavelength ranges of both spec-
trographs are divided into several predefined setups that together cover
the whole visual range.

In the Gaia-ESO survey, multiple workgroups analyze the spectra
from different spectrograph setups. The workgroups themselves are
composed of various nodes, located in different countries across Eu-
rope (Gilmore et al. 2022). Each node used slightly different methods
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Figure 1: Fields in the sky as observed by Gaia-ESO survey. Different types of
fields have different colors: Milky Way targets in blue, clusters in green, and
calibration fields in magenta.

to determine the stellar parameters and abundances from the same spec-
tra. The results from the individual nodes were then homogenized by
using benchmark stars. In this work, we employ CNNs to investigate
spectra from the GIRAFFE setups HR10, HR21, and HR15N. The Vil-
nius node analyzed spectra from the GIRAFFE HR10 and HR21 setups
and provided the main stellar atmospheric parameters and abundances
measurements for magnesium, aluminum, and iron, among other ele-
ments. Spectra from the GIRAFFE HR15N setup were investigated by
the Arcetri node. This node measured the lithium abundance for the fi-
nal data release of the survey (Franciosini et al. 2022). In the following
section, we will summarize the methods used by the Vilnius and Arcetri
nodes.

1.2.1 Classical methods for the determination of stellar parameters and
chemical abundances

The term classical refers to methods that use knowledge about the phys-
ical processes within stellar atmospheres. This knowledge allows us to
calculate how the radiation from the deeper layers of a star is trans-
ported through the stellar atmosphere, and how the atmospheric param-
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eters and chemical elements shape the stellar spectra which we observe
on earth. Given this knowledge, we can solve the inverse problem, and
analyze the observed spectra to find the physical conditions in the stars.
An in-depth description of the classical methods for the observation and
analysis of stellar atmospheres is given in the book by Gray (2005).
The main atmospheric parameters of a star are the effective temper-
ature T, surface gravity log(g), the metallicity [M/H]!, and microtur-
bulence velocity v;. The Vilnius node determined these parameters by
finding the model atmospheres, that satisfy the excitation and ionization
balances in the GIRAFFE spectra. First, the equivalent widths of mul-
tiple Fe 1 and Fe 11 absorption lines were measured in every spectrum,
across the whole spectral range. This was done automatically with the
DAOSPEC tool (Stetson & Pancino 2008). The Fe lines were selected
based on a line list that includes wavelengths, excitation potentials, and
oscillator strengths of the absorption lines. Details about the selected
lines and the used atomic data can be found in (Heiter et al. 2021a).
The measured equivalent widths were then used as inputs for the spec-
tral analysis code MOOG (Sneden 1973). The MOOG code calculates
the iron abundance from a given iron line, based on the line’s equiva-
lent width and a given model atmosphere. Spectra from a grid of 1D
MARCS model atmospheres (Gustafsson et al. 2008), assumed to be in
local thermal equilibrium (LTE), were used as inputs for MOOG. These
models are characterized by the parameters T, log(g), and vi. The
model atmospheres were exchanged (by changing the values of Ty,
log(g), and v¢) until all iron abundances from the different lines were
independent of the line excitation potential and equivalent width, and
until Fe 1 and Fe 11 lines yielded the same average iron abundance (ion-
ization balance). A Nelder-Mead simplex search (Nelder & Mead 1965)
was used for the simultaneous optimization of T, log(g), and v¢. Once
the optimization is finished, the metallicity [M/H] is calculated by aver-
aging the Fe abundances measured from all used Fe 1 and Fe 11 lines.
Elemental abundances of magnesium, aluminum, and iron ([Fe/H])
were found with a spectral synthesis method. Synthetic spectra were

IFor clarity, we use [M/H] as the symbol for the metallicity as an atmospheric parameter.
The iron abundance, determined by measuring selected iron absorption lines, is denoted as
[Fe/H].
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computed with the radiation transfer code TURBOSPECTRUM (Plez 2012),
based on the same atomic line lists that are used for measuring the main
atmospheric parameters. Turbospectrum takes MARCS model atmo-
spheres with the previously measured atmospheric parameters as inputs.
In addition to a model atmosphere, elemental abundances are passed as
inputs to Turbospectrum. To measure the elemental abundance from
an absorption line, multiple synthetic spectra with varying input abun-
dances are generated. These synthetic spectra are then compared to the
observed spectrum. The optimal input abundance (the result of the mea-
surement) is found when the difference between the resulting synthetic
spectrum and the observed spectrum is minimal. Examples of synthetic
spectra fits to Mg and Al absorption lines in a GIRAFFE solar spectrum
are shown in Fig. 2. If the input abundance is too low, the absorption
line in the synthetic spectrum is too weak — its flux at the center of
the line is much higher than the flux of the observed spectrum. When
the input abundance is too high, then the flux at the line center is lower
than the observed flux. As will be shown in Sect. 4.3, this physical con-
nection between line depth and elemental abundance is learned by the
CNN during the training phase.

The Arcetri node used a curve of growth method to determine the Li
abundances from the GIRAFFE HR15N spectra. In this approach, the
Li abundance is directly determined from the equivalent width of the Li
1 double feature at ~ 6708 A via an appropriate curve of growth. These
curves show the relation between the abundance of an absorbing ele-
ment and the equivalent width a specific absorption line of the element.
Examples of curves of growths for the Li I double feature in HR15N
are shown in Fig. 3. The shape of the curves depends on the stellar
atmospheric parameters. To choose the appropriate curve of growth,
the parameters of the given star must be known. For their Li measure-
ments, the Arcetri node used atmospheric parameters from an earlier
Gaia-ESO data release. These curves themselves were also computed
by the Arcetri node. In total, they provided a grid of ~120000 curves
for various spectral types, ranging from T = 3000 - 8000 K, logg = 0.5
- 3.5, and [M/H] = —2.50 - 0.50. These curves have been interpolated
to match the atmospheric parameters of the individual stars when deter-
mining the Li abundances. Additional details about the computation of
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Figure 2: Examples of synthetic spectra fits to absorption lines in a GIRAFFE
solar spectrum. Left panel: Fit to the Mg absorption line at 8806.75 A. Right
panel: Fit to the Al doublet around 8773 A. In both panels, the observed GI-
RAFFE spectrum is shown by the black data points. The best fit synthetic
spectra are indicated in color, while synthetic spectra with too low or too high
input abundance are shown in gray.

the curves of growth and the Li abundance measurements can be found
in Franciosini et al. (2022).

1.3 Structure of the thesis

We here outline the structure of the main body of this thesis: The fol-
lowing Section 2 presents an application of the classical spectral analy-
sis methods. Precise abundances determinations from spectra of stars in
the globular cluster NGC 1851 are used to separate the cluster stars into
two chemically distinct subpopulations. The analysis shows that a pre-
cise investigation of multiple chemical elements is necessary to uncover
this chemical separation.

Section 3 gives a theoretical introduction to convolutional neural
networks. While this section does not include any scientific results,
it presents our CNN architecture and explains how its different parts
function. The details of the network training phase and the concept of
network gradients are also given there.
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Figure 3: Curves of growth for FGK stars from Franciosini et al. (2022) for the
Li 1 double feature at ~ 6708 A. The shown curves have been computed for
log(g) = 4.5 and [M/H] = 0.00 dex. The effective temperature for the curves
increases from top to bottom.

In Section 4 it is shown that our convolutional neural network can
predict multiple chemical abundances and atmospheric parameters from
stellar spectra. In the same section, we present a method to identify
spectra that are dissimilar to the training set spectra. The distinction
between training-unlike and training-like spectra is crucial for real-life
applications of neural networks to newly observed spectra. This sec-
tions also shows what exactly the network learns during the training
phase.

In Section 5, we evaluate our network results by investigating some
of the key properties of the Milky Way galaxy. Among others, we re-
visit the globular cluster NGC 1851, this time comparing the magne-
sium and aluminum abundances from Section 2 to the results from our
network. In the same section, we also report the discovery of 31 previ-
ously unidentified lithium-rich giants in the Gaia-ESO iDR6 data set.

Finally, in Sections 6 and 7 we discuss some caveats of our neural
network method and summarize the main points of this thesis.
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2 The need for precise abundance measurements of mul-
tiple chemical elements: Two stellar populations in
the globular cluster NGC 1851

Different elements are produced on different timescales, by various pro-
cesses, in various environments. Studying the chemical composition of
stars in a stellar population therefore gives insight into the evolution of
the stars in the population and the formation history of the population as
awhole. A successful application of this approach is the investigation of
globular clusters in the Milky Way galaxy. Traditionally, these objects
were considered to consist of stars that all have the same age and chem-
ical composition (Bastian & Lardo 2018). It was therefore assumed
that all stars in a globular cluster are of common origin. In the last two
decades, this view has changed. The investigation of high-resolution
spectra of many cluster member stars has revealed a rich chemical vari-
ety of stars in many globular clusters. These chemically peculiar clus-
ters contain stellar populations with varying metallicities and differing
abundances of slow neutron-capture process (s-process) elements (e.g.,
Carretta et al. 2010; Mucciarelli et al. 2015; Kovalev et al. 2019). This
development was made possible by spectroscopic surveys, such as Gaia-
ESO. These surveys provided high-resolution spectra of hundred thou-
sand stars across the Milky Way galaxy in multiple wavelength ranges.

In this section, we present a detailed chemical study of the glob-
ular cluster NGC 1851. Abundances of up to 29 elements have been
studied in 45 red giant stars in this cluster. The analysis reveals the ex-
istence of two chemically distinct sub-clusters. The figures and tables
in the following sections are adapted from TautvaiSiené et al. (2022).
All presented results are based on data that is published on the VizieR
catalogue service?.

Studies like this show the importance of obtaining precise abun-
dances of multiple chemical elements.

Zhttps://doi.org/10.26093/cds/vizier.36580080
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2.1 Data and methods of analysis

The globular cluster NGC 1851 is massive (M = 3.2-105M@) and rela-
tively close with a distance of 15.1 kpc (Baumgardt & Hilker 2018). Its
member stars are clearly separable from Milky Way field stars by the
cluster’s halo-like orbit and high radial velocity (320.5 kms™!, Dinescu
et al. 1999). For details on the target selection for globular clusters
see Pancino et al. (2017a). Observations of the target stars have been
carried out for the Gaia-ESO survey, using the high-resolution UVES
spectrograph (see Sect. 1.2 for the survey details).

For our analysis, we use the stellar atmospheric parameters and
chemical abundances (except those for C, N, and O) which have been
published in the fourth internal data release of the Gaia-ESO survey.
The presented abundances of Na and Ba have been corrected for non-
local thermodynamic equilibrium (NLTE) effects. The Na corrections
were taken from Lind et al. (2011), those for Ba from Korotin et al.
(2014). We determined the abundances of carbon, nitrogen, and oxygen
with a spectral synthesis method, as described in Sect. 1.2.1. Carbon
abundances were measured from the two C, Swan bands at 5135.5 and
5635.2 A. The oxygen abundance was determined by fitting the sin-
gle forbidden [O 1] line at 6300.3 A. Due to the molecular equilibrium
in stellar atmospheres, the C and O abundances are not independent
of each other and have to be measured together. We did this by first
measuring O and keeping its value fixed for the following C measure-
ment. In the next step, the found C abundance was fixed for a new
measurement of O. We repeated this cycle until both O and C abun-
dances do not change anymore. The above-mentioned C and O features
are well suited for measuring abundances because they are not sensitive
to NLTE effects. In the case of the C, Swan bands, this is because they
are formed by purely vibrational transitions. The [O 1] line at 6300.3 A
also forms in LTE due to collisional coupling of the relevant energy lev-
els (Asplund 2005). However, the region in the spectrum around our [O
1] feature is contaminated by telluric lines. For our analysis, we used
only those lines that were unaffected by telluric contamination. We also
accounted for the two weak nickel lines that blend with the [O I] line.
In our line list, we set the oscillator strengths of the two blending Ni
lines to the values given by Johansson et al. (2003). Several '?C!*N
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absorption features in the wavelength interval from 6470—6490 A were
investigated to determine nitrogen abundances. To make our abundance
determination differential to the sun, we calibrated our analysis method
to the solar spectrum from Kurucz (2005).

There are two categories of uncertainty sources in our abundance
determinations. These are systematic errors, which affect all lines in a
stellar spectrum simultaneously, and random errors in the analysis of in-
dividual lines. The systematic errors arise from uncertainties in the de-
termined stellar atmospheric parameters. Random errors in the analysis
of individual spectral lines are mainly due to errors in the normalization
of the observed spectrum.

2.2 Chemical separation based on iron, nitrogen, and s-process
elements

The investigation of the stars’ composition reveals two chemically dis-
tinct sub-populations in the cluster. This distinction is most clear in the
abundances of nitrogen and the s-processed elements (Y, Zr, Ba, La, Ce,
Nd). The right panel of Fig. 1 shows the [s/Fe] ratios of the cluster stars
relative to their nitrogen-to-iron ratio [N/Fe]. In this plot, two groups
of data-points can be identified. Based on this, we separate our sample
stars into the two sub-populations — the population with low average
[s/Fe] and the population with high [s/Fe]. These two groups also differ
in their average iron abundances (left panel of Fig. 1). We therefore
refer to the two groups as the metal-poor and metal-rich populations.
Their [Fe/H] values have a difference of 0.07 dex. The average [Fe/H]
of the metal-rich sample is —0.98 4+ 0.04 dex and the average of the
metal-poor sample is —1.05 + 0.05 dex. The average abundances of the
s-processed elements and nitrogen, as well as the results for the other
elements, are listed in Table 1.
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Figure 4: Chemical separation of cluster stars. Left panel: Average abundances
of s-processed elements relative to [Fe/H]. Right panel: Average abundances
of s-processed elements relative to their [N/Fe]. Our separation of the two
subsamples is indicated by the colors of the data points (metal-rich sample in
blue, metal-poor in red).
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Table 1: Average abundances for the two populations and numbers of stars.

Parameter Metal-poor Metal-rich
Average o N Average o N
[Fe/H] —1.05 0.05 28 —-0.98 0.04 17
A(Li1) spNLTE 0.14 0.66 27 046 0.59 17
[C/Fe] (Cy) —-0.31 0.08 14 -036 0.11 9
[N/Fe] (CN) 047 0.09 12 073 0.14 9
[O/Fe] ([O1]) 0.27 0.18 28 —0.13 020 16
[Na I/Fe] NLTE 0.02 0.23 25 0.32 0.17 16
[Mg 1/Fe] 026 0.08 28 025 0.10 17
[Al1/Fe] 0.17 0.19 28 038 0.15 17
[Si1/Fe] 0.07 0.05 28 0.09 0.05 17
[Ca1/Fe] 0.17 0.05 28 021 0.05 17
[Ca11/Fe] 024 0.12 25 029 0.15 15
[Ti/Fe] 0.14 0.07 28 0.16 0.08 17
[Ti1/Fe] 0.17 0.05 28 0.18 0.04 17
[Sc 1/Fe] —-0.01 0.12 28 —-0.02 0.12 17
[Sc11/Fe] —0.01 0.04 28 —-0.02 0.05 17
[V 1/Fe] —0.11 0.07 28 —-0.08 0.08 17
[Cr1/Fe] —0.16 0.06 28 —-0.12 0.07 17
[Cril/Fe] 0.04 0.11 27 —-0.05 0.08 17
[Mn 1/Fe] —-0.37 0.05 28 —-0.41 0.05 17
[Co 1/Fe] —0.09 0.04 28 —-0.07 0.04 17
[Ni 1/Fe] —0.14 0.04 28 —-0.15 0.06 17
[Cu1/Fe] —-0.33 0.17 28 —-0.28 0.16 17
[Zn1/Fe] —0.06 0.10 28 0.00 0.15 17
[Y 11/Fe] —0.24 0.06 28 —-0.02 0.14 17
[Zr 1/Fe] 0.15 0.18 27 037 0.15 17
[Mo 1/Fe] 0.16 0.16 14 0.37 0.13 12
[Ba1i/Fe] 0.10 0.13 28 0.55 0.19 17
[Ba11/Fe] niTE 0.00 0.15 28 047 020 17
[La1/Fe] —-0.03 0.14 27 037 0.10 17
[Ce11/Fe] —0.18 0.15 28 032 0.19 17
[Pri1/Fe] 046 0.05 15 0.63 0.12 12
[Nd 11/Fe] 027 0.07 28 052 0.14 17
[Sm11/Fe] 0.37 0.13 14 0.55 0.15 12
[Eu 11/Fe] 040 0.10 28 041 0.07 17
A(C+N+O) 797 0.11 12 794 008 9
C/N 0.66 0.13 12 035 013 9
[a/Fe] 0.16 0.04 28 0.18 0.05 17
[Iron peak/Fe] -0.09 0.04 28 -0.07 0.04 17
[s/Fe] —0.01 0.08 28 034 0.11 17
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Figure 5 shows that the two populations also differ in the abundances
of the individual s-processed elements. The average abundance ratios of
Y, Zr, Ba, La, Ce, and Nd relative to iron are all higher in the metal-rich
population than in the metal-poor one. By contrast, the ratio of the r-
processed element Eu to iron is uniform across both cluster subsamples.
There is also no difference between the metal-poor and metal-rich stars
in the abundances of the eight iron-peak elements to iron which we in-
vestigate in this study (Fig. 6). As already seen for nitrogen, some other
light elements also show differences between the two samples. The dif-
ference between the metal-rich and metal-poor sample is > 0.3 dex for
both [O/Fe], and [Na 1/Fe|niTe. To a lesser extent, the aluminum to
iron ratios of the two samples are also different (by 0.21 dex). Carbon
and the abundances of the a-elements (Mg, Si, Ca, Ti) relative to iron
are almost the same in the two sub-populations. The distribution of the
light elements is shown in Fig. 7.

2.3 Ages of the two cluster sub-populations from CNO abundances

In their high-precision photometric study, Milone et al. (2008) found
that there exist two distinct subgiant branches in NGC 1851. They
suggest that possible reasons for this are differences in age, overall
[(C+N+O)/Fe] abundance, or both. This interpretation received sup-
port from Yong et al. (2009, 2015), who, in their analysis of 11 stars,
observed a significant difference of 0.6 dex in [(C+N+O)/Fe] between
the two branches. Simpson et al. (2017) obtained a narrower range
in A(C+N+O) using medium-resolution spectra. However, Villanova
et al. (2010) examined high-resolution spectra from 15 RGB stars in
NGC 1851. They found no significant difference in the total A(C+N+O)
content between the two populations.

The position of our two subpopulations in the color-magnitude dia-
gram of NGC 1851 can be seen in Fig. 8. In this diagram, the metal-poor
population is “on top” of the metal-rich one. This means that the metal-
poor sub-branch is brighter than the metal-rich branch. We find a spread
of ~0.1 dex of A(C+N+O) in both populations, but no significant dif-
ference in their average C+N+O abundances (Table 1 and Fig. 9). Grat-
ton et al. (2012) also observe a brighter, metal-poor sub-branch, and
a fainter sub-branch which is more metal-rich in NGC 1851. More-
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Figure 5: Element-to-iron ratios [ X/Fe] of individual neutron-capture elements
relative to iron. As in Fig. 1, the metal-rich population is shown in blue, the
metal-poor one in red. The average abundances of the two sub-populations are
marked by black crosses
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Figure 6: Same as Fig. 5, but for iron-peak elements.
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Figure 8: Positions of our metal-poor (red) and metal-rich (blue) subsamples
in the color-magnitude diagram of NGC 1851. The V and B magnitudes of
our 45 sample stars and of ~60000 other cluster members were taken from the
photometric catalog of Stetson et al. (2019).

over, they find that the metal-rich population would be ~0.6 Gyr older
than the metal-poor one, if the C+N+O abundance is the same for both.
Based on this, we conclude conclude that our metal-rich subpopulation
is by ~0.6 Gyr older than the metal-poor one.
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Figure 9: Total A(C+N+O) abundances of stars in our two subpopulations
relative to [Fe/H] (left panel) and s-process elements [s/Fe] (right panel).

3 Convolutional neural networks

A convolutional neural network (CNN) is a type of machine learning
method. Machine learning methods are complex, non-linear algorithms
used to extract information from input data. These algorithms typically
have many free parameters, which are not specified by the user. Instead,
the algorithm “learns” the values of the parameters during a “training”
phase. Subtypes of machine learning methods are defined by the distinct
designs of their training phases:

* Supervised methods require labeled training data for the training
phase. The labels of the input data, which can either be categorical
or continuous, must be determined before the training. Training
is the search for the parameter values that minimize the difference
between the pre-determined labels and the algorithm’s output la-
bel predictions. Supervised machine learning methods therefore
learn by solving an optimization problem.

* Unsupervised methods work with unlabeled input data. These
algorithms try to find relationships between the individual data
points in the training data without any exterior information. Un-
supervised methods are typically used to find clusters of similar
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data points in large, high-dimensional data sets.

Convolutional neural networks belong to the class of supervised ma-
chine learning methods. The structure of CNN algorithms differs from
other supervised machine learning methods. In the following, we de-
scribe the main building blocks of a CNN and their connections (the
network “architecture”). We focus on our implementation of a CNN
that can predict continuous labels from 1D stellar spectra.

3.1 Architecture of a CNN

The defining building blocks of a CNN are its convolution layers. These
layers are designed to find features and patterns in the input data. In
stellar spectra, these features could be single absorption lines, relations
between groups of absorption lines, or the mean slope of the spectrum.
The found spectral features are the basis for the calculation of the out-
put label values. This calculation is done by the dense layers, which
follow the convolutional layers in the CNN architecture. Every layer
in a CNN can be followed by a regularization layer. In complex net-
work architectures, regularization is needed to prevent the network from
over-fitting to the training data. Table 2 shows the architecture of our
CNN. We found this final architecture by experimentation, starting from
a simple network with one convolution layer and one dense layer. Ad-
ditional layers were added and the number of convolution kernels and
dense layer neurons was adjusted until the network performance was
satisfactory. Our choice of regularization layers was inspired by the
network architecture of Guiglion et al. (2020). It should be mentioned
that the architecture presented in Table 2 produces good results for our
purposes. However, even better architectures for future projects might
be found through further experimentation. Our final network contains
560599 free parameters, most of them in the first dense layer. This
first dense layer receives the flattened outputs from the convolution lay-
ers, which contains all the information about the found features in the
training spectra. As will be detailed in Section 3.2.1, the free parame-
ters will be optimized to accurately predict the labels of the training set
spectra. We use 8807 training spectra with 8669 pixels each. In total,
the ~ 6 - 107 parameters will be fit to 8807 - 8669 ~ 70 - 10° data points.
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This low ratio of free parameters to data points ensures that the network
training is not overdetermined by too many free parameters.
Below follow detailed descriptions of the CNN layer types.

3.1.1 Inputlayer

The input layer receives the raw input data and passes it on to the first
convolution layer. Before the data is passed on, it may be prepared so
that all samples are scaled and distributed evenly. Our input data are
normalized stellar spectra, which have been corrected for redshift, and
they all cover the same wavelength range. Therefore, no extra scaling
or distribution has to be done in our input layer. An individual input
spectrum is represented by a 1-dimensional array (or list) of flux values.
The wavelength values of the individual points in a spectrum are not
important for the prediction of the CNN. However, the order (index) of
the spectrum’s flux values must be preserved.

3.1.2 Convolution layers

In the first convolution layer, an input spectrum is convolved with one or
multiple convolution kernels. The result of these operations are the fea-
ture maps, so named because they show the positions of various features
in the input spectra. The type of feature, which is represented in a fea-
ture map, depends on the parameters of the used kernel. Figure 10 de-
picts the convolution of an input spectrum with the kernel [—1, 1, —1].

The parameters of this kernel are chosen so that it detects absorp-
tion lines in the input spectrum. Therefore, the feature map shows the
highest response at the positions of the absorption lines. If a spectrum
without any absorption features is convolved with this kernel, the re-
sulting feature map will be a horizontal line. The information about the
lack of absorption is passed on to the other layers of the CNN by this
flat feature map.

The kernel from Fig. 10 is hand-designed to detect absorption lines.
However, in a typical CNN application, the values of the kernel pa-
rameters are unknown before the network training. During the training
phase, the CNN finds the kernels that result in the best precision accu-
racy for the spectra in the training set. A convolution layer can have
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Table 2: Architecture of our CNN. The input layer reads in the flux informa-
tion of the stellar spectra. It is followed by three 1D convolution layers. An
activation layer directly follows each convolution layer. The output from the
third convolution block is then flattened to serve as input for the dense layers.
Three dense layers (with a dropout layer after each) interpret the spectral fea-
tures, found by the convolution layers, into output labels. The outputs from a
last dense layer are the values of our five stellar labels (atmospheric parame-
ters and elemental abundances). The order and number of the layers, as well
as the hyperparameters, are set by the user. The values of the free parameters
are initialized randomly and are optimized during the network training.

Layer Hyperparameters Free parameters
Input Input shape: 8669

1D convolution filters: 8, kernel size: 20 168
Activation LeakyReLU

1D Max-pooling pool size: 2

1D convolution filters: 6, kernel size: 20 966
Activation LeakyReLU

1D Max-pooling pool size: 2

1D convolution filters: 4, kernel size: 20 484
Activation LeakyReLU

Flatten

Dropout dropout rate: 0.2

Dense Layer Neurons = 64 546 368
Dropout dropout rate: 0.2

Activaton LeakyReLU

Dense Layer Neurons: 128 8320
Dropout dropout rate: 0.2

Activaton LeakyReLU

Dense Layer Neurons: 32 4128
Dropout dropout rate: 0.2

Activaton LeakyReLU

Dense layer Neurons: 5 165
Activation Linear

Total: 560599
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Figure 10: Example of the convolution of an input spectrum with a convolution
kernel. The convolution operation is symbolized by an asterisk (x). Top panel:
A part of the input spectrum. Bottom panel: Feature map as the result of the
convolution of the input spectrum with the kernel [—1, 1, —1].
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multiple kernels, that independently produce feature maps of the layer
input. Each of these different feature maps then represents a different
aspect of the input spectrum. This is analogous to how the red, green,
and blue color channels each represent a different aspect of a color im-
age.

If a CNN has multiple convolution layers, the feature maps from the
first layer will be convolved themselves in the following convolution
layer. As the input data transforms as it passes from layer to layer, the
resulting feature maps of feature maps become difficult to interpret. Fig-
ure 11 shows how a convolution layer with three inputs (feature maps
from a previous layer) and four outputs works. Each of the three in-
put maps is convolved with four individual kernels, making 12 different
kernels in total. The 12 intermediate feature maps are then added to-
gether, so that each output is the sum of one intermediate feature map
of each of the three inputs. In this way, each of the four outputs contains
information from all three inputs.

A bias value (additional free parameter) is added to each of the four
output channels. This effectively shifts the whole feature map up or
down, as is demonstrated in Fig. 12.

The values of the pixels in the feature maps becomes important in
the following activation operation. In the activation, the feature map is
transformed according to an activation function. The value of every in-
dividual pixel in the map is changed in this operation. There are several
types of activation functions, each adding non-linearity to the neural
network. In recent machine—learning applications, the “Leaky ReLU”
activation function (Fig. 13) is most often used. It leaves positive and
zero output values unchanged, and multiplies negative outputs with a
small positive value. Or, notated mathematically (Maas 2013):

a-x ifx<0
X otherwise

LeakyReLU (x) = {

Where x is the value of an individual pixel in a feature map and
a € (0,1). The effect of applying this activation function to a feature
map is shown in Fig. 14.
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Figure 11: Operations inside a convolution layer with four filters. The layer
receives three feature maps from a previous convolution layer, and forwards
four feature maps to the next layer in the network architecture.
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Figure 12: Effect of adding a bias value to a feature map. Positive bias shifts
the feature map up (orange), negative bias shifts the map down (blue).
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Figure 13: Leaky ReLU function. Input values x > 0 remain unchanged, while
negative input values are multiplied by a value between 0 and 1.
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Figure 14: Convolution layer output after applying Leaky ReLU activation.
This example shows the activated version of the black line from Fig. 12.

The output of the last convolution layer is a set of activated feature

maps. These maps must be prepared in the following "flattening" layer
before passing them to the first dense layer.
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3.1.3 Flattening

The output from the last convolution layer consists of multiple feature
maps (i.e., the output is multidimensional). Since the dense layers can
only process one-dimensional input, the convolution output must be
"flattened" before it can be used as input for the first dense layers. This
is done by simply appending the individual feature maps to each other.
For example, the flattening of four feature maps with 1000 pixels each
will result in a one-dimensional output with 4000 pixels. Each of the
neurons in the following dense layer will then take 4000 input values.

3.1.4 Dense layers

A dense layer consists of one or multiple neurons (also called units or
nodes). Every neuron takes multiple inputs from a previous layer (either
the flatten layer or a previous dense layer). Inside a single neuron, a
linear combination of all input values is calculated, and a bias value
is added. The result is transformed by an activation function and then
passed as the neuron output to the next layer. As for the convolution
layers, the activation function is typically "Leaky ReLU". A scheme
of the operations inside a single neuron with four inputs is shown in
Fig. 15. The four input values [x},x2,x3,x4] are multiplied elementwise
with the four weights [wy,wy, w3, w4] and added together. A bias value
is then added to the result. The four weights and the bias term are free
parameters of the CNN. Their optimal values are found in the network
training. The result of this linear combination is a single value, that is
passed to the activation function. The output of the activation function
is then the final output of the neuron. This single output value is passed
on to the neurons of the following dense layer. In this way, every layer
neuron is connected to all neurons from the previous layer and passes
its output value to all neurons of the next layer. Neurons within one
layer are independent of each other.

3.1.5 Output layer

The output layer is a final dense layer, whose number of neurons is
equal to the number of labels which should be predicted. The outputs
of these neurons are directly proportional to the label predictions. If the
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Figure 15: Scheme of the operations inside a single neuron. This neuron is
part of an intermediate dense layer, between a layer with four neurons and a
layer with two neurons.

network is used to solve a regression problem, no activation function is
applied to the neuron outputs. If the network is built for classification
tasks, sigmoid or softmax functions are often used (Singh et al. 2023).

3.1.6 Regularization layers

Regularization techniques can be used to prevent overfitting. Overfit-
ting occurs when a network predicts accurate labels for the training set
but performs poorly on other spectra. In this work, we add two types
of regularization layers to the CNN architecture. These are the max-
pooling and dropout layers.

Max-pooling is applied to the output feature maps of the convolution
layers. It works by dividing a feature map into windows of equal widths.
In each of these windows, only the maximum point is kept, and the
other points are discarded. An example of the effect of max-pooling on
a feature map is shown in Fig. 16.

The dropout layers are located between two dense layers in a net-
work architecture. Dropout deactivates a fraction of neurons in the pre-
vious layer by setting their output values to zero (they are “dropped
out”). This deactivation only happens during the network training. A

45



050 F

s Ay~

-0.25

Kernel response

—0.50 .

1 1 1 1 1
9980 10000 10020 10040 10060

Index (Wavelength dimension)

Figure 16: Max-pooling of a feature map. The original map is shown in black,
the result of the max-pooling operation in red. Blue vertical lines show the
borders of the max-pooling windows. Only the maximum flux value in a win-
dow is kept, the lower flux values are discarded. The windows have a width of
5 pixels, which corresponds to a wavelength range of 0.15 A in this example.

new set of dropped neurons is chosen at random for every training spec-
trum. After the network training, dropout is not active anymore.

Other regularization methods include performing changes on the in-
put data ("augmentation") and the transformation of the input labels.
See Santos & Papa (2022) for a summary of regularization methods for
convolutional neural networks.

3.2 Network training

When a network architecture is set up, the values of the convolution ker-
nels, the weights in the dense layers, and the bias values are unknown.
In the following text, we will call these values collectively the “free pa-
rameters” of the CNN. The search for the parameters that result in the
best network output is called network training. We consider the network
output optimal, when the variation between the pre-determined labels of
a set of validation spectra and the CNN output for the same spectra is
minimal.

46



3.2.1 Training and validation data sets

For the training of a neural network, two separate sets of spectra with
associated labels are needed. One of these sets is the training set. In the
training phase, the network repeatedly predicts the labels for the spectra
in the training set. The values of the free parameters in the network
are updated after every training iteration, with the goal of increasing the
accuracy of the predictions in the next iteration.

The other data set is the validation set. It is used to detect over-
fitting of the network, by comparing the network performance on the
validation spectra to the performance on the training spectra. If the net-
work performs poorly on the validation spectra but well on the training
spectra, the network is over-fitting. This shows that the current network
has specialized on the training set only and cannot generalize to other
spectra. The user can then adjust the network architecture to prevent the
over-fitting, by reducing the complexity of the network (fewer convolu-
tion and/or dense layers, fewer kernels/neurons in the individual layers).
Another strategy to prevent over-fitting is to use regularization methods
(see Sect. 3.1.6). The validation data is also used to monitor the training
progress and to stop the training when the validation accuracy does not
increase anymore.

3.2.2 Optimizing the free network parameters

The variation between input and output is also called the loss and is
calculated with a loss-function. Network training is an optimization
problem, where the loss is minimized by optimizing the free parameters
of the network. The optimization process is carried out according to the
following algorithm:

0. Random initialization of the free parameters

1. Network predicts labels for all spectra in the training set and vali-
dation set

2. Loss between pre-determined training labels and CNN output is
calculated

3. Free parameters are updated
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These steps are repeated, until the loss does not decrease anymore.
One iteration of the steps 1-3, in which all training spectra pass once
through the network, is called an epoch. The main task in the network
training lies in step number 3, the updating of the parameter values. This
must be done in a way that guarantees that the loss decreases with every
epoch. A typical loss function for regression problems is the mean-
squared error (MSE) between input labels and output labels. The total
MSE loss is the average of the MSEs of the individual labels:

Nlahe[s
MSEtotal = MSElabel (1)
labels jqpel=1
1 Nsamples 5
MSEjape = —— ), (input;— out put;) 2)

]Vsamples i=1

Every individual output depends on the values of the free parameters
in the CNN architecture. Equations 1 and 2 therefore connect the total
loss to the free parameters.

Commonly used techniques for updating the network parameters are
based on the gradient descent method. Gradient descent calculates the
derivative of the loss function with respect to each individual free pa-
rameter in the network. Because of the connection between loss func-
tion and free parameters, it is possible to calculate the derivative of the
total loss with respect to every individual parameter. These derivatives
are then used to update the parameter values p for the next iteration in
the optimization. If the value of the derivative is positive, then an in-
crease of the parameter value also increases the total loss. Equation 3
shows the rule for updating a single parameter in the network:

d(total loss
Pupdated = Pold — W - (3)
0

where @, the so-called learning rate, is > 0. When this learning rate
is too high, the updating steps are too large, and the gradient descent

48



method will “overstep” the optimal parameter value. Successive updat-
ing iterations will then cause the parameter value to oscillate around its
optimum. If alpha is too small, the parameter will get stuck at a value
where the loss function has a local minimum. The learning rate is there-
fore an important hyperparameter that must be set by the user to ensure
a successful training of the CNN.

In the simplest case, the total loss is calculated after the network has
predicted label values for all spectra in the training set. Gradient descent
is then used to update all free parameters once per training epoch. A
modification of this method is called stochastic gradient descent. Here,
the parameters are updated after every individual training spectrum. An
intermediate between these two approaches is the mini-batch gradient
descent. This method updates the parameters multiple times per epoch,
after a specified number of spectra has passed through the network.

For the training of our network we used the mini-batch gradient de-
scent method, with a batch-size of 16 spectra and a learning rate of
0.0001. We also experimented with other optimization algorithms, in-
cluding Adam and RMSProp. Both of theses are variants of the basic
stochastic gradient descent method, and produced nearly identical re-
sults. We therefore chose to remain with the simple mini-batch gradient
descent as our optimizer.

3.2.3 Testing of the network

After the successful training of the network, its performance on new
spectra has to be tested. This requires a test set of labeled spectra. These
spectra have not been used for training or validation during the training
phase. Therefore, the performance on the test spectra shows what accu-
racy can be expected from applying the trained network to a large set of
unlabeled spectra.

3.3 Explainability of the network predictions

As has been established above, a convolutional neural network is a com-
plex non-linear function that takes an array of flux values (spectrum)
as an input and calculates the label predictions as an output. As with
other functions, we can calculate the derivative, or gradient, of this net-
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work function with respect to the individual input variables (the fluxes).
These gradients are a measure of the importance of individual flux val-
ues for the network output. If a network gradient at a certain pixel in
the input spectrum is high, then this pixel is important for the label pre-
diction. Positive gradients show that the higher the flux value at a pixel,
the higher the value of the output prediction. Negative gradients indi-
cate inverse correlation: Higher flux values then lead to lower values of
the output label. The network gradients therefore supply important ex-
plainability for the predictions of neural networks, which are still often
considered black box algorithms (Haar et al. 2023).

We show how network gradients can explain CNN label predictions
for stellar spectra in Sect. 4.3.
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4 Investigation of GES iDR6 spectra with CNNs

In the following sections, we show the application of the CNN method
to spectra from the Gaia-ESO survey. The details of the sample selec-
tion, network training, testing, and physical validation of the network
predictions are presented. We also demonstrate that CNNs can iden-
tify relevant spectral features and use them for the label predictions in a
physically intuitive way.

The methods and results in these sections are based on the work that
is presented in Ambrosch et al. (2023). This publication focuses on the
training of a CNN for the simultaneous prediction of the labels T,
log(g), [Mg/Fe], [Al/Fe], and [Fe/H]. These results are complimented
by those published in Nepal et al. (2023), who trained a CNN to pre-
dict Tegs, log(g), [Fe/H], and the lithium abundance A(Li). Both works
use CNNs that were built and trained in a Python programming envi-
ronment. Within Python, the open source deep-learning library KERAS
(Chollet et al. 2015) was used together with the TENSORFLOW back-
end (Abadi et al. 2015).

4.1 Spectra and associated labels for the training and testing of
the neural network

Our data set consists of spectra, associated stellar parameters, and abun-
dances from the GES iDR6 data set. In the Gaia-ESO survey, atmo-
spheric parameters and chemical abundances are determined by multi-
ple workgroups that apply different codes and methodologies to the sur-
vey spectra. The spectra which we used in this study were taken with
the GIRAFFE spectrograph that covers the visible wavelength range of
370-900 nm. Several setups divide the whole GIRAFFE spectral range
into smaller parts. For this study we chose the HR10 (533.9-561.9 nm,
R = 19800) and HR21 (848.4-900.1 nm, R = 16200) setups because
they cover important Mg and Al absorption features.
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4.1.1 Preparation of GES data for neural network training

For our analysis, we used normalized 1-D spectra from the GES archive.
We removed bad pixels and cosmic ray spikes where necessary. To do
so, we first calculated the median of all spectrum flux values. We then
looked for cosmic ray spikes by finding all pixels with flux values that
exceeded this median flux by five sigmas. The spikes were removed by
setting their flux values to be equal to the spectrum median flux. Pixels
with zero flux values were also set to the median flux. Afterward, we
corrected the spectra for redshift based on the radial velocity provided
by GES. To reduce the number of pixels per spectrum and therefore the
computational cost of the further analysis, we re-binned the spectra to
larger wavelength intervals per pixel. The HR10 spectra were resampled
to 0.06 A per pixel and the HR21 spectra to 0.1 A per pixel. The original
bin size for both setups is 0.05 A per pixel. After re-binning, the spectra
were truncated at the ends to ensure that all spectra from one setup share
the exact same wavelength range. Eventually, we combined the HR10
and HR21 spectra to create one input spectrum per star for our network.
The combined spectra are composed of 8669 pixels each and cover the
wavelength ranges from 5350-5600 A and 8480-8930 A.

To build our training set, we performed several quality checks to
ensure that our network will be trained on high-quality data. Spectra
with signal-to-noise ratio (S/N) < 30 and large errors in atmospheric
parameters and elemental abundances (eT . > 200 K, elog(g) > 0.3 dex,
eA(element) > 0.2 dex) were discarded, as well as spectra that were
marked with the TECH or PECULI flags or have rotation velocities >
20 kms™'. Similar to Guiglion et al. (2020), we tested the inclusion
of low S/N spectra into our training set. This increases the number of
training spectra, but the training performance gets worse and the overall
prediction quality of our network decreases. While too noisy spectra are
worsening the performance of our network, a moderate degree of noise
is beneficial because it plays a significant role in the regularization of
the training process (Bishop et al. 1995, particularly Sect. 9.3 there). To
exclude very noisy spectra, while still utilizing the regulatory effect of
noise in the training data, we set the lower S/N limit for our training
set to 30. We also removed spectra that showed a difference larger than
0.2 dex between the provided metallicity [M/H] (as a stellar atmospheric
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parameter) and the iron elemental abundance [Fe/H].

We further examined the remaining spectra to find outliers and in-
correct measurements. To investigate the similarity between all the
spectra, a t-distributed stochastic neighbor embedding (t-SNE) analysis
was employed. The t-SNE analysis is a popular unsupervised machine
learning technique used to visualize the internal relationships and simi-
larities in high dimensional data sets. This is done by giving each data
point a location in a two- or three-dimensional similarity map (van der
Maaten & Hinton 2008). In our case, the data points are the individ-
ual spectra, and the data set is n-dimensional, where n is the number of
pixels in each spectrum. Figure 17 shows a two-dimensional similarity
map for our combined spectra, obtained with the SKLEARN.MANIFOLD
library for python programming (Pedregosa et al. 2011). Every point
in the map corresponds to one spectrum, and the distance between the
individual points is related to the similarity of the shapes of the indi-
vidual spectra. There are two main branches in the map with several
sub-structures. The two branches represent spectra from stars in two
distinct populations: Main sequence stars with surface gravity log(g) =
3.5 and stars in the giant branch with lower log(g) values. The different
physical properties in stellar atmospheres are reflected in the shapes of
their spectra, which in turn determine their locations on the t-SNE map.
The connection between physical parameters and spectral features is
what our CNN learns during the training phase. It is worth to mention
that t-SNE on its own has also been used to classify spectra: Traven
et al. (2017), for example, used t-SNE as a tool to separate GALAH
spectra into different, physically distinct classes; Matijevic et al. (2017)
used t-SNE to search for metal-poor stars in the RAVE survey.

We see several outlier-spectra in our Fig. 17. Upon inspection, these
spectra show signs of emission lines, have distorted absorption features,
or have suffered from failed cosmic removal or wrong normalization.
We excluded these outliers from the further analysis. For the analysis of
future surveys such as WEAVE and 4MIDABLE-HR surveys, including
emission line stars will be a necessity, as we expect many young stars
to be observed. We note that the initialization of our t-SNE application
includes an element of randomness, which results in slightly different
shapes of the map after every run. The map will also look different for
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Figure 17: A t-SNE similarity map of our sample GIRAFFE spectra. The four
panels show the same map, each color-coded with either a physical parameter
or the spectrum S/N. While the relative distance of points in the map indicate
the degree of similarity of the corresponding spectra, their X and Y coordi-
nates themselves have no physical meaning. The map in this figure has been
computed with perplexity 30. For our data, perplexity values between 20 and
50 produce qualitatively identical results.
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different sets of spectra. However, in all our t-SNE runs, the outlier
spectra were clearly identifiable.

Every training spectrum has a set of associated stellar labels. In
our case these are the two atmospheric parameters T and log(g) and
the chemical abundances [Mg/Fe], [Al/Fe], and [Fe/H]. In the GES
iDR6 data set the elemental abundances are given as absolute abun-
dance values A(X), where X is any given element. We calculated [Fe/H]
and [X/Fe] as follows: [Fe/H| = A(Fe)swr — A(Fe)e and [X/Fe] =
A(X)star — A(X) e — [Fe/H]. The absolute solar abundances were taken
from Grevesse et al. (2007) to be consistent with the GES spectral anal-
ysis strategy. The decision to use these relative abundances instead
of absolute abundances for the training of our network is justified in
Sect. 4.3.

Magnesium and aluminum abundances are known to be sensitive
to non-local thermodynamic equilibrium (NLTE) effects (Bergemann
et al. 2017; Amarsi et al. 2020; Lind et al. 2022). These effects were
not considered by GES during the parametrization of GIRAFFE spectra
or during the homogenization (Hourihane et al., in prep). For dwarfs,
NLTE corrections are well below 0.05 dex for both Al and Mg, while
for giants they are in the range of ~ 0.05 —0.15 (Amarsi et al. 2020).
Strong NLTE effects may then have some effects on the training labels,
but quantifying such an effect in out of the scope of the present thesis.

After applying all these constraints, we were left with 14 634 com-
bined spectra with associated high-quality atmospheric parameters and
elemental abundances. The training labels and the spectra themselves

Table 3: Values of the five training labels for the first few stars in our training
set. The star CNAMES and indices are for identification purposes only and are
not passed to the network for the training. The full training label input table
has five columns and 14634 rows.

CNAME Index ‘ Terr (K) log(g) [Mg/Fe] [Al/Fe] [Fe/H]

16153746-0822162 1 5780 4.35 0.05 0.06 0.17
12202074+0318445 4335 1.69 0.39 0.24 -0.32
12320544-4332104 4753 1.69 0.40 0.45 -0.41
20041963-3203228 4334 1.83 0.40 0.49 -0.51
21300375-1230399 4376 4.34 0.16 0.22 -0.16

[, I SOV I \)
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Table 4: Spectrum fluxes of the five stars in the training set listed in Tab. 3. The
indices are for identification only and are not used during the training. The full
spectra input table for the training has 8669 columns and 14634 rows.

‘ Flux in wavelength bin

Index ‘ 1 2 3 4 .. 8666 8667 8668 8669
1 0.883 0.883 0.871 0.867 .. 1.017 1.009 1.010 1.010
2 0962 0961 0958 0953 .. 1.016 0998 0.987 0.979
3 1.072 1.092 0992 0992 .. 0979 0974 0.979 0.990
4 0.993 1.004 1.008 1.008 .. 0.995 0999 1.002 1.003
5 0.856 0.851 0.838 0.824 .. 1.060 1.000 1.001 1.001

are passed as a data-tables to the python code (Table 3). As mentioned
in Sect. 3.1.1, the absolute wavelength positions of the individual data
points in the spectra are not important for the CNN training. Therefore,
the ~2900 A gap between the GIRAFFE HR10 and HR21 setups does
not influence the training process either. Table 4 shows the format of the
training spectra input for the CNN. These 14 634 spectra were assigned
to either the training set or the validation set for the training of our CNN.
We found that using 40% of the total training data for the validation set
yields the best training results for our application. That means that of
our 14696 spectra, 8817 spectra were assigned to the training set and
5879 to the validation set. Training and validation spectra were chosen
at random before the training and we ensured that their labels cover the
same parameter space.

4.1.2 Parameter space of training and validation set labels

To assess the parameter space of our training set input labels, we show
the Kiel-diagram and abundance plots in Figs. 19 and 20. Effective
temperatures range from 7e¢ = 4000 - 6987 K, the surface gravity log(g)
is between 1.08 and 4.87 dex and [Fe/H] spans a range of ~2 dex, from
—1.53 to 0.72 dex. The color-coding in Fig. 19 reveals the metallicity
sequence in the giant-branch of the Kiel-diagram.

Figure 20 shows density maps of the [Mg/Fe] and [Al/Fe] distri-
bution of our training set. The [Mg/Fe] values range from —0.25 to
0.80 dex, [Al/Fe] values have a large spread of almost 2 dex, from
—0.95 to 1.00 dex. The Mg distribution reveals two distinct regions of
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Figure 18: Input spectrum of the first star in our training set (CNAME
16153746-0822162). The spectrum is a combination of the individual GI-
RAFFE HR10 and HR21 spectra of this star. The locations of Mg and Al
absorption features in the spectrum are marked by colored vertical lines.
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enhanced density, separated by a narrow region of lower density. These
two regions reflect the separation of Milky Way stars into a thin disk
(low [Mg/Fe]) and a thick disk (enhanced [Mg/Fe]) population. Mag-
nesium abundances are the best probe for this chemical separation be-
tween the thin and thick disk of our Galaxy (e.g. Fuhrmann (1998),
Gratton et al. 2000). As expected, we do not see this separation in the
[Al/Fe] plot. Our training set is dominated by nearby stars, due to the
S/N cut and other quality criteria that we applied to the entire GES iDR6
data set. Therefore, our data does not cover some Milky Way proper-
ties that become apparent when one investigates a larger volume of our
galaxy. Queiroz et al. (2020), for example, find two detached [Al/Fe]
sequences for stars close to the galactic center (Rgy < 2 kpc) in their
sample of APOGEE stars. At low [Fe/H] several groups of stars can be
observed in both the Mg and Al plots. The stars in these patches belong
to different globular clusters. In the [Al/Fe] plot, the scatter of Al abun-
dances in the globular clusters is higher than the scatter of Mg at equal
metallicities. This large spread of Al abundances, especially in globular
clusters at low metallicities, has already been observed in earlier GES
releases (Fig. 4 in Pancino et al. 2017c) and indicates the existence of
multiple stellar populations within the clusters.

4.1.3 "Inner'" and "outer' test sets

In addition to the training and validation sets, we constructed a test set.
This set is used to test the performance of our CNN on spectra that were
not used in the training process. In this way, we can mimic the appli-
cation of our CNN method to newly observed spectra, which have not
yet been analyzed spectroscopically. The full test set therefore contains
spectra without any applied quality constraints and spans wider S/N and
label ranges than the training set. As we will show in Sect. 4.2.3, our
network is not able to accurately label spectra that are outside the train-
ing set limits. Because of this, we have to find a way to identify spectra
that are similar to our training spectra, as the labels of these spectra are
likely to fall into the training set limits. We already demonstrated that
t-SNE can show the similarity between spectra. We therefore employ t-
SNE to identify those spectra in the test set whose labels are likely to be
within the training set limits. A depiction of this method can be seen in
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Figure 19: Kiel diagram containing the 14 634 stars that will be used to train
and test our neural network. The color-coding indicates the metallicity gradient
in the giant branch stars.
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Figure 20: Density plots of [Mg/Fe] vs. [Fe/H] (top panel) and [Al/Fe] vs.

[Fe/H] (bottom panel) for the 14 696 stars in the training and test sets. Brighter
colors indicate a higher density of data points (linear color scale).
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Fig. 21. In the top left panel, we show a t-SNE map that was calculated
for all spectra in our data set. After constructing the t-SNE projection,
we identified the training spectra in the map. The top right panel shows
those spectra in the test set that cover the same area in the t-SNE map
as the training spectra in the left panel. This was done by limiting the
distance between training set data points and test set data points in the
t-SNE map. The test spectra that are close to the training spectra in the
map are similar to the training spectra. We call this set in the top right
panel our "inner" test set. Finally, the bottom panel shows those spectra
that are not similar to the training spectra, and their distance from the
training spectra in the map exceeds our chosen maximum distance. This
set of spectra is our "outer" test set, and we use it to test our network on
spectra which are unlike the spectra in the training set. n Figs. 22 and
23 we show sample spectra from the training set together with spectra
from the inner and outer test sets. All spectra from the areas /, 2, and
3 of the t-SNE map are similar to each other. These spectra belong to
the training and inner test sets. Based on this spectral similarity, we as-
sume that the labels of these spectra are also similar to each other. The
labels for the test set have already been determined by GES. Therefore,
we can indeed confirm that the labels of all spectra in the top panels
of Fig. 23 are within the training set limits. The spectra a, b, ¢, and
d from the outer test are quite different from the spectra in the inner
set. This difference is caused by the different physical conditions in the
atmospheres of these stars. Spectrum a for example has a higher Fe
abundance than any star in the training set, the surface gravity log(g) of
spectrum b and the effective temperature of spectrum c exceed the train-
ing set limits, and the Fe abundance of spectrum d is by 0.2 dex lower
than the lowest Fe value in the training set. With this t-SNE approach,
we can therefore identify spectra that are likely to have labels that are
outside the training set limits. These spectra can then be excluded from
the further analysis, or their CNN label predictions can be flagged as
uncertain. With the given GES labels of all our sample spectra, we can
quantify the efficiency of this method: About 20% of all test spectra
have GES labels outside the training set limits. The situation improves
for our inner test set, with 12% of its spectra labels falling outside the
training limits. When we additionally require the S/N of the inner set
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to be > 30 (to match the S/N range of the training set), less than 10%
of these high S/N inner set spectra have labels exceeding the training
limits. In a situation where the labels of an observed spectrum are not
yet known, we therefore recommend to check if the spectrum is similar
to the training set spectra.

The t-SNE method described above was developed in Ambrosch
et al. (2023), and has since been successfully applied to a large set
of Gaia spectra by Guiglion et al. (2024). In their study, the method
was used to classify 841300 Gaia RVS spectra into training-like and
training-unlike spectra. A table with CNN predictions for all Gaia RVS
spectra has been published, with flags that indicate if a spectrum was
similar to their training set or not.

Our full GIRAFEFE test set contains 22 270 spectra, with a minimum
S/N of 10 and including spectra with different shapes than those in the
training set. The outer test set contains 3877 spectra. The inner test set
then consists of the remaining 18 393 spectra which cover the same area
in the t-SNE map as the training spectra. Of the inner test spectra, 4916
have S/N > 30.

4.2 Training and testing of our CNN
4.2.1 Training of our network

At the start of the network training phase, the kernel values in the con-
volution layers, the weights for the dense layer neurons, and the bias
values are initialized randomly. Also random is the assignment of train-
ing spectra to the batches for the mini-batch training. Due to this, the
final parameter values of the trained network model, and therefore the
network output, vary slightly every time the network is trained. To ac-
count for this variation, we performed ten training runs and recorded the
results from each. We removed the two CNN models with the largest
remaining validation losses at the end of their training phase. The re-
maining eight CNN models were then used to predict the labels for the
spectra in the training, validation, and test sets. We report here the av-
erages of the eight sets of labels as our results.

The training and validation sets remained unchanged for each of the
ten training runs. We checked the label distributions for both the train-
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Figure 21: Top left panel: t-SNE map of all spectra in our GIRAFFE data set
(dark blue), containing the training set spectra (green). Extreme outlier spectra
have been removed. Top right panel: "Inner" test set, defined as the subset
of test spectra that cover the same area in the t-SNE map as the training set
spectra. Bottom left panel: Spectra in the test set that do not cover the same
area in the map as the training set. This is our "outer" test set.
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Figure 22: t-SNE map of all spectra in our data set. Colors indicate the GES
label T for each spectrum. The three black boxes mark areas in the map, that
contain training, validation, and "inner" test spectra (see Fig. 21). The orange
data points (a, b, ¢, d) mark spectra in the "outer" test set. We show these,

together with spectra from the boxes /, 2, and 3, in Fig. 23.
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Figure 23: Sample spectra which are marked in the t-SNE map in Fig. 22. The
three top panels contain spectra from the areas /, 2, and 3. In each of these
panels, the top spectrum is a training spectrum, the bottom spectrum belongs
to the "inner" test set. The bottom panel shows the spectra a, b, ¢, and d from
the "outer" test set. For display, the spectra are shifted vertically, but the flux
scale remains the same for all spectra.
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ing and validation set and found that both span the same label ranges
and are equally distributed. They also span the same area in the t-SNE
map in Fig. 21. We therefore do not expect that keeping the training
and validation sets constant will add any large uncertainties or training
biases.

In every training epoch, the loss between the GES input labels and
the CNN label predictions decreases (Fig. 24). In Fig. 25 we show the
Kiel diagram and the [Mg/Fe] and [Al/Fe] distributions which our CNN
predicts at different stages of the training phase. In early epochs, only
the basic shapes of the parameter distributions are reproduced. As the
training progresses, the finer details, which are visible in the GES input
data, emerge in the CNN predictions. We stopped the training runs
when the loss of the validation set did not decrease anymore in the last
30 training epochs.

On average, one training run lasted for 159 epochs and took ~45
minutes to complete®. The label prediction was very fast: the parame-
terization of the ~37 000 spectra in our data set took less than 20 sec-
onds per CNN model.

4.2.2 Training results

In Fig. 26 we show the direct comparisons between the input GES mea-
surements and the CNN predictions for the training and validation sets.
There is a good agreement between the GES measurements and CNN
predictions across all labels and for the two sets. Both the CNN pre-
dictions for the training set and validation set show the same offset (if
any) and small dispersion around the 1:1 relation. This shows that the
network performs well on spectra which it was not directly trained on
and does not overfit. The dispersion around the 1:1 relation is uniform
across most of the value ranges of all five labels. We use the disper-
sion of the training set as a measure for the training precision of our
network: The training precision is 37 K for Tes, 0.06 dex for log(g),
0.05 dex for [Mg/Fe], 0.06 dex for [Al/Fe], and 0.04 dex for [Fe/H].
However, our CNN does not accurately reproduce the highest and low-
est GES measurements. This is especially clear in the case of [Al/Fe],

30n a desktop PC, using only CPU (Intel Core i7-9700 CPU @ 3.00 GHz x 8)
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Figure 24: Evolution of the training and test losses during the network training
phase. The loss of the test set is closely following the training loss. The small
difference between training and test sets at the end of the training phase shows
that the network is not over-fitting.

where the CNN predictions overestimate the lowest [Al/Fe] measure-
ments by ~0.5 dex, while the highest values are underestimated by the
same amount. We explain this behavior by noting that only a few spec-
tra with these extreme measurements were available for the network
training. The CNN therefore predicts more moderate labels for these
spectra.

4.2.3 Performance on the test sets

To evaluate the ability of our network to parameterize new spectra, that
have not been involved in the training process at all, we compare the
GES input labels to the CNN predictions for three different test sets.
The definitions of our inner and outer test sets are given in Sect. 4.1.3.
The top row of Fig. 3 shows the GES input to CNN output comparison
for the inner test set spectra with S/N > 30. In this subset, 90% of the
GES labels lie within the training limits. Most of the remaining 10% of
spectra are outside the [Mg/Fe] and [Al/Fe] limits. The reason for this

67



[Mg/Fe]

[Al/Fe]

GES input 1 epoch 10 epochs 150 epochs
1 .
* ’ L]
N /
N , o
éo o ’l’ Ir ‘; ’..:ﬂ.‘
St ]
6500 5500 4500
Terr (K)
GES input 1 epoch 10 epochs 150 epochs
o8 ., 1 - '
0.6 .
0.4
0.2

0.0
-0.2

1.0

0.5

-0.5

0.0 [.

-1.0

.5-1.0-0.50.0 0.5

[Fe/H]

Figure 25: Progress of the network training. Left column: Kiel diagram,
[Mg/Fe], and [Al/Fe] distributions, based on the GES input labels for our train-
ing and validation sets. Other columns: CNN predictions for the different label
distributions after 1, 10, and 150 training epochs. The color-coding of the Kiel
diagrams indicates the [Fe/H] values of each data point and is on the same
scale as in Fig. 19. Brighter colors in the [Mg/Fe] and [Al/Fe] density plots

indicate a higher density of data points (linear color scale).
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lies in the way we find our inner test set. This set contains only stars that
occupy the same area in a t-SNE map as the training spectra (Fig. 21).
The shape of a spectrum, and therefore its position in the t-SNE map,
depends strongly on the labels T, log(g), and [Fe/H], while changes
in [Al/Fe] only have a small effect on the overall spectrum. The same
is true for [Mg/Fe], but to a lesser extent. This is because there are
more Mg absorption lines than Al lines in our sample spectra (Heiter
et al. 2021b). The accuracy of the network predictions starts to degrade
with the low S/N inner test set (middle row of Fig. 3). This set contains
spectra that are similar to the training spectra but have lower S/N (we
remind that the minimum S/N of the training spectra is 30). The low
S/N inner set contains more spectra that are outside the training limits.
It is clear that our CNN cannot accurately parameterize spectra whose
GES labels lie outside the training set range. The bottom row shows
the results for the outer test set. Network predictions for this set are
increasingly inaccurate, even for spectra inside the training set limits.
The difference between GES input and CNN output for the outer test
set is most prominent in [Al/Fe] and [Fe/H], where extremely low and
high GES labels are not accurately predicted by our network.

The comparison of the CNN predictions for the different test sets
highlight the importance of pre-selecting spectra that are likely to fall
within the training set limits. Network predictions for spectra that are
dissimilar to the training spectra or have lower S/N are likely to be in-
accurate.

4.2.4 Estimation of internal precision

As described, the label predictions from our eight trained CNN models
vary slightly. This variation can be used to estimate the internal pre-
cision of our methodology. We define the internal uncertainty of our
results as the dispersion between the label predictions from the eight
CNN models. In Fig. 28 we display the distribution of the internal un-
certainty of our five labels relative to the predicted label values and to
the spectra S/N. This analysis is done for both the inner test set with
S/N> 30, the inner test set with S/N < 30, and for the outer test set. The
boxplots show the spread and median of the uncertainties in S/N bins
of size 10, for the entire test set. Where S/N > 30, the uncertainties are
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small, with near constant median and spread across all bins. Towards
lower S/N, both the median uncertainty and the spread in the bins in-
crease. The mean uncertainties of the label predictions for the high S/N
inner test set are small: 27 K for T, 0.04 for log(g), and 0.03 dex for
[Mg/Fe], [Al/Fe], and [Fe/H] alike. The GES label errors for this set
show little to no dependence on the absolute label value and S/N. Their
mean values are 63 K for T, 0.15 for log(g), 0.22 dex for [Mg/Fe],
0.19 dex for [Al/Fe], and 0.18 dex for [Fe/H].

The CNN predictions with large uncertainties for one label also
show large uncertainties for all other labels, while precise predictions
are precise across all five labels. The internal precision of our T and
log(g) is highest where the training set density is highest. For T this
is the case between ~ 4500 and 5775 K, for log(g) at ~ 2.5 and 4.5 dex.
Here, the uncertainties of the predictions for these two labels is lowest.
Except for [Fe/H], the precision of the abundance predictions show no
clear trends with the absolute label value. For [Fe/H], the uncertainty
increases with lower [Fe/H] abundances. This is presumably due to the
smaller number of stars in the metal-poor regime compared to the main
bulk of the sample. Also, our CNN struggles to provide precise predic-
tions due to the weak spectral features present in this [Fe/H] regime. We
find that the uncertainties of the predictions for all five labels increase
as the S/N of the spectra decreases.

The mean prediction uncertainties for the low S/N inner set and for
the outer set are higher than for the high S/N test set. Precision for these
sets also show strong trends with the absolute label value, especially for
Tt and [Fe/H].

We also tested how the uncertainty distributions change when we
change the composition of the training and test sets for every training
run. The resulting label uncertainties are similar to the uncertainties
from our original approach. We leave the detailed investigation of the
effect of varying train and test sets for future work.

4.2.5 Influence of radial velocity errors

As described in Sect. 4.1.1, we use the radial velocity of the stars for
the redshift correction of the input spectra. Within GES, the radial ve-
locities were measured by comparing the redshifted observed spectra
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Figure 28: Internal precision of our CNN results for the inner test set with
S/N > 30 (light blue), with S/N < 30 (dark blue) and the outer test set (red).
The left panels show the internal precision relative to the absolute CNN label
values, the right panels show the precision relative to the spectra S/N. The box
plots in the right panels show the median and spread of the uncertainties of the
whole test set, in S/N bins of width 10, starting at S/N = 10.
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to unshifted synthetic spectra (Gilmore et al. 2022). The velocities are
measured from each GIRAFFE setup and then homogenized to pro-
vide one value for every star. We tested how uncertainties in the pro-
vided radial velocities for the HR15N spectra influence the accuracy
of the CNN predictions of the labels T, log(g), [Fe/H], and A(Li).
In Fig. 29, we show the difference A between the CNN label predic-
tions for the HR15N test set and the GES input labels for these spectra.
The data points in this figure are color-coded by the provided error of
the radial velocity (E_Vrad) of these spectra. We see that the disper-
sion of A increases for all four labels, when the E_Vrad increases. The
bias (average difference A) also increases with the uncertainty. This is
most pronounced for the labels T¢ and [Fe/H]. Most of our stars with
E_Vrad > 0.5 kms! are hotter than 5200 K. Measuring the radial ve-
locity from GIRAFFE spectra becomes increasingly difficult for stars
hotter than ~5500 K, because of a lack of strong absorption lines in hot
stars (Jackson et al. 2015).

We demonstrated that minor changes in input data wavelengths can
significantly impact machine learning pipelines. For forthcoming sur-
veys like 4AMOST and WEAVE, accurate radial velocity estimation be-
comes crucial, given the extensive adoption of machine learning tech-
niques due to increased observation volumes.

4.3 What does the network learn?

The purpose of the convolution layers in our CNN is to find spectral
features. These spectral features are then interpreted into the labels by
the dense layers. This approach is also used by classical spectral clas-
sification methods, where individual spectral features are investigated
to derive the stellar parameters. However, since machine—learning is
purely data-driven, the predictions of our CNN could merely be the re-
sult of our network learning correlations between labels in the training
data. Inferring stellar parameters from correlations like these can lead
to satisfying results for some spectra. Stars with exotic chemical com-
positions (for example stars with a non-solar mixture of elements, such
as old thick disk stars) do not follow such trends and will not be param-
eterized well. This effect can be demonstrated by attempting to infer Li
abundances from spectra that do not contain any Li absorption features.
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Figure 29: Difference A between CNN and GES labels as a function of GES
labels for the HR12N test set. The stars are color-coded according to their
radial velocity uncertainties. For each label, the bias = mean(CNN—GES) and
o = std(CNN—GES) in the four uncertainty bins are given. Figure from Nepal
et al. (2023).



To this end, we trained a CNN on GIRAFFE HR15 spectra, where the
Li line at 6707.8 A has been masked out, with the training labels T'esf,
log(g), [Fe/H], and A(Li). Due to the lack of Li features in these mod-
ified training spectra, the network can only learn the astrophysical cor-
relation between the input labels 7¢r and A(Li). The A(Li) predictions
of the so-trained CNN follow the general 1:1 relation when compared
with the input A(Li) from GES iDR6 (Fig. 30). However, in addition to
the large scatter of ~0.5 dex, this version of the network fails to predict
the high Li abundances of several stars. These stars are Li-rich giants,
whose Li abundance does not follow the common Li-Tg correlation.
Without knowledge about the Li absorption line, the network cannot
predict accurate Li abundances for these exotic objects. Individual el-
emental abundances can also be correlated. Magnesium and aluminum
abundances for example are correlated with the iron abundance: Stars
with low iron generally show low abundances of Mg and Li as well.

We therefore want to show that our CNN is indeed able to identify
spectral lines and to associate them with the right labels.

To visualize where our CNN is active for a given label, we computed
sensitivity maps using GradientTape from TensorFlow. In general, our
CNN behaves like a function that maps input pixels in stellar spectra
to the output label values. This mapping is differentiable, which means
that the influence of every input pixel for the resulting label predictions
can be quantified. Using automatic differentiation, one can compute the
gradients, d Label / d 4, i.e., the sensitivity of the CNN to each pixel
for every label. A large absolute gradient value at a wavelength bin then
means that the network prediction for a given label is very sensitive to
flux changes in that bin. In Fig. 4 we show the network gradients for our
five labels across the whole wavelength range of the input spectra. The
gradients are scattered randomly around zero for most of the wavelength
range. Only at certain wavelength bins, the network is sensitive to flux
changes. Here, the gradients show individual, narrow spikes. This is es-
pecially apparent in the gradients for [Mg/Fe] and [Al/Fe] in the HR21
part of our input spectra. The [Mg/Fe] gradients show two clear spikes
at 8736.0 and 8806.8 A. These are the locations of two Mg 1 absorption
lines. The largest spike in the [Al/Fe] gradients mark the location of
the Al 1 double feature at ~8773 A. These Mg and Al lines were used
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Figure 30: CNN vs. GES-iDR6 A(Li) for the CNN that has been trained on
spectra with a masked 6707.8 A Li line. Blue and orange represent train and
validation sets, respectively. The dashed line shows the 1:1 relation, and two
dotted lines are at £0.5 dex. The red ellipse shows the Li-rich giants, whose
high input Li abundance has been miss-predicted by the network. Figure from

Nepal et al. (2023).
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by GES for the determination of our input Mg and Al abundances. The
gradients for Mg and Al also show spikes at the locations of the other
absorption lines of these elements. Their precise wavelengths in the
HR10 and HR21 setups are 5528.41, 8717.81, 8736.02 and 8806.75 A
for Mg and 5557.06, 8772.87 and 8773.90 A for Al (Heiter et al. 2021Db).
We therefore see that our network can identify absorption lines in the
input spectra. The negative gradient values at these wavelengths mean
that if the flux at the absorption lines is low, the predicted abundance
is high, and vice versa. This reflects the fact that stronger absorption
features in spectra indicate higher elemental abundances in stellar at-
mospheres. Nepal et al. (2023) show analogous behavior of the CNN
gradients of a network that has been trained to predict the Li abundance
from GIRAFFE HRI15N spectra. The Li gradient at the wavelength of
the 6707.8 A Li absorption line is strong and negative, while it is close
to zero for all other wavelengths. The CNN label predictions are there-
fore directly based on the strength of the relevant absorption lines in the
input spectra.

Further investigation of our gradient peaks gives interesting insights
into the behavior of our CNN. Some spectral lines influence the network
predictions for only one of the labels. An example in the HR10 setup
is a Cr I line at ~5410 A, that corresponds to a peak in the gradient
for Ter. Other lines affect multiple, uncorrelated labels. For deriving
Tefr and log(g), our CNN is sensitive to the Ni I line in the red end of
the HR10 setup. While this line coincides with the strongest peak in
the log(g) gradient, only a minor peak is present in the 7 gradient.
A Fe 1 line at ~8805 A is also important for both the 7T'¢g and log(g)
predictions, but not for the [Fe/H] likely due to its blend with a Mg line.

The infrared calcium triplet (the three most prominent absorption
lines in the HR21 setup) does not have a significant influence on the net-
work predictions for any of the labels, but the Ca 11 line beyond 8900 A
causes a very strong response of the T and [Fe/H] gradients. A deeper
investigation of the CNN gradients could be done to search for comple-
mentary spectral features that could be used by standard spectroscopic
pipelines, but this is out of the scope of this thesis.

We ran several tests to investigate the effect of correlations between
the input labels in our training set. For this, we trained our CNN with
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different combinations of input labels. We found that the gradients of a
combination of T, log(g), and one or all abundances show no gradient
correlations. This means that the CNN mainly learns from the spectral
features. If the network is trained only with the highly correlated labels
A(Mg), A(Al), and A(Fe) (absolute abundances), the gradients for the
three labels are almost identical (Fig 32). In this case the CNN is still
able to identify the locations of the Mg, Al and Fe absorption lines, but
the network predictions for one element are also very sensitive to ab-
sorption lines of the other two elements. In addition, the quality of the
CNN predictions starts to degrade, leading to larger differences between
GES input labels and CNN predictions. This is because the network re-
lies too much on the label correlations within the training set instead of
the connection between spectral features and labels of individual spec-
tra. For future surveys, we therefore recommend to carefully inspect
the training data for strong correlations because they can influence the
CNN performance.
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Figure 31: Network gradients for our five labels as a function of wavelength
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Figure 32: CNN sensitivity maps when trained only on the highly correlated
labels A(Mg), A(Al), and A(Fe). For clarity, this figure focuses on a wave-
length range in the GIRAFFE HR21 setup. It contains two Mg lines and the
Al double absorption line.

5 Evaluation of the CNN results

5.1 [Evaluation with benchmark stars

The GES iDR6 data set contains a number of benchmark stars with
high quality spectra and precise stellar labels (Heiter et al. 2015). This
benchmark set covers stars in different evolutionary stages with a wide
range of stellar parameters and abundances, suited for the verification
and calibration of large data sets (Pancino et al. 2017b). Our data set
contains 25 benchmark stars, including the Sun. As for the rest of our
data set, the labels for the benchmark stars were determined spectro-
scopically by GES. We note that none of the benchmark stars are present
in the training or validation sample. Five of the benchmark stars are not
part of the inner test set, meaning that their spectra are different from
the training set spectra. Four of them have the lowest [Fe/H] of all
benchmark stars, the fifth is the benchmark star with the highest [Fe/H]
in our data set. The CNN predictions for these five stars do not match
the GES input values well. The CNN predictions of the remaining 20
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benchmark stars, which are part of the inner test set, agree well with
the GES values across all five labels. The largest differences occur for
stars on the edges of the parameter space, where the network predicts
more moderate values compared to the extreme GES values. An exam-
ple is HD 49933, the benchmark star with the highest T'¢, for which our
network predicts ~350 K less than what is reported by GES. This star
stays one of the hottest in our benchmark set, even with this reduction in
Tetr. Despite the large difference in one label, the CNN predictions for
the other labels of HD 49933 agree well with the GES measurements.
The label-specific bias and scatter between GES and CNN labels for
the benchmark stars in the inner test set is comparable to the bias and
scatter that we found for the training and validation sets in Fig. 26.

The CNN predicts similar label values for repeat spectra of our
benchmark stars, oftentimes predicting identical labels for multiple re-
peats. The dispersions between repeated label predictions can be inter-
preted as the uncertainties of the CNN results. These CNN uncertainties
are within the GES label uncertainties for the benchmark stars.

We conclude that our CNN can accurately predict multiple labels of
individual stars, if their spectra are similar to the training set spectra.
However, the most extreme CNN results should be used cautiously be-
cause they are likely to underestimate high values and overestimate low
values.

5.2 Network predictions for globular clusters

Our data set includes stars that belong to several globular clusters. We
identified member stars of five separate clusters based on their posi-
tion in the sky and their scatter in [Fe/H] and radial velocities that are
reported in GES iDR6. The position of the cluster members in the
[Mg/Fe] and [Al/Fe] plots is displayed in Fig. 34. The CNN predictions
reproduce the grouping of cluster members in the plots, with a small
spread of [Fe/H] within each cluster. However, the CNN predictions
show a smaller scatter in [Element/Fe] compared to the GES values,
especially for Al. This reduced scatter reflects the results that we saw
in Figs. 26 and 3, where the CNN predicts more moderate labels for
spectra with extreme GES labels.

Our CNN results recover the Mg-Al anti-correlation, which is used
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Figure 33: Comparison of GES input labels with CNN predictions for the
benchmark stars. Red data points represent benchmark stars that are in the
outer test set. Blue data points are benchmark stars in the inner test set and
have S/N > 30. Different data point sizes have no physical meaning and are
for visualization purposes only.
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Figure 34: [Mg/Fe] and [Al/Fe] vs. [Fe/H] plots for stars in the training, val-
idation, and test sets. The panels on the left show the distributions of the
GES iDR6 values, the panels on the right are the predictions of the trained
neural network. Cluster membership is indicated by differently colored data-
points.
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Figure 35: Mg-Al anti-correlation plots for three of our sample clusters with
decreasing cluster metallicity. Colored data points show the labels predicted by
the CNN; black points are the GES results. The color for the different clusters
is the same as in Fig. 34. Average uncertainties of the GES results are shown
in the lower left corner.

to investigate the chemical evolution of globular clusters (Pancino et al.
2017c). Figure 35 shows the Mg-Al anti-correlation in the clusters
NGC 6752, NGC 6218, and NGC 1851. The average [Fe/H] values of
these three clusters span a range of ~0.5 dex. We see that the match be-
tween GES input and CNN output is improving with increasing cluster
[Fe/H]. The cluster NGC 6752 contains stars with [Fe/H] values at the
lower edge of the training set limit, where the density of training spectra
is low. The density of the training set increases with [Fe/H], which leads
to better CNN predictions for the cluster stars. Except for the two stars
with the lowest [Al/Fe], all CNN predictions for the NGC 6218 agree
with the GES results within their reported uncertainties. For NGC 1851,
which has the highest average [Fe/H] value among the clusters in our
sample, we observe a good match between the Mg-Al anti-correlation
as measured by GES and our predicted anti-correlation.

&5



5.2.1 NGC 1851 revisited

Here we investigate in more detail the CNN predictions for the globular
cluster NGC 1851 and compare the results to what was found for this
cluster in Sect. 2. The predicted [Fe/H] of the 20 cluster stars in our
CNN sample spans a range of ~0.2 dex. As already seen in Fig 34, and
shown in more detail in Fig. 36, the [Al/Fe] of the stars in this cluster is
quite varied.

There are two stars whose [Fe/H] is about 0.1 dex larger than the
cluster mean of —0.92 dex. The predicted [Al/Fe] values of these two
more metal-rich stars are 0.43 and 0.53 dex. Their average is 0.35 dex
larger than the average predicted [Al/Fe] of the remaining, more metal
poor stars (0.13 dex). The spread of [Mg/Fe] of the cluster shows little
variance across the whole [Fe/H] range. This observation is comparable
to what was found in Section 2 when analyzing NGC 1851 member stars
with classical spectroscopic methods. There, the average [Al/Fe] value
of the metal-rich cluster subpopulation is by 0.21 dex larger than the
average of the metal-poor population. The average [Mg/Fe] values of
both populations are within 0.01 dex (see the bottom panel of Fig. 36
and Table 1).

Our CNN sample has only one star in common with the cluster sam-
ple from Section ?? (CNAME 05134740-4004098). This star’s CNN
predictions for [Mg/Fe], [Al/Fe], and [Fe/H] are given in Table 5, to-
gether with the corresponding values from Section 2. The common star
is part of our training set, and in Table 5 we also list its GES input values
for the network training.

We remind here that the abundance values from Section 2 are from
the 4th internal data release of the Gaia-ESO survey, obtained from

Table 5: CNN predicted values of the labels [Mg/Fe], [Al/Fe], and [Fe/H] for
the common star 05134740-4004098, together with its corresponding values
from Section ?? (GES iDR4) and the training input values (GES iDR6).

[Mg/Fe] [Al/Fe] [Fe/H]

CNN 0.27 0.43 -0.84
GES iDR4 (UVES) 0.23 0.50 -0.92
GES iDR6 (GIRAFFE) 0.23 0.40 -0.88
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Figure 36: Top: Detailed view of the CNN predicted [Mg/Fe] and [Al/Fe]
vs. [Fe/H] distributions of 20 stars in the cluster NGC 1851. Bottom: The
same but for the sample of 45 cluster members from Section 2. The metal-rich
population is shown in blue, the metal-poor one in red (compare to Fig. 7). In
both subplots, results for the common star 05134740-4004098 are marked by
a black circle.
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spectra by the UVES spectrograph. Our training data is from the 6th
internal Gaia-ESO data release and is based on spectra from the GI-
RAFFE spectrograph. As seen in Table 5, the CNN predictions agree
quite well with the classically obtained results from both GES iDR4 and
iDR6 data releases.

We conclude that our CNN is able to qualitatively reproduce the Mg
and Al results that we found for the cluster NGC 1851 in Section 2.
However, we only have CNN predictions for 20 cluster members. A
detailed chemical study of the cluster would benefit from a larger sam-
ple. For a thorough separation of the cluster stars into chemically dis-
tinct subpopulations, abundance predictions for additional chemical el-
ements (for example several s-processed elements and nitrogen) would
be necessary.

5.3 Thin and thick disk populations

As discussed in Sect. 4.1.2, [Mg/Fe] values can be used to separate the
Milky Way stars into a thin disk and a thick disk population. We per-
formed this separation based on our CNN results for the inner observed
set with S/N > 30 in combination with the training and test sets. We
also attempted to perform the separation for the combination of the low
S/N inner observed set and outer observed set. The top panel of Fig. 37
shows the distribution of [Mg/Fe] vs. [Fe/H] for the CNN predictions
for the low S/N set plus the outer observed set. We can see that the stars
are not separated into the two distinct thin and thick disk populations.
The CNN predictions for both [Mg/Fe] and [Fe/H] are strongly clus-
tered around the label averages, and it is not possible to clearly separate
the stars into a thin and thick disk population. The bottom panels show
the same plot for the inner observed set with S/N > 30 plus the test set.
Here we can see the separation between the two disks: Thin disk stars
with [Mg/Fe] lower than ~0.2 dex and thick disk stars with enhanced
[Mg/Fe]. To identify the thick and thin disk stars, we used the clustering
algorithm HDBSCAN (Campello et al. 2013), which is implemented in
the hdbscan library for Python programming. This algorithm assigns
data points to different clusters, depending on the density of data points
in a distribution. Two clusters are identified that correspond to the two
stellar populations, as displayed in the two panels of Fig. 37. About
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35% of the stars do not fall into any of the two clusters. Stars out-
side the two dense regions in the distribution are considered "noise" by
the HDBSCAN algorithm and are not assigned to any cluster. In the
literature, the chemical separation between thin and thick disk is of-
ten performed by splitting the distribution into several [Fe/H] bins and
finding the [Mg/Fe] value in each bin where the density of stars is at
a minimum (e.g. Adibekyan et al. 2011, Mikolaitis et al. 2014). An-
ders et al. (2018) use a sophisticated t-SNE approach to identify the
different stellar populations. They include abundances measurements
from 13 chemical elements to further dissect the thin and thick disk into
additional subpopulations.

To investigate the age distributions of the two populations, we used
the isochrone fitting code A Unified tool to estimate Distances, Ages
and Masses (UniDAM). The UniDAM tool (Mints & Hekker 2017)
follows a Bayesian approach of isochrone fitting. It compares stellar
atmospheric parameters and absolute magnitudes from simulated PAR-
SEC isochrones (Bressan et al. 2012) to the corresponding values in
observed stars. All PARSEC isochrones also have stellar masses and
ages associated with them. For the isochrone fitting we used the CNN
predictions for the atmospheric parameters T.g and log(g) in combi-
nation with [Fe/H]. Magnitudes of our sample stars in the J, H, and K
bands were taken from the 2MASS catalog (Skrutskie et al. 2006). For
UniDAM to calculate the absolute magnitudes, it is also necessary to
provide the parallax value for each sample star. We used the parallaxes
from Gaia EDR3 (Gaia Collaboration 2020). We removed stars with
negative parallaxes as well as stars with relative parallax errors > 0.2.
To get the most precise age estimates, we only considered turn-off stars
in this analysis. Turn-off stars in our thin and thick disk samples were
selected by their position in the Kiel-diagram. The resulting average age
of the thin disk stars is 8.7 Gyr, the average thick disk age is 9.7 Gyr.
This age difference between the two populations has been found in nu-
merous studies and by using several age determination methods. Kilic
et al. (2017) for example, find ages from 7.4-8.2 Gyr for the thin disk
and 9.5-9.9 Gyr for the thick disk by analyzing luminosity functions
of white dwarfs in the two disks. Using APOGEE spectra and precise
age estimates based on asteroseismic constraints, Miglio et al. (2021)
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Figure 37: Top panels: Density map of the [Mg/Fe] vs. [Fe/H] distribution
of our CNN results for the stars in the validation set and inner observed set
with S/N > 30. Thin and thick disk populations found by the HDBSCAN
algorithm are shown at the bottom. The two populations correspond to the two
dense regions in the panel above. Bottom panel: Same density map as above,
but for stars in the low S/N inner + outer test sets. Brighter colors indicate a
higher density of data points (linear color scale).
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also show that the chemically selected thick disk stars are old, with a
mean age of ~11 Gyr. We note that the detailed age distribution of thin
and thick disk members is sensitive to several selection criteria such as
metallicity, kinematic properties, and the distance from the Milky Way
center. A detailed investigation of the two stellar populations is out of
the scope of this work.

We also investigated the kinematic properties of our thin and thick
disk samples. Based on the current positions and velocities of the stars,
we integrated their orbits for 5 Gyr in a theoretical Milky Way poten-
tial, using the Python-based galactic dynamics package galpy (Bovy
2015). For the integration we used the gravitational potential MWPo-
tential2014, which combines bulge, disk, and halo potentials. Proper
motions, sky coordinates and parallaxes of our sample were taken from
the Gaia EDR3. In Fig. 38 we show the trends of the orbital eccentrici-
ties relative to [Fe/H] for our thick and thin disk stars. A linear regres-
sion model shows that the eccentricity e of thick disk orbits is decreas-
ing with increasing [Fe/H]: Ae/A[Fe/H| = —0.25. The eccentricities of
thin disk stars are on average lower than the thick disk eccentricities
and show a slight positive trend (Ae/A[Fe/H| = 0.02). These results are
consistent with the findings of Yan et al. (2019), who investigated the
chemical and kinematic properties of thin and thick disk stars from the
LAMOST data set (Zhao et al. 2012).

5.4 Discovery of 31 new lithium-rich giants

The training set of HR15N spectra with labels, which was used to train
the CNN from Nepal et al. (2023) to predict Li abundances, contains
38 Li-rich giants (log(g < 3.5 and A(Li) > 2). When considering that
the same training set contains ~2500 giant stars in total, it becomes
apparent that Li-rich giants are rare objects. Standard stellar evolution
models (for example, from Lagarde et al. 2012) predict that an initial
stellar A(Li) value of 3.3 dex decreases during the star’s lifetime to be-
low ~1.50 dex. This reduction is predicted to happen mostly during and
after the first dredge-up. In this mixing event, Li is transported from the
stellar atmosphere into the center of the star, where it is destroyed by
nuclear reactions. The existence of Li-rich giants implies the existence
of one or several mechanisms that increase the stellar Li abundance
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Figure 38: Eccentricities of stellar orbits as a function of [Fe/H] for our thick
disk and thin disk samples. Black lines show linear fits to the thick disk
(dashed) and thin disk data points (solid).

again after this depletion event. Cameron & Fowler (1971) propose
a Li-enrichment mechanism in which, in a first step, Be’ is produced
in the stellar interior. Convection and non-standard mixing processes
then rapidly transport the Be’ to the stellar surface, where it decays to
Li’. External enrichment mechanisms have also been proposed, includ-
ing planet engulfment and mass-transfer from a Li-rich companion star.
The review by Casey et al. (2016) provides an overview over currently
discussed Li-enrichment processes in giant stars.

We report here the discovery of 31 previously unidentified Li-rich
giants as a result of our CNN predictions. These 31 new Li-rich giants
are part of the test set from Nepal et al. (2023) and miss one or multiple
labels (T, log(g), [M/H], or A(Li)) in the Gaia-ESO iDR6 data set.
All of these giants have A(Li) > 2 dex, log(g) < 3.5, and T < 5500 K.
The S/N of their specra is > 25 and the internal CNN uncertainties of
their label predictions are < 50 K for T, and < 0.1 dex for log(g),
[M/H], and A(Li). None of these 31 stars have been reported as Li-
rich giants in any previous Gaia-ESO papers. A search in the GALAH
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survey catalog of Li-rich giants in the southern hemisphere Martell et al.
(2021) also found no match with any of our newly discovered objects.
We list our found Li-rich giants with their predicted labels in Table 6.
Figure 5 shows the position of the found Li-rich giants together with
label predictions for the stars from the above-mentioned training set.
The giant branch of the Kiel diagram contains 67 Li-rich (A(Li) > 2 dex)
in total, 38 of these are included in the training set.

Despite their rarity, Li-rich giants are believed to play an impor-
tant role in the Li-enrichment of the interstellar medium (Romano et al.
2001). Studying these stars can therefore provide important insights
into the formation and enrichment history of the Milky Way galaxy. Up
to now, ~11000 Li-rich giants have been found (Hong-liang & Jian-
rong 2022). This number is expected to grow considerably with the
upcoming large-scale spectroscopic surveys. Machine-learning meth-
ods like our CNN will be key in the search for the Li-rich giants and
other rare objects.
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Table 6: Gaia-ESO CNAMES of our 31 discovered Li-rich giants and their
label predictions for Tegr (K), log(g) (dex), [M/H] (dex), and A(Li) (dex). The
stars are sorted by descending A(Li).

CNAME Ter  log(g) [M/H] A(Li)

07434938—3841399 4841 2.84 031 3.88
10495937—-6345553 4805 272 —0.16 3.83
07464933—-3750081 4948 29 —-020 3.62
08064077—4736441 4797 2.66 —0.10 3.56
16271097—-2455213 4920 2.82 —-045 3.55
06410348+0905141 5071 3.13 —0.18 3.50
07493206—3759457 4799 2.69 —-0.24 348
10430727—-6456318 4619 247 —0.16 3.43
08110435—4853491 4831 2.68 —-0.30 3.42
10400095—-6419586 4525 2.34 0.01 3.29
08084532—4701292 4836 2.74 —-0.19 3.26
07462219-3712141 4862 2.82 —-0.20 3.22
06273069—-0440141 4714 253 —0.68 3.21
08512566—4135067 4331  2.20 0.23 3.15
08102172—4845417 4514 236 —0.06 3.14
06255393—-0457404 4981 293 —-0.29 3.03
08083354—4711111 4441 231 0.10  3.00
07442999-3812166 4857 2.65 —0.24 2.98
10350175—6405092 4469  2.35 0.11 2.88
07475310—-3733040 4853 2.80 —-0.21 2.86
10483936—-6327542 4383 2.21 0.08 2.74
10420066—6421333 4397 222 0.08 2.73
11130526—-7617396 4815 2.67 —-032 2.73
11123294-7727006 4315 2.31 0.16  2.61
10575316—-7634459 4858 270 —-0.21 242
07472841-3850499 5276 347 —-0.12 235
10513847—-6335341 4352 224 0.31 2.29
07472390—3856376 5049 293 —-0.24 227
06272996—-0518528 4522 244 —-0.02 2.20
08075108—4744027 4719 257 —-0.13 2.19
07483625—-3724338 4939 3.01 —-0.15 2.03
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6 Caveats of the CNN method

During the network training, the GES input labels are considered to
provide the true parameterization of the training spectra. The quality
of the network predictions therefore depends entirely on the quality of
the training data. We limited the uncertainties and errors in our train-
ing data by applying several quality constraints (Sect. 4.1.1), but there
is still a possibility that the input labels may suffer from systematics.
Inaccurate labels of a few input spectra will not have a noticeable ef-
fect on the training process. The cases with a large difference between
GES input value and CNN prediction could therefore be the result of
the network predicting accurate labels for spectra with inaccurate GES
labels. Future work could investigate if and how CNNs can be used for
the quality control of classically derived stellar parameters. Future sur-
veys should also take care of including proper 3D and NLTE modeling
when deriving atmospheric parameters and chemical abundances.

We estimate the internal uncertainties of our network predictions by
training multiple CNN models on the same data. These uncertainties,
however, do not consider the uncertainties of the training labels them-
selves. Bayesian deep learning frameworks account for both the train-
ing data uncertainties and model uncertainties (Kendall & Gal 2017).
Future work could benefit from implementing this Bayesian approach
into our CNN method.

The predictive power of our CNN is limited by the sparse training
data that is available at the edges of the parameter space (Sect. 4.2.2).
A more homogeneous coverage of the parameter space, achieved by in-
creasing the number of training spectra with extreme parameter values,
will increase the precision of the CNN predictions. In this way, the
training sample is proactively built instead of relying on an existing set
of labels.

During the training phase, our CNN not only learns the correlations
between spectral features and stellar labels but is also sensitive to cor-
relations within the training labels themselves. The effect of this is
discussed in Sect. 4.3, where we see for example how the strength of
Mg absorption lines also influences the network predictions for [Al/Fe].
These correlations can never be avoided when training the network to
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predict multiple abundances at once. The alternative then is to train
a separate network model for each abundance label. This strategy de-
creases the efficiency of the CNN approach, especially when the goal
is to predict abundances of many chemical elements. Therefore, care
should be taken to reduce the correlations in the training data without
sacrificing the ability of the network to predict multiple labels at once.
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7 Summary and conclusions

Here we summarize the main results of this thesis and the steps carried
out to find these results.

* We investigated spectra of 45 red giant stars in the globular clus-
ter NGC 1851 with classical spectroscopic methods. Stars in this
cluster can be separated into two subsamples, with a difference
of 0.07 dex in their mean metallicity. The subsamples also dif-
fer in their mean carbon-to-nitrogen ratios and abundances of the
s-processed neutron-capture elements Y, Zr, Ba, La, Ce, and Nd.
The average difference of these s-processed elements in the two
subpopulations is 0.35 dex. We found no notable distinction in
the average abundance-to-iron ratios of carbon, europium, - and
iron-peak elements. Analysis of the C, N, and O abundances in the
cluster stars shows that the metal-rich subpopulation is ~0.6 Gyr
older than the metal-poor one.

* We built a training and a test set based on GES iDR6 spectra with
S/N > 30. Together, these sets consist of 14 634 stellar spec-
tra with associated atmospheric parameters and chemical abun-
dances. We applied several quality checks on these sets to ensure
that our network is trained on high quality spectra and stellar la-
bels. We use the parameters 7Tef and log(g) and the abundances
[Mg/Fe], [Al/Fe], and [Fe/H] as the input labels for our neural net-
work. We also built an observed set of 22 270 spectra to test the
performance of our CNN on spectra that were not involved in the
training process.

* We used t-SNE to identify observed spectra that are similar in
shape to the training set spectra. In this way we can identify spec-
tra that are likely to have labels within the training label range,
without relying on their GES labels. Less than 10% of the ob-
served spectra that are similar to the training set spectra in shape
and S/N range have GES labels outside the training set limits. This
pre-selection step is important because neural networks are not
able to accurately predict labels outside the training range.

98



* We then built a convolutional neural network with the Python-
based library Keras. Our network architecture contains three con-
volutional layers, designed to detect features and absorption lines
in input spectra. Three succeeding dense layers then convert the
found spectral features into the values of the five output labels.
We performed ten training runs, resulting in ten slightly different
CNN models. We used the eight best CNN models to predict the
labels of the training, test, and observed set spectra.

* On average, one training run took ~45 minutes to complete on
a desktop PC, using only CPU. Label prediction with our trained
network is very fast: the parameterization of the ~35 000 spectra
in our data set took less than 20 seconds per CNN model.

* The CNN label predictions for the training and test sets agree well
with the GES input labels. The bias (average offset) and scat-
ter between CNN and GES labels are identical for the training
and test sets, showing that our CNN is not over-fitting during the
training. We use the scatter between GES input and CNN out-
put for the training set as a measure for the training precision of
our network: The training precision is 37 K for T, 0.06 dex for
log(g), 0.05 dex for [Mg/Fe], 0.08 dex for [Al/Fe], and 0.04 dex
for [Fe/H]. The results for the pre-selected observed set, with sim-
ilar spectral shape and S/N range as the training set, are also in
good agreement with the GES input values, albeit with a larger
scatter between CNN and GES values. We find that the quality of
the CNN results degrades for spectra with S/N < 30, especially for
abundance predictions. Observed spectra that are different from
the training set spectra are not parameterized accurately. We warn
the community that machine—learning on low-S/N spectra may
not be sufficient for deriving precise enough abundances. Surveys
should therefore gather spectra with high-enough S/N (depending
on their science goals).

» All sets of spectra have in common that the differences between
CNN predictions and GES values increase at the edges of the pa-
rameter space. At the edges, the number of available training
spectra is small. Increasing the number of training spectra in these
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parameter regimes would increase the accuracy (mean bias) of the
CNN predictions, as well as precision as the number of sample
observations increases.

The scatter between the predictions from the eight different CNN
models can be used to assess the internal precision of our network.
This scatter is small: On average 27 K for Teg, 0.04 for log(g),
and 0.03 dex for [Mg/Fe], [Al/Fe], and [Fe/H] alike. However,
the mean scatter may overestimate the precision of our network
predictions. We find that the uncertainties increase at the edges of
the parameter space. The uncertainties also increase as the spectra
S/N decreases. Therefore, the spectra S/N and the position of the
predicted labels in the parameter space should also be considered
when estimating the label precision for individual spectra.

We use network gradients to demonstrate the sensitivity of our
network to different parts of the input spectra. The gradients show
that the network can identify absorption lines in the input spectra
and associates those lines to the relevant stellar labels. Caution
should be applied when choosing input labels, because strongly
correlated input labels lead to strongly correlated network gradi-
ents. The network then predicts labels based on unrelated spectral
features (for example, absolute Al abundance from Mg absorption
lines). Inferring stellar parameters from correlations like these can
lead to satisfying results for some spectra. However, stars with ex-
otic chemical compositions will not be parameterized well.

The validation of our results with 25 GES benchmark stars shows
that our CNN can precisely predict labels for individual stars over
a large range of label values. Network predictions for repeat spec-
tra of the benchmark stars show a small scatter per star. This scat-
ter is within the GES uncertainties for the benchmark star labels.

We investigated the Mg-Al anti-correlation in globular clusters,
ranging from —0.92 to —1.40 in metallicity. In the most metal-
poor regime, where our training set contains only a few stars, our
CNN mainly recovers the Al spread in the clusters. The match
between GES Mg-Al anti-correlation and CNN anti-correlation is
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improving for clusters with higher [Fe/H], where the training data
is denser.

Our CNN is able to qualitatively reproduce the Mg and Al results
that we found for the cluster NGC 1851 in Section 2. A detailed
chemical study of the cluster would benefit from a larger sample.
For a thorough separation of the cluster stars into chemically dis-
tinct subpopulations, abundance predictions for additional chemi-
cal elements (for example several s-processed elements and nitro-
gen) would be necessary.

We found 31 previously unidentified lithium-rich giants in the
Gaia-ESO 1DR6 data set by training a convolutional neural net-
work to predict Li abundances. The predicted A(L1) of all of these
giants exceeds 2 dex, their log(g) is lower than 3.5 dex. The pre-
cision of the network label predictions for these 31 stars is high,
with eTer < 50 K and elog(g), e[M/H], and eA(Li) < 0.1 dex.
None of these 31 Li-rich giants have previously been reported in
any Gaia-ESO paper, and they do not appear in the GALAH sur-
vey catalog of Li-rich giants in the southern hemisphere. Lithium-
rich giants are rare. Machine learning methods will play a crucial
role in finding these objects in the observations of the upcoming
large-scale spectroscopic surveys.
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Santrauka (Summary in Lithuanian)

Darbo tikslai ir mokslinis naujumas

Pagrindinis Sio darbo tikslas - sukurti ir apmokyti konvoliucinius neu-
roninius tinklus (convolutional neural networks - CNN)*, kurie galéty
efektyviai ir greitai parametrizuoti didelés apimties ZvaigzdZiy spektry
rinkinius. Tokie tinklai vienu metu nustato pagrindinius Zvaigzdziy at-
mosferos parametrus ir cheminiy elementy gausas. Siuo darbu siekiama
parodyti, kad nauji maSininio mokymosi metodai yra patikimi jrankiai,
kurie padés iSnaudoti visa busimuy didelio masto spektroskopiniy tyrimy
potencialg. Taip pat bus parodyta, kad tinklo prognoziy kokyb¢ labai
priklauso nuo mokomuyjy spektry ir susijusiy etikeciy kokybés. Tink-
lo apmokymui naudojamos etiketés nustatomos klasikiniais spektros-
kopiniais metodais. Siekiant jvertinti tinklo naSuma, svarbu Zinoti, kaip
buvo sudarytas mokomasis rinkinys ir kokie yra jo apribojimai. Siame
darbe sukurti metodai tobulinti remiantis ankstesniais panasSiais darbais:
tinklo architektiiros sudétingumo, mokymo strategijuy ir tinklo prognoziy
taiklumo bei tikslumo kontekste. Sioje studijoje pademonstruota, kad
konvoliuciniai neuroniniai tinklai gali savarankiSkai atrinkti tyrimui nau-
dojamas spektro linijas. Tinklas prognozuoja $iy linijy etiketes tokiu
budu, kuris yra intuityvus ir atitinka tokias procediras, kokiomis kla-
sikiniais metodais analizuojami Zvaigzdziy spektrai. Norint nustaty-
ti chemiSkai ypatingas zZvaigzdes, labai svarbu remtis esamais spektri-
niais poZymiais, o ne vien tik numatyti astrofizikinémis koreliacijomis
pagristas etiketes. Sis metodas taip pat padidina tinklo prognoziy su-
pratima.

Naujausioje literatiiroje apraSoma, kad Siame darbe sukurti metodai
buvo iSplétoti taip, kad buty galima iStirti daugiau kaip 800 000 Gaia-
RVS spektry. Su Sia disertacija susijusios publikacijos yra pasirengimas
basimoms WEAVE ir 4MOST spektroskopinéms apZvalgoms. Siose

4angli§kg terminy vertimui  lietuviy kalba naudotas masininio ir giliojo mokymosi sagvoky
Zodynas, inicijuotas dr. Lino Petkeviciaus i§ VU Matematikos ir Informatikos fakulteto:
https://github.com/linas-p/ML-AI-2-LT
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apzvalgose bus stebima milijonai ZvaigzdZiy, esanciy visose Pauk$ciy
Tako dalyse.
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Ginamieji teiginiai

1. ZvaigZdes, esandias kamuoliniame spietiuje NGC 1851, galima
suskirstyti 1 dvi grupes, kuriy vidutinis metalingumas skiriasi per
0,07 dex. Sios grupés taip pat skiriasi vidutiniu anglies ir azoto
gausuy santykiu bei letojo neutrony pagavimo branduoliniy reakcijy
(s proceso) elementy Y, Zr, Ba, La, Ce ir Nd elementy gauso-
mis. Vidutinis Siy s-proceso elementy gausy skirtumas abiejo-
se sub-populiacijose yra 0,35 dex. Nepastebéta jokiy reikSminguy
skirtumy tarp vidutiniy anglies, europio ir geleZies piko ir « ele-
menty gausy.

galime nustatyti, ar stebéto spektro forma yra panasi | mokomo-
sios aibés spektry rinkinj. Spektrai, kuriy forma ir S/N santykis
yra panaSus ] mokomojo rinkinio, CNN nustatyti rezultatai ge-
rai dera su GES vertémis. Taip pat nustatyta, kad CNN rezultaty
kokybé pablogéja, kai spektry S/N < 30, ypa¢ prognozuojant ele-
menty gausas. Spektrai, kuriy forma skiriasi nuo mokomosios
aibés spektry, parametrizuojami netiksliai.

3. Po apmokymo neuroniniai tinklai per kelias minutes gali vienu
metu jvertinti Zvaigzdziy atmosferos parametrus Tegr ir log(g) bei
cheminiy elementy gausas [Mg/Fe], [Al/Fe] ir [Fe/H] i§ ~ 35 000
zvaigzdziy spektry. Teg nustatymo tikslumas yra 37 K, log(g) -
0,06 dex, cheminiy gausy - < 0,08 dex.

Siame darbe tyréme Mg-Al antikoreliacija kamuoliniuose spieciuo-
se, kuriy metalingumas svyruoja nuo 0,92 iki 1,40 dex. Nemeta-
lingiausiuose speiciuose, kuriy mokymo rinkinyje yra tik kelios
zvaigzdés, CNN daugiausia atkuria aliuminio gausy sklaida. GES
Mg-Al antikoreliacijos ir CNN antikoreliacijos geriau atkuriamos
metalingesniuose spieciuose, kuriuose mokymo duomeny tankis
yra didesnis.

Remdamiesi CNN [Mg/Fe] ir [Fe/H] jverciais savo imties Zvai-
gzdes suskirstéme j plono ir storo disko populiacijas. Nustatéme,

kad storojo disko Zvaigzdés yra vidutiniSkai 1 mlrd. m. senesnés
uz plonojo disko Zvaigzdes. Storo disko ZvaigzdZiy orbitos eks-
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centricitetas turi neigiama tendencija nuo metalingmo (Ae/A[Fe/H]
= —0,26). Sie CNN pagristi rezultatai atitinka panagius literatiiroje
pateiktus tyrimus.

. Apmoke konvoliucinj neuroninj tinkla nustatyti licio gausa Zvaig-
7dziy atmosferose, "Gaia-ESO iDR6" duomenuy rinkinyje radome
31-3 anksciau neidentifikuota li¢iu praturtinta raudonaja milZing
(log(g)< 3,5 dex). Sioms Zvaigzdéms nustatyta A(Li) gausa virsi-
ja 2.0 dex. Tinklo etikeCiy prognoziy tikslumas Sioms Zvaigzdéms
yra didelis: eTer < 50 K ir elog(g), e[M/H] bei eA(Li) < 0,1 dex.
Né viena i$ Siy 31 Li turtingy raudonyjy milZiniy anks¢iau nebuvo
apraSyta jokiame "Gaia-ESO" straipsnyje. Juy néra ir GALAH ap-
zvalgos kataloge, kuriame aprasomos piety pusrutulio li¢iu pratur-
tintos raudonosios milzinés. Turint omenyje, kad li¢iu praturtintos
raudonosios milZinés yra retos, galima sakyti, kad maSininio mo-
kymosi metodai bus labai svarbus ieSkant Siy objekty busimose
didelio masto spektroskopinése apzvalgose.

. CNN gradientus naudojame tam, kad pademonstruotume miisy
tinklo jautruma jvairiems jvesties spektro segmentams. Gradien-
tai rodo, kad tinklas sugeba panaudoti absorbcijos linijas jvesties
spektruose. Misy CNN susieja rasty sugerties liniju stipruma su
atitinkamomis ZvaigzdZiy etiketémis. Renkantis jvesties etiketes
reikia atidumo, nes stipriai koreliuotos jvesties etiketés lemia stip-
riai koreliuotus tinklo gradientus. Tada tinklas prognozuoja etike-
tes pagal nesusijusias spektrines savybes (pavyzdZiui, absoliucia
Al gausa pagal Mg sugerties linijas). ZvaigzdZiy parametrus nu-
statant pagal tokias koreliacijas, kai kuriy spektry atveju galima
gauti patenkinamus rezultatus. Taciau Zvaigzdziy, kuriy cheminé
sudétis yra ne tipiné, parametrai nebus gerai nustatyti.

. Miisy mokymo, tikrinimo ir testavimo domeny rinkiniams bendra
tai, kad skirtumai tarp CNN prognoziy ir GES verciy didéja pa-
rametry erdvés pakraSciuose. KraStuose esanciy tinklo mokymui
skirty spektry skaiius yra mazas. Didinant tokiy spektry skaiciy
Siose parametry erdvése buty galima padidinti CNN prognoziy
tiksluma (vidutinj nuokryp;j), taip pat preciziSkuma didéjant ste-
béjimy imdiai.
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Keliy skirtingy CNN modeliy prognoziy sklaida gali buti naudo-
jama miisy tinklo vidiniam tikslumui jvertinti. Si sklaida yra ne-
didelé: vidutiniskai 27 K, jei tai Tefr, 0,04 log(g) ir 0,03 [Mg/Fe],
[Al/Fe] bei [Fe/H]. Nustatéme, kad neapibréZztys didéja parametry
erdvés pakrasCiuose. NeapibréZtys taip pat didéja mazéjant spekt-
ro signalo-triuk§mo santykiui. Tod¢l vertinant atskiry spektry eti-
keciy tiksluma, taip pat reikéty atsizvelgti ir | spektry S/N ir pro-
gnozuojamy etikeCiy padét; parametry erdvéje.
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1 Ivadas

1.1 Zvaigidiiu spektry analizé taikant maSininio mokymosi me-
todus

Jau daugiau nei pries tris deSimtmecius buvo prognozojama, kad masi-
ninis mokymasis bus naudajimas dideliy duomeny rinkiniy tyrimui ast-
ronomijoje (Rosenthal 1988). Taciau didelés Sio metodo skai¢iavimo
sanaudos ilgai stabde Sio metodo plétra. Vieni pirmyjy masininio moky-
mosi neuroniniy tinkly taikymy buvo automatiné objekty paieSka astro-
nominiuose vaizduose (SExtractor, Bertin & Arnouts 1996), galaktiky
morfologinis klasifikavimas (Lahav et al. 1996) ir zvaigzdziy spektry
klasifikavimas (Bailer-Jones 1997). Pastaraisiais metais dél tobuléjanciy
Siuolaikiniy kompiuteriniy sistemy ir debesy kompiuterijos galimybiy
vis labiau populiaréja maSininio mokymosi metodai. Galingos Python
atvirojo kodo bibliotekos, tokios kaip TensorFlow (Abadi et al. 2015)
ir PyTorch (Paszke et al. 2019) siulo lengvai naudojamas keliy tipy
neuroniniy tinkly kiirimo ir mokymo sistemas.

Didelés spektroskopinés apzvalgos leidzia tirti dideliy Zvaigzdziy
struktiiry, tokiy kaip kamuoliniai spieciai, evoliucija, taip pat ir viso
Pauksciy Tako evoliucija. Busimi projektai, pavyzdZziui, Viljamo HerSe-
lio teleskopo ,,William Herschel Telescope Enhanced Area Velocity Ex-
plorer* (WEAVE, Dalton et al. 2018) ir 4 metry multiobjektinis spektro-
skopinis teleskopas (4MOST, de Jong et al. 2019), leis stebéti milijonus
zvaigzdziy. Reikés veiksmingy automatiniy priemoniy didelés apimties
rinkiniy spektrinei analizei, kuriuos pateiks tokios apZvalgos. Siomis
aplinkybémis dabartiné ,,Gaia-ESO* spektroskopiné apZvalga pateikia
idealy duomeny rinkinj masininio mokymosi metodams kurti ir testuoti.

Pastaruoju metu konvoliuciniai neurony tinklai (CNN) naudojami
vienu metu i§ Zvaigzdziy spektry nustatyti kelias Zvaigzdziy etiketes (t.
y. atmosferos parametrus ir chemines gausas). Kiekviena CNN suda-
ro konvoliuciniai sluoksniai, kurie leidZia tinklui jvesties duomenyse
rasti i§pléstinius poZymius. ZvaigzdZiy spektruose tokie poZymiai yra
absorbcijos linijos ir kontinuumo taSkai; dvimaciuose vaizduose tokie
pozymiai gali buti akys veide arba ZvaigzdZziy telkiniai spiralinéje ga-
laktikoje (Bialopetravicius & Narbutis 2020). Neuroniniy tinkly meto-
dai pagristi tik duomenimis, todél jiems nereikia jvesti jokiy fizikiniy
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désniy ar modeliy. Vietoj to per, mokymo etapa tinklas iSmoksta su-
sieti spektriniy poZymiy stipruma su zvaigzdziy etikecCiy reikSmémis.
Tam reikia mokomojo spektry rinkinio su i$ anksto nustatytomis eti-
ketémis, i§ kuriy tinklas gali mokytis. Spektrinés analizés mokomuo-
sius rinkinius paprastai sudaro keli tukstanciai ZvaigzdZziy spektry su
kokybiskai nustatytomis etiketémis. Dabartinés spektrinés apzvalgos,
kuriose pateikiami ~10° spektrai su etiketémis, yra ideali terpé CNN
metody kiirimui ir tobulinimui.

Pagrindinis masininio mokymosi naudojimo spektry parametrams
nustatyti privalumas yra skaiciavimo greitis. Klasikiniais metodais au-
tomatinis atmosferos parametry ir gausy nustatymas i§ vieno spektro
paprastai trunka kelias minutes, o apmokytas CNN per ta patj laika gali
parametrizuoti 10* spektry. Sis greitis yra labai svarbus, norint visikai
iSnaudoti busimy spektry tyrimy galimybes. Pavyzdziui, 4MOST stebés
~ 25 000 zZvaigzdZziy kiekviena naktj, o kiekvienai Zvaigzdei bus gali-
ma iSmatuoti iki 15-os elementy gausy. MaSininis mokymasis bus labai
tinkamas metodas analizuoti tokius didelius duomenu kiekius.

Zvaigzdziy parametrizavimo naudojant CNN pavyzdZiy galima ras-
ti naujausiuose tyrimuose. Fabbro et al. (2018) sukuré StarNet - CNN,
kuris gali tiesiogiai iSvesti ZvaigzdZiy atmosferos parametrus 18 stebimy
spektry APO Galaktikos evoliucijos eksperimente (APOGEE, Majews-
ki et al. 2017). StarNet mokymui ir testavimui buvo naudojamas sinte-
tiniy spektry tinklas.

Leung & Bovy (2019) savo astroNN konvoliuciniam tinklui apmo-
kyti naudojo tikrus stebéjimo duomenis i§ APOGEE DR14. Siekiant
imituoti standartinés spektroskopinés analizés metodus, astroNN sukur-
tas taip, kad prognozuojant atmosferos parametrus biity naudojamas vi-
sas spektras, taciau prognozuojant chemines gausas apsiribojama atski-
rais spektro segmentais. Guiglion et al. (2020) savo darbe CNN ap-
mokée su vidutinés skiriamosios gebos Zvaigzdziy spektrais i§ RAdial
Velocity Experiment (RAVE, Steinmetz et al. 2020) kartu su ZvaigzdZiy
etiketémis, kurios buvo gautos i§ didelés skiriamosios gebos APOGEE
DR16 spektry. Jie taip pat pridéjo Zvaigzdziy absoliutinius ryskius ir
ekstinkcijos pataisas, kaip tinklo jvesties duomenis. Si informacija lei-
do ju CNN nustatyti ir naudoti papildomus apribojimus efektinés tem-
peratiros ir laisvo kritimo pagreicio jvertinimui.
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Sioje disertacijoje CNN metodas naudojamas ,,Gaia-ESO* spekt-
rinés apzvalgos (GES, Gilmore et al. 2012; Randich et al. 2013) kon-
tekste. Naudojome GIRAFFE spektrus su etiketémis i§ iDR6 rinkinio.
Bendrai, GES yra skirtas papildyti kosminés observatorijos ,,Gaia* ast-
rometrinius duomenis (Gaia Collaboration et al. 2016). Sio darbo tiks-
las - paruosti pagrindus masininiam mokymuisi naujos kartos spektros-
kopinéms apzvalgoms, tokioms kaip 4MOST ir WEAVE.

1.2 Gaia-ESO spektriné apzvalga

,Gaia-ESO* spektrinés apZvalgos tikslas - stebéti daugiau kaip 10° Zvaig-
7dZiy, kad buty gauta vienalyte jvairiy Pauksciy Tako ZvaigzdZiy popu-
liacijy cheminiy savybiy apZvalga. Kartu su ZvaigzdZiy kinematinémis
savybémis, gautomis i§ Gaia kosminés misijos (Gaia Collaboration et al.
2016), zZvaigzdziy cheminé sudétis leidZia analizuoti musy Galaktikos
bei sudétiniy jos struktiiry, tokiy kaip centrinio telkinio, plono ir storo
disko, formavimasi ir evoliucija.

Tyrimo stebéjimai buvo atliekami naudojant Ciléje esan¢io Euro-
pos pietinés observatorijos (ESO) VLT teleskopo FLAMES instrumen-
ta. Nuo 2011 m. gruodzio FLAMES dirba su dviem skirtingais spekt-
rografais: GIRAFFE ir UVES (Pasquini et al. 2002). Abu jie yra dau-
giaobjektiniai spektrografai. GIRAFFE vienu metu gali stebéti iki 130
objekty, skiriamoji geba nuo R ~ 5000 iki R ~ 30000, o UVES uztikri-
na didesng¢ skiriamaja geba (R ~ 47000), taCiau vienu metu gali stebéti
tik 8 objektus. Abiejy spektrografy bangy ilgiy segmentai apima visa
regimajj diapazona.

Siame darbe naudojame GIRAFFE HR10, HR21 ir HR15N spektri-
nius segmentus.
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2 Poreikis atlikti tikslius keliu cheminiuy elementy gau-
su matavimus: dvi Zvaigzdziuy populiacijos kamuoli-
niame spieciuje NGC 1851

Cia pateikiame i§samy kamuolinio ZvaigZdZiy spie¢iaus NGC 1851 che-
miniy gausy analiz¢ kurioje 45 raudonyjy milZiniy Zvaigzdése buvo
iStirta iki 29 elementy gausos.

Zvaigzdziy atmosfery cheminés sudéties tyrimas atskleidé dvi che-
miniu poZidiriu skirtingas zvaigzdZiy subpopuliacijas. Sis skirtumas rys-
kiausias azoto ir s-proceso elementy (Y, Zr, Ba, La, Ce, Nd) gausose.
1 pav. kairéje pavaizduoti speiciaus zZvaigzdZziy [s/Fe] gausy santykiai,
lyginant su [Fe/H] ir deSinéje — lyginant su [N/Fe]. Siame grafike gali-
ma i8skirti dvi grupes. Tuo remiantis, musy atrinktas Zvaigzdes skirsto-
me ] dvi subpopuliacijas: populiacija su mazu vidutiniu [s/Fe] santykiu
ir populiacija su dideliu [s/Fe]. Sios dvi grupés taip pat skiriasi vidutine
gelezies gausa (1 pav. kairéje). Todél Sias dvi grupes skirstome j popu-
liacijas ZvaigdZiy su maZesne metaly gausa (metal-poor) ir, atitinkamai,
didesne metaly gausa (metal-rich). Jy [Fe/H] vertés skiriasi per 0,07
dex. Metalingesnés populiacijos vidutiné [Fe/H] yra —0,98 + 0,04 dex,
o nemetalingesnés - —1,05 = 0,05 dex. Vidutinés s-proceso elementy ir
azoto gausos, taip pat kity elementy rezultatai pateikti 1 lenteléje.
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1 pav.: Cheminis spieiaus ZvaigZdZiy pasiskirstymas. Kairéje: vidutinés s-
proceso elementy gausos lyginant su [Fe/H]. DeSinéje: vidutinés s-proceso
elementy gausos lyginant su [N/Fe]. Tasky spalvomis paZymétas dviejy
populiacijy atskyrimas (melsvi taskai — metalingesné populiacija, rausvi taskai
— nemetalinga populiacija).
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1 lentelé: Vidutinés abiejy populiacijy cheminiy elementy gausos ir Zvaigzdziy
skaicius.

Parametras Nemetalinga Metalinga
Vidurkis o N Vidurkis c N
[Fe/H] —1.05 0.05 28 —0.98 0.04 17
A(Li I) 3DNLTE 0.14 0.66 27 046 059 17
[C/Fe] (Cy) —0.31 0.08 14 —0.36 0.11 9
[N/Fe] (CN) 047 0.09 12 073 014 9
[O/Fe] ([OT1]) 027 0.18 28 —-0.13 020 16
[Na1/Fe] niTE 0.02 023 25 032 0.17 16
[Mg 1/Fe] 0.26 0.08 28 025 0.10 17
[Al1/Fe] 0.17 0.19 28 038 0.15 17
[Si1/Fe] 0.07 0.05 28 0.09 0.05 17
[Cal/Fe] 0.17 0.05 28 0.21 0.05 17
[Cani/Fe] 024 0.12 25 029 0.15 15
[Ti1/Fe] 0.14 0.07 28 0.16 0.08 17
[Tin/Fe] 0.17 0.05 28 0.18 0.04 17
[Sc1/Fe] —0.01 0.12 28 —-0.02 0.12 17
[Sc11/Fe] —0.01 0.04 28 —0.02 0.05 17
[V I/Fe] —0.11 0.07 28 —0.08 0.08 17
[Cr1/Fe] —0.16 0.06 28 —-0.12 0.07 17
[Cr11/Fe] 0.04 0.11 27 —0.05 0.08 17
[Mn 1/Fe] —0.37 0.05 28 —0.41 0.05 17
[Co1/Fe] —0.09 0.04 28 —0.07 0.04 17
[Ni1/Fe] —0.14 0.04 28 —-0.15 0.06 17
[Cul/Fe] —-0.33 0.17 28 —-0.28 0.16 17
[Zn 1/Fe] —0.06 0.10 28 0.00 0.15 17
[Y 11/Fe] —-0.24 0.06 28 —-0.02 0.14 17
[Zr 1/Fe] 0.15 0.18 27 037 0.15 17
[Mo 1/Fe] 0.16 0.16 14 037 0.13 12
[Ba1i/Fe] 0.10 0.13 28 0.55 0.19 17
[Ba1i/Fe] niTE 0.00 0.15 28 047 020 17
[La1i/Fe] —-0.03 0.14 27 037 0.10 17
[Ce1l/Fe] —0.18 0.15 28 032 0.19 17
[Pr11/Fe] 046 0.05 15 063 0.12 12
[Nd 11/Fe] 0.27 0.07 28 052 0.14 17
[Sm11/Fe] 037 0.13 14 055 0.15 12
[Eu1l/Fe] 040 0.10 28 041 0.07 17
A(C+N+0O) 797 011 12 794 008 9
C/N 0.66 0.13 12 035 013 9
[a/Fe] 0.16 0.04 28 0.18 0.05 17
[Iron peak/Fe] -0.09 0.04 28 -0.07 0.04 17
[s/Fe] —0.01 0.08 28 034 0.11 17
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3 Konvoliuciniai neuroniniai tinklai

Konvoliucinis neuroninis tinklas (CNN) yra maSininio mokymosi meto-
das. Masininio mokymosi metodai - tai sudétingi, netiesiniai algoritmai,
naudojami informacijai i¥ jvesties duomeny i$gauti. Sie algoritmai pa-
prastai turi daug laisvy parametry, kuriy naudotojas nenurodo. Vietoj to
algoritmas "iSmoksta" parametry reikSmes per "mokymo" etapa.

3.1 CNN architektura

Pagrindinés CNN sudedamosios dalys yra jo konvoliucijos sluoksniai.
Sie sluoksniai skirti jvesties duomenyse rasti tam tikras ypatybes ir dé-
sningumus. Rasti spektriniai ypatumai yra pagrindas iSvesties etikeCiy
reikSmeéms apskaiciuoti. Si skai¢iavima atlieka tankis sluoksniai, kurie
CNN architekturoje eina po konvoliuciniais sluoksniais. Sudétingose
tinklo architekturose reikalingas reguliavimas, kad tinklas pernelyg ne-
pritapty prie mokymo duomeny (over-fitting). 2 lentel¢je pateikta misy
CNN architektiira.

Ivesties sluoksnis gauna neapdorotus jvesties duomenis ir perduoda
juos pirmajam konvoliucijos sluoksniui. Prie§ pateikiant duomenis, juos
reikia paruosti taip, kad ju struktura buty vienoda.

Pirmajame konvoliuciniame sluoksnyje jvestas spektras konvoliuo-
jamas su vienu ar keliais konvoliuciniais filtrais. Siy operacijy rezulta-
tas yra parametry Zemeélapiai. Juose parodoma jvairiy parametry padétis
1vesties spektruose. Parametry Zemélapyje vaizduojamy poZymiy tipas
priklauso nuo naudojamo filtro parametry. Mokymo etape CNN randa
filtrus, kurie uztikrina geriausia mokymo aibés spektry tiksluma. Kon-
voliucijos sluoksnis gali turéti kelis filtrus, kurie nepriklausomai suku-
ria sluoksnio jvesties poZymiy Zemélapius. Jei CNN turi kelis konvo-
liucinius sluoksnius, pirmojo sluoksnio poZymiy Zemélapiai patys bus
konvoliuojami kitame konvoliuciniame sluoksnyje.

Paskutinio konvoliucijos sluoksnio iSvesties formata sudaro keli po-
Zymiy Zemelapiai (t. y. iSvestis yra daugiamaté). Tankieji sluoksniai ga-
11 apdoroti tik vienmatj jvesties formata, todel reikia paruosti paduodant
duomenis pirmiesiems tankiesiems sluoksniams vienmaciu pavidalu.

Tankyji sluoksnj sudaro vienas ar keli neuronai (dar vadinami vie-
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2 lentelé: Misy CNN architektura. Paskutinio tankaus sluoksnio iSvestys yra
misy penkiy zZvaigzdZziy etikeciy (atmosferos parametry ir elementy gausy)
vertés. Sluoksniy eiliSkuma ir skaiciy, taip pat ir hiperparametrus nustato var-
totojas.

Layer Hyperparameters Free parameters
Input Input shape: 8669

1D convolution filters: 8, kernel size: 20 168
Activation LeakyReLU

1D Max-pooling pool size: 2

1D convolution  filters: 6, kernel size: 20 966
Activation LeakyReLU

1D Max-pooling pool size: 2

1D convolution filters: 4, kernel size: 20 484
Activation LeakyReLLU

Flatten

Dropout dropout rate: 0.2

Dense Layer Neurons = 64 546 368
Dropout dropout rate: 0.2

Activaton LeakyReLU

Dense Layer Neurons: 128 8320
Dropout dropout rate: 0.2

Activaton LeakyReLLU

Dense Layer Neurons: 32 4128
Dropout dropout rate: 0.2

Activaton LeakyReLLU

Dense layer Neurons: 5 165
Activation Linear

Total: 560599
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netais arba mazgais). Kiekvienas neuronas gauna kelis jvesties kanalus
1§ ankstesnio sluoksnio (ploksc¢iojo sluoksnio arba ankstesnio tankaus
sluoksnio). Vieno neurono viduje apskai¢iuojama visy jvesties verciy
tiesiné kombinacija ir pridedama nuokrypio verté. Rezultatas transfor-
muojamas aktyvacijos funkcija ir perduodamas kaip neurono iSvestis |
kitg sluoksnj.

Norint iSvengti tinklo permokymo, galima naudoti reguliarizavimo
metodus. Permokymas pasireiskia tada, kai tinklas numato tikslias mo-
komosios aibés etiketes, bet prastai veikia dirbant su kitais spektrais.
Siame darbe CNN architektiira papildome dviejy tipy reguliarizavimo
sluoksniais. Tai maksimalaus kaupimo (max-pooling) ir iSmetimo (dro-
pout) sluoksniai. Max-pooling taikomas konvoliucijos sluoksniy iSves-
ties poZymiy Zemélapiams. Jis veikia padalijant pozymiy Zemélapj |
vienodo plocio langus. Kiekviename i§ Siy langy iSsaugomas tik di-
dziausios vertés, o kitos vertés atmetamos. Tinklo architektiiroje iSme-
timo sluoksniai yra tarp dviejy tankiy sluoksniy. ISmetimo sluoksnis
deaktyvuoja dalj ankstesnio sluoksnio neurony, nustatydamas jy iSves-
ties vertes lygiomis nuliui (jie "iSmetami").

ISvesties sluoksnis yra galutinis tankus sluoksnis, kurio neurony skai-
Gius yra lygus prognozuojamy etikeCiy skai¢iui. Siy neurony iSvestys
yra tiesiogiai proporcingos nustatytoms etiketéms.

3.2 Tinklo mokymas

Sudarant tinklo architektiira, neZinomos konvoliucijos filtro branduoliy,
tankiyjy sluoksniy svoriy ir SaliSkumo reikSmés (bendrai vadinamos
"laisvaisiais parametrais"). Parametry, kuriy déka gaunamas geriausias
tinklo rezultatas, paieSka vadinama tinklo mokymu. Tinklo i§vestj laiko-
me optimalia, kai skirtumas tarp 1S anksto nustatyty validavimo spektry
rinkinio etikeciy ir CNN iSvesties tiems patiems spektrams yra minima-
lus. Sékmingai apmokius tinkla, reikia patikrinti jo veikima su naujais
spektrais. Tam reikia sukurti testinj pazyméty spektry, kurie nebuvo
naudojami tinklo mokymui, rinkinj.
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4 GESiDR6 spektry parametry nustatymas naudojant
CNN

4.1 Mokymo, validavimo ir testavimo rinkiniai

Miisy duomeny rinkinj sudaro GES iDR6 spektrai, atitinkamy Zvaig-
7dziy parametrai ir cheminiy elementy gausos. Spektrai, kuriuos nau-
dojome Siame tyrime, buvo gauti naudojant GIRAFFE spektrografa,
apimantj regimaji 370-900 nm bangy ilgiy diapazona. Visgi GIRAFFE
spektrografu visas 370-900 nm nestebimas, o parenkami tyrimui reika-
lingi specifiniai maZesni regionai. Siame tyrime naudoti HR10 (533,9-
561,9 nm, R = 19800) ir HR21 (848,4-900,1 nm, R = 16200) regionai,
nes jie apima svarbias Mg ir Al sugerties linijas.

Siekdami sukurti mokymo rinkinj, atlikome keleta kokybés pati-
krinimy, kad uZtikrintume, jog musy tinklas bus apmokytas naudojant
aukstos kokybés duomenis. Spektrai, kuriy signalo ir triukSmo san-
tykis S/N < 30 ir atmosferos parametry bei elementy gausy paklaidos
(eTer > 200 K, elog(g) > 0.3 dex, eA(elementas) > 0,2 dex) buvo at-
mesti, taip pat atmesti spektrai, kurie buvo pazyméti TECH arba PE-
CULI Zymomis, o taip pat tokios zZvaigzdéws, kuriy sukimosi greiciai >
20 kms.

Siekiant iStirti visy spektry panasuma, taikyta (t-SNE - distributed
stochastic neighbor embedding) analizeé. t-SNE analizé yra populia-
rus nekontroliuojamas masininio mokymosi metodas, naudojamas vidi-
niams rySiams ir panaSumams didelés dimensijos duomeny rinkiniuose
atvaizduoti. Tai atlickama kiekvienam duomeny taskui suteikiant vie-
ta dvimaciame arba trimaciame panasumo Zemélapyje (van der Maaten
& Hinton 2008). Skirtingos Zvaigzdziy atmosfery fizikinés savybeés at-
sispindi jy spektry formose, kurios savo ruoZtu lemia jy vieta t-SNE
Zemelapyje. RysSj tarp fizikiniy parametry ir spektriniy savybiy musuy
CNN iSmoksta mokymo etape.

Kiekvienas apmokymo spektras turi susijusiy zZvaigzdziy etikeCiy
rinkinj. Musy atveju tai yra du atmosferos parametrai T ir log(g), bei
cheminés gausos [Mg/Fe], [Al/Fe] ir [Fe/H]. GES iDR6 duomeny rin-
kinyje elementy gausos pateikiamos kaip absoliuciosios gausos vertés
A(Elementas). Apskai¢iavome [Fe/H] ir [Elementas/Fe] taip: [Fe/H] =
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A(Fe)gar — A(Fe) ir [Element/Fe] = A(Element )y, — A(Element)q —
[Fe/H].

Pritaikius visus Siuos apribojimus, liko 14 634 spektrai, kurie turéjo
aukstos kokybés atmosferos parametry ir elementy gausy etiketes. Sie
spektrai atsitiktine tvarka priskiriami mokymo arba tikrinimo rinkiniui.
Siy dviejuy rinkiniy spektry etikeciy intervalas yra toks: efektiné tempe-
ratura kinta nuo 7egr = 4000 - 6987 K, laisvo kritimo pagreitis log(g) yra
nuo 1,08 iki 4,87 dex, o [Fe/H] kinta nuo —1,53 iki 0,72 dex. [Mg/Fe]
vertés svyruoja nuo —0,25 iki 0,80 dex, o [Al/Fe] vertés labai iSsiba-
rSc¢iusios, beveik per 2 dex: nuo —0,95 iki 1,00 dex.

Be mokymo ir validavimo rinkiniy, sudaréme ir testavimo rinkinj.
Sis rinkinys naudojamas miisy CNN veikimui patikrinti naudojant spekt-
rus, kurie nebuvo naudojami mokymo procese. Taip galime imituoti
miusy CNN metodo taikyma naujai stebétiems spektrams, kurie dar ne-
buvo analizuoti spektroskopiskai. Todé¢l visa testavimo rinkinj sudaro
spektrai be jokiy taikomy kokybés apribojimu ir jis apima platesnius
S/N ir etikeCiy diapazonus nei mokymo rinkinys. Miisy tinklas ne-
gali patikimai jvertinti spektry, kurie nepatenka | mokomojo rinkinio
ribas. Todél turime rasti buda, kaip identifikuoti spektrus, kurie yra
panasus | musy mokomuosius spektrus, nes tikétina, kad Siy spektry
etiketés pateks j mokomosios aibés ribas. Jau jrodéme, kad t-SNE ga-
li parodyti spektry panasuma. Todél naudojame t-SNE, kad testavimo
rinkinyje nustatytume tuos spektrus, kuriy etiketés greiciausiai patenka
i mokymo rinkinio ribas. Sio metodo atvaizdavimas pateiktas 2 pav.
VirSutiniame kairiajame paveikslélyje parodytas t-SNE Zemélapis, ku-
ris buvo apskaiciuotas visiems musy duomeny rinkinio spektrams. Su-
dar¢ t-SNE projekcija, Zemélapyje nustatéme mokymo rinkinio spekt-
rus. VirSutiniame deSiniajame paveikslélyje parodyti tie testinio rinki-
nio spektrai, kurie t-SNE Zemélapyje uZima ta patj plota kaip ir kairiaja-
me paveikslélyje pateikti mokomieji spektrai. Bandomieji spektrai, ku-
rie Zemélapyje yra artimi mokomiesiems spektrams, yra panasus j mo-
komuosius spektrus. Sj virSutiniame deSiniajame paveikslélyje esantj
rinkinj vadiname "vidiniu" testavimo rinkiniu. Galiausiai apatiniame
paveikslélyje rodomi tie spektrai, kurie néra panaSiis i mokomuosius
spektrus. Sis spektry rinkinys yra miisy "iSorinis" testavimo rinkinys,
kurj naudojame savo tinklui iSbandyti spektrams, kurie nepanasus j mo-
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kymo rinkinio spektrus.

4.2 Mokymo etapas ir etikeciy prognozeés testavimo rinkiniui

VidutiniSkai vienas mokymo ciklas truko 159 epochas, o jo trukmé
buvo ~45 minutés®. Galutinés apmokyto tinklo modelio parametry
vertés, taigi ir tinklo iSvestis, Siek tiek skiriasi kiekvieng karta, kai tink-
las yra mokomas. Norédami atsizvelgti j §i svyravima, atlikome deSimt
mokymuy ir uZfiksavome kiekvieno i§ jy rezultatus. Mokymo etapo pa-
baigoje paSalinome du CNN modelius su didZiausiais likusiais valida-
vimo nuostoliais. Like¢ astuoni CNN modeliai buvo naudojami spektry,
esanciy mokymo, validavimo ir testavimo rinkiniuose, etiketéms prog-
nozuoti. Cia pateikiame aStuoniy etikeciy rinkiniy vidurkius kaip musy
rezultatus.

Tiek mokymo, tiek validavimo rinkinyje GES matavimai ir CNN
prognozeés gerai dera su visomis etiketémis. Mokymo ir validavimo
rinkiniy prognozés rodo tokj patj nuokrypj (jei toks yra) ir nedidele dis-
persija apie santyk; 1:1. Tai rodo, kad tinklas gerai veikia su spektrais,
su kuriais jis nebuvo tiesiogiai apmokytas, ir néra permokytas. Dispersi-
ja aplink 1:1 santykj yra vientisa daugumoje intervaly tarp visy penkiy
etikeCiy reikSmiy. Mokymo rinkinio dispersija naudojame kaip misy
tinklo mokymo tikslumo mata: T mokymo tikslumas yra 37 K, log(g)
- 0,06 dex, [Mg/Fe] - 0,05 dex, [Al/Fe] - 0,06 dex, [Fe/H] - 0,04 dex.
Tiesa, musy CNN netiksliai atkuria didZiausias ir maZiausias GES verte.

Siekdami jvertinti musy tinklo gebéjima parametrizuoti naujus spekt-
rus, kurie visiSkai nedalyvavo mokymo procese, lyginame GES jvesties
etiketes su CNN prognozémis trims skirtingiems testavmo rinkiniams.
VirSutinéje 3 paveikslo eilutéje parodytas GES jvesties ir CNN iSves-
ties palyginimas vidiniam testavimo rinkinio spektrui, kurio S/N > 30.
Siame porinkinyje 90% GES etike¢iy yra mokymo ribose. Dauguma
likusiy 10% spektry yra uz [Mg/Fe] ir [Al/Fe] riby. To prieZastis yra
misy vidinio testavimo rinkinio paieSkos budas. S rinkinj sudaro tik
tos Zvaigzdés, kurios t-SNE Zemélapyje uZima ta pacia sritj kaip ir
mokomieji spektrai (2 pav.). Spektro forma, taigi ir jo padétis t-SNE
Zemelapyje, labai priklauso nuo etikeCiy 7, log(g) ir [Fe/H], tuo tarpu

SStaliniame kompiuteryje, naudojant tik CPU (Intel Core i7-9700 CPU @ 3.00 GHz x 8)
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training + validation
e full test

inner test

outer test

2 pav.: VirSutiniame kairiajame paveiksle: visy GIRAFFE duomeny rinkinio
spektry (tamsiai mélyna spalva) t-SNE Zemélapis su mokymo rinkinio spekt-
rais (Zalia spalva). Itin nutole taskai buvo paSalinti. VirSutinis deSinysis pa-
veikslas: "vidinis" testavimo rinkinys, apibréZiamas kaip testavimo spektry,
kurie t-SNE Zemélapyje apima ta pacia sritj kaip ir mokymo rinkinio spektrai,
poaibis. Apatinis kairysis paveikslas: testavimo rinkinio spektrai, kurie neuZi-
ma tos pacios Zemélapio srities kaip mokymo rinkinys. Tai miisy "iSorinis"
testavimo rinkinys.
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[Al/Fe] pokyciai bendram spektrui turi tik nedidele jtaka. Tas pats pasa-
kytina ir apie [Mg/Fe], taCiau maZesniu mastu. Taip yra todel, kad musy
imties spektruose (Heiter et al. 2021b) yra daugiau Mg sugerties linijy
nei Al linijy. Tinklo prognoziy tikslumas pradeda mazéti, kai vidinis
bandymy rinkinys turi maZa S/N (3 pav. viduriné eiluté). Siame rinki-
nyje yra spektry, kurie yra panaSus } mokymams skirtus spektrus, taciau
ju S/N yra maZesnis (primename, kad maZiausias mokymo spektry S/N
yra 30). Mazo S/N vidiniame rinkinyje yra daugiau spektry, kurie ne-
patenka j mokymo ribas. Akivaizdu, kad misy CNN negali tiksliai
parametrizuoti spektry, kuriy GES etiketés yra uZ mokomosios aibés
riby. 3 pav. apatinéje eilutéje pateikti iSorinio testavimo rinkinio re-
zultatai. Tinklo prognozés Siam rinkiniui yra vis maZziau tikslios, net
ir spektrams, esantiems mokymo rinkinio ribose. Skirtumas tarp GES
1vesties ir CNN iSvesties iSorinéje testavimo aibéje labiausiai pastebi-
mas [Al/Fe] ir [Fe/H] srityse, kur musy tinklas netiksliai prognozuoja
itin mazas ir dideles GES etiketes.

Miisy rezultaty viding neapibréZtj apibiidiname kaip astuoniy CNN
modeliy etikeciy prognoziy dispersija. Vidutinés etikeciy prognoziy ne-
apibréztys vidiniame bandymy rinkinyje su aukStu S/N yra mazos: 27 K
- Tefr, 0,04 - log(g) ir 0,03 dex - [Mg/Fe], [Al/Fe] ir [Fe/H]. Sio rinki-
nio GES etikecCiy paklaidos beveik nepriklauso nuo absoliucios etikeCiy
vertés ir S/N. Ju vidutinés vertés yra 63 K (Teg), 0,15 (log(g), 0,22
[Mg/Fe], 0,19 [Al/Fe] ir 0,18 [Fe/H].

CNN prognozeés su didele neapibréZtimi vienai etiketei taip pat pa-
sizymi didele neapibréZtimi visoms kitoms etiketéms, o tikslios prog-
nozeés yra tikslios visoms penkioms etiketems. Vidinis musy Tegr Ir
log(g) tikslumas yra didZiausias ten, kur mokymo rinkinio tankis yra
didziausias. T atveju taip yra tarp ~ 4500 ir 5775 K, o log(g) - tarp
~ 2,5 ir 4,5 dex. Cia $iy dviejy etiketiy prognoziy neapibréztys yra
maziausios. ISskyrus [Fe/H], cheminiy elementy gausos prognoziy tiks-
lumas nerodo aisSkiy tendencijy, susijusiy su absoliutine etiketés verte.
Kalbant apie [Fe/H], neapibréZtis didéja mazesnéms [Fe/H] gausos. Tai,
tikriausiai, susij¢ su tuo, kad nemetalingy zZvaigzdZziy santykinai yra ge-
rokai maZiau lyginant su visa imtimi. Nustatéme, kad maz¢jant spektry
S/N mazéja visy penkiy etikeciy prognoziy neapibreztys.
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4.3 Ko mokosi tinklas?

Norédami vizualizuoti spektro sritis, kur miisy CNN yra aktyvus tam
tikros etiketés atzvilgiu, sudaréme jautrumo Zemeélapius naudodami "Gra-
dientTape" i§ "TensorFlow". Apskritai, musy CNN elgiasi kaip funkci-
ja, kuri jvesties pikselius zZvaigzdZziy spektruose atvaizduoja | iSvesties
etikeCiy reik§mes. Sis atvaizdavimas yra diferencijuojamas, o tai reis-
kia, kad galima kiekybiskai jvertinti kiekvieno jvesties pikselio jtaka
gautoms etikeCiy prognozéms. Naudojant automatinj diferencijavima,
galima apskaiCiuoti gradientus, d Label / d A, t. y. CNN jautrumag
kiekvienam pikseliui kiekvienai etiketei. Didelé absoliutiné gradiento
verté bangy ilgiy diapozone reiSkia, kad tinklo prognozé tam tikrai eti-
ketei yra labai jautri srauto pokyCiams biitent tame diapozone. 4 pav.
pavaizduoti tinklo gradientai miisy penkioms etiketéms visame jvesties
spektry bangy ilgiy diapazone. Gradientai yra atsitiktinai iSsibarstg apie
nulj beveik visame spektre. Tik tam tikruose bangos ilgiy intervaluose
tinklas yra jautrus srauto poky&iams. Cia gradientai rodo atskirus siau-
rus Suolius. Tai ypac akivaizdu [Mg/Fe] ir [Al/Fe] gradientuose musy
spektry HR21 segmente. [Mg/Fe] gradientai rodo du aisSkius Suolius
ties 8736,0 ir 8806,8 A. Tai yra dvieju Mg I sugerties linijy pozicijos.
[Al/Fe] gradienty pikas Zymi Al I dubleto pozicija ties ~8773 A. Tai-
gi matome, kad miisy tinklas gali nustatyti absorbcijos linijas jvesties
spektruose. Neigiamos gradiento reikSmeés Siuose bangos ilgiuose reis-
kia, kad jei absorbcijos linijy srautas yra mazZas, prognozuojama gausa
yra didelé, ir atvirkSciai. Tai intuityviai parodo, kad gilesnés absorbcijos
linijos spektruose rodo didesnes elementy gausas ZvaigzdZiy atmosfe-
rose.

4.4 Pauksciy Tako charakteristiky analizé pagal CNN prognozes

I GES iDR6 duomeny rinkinj jtrauktos Zvaigzdés, priklausancios ke-
liems kamuoliniams spieCiams. Miusy CNN rezultatai leidzia atkurti
Mg-Al antikoreliacija NGC 6752, NGC 6218 ir NGC 1851 spieciuose.
Tokia antikoreliacija naudojama kamuoliniy spieciy cheminei evoliu-
cijai tirti (Pancino et al. 2017¢). Spieciy vidutinés [Fe/H] vertés ap-
ima ~0,5 dex intervalg. Matome, kad GES jvesties ir CNN iSvesties
sutapimas geréja didéjant spieCiaus [Fe/H]. SpieCiuje NGC 6752 yra
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ir Al gausas. Jy bangos ilgiai yra 5528,41, 8717,81, 8736,02 ir 8806,75 A Mg
ir 5557,06, 8772,87 ir 8773,90 A Al (Heiter et al. 2021b).
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zvaigzdziy, kuriy [Fe/H] vertés yra ties apatine mokymo rinkinio riba,
kur mokymo spektry tankis yra mazas. Mokymo rinkinio tankis didéja
didéjant [Fe/H], todél CNN geriau prognozuoja metalingesniy spieciy
Zvaigzdziy savybes. ISskyrus dvi Zvaigzdes su maziausiu [Al/Fe], vi-
sos CNN prognozés NGC 6218 spieciuje sutampa su GES rezultatais,
nevirSijant nurodyty paklaidy. NGC 1851, kurio vidutiné [Fe/H] verté
yra didZiausia i§ visy musy spieciy, Mg-Al antikoreliacija stebima tiek
GES tiek ir masy metodo prognozése.

[Mg/Fe] vertés gali buti naudojamos skirstant Pauksc¢iy Tako Zvai-
gzdes i plono ir storo disko populiacijas. Sj skirstyma atlikome remda-
miesi CNN rezultatais, gautais vidiniam stebéjimy rinkiniui su S/N > 30,
kartu su mokymo ir testavimo rinkiniais. Storojo ir plonojo disko Zvai-
gzdéms nustatyti naudojome klasterizavimo algoritmag HDBSCAN (Cam-
pello et al. 2013), kuris jgyvendintas "Python" programavimo biblio-
tekoje hdbscan. Sis algoritmas priskiria duomeny taskus skirtingoms
grupéms, priklausomai nuo duomeny tasky tankio pasiskirstymo. I3-
skirtos dvi grupés, atitinkancios dvi zZvaigzdziy populiacijas.

Norédami iStirti abiejy populiacijy amZiaus pasiskirstyma, naudo-
jome programa A Unified tool to estimate Distances, Ages and Masses
(UniDAM)), kuri gali jvertinti amZiy naudojant izochronas. Gautas vidu-
tinis plonojo disko Zvaigzdziy amzZius yra 8,7 mlrd. m., o storojo disko -
9,7 mlrd. m. Toks amZiaus skirtumas tarp abiejy populiacijy nustatytas
atlikus ne viena tyrima ir naudojant keletag amZiaus nustatymo metody.

Taip pat tyréme plono ir storo disko populiacijy kinematines savy-
bes. Remdamiesi dabartinémis Zvaigzdziy padétimis ir greiiais, integ-
ravome jy orbitas 5 mlrd. m. laikotarpiui naudojant teorinj Pauksciy Ta-
ko potenciala, pasitelk¢ Python pagrindu sukurta galaktikos dinamikos
paketa galpy (Bovy 2015). Integravimui naudojome gravitacinj poten-
ciala MWPotencial2014, kuris apjungia centrinio telkinio, disko ir halo
potencialus. ZvaigZzdZiy savieji judéjimai, dangaus koordinatés ir para-
laksai paimti 1§ Gaia EDR3. Tiesinés regresijos modelis rodo, kad sto-
rojo disko orbity ekscentricitetas e mazéja didéjant [Fe/H]: Ae/A[Fe/H]
= —0,25. Plono disko Zvaigzdziy orbity ekscentricitetas yra vidutiniSkai
mazesnis uz storo disko ir turi nedidele teigiama tendencija (Ae/A[Fe /H]
= 0,02). Sie rezultatai sutampa su Yan et al. (2019) iSvadomis. Jie
tyré plono ir storo disko Zvaigzdziy chemines ir kinematines savybes
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remiantis LAMOST duomeny rinkiniu (Zhao et al. 2012).

4.5 31-a nauja li¢iu praturtinta raudonoji milZiné

Siame darbe rasta 31-a anksc¢iau neidentifikuota Li praturtinta raudonoji
milZiné, pasinaudojant misy CNN prognoziy rezultatais. Sios 31 nau-
jos li¢iu praturtintos Zvaigzdés yra dalis Nepal et al. (2023) testavimo
rinkinio. Joms truksta vienos ar keliy etikeCiy (7efr, log(g), [M/H] ar-
ba A(Li)) Gaia-ESO iDR6 duomeny rinkinyje. Visos §ios milZinés turi
A(L1) > 2 dex, log(g) < 3,5, o Ter < 5500 K (5 pav.). Siy spektry
signalo-triukSmo santykis yra > 25, o jy etikeCiy prognoziy vidinés
CNN neapibreztys yra < 50 K T ir < 0,1 dex log(g), [M/H] ir A(L1).
Né viena i8S Siy ZvaigzdZiy nebuvo identifikuota kaip Li praturtinta mi-
1ziné Gaia-ESO darbuose. GALAH tyrimo kataloge Martell et al. (2021)
taip pat neidentifikavo né vieno i§ musy naujai aptikty objekty kaip Li
praturtinty milZiniy. Kylio (Tf-log(g)) diagramos milZiniy Sakoje yra
67 Li praturtintos Zvaigzdzdeés (A(L1) > 2 dex), 38 1S jy jtrauktos ;} mo-
kymo rinkin;.
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