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ABSTRACT: We perform a detailed pseudodata study to estimate the expected theory uncer-
tainty in the extraction of the strong coupling constant, as(myz), from a fit to the measured
Drell-Yan transverse momentum (qr) spectrum at small gr < myz. We consider two ap-
proaches to estimate the dominant perturbative uncertainties. We first discuss that the
traditional approach based on varying unphysical scales is insufficient here because it cannot
correctly account for bin-by-bin theory correlations in the ¢ spectrum, which are critically
important in this case. We then use this case as a nontrivial application of a new approach
based on theory nuisance parameters (TNPs), which encodes the correct theory correlations
by construction. Moreover, the TNPs can be profiled in the fit thereby allowing the data
to constrain the theory uncertainties in a consistent manner. We furthermore discuss the
interplay with nonperturbative effects in the peak region ¢r < 10 GeV, from where most of
the a sensitivity originates. The associated nonperturbative uncertainties on « when fitting
only the gr spectrum are large. They can in principle be reduced by including additional
constraints on the nonperturbative Collins-Soper kernel from lattice QCD calculations. We
find that these improvements in the treatment of perturbative and nonperturbative uncer-
tainties and their correlations will enable a competitive oy extraction from Drell-Yan data
at small gr. We also discuss the implications of our findings, calling into question a recent
as extraction from the Z ¢r spectrum by the ATLAS experiment.
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1 Introduction

The strong coupling constant o, which parameterizes the strength of the strong interactions,
is the least well known among the fundamental forces of nature. Its precise determination has
thus been of great interest with many complementary determinations from different sources
being pursued over the years [1]. The current world average of as(mz) = 0.1180(9) [2] has
a relative uncertainty of 0.8%, with the most precise result stemming from the average of
lattice QCD determinations as(myz) = 0.1183(7) (0.6%) [3].

One of the currently most precise determinations from experimental measurements at

colliders comes from fits to hadronic event shapes in ete™ collisions [4], most notably a
determination from the thrust distribution [5-7] yielding as(mz) = 0.1136(12) with a precision
of about 1%, which however has shown a persistent tension with the world average, despite
much theoretical scrutiny [7-15]. An independent determination of similarly high precision
at or below the one-percent level from collider measurements is thus of great importance. A
promising candidate for such a high-precision determination is the transverse-momentum
(gr) spectrum in Drell-Yan production, which has been measured to subpercent precision at
the LHC [16-24] and for which theoretical predictions have been reaching the same N3LL/
and (approximate) N4LL resummation as for ete™ event shapes resulting in a perturbative
precision at the few-percent level [25-32].

The sensitivity to ag in the g7 spectrum arises solely from higher-order QCD corrections.
A robust theoretical description of the g7 spectrum is thus mandatory to obtain a reliable
extraction of as(myz). It requires in particular a reliable treatment of theory uncertainties
and their correlations. The dominant «y sensitivity is a subtle shape effect in the peak
of the spectrum — a change in ay effectively shifts the peak of the spectrum. Since the
as dependence is intimately tied to the perturbative expansion itself, missing higher-order
terms can closely mimic the effect of changing the value of a,. Furthermore, nonperturbative
effects induce a similar shape effect in the peak of the spectrum. Hence, for a reliable a;
determination it is vital to reliably distinguish the shape effects induced by changing a4 from
those induced by missing higher-order corrections or by nonperturbative effects, so we must
be able to correctly account for the latter two. This means it is critically important to account
for the correct point-by-point (or bin-by-bin) theory correlations in the gy spectrum, which
are determined by the precise shape of the individual components of the theory uncertainty.

The traditional approach to estimate perturbative theory uncertainties based on scale
variations suffers from well-known limitations: The estimated uncertainties are not very
meaningful, and in particular they fundamentally lack a proper account of theory correlations.
As discussed in section 2.2, the underlying reason is that the scales that are being varied are
unphysical and not actual parameters of the calculation. Their variation cannot be interpreted
like that of an ordinary parameter whose uncertainty is being propagated. One consequence
is that scale variations do not provide the correct shape of the missing higher-order terms.
Given the critical importance of accounting for the correct point-by-point theory correlations,
the scale-variation approach is basically ill-suited for this application. We find that the
perturbative uncertainty on as(my) one might derive based on scale variations is indeed not
reliable and quite arbitrary due to it being subject to uncontrolled correlation assumptions.
For example, a recent extraction from Drell-Yan measurements at small g7 claimed a record



precision of as(mz) = 0.1183(9) [33], as precise as the current world average. However, as
discussed in detail in appendix A, it relies on a particular scale-variation recipe as well as other
questionable assumptions, so the quoted uncertainty on as(myz) cannot be taken at face value.

The new approach of theory nuisance parameters (TNPs) introduced in ref. [34] overcomes
the limitations of scale variations and provides meaningful theory uncertainties including in
particular correct theory correlations. The purpose of our paper is thus twofold: Our first goal
is to demonstrate the performance and robustness of TNPs in a real-world application that
demands meaningful theory uncertainties and correlations. We find that the TNPs perform as
advertised. Our second goal is to estimate the theory uncertainties in as(my) we can expect
to achieve. To do so we perform a detailed study using so-called Asimov fits to (unfluctuated)
pseudodata. This is a standard procedure to estimate expected uncertainties in a clean and
controlled environment that is unobscured by statistical fluctuations in the data and unbiased
by subleading effects that are present in the real data and not (yet) accounted for in the
theoretical description. In our case, it allows us to study in a theoretically fully controlled
environment the dominant perturbative and nonperturbative uncertainties in the g spectrum
and their propagation to and impact on as(mz). In particular, by profiling the TNPs in the
fit and by incorporating lattice QCD constraints on nonperturbative parameters, we expect
that it will be possible in the future to achieve sufficiently small theory uncertainties to allow
for an extraction of as(mz) from the Drell-Yan gr spectrum that is competitive with other
measurements. It remains to be seen whether or not it will be possible to reach or beat the
precision of lattice QCD determinations or the world average.

We use the binning and experimental uncertainties of the recent ATLAS 8 TeV inclusive
measurement [19] as a representative example for our Asimov study. This choice is partially
motivated by the fact that the same dataset was used in ref. [33]. Our exact numerical
results of course depend on this choice and will change by including other datasets. However,
our overall qualitative findings on the robustness (or lack thereof) and performance of the
different theory uncertainty approaches hold in general.

The dominant perturbative and nonperturbative uncertainties we wish to address enter
via the dominant leading-power resummed contribution to the small-¢7 spectrum, which is
therefore the focus of our investigations. In the appendix, we also briefly consider subdominant

effects from power corrections suppressed by O(q% / mQZ) and finite quark masses relevant

2

2 m%. While it is important to include these effects to obtain a percent-level or

for g% ~m
better description of the real data, we can drop them in our main study since we consistently

drop them in both our pseudodata and our fitted theory model.

Another important source of uncertainty is due to the limited knowledge of parton distri-
bution functions (PDFs), which are required inputs for such hadron collider determinations
of as(mz). The PDFs themselves have a dependence on «a; [35-39], and this non-trivial
PDF-ay correlation must be propagated faithfully to the extracted output ag(myz). Whilst
the propagation of these uncertainties is in principle a more straightforward exercise, in
practice it faces some nontrivial caveats. We therefore do not consider them here but will
address them in a dedicated paper [40].

The remainder of this paper is organized as follows. In section 2, we discuss in more
detail the general issue of theory uncertainties and their correlations for differential spectra,



the limitations of scale variations, and the general ideas behind the TNP approach. In
section 3, we summarize our theory and pseudodata setup. We then discuss in section 4 the
treatment of perturbative uncertainties in the extraction of a and including nonperturbative
uncertainties in section 5. We conclude in section 6. Appendix A provides a detailed discussion
of the estimation of theory uncertainties in ref. [33] in comparison to our own analysis. In
appendix B we collect some additional numerical results.

2 Theory uncertainties and correlations for differential spectra

In this section, we provide a brief general discussion of perturbative theory uncertainties for
the case of a differential spectrum. The discussion here is largely adapted from sections 2 and
3 of ref. [34], to which we refer for a more in-depth discussion. In section 2.1, we highlight the
importance of theory correlations. In section 2.2 we discuss the limitations of scale variations,
and in section 2.3 we discuss the approach of theory nuisance parameters.

We consider a differential quantity f(z) that depends on some variable z, and its
perturbative expansion in a small parameter «,

f(z,a) = folz) + fi(z) a+ fo(z) o + f3(z) & + O(a?). (2.1)

We will generically use f,(x) to denote the expansion coefficients and specifically fn(a:)
to denote their true values. Calculating the first few true coeflficients, we obtain a theory
prediction for f(x) at leading order (LO), next-to-leading order (NLO), next-to-next-to-
leading order (NNLO), and so on,

LO:  f(z,a) = fo(x),
NLO:  f(z,) = fo(z) + fi(z)a,
NNLO:  f(z,0) = fo(z) + fi(z) a + fo(z) a?. (2.2)

The perturbative theory uncertainty we wish to discuss in the following is due to the fact
that the predictions are only approximations to the exact result because of truncating the
series at a certain order.

2.1 Theory correlations

Theory correlations, namely the correlations in the theory uncertainties of different predictions,
are in principle required whenever several predictions are used at the same time, for example
when one performs a simultaneous interpretation of several measurements. A standard
example is the interpretation of a differential spectrum, which requires point-by-point (or
bin-by-bin) theory correlations across the spectrum.

To appreciate the potential importance of correlations, first consider the case of two
observables f and g that have both a relative uncertainty é; = d, = ¢ with correlation p.
The relative uncertainty of their ratio, d;/,, as a function of p is given by

5119 =0\/2(1=p). (2.3)

When p is close to 1, i.e., in the limit of strong correlation, d;/, is very sensitive to the precise
value of p, as illustrated in table 1, because the square root becomes infinitely steep for p — 1.



p | 99.5% 98% 95.5% 87.5%
§pg/6 | 01 02 03 05

Table 1. Dependence of the relative uncertainty of the ratio f/g on the correlation p, see text
for details.

The different points (or bins) of a differential spectrum f(x) are a priori separate
observables. When obtaining a theory prediction for f(z) we are actually obtaining predictions
simultaneously for many separate (though closely related) observables f(x;). The question
of how well the shape of f(z) is known then corresponds to the question of how the theory
uncertainties at different points in the spectrum are correlated. That is, f = f(z;) and
g = f(z;) now correspond to the prediction of the spectrum at any two points z; and x;,
and the shape of the spectrum is equivalent to the ratio f(z;)/f(z;).

As an illustration, consider the case where we have the same relative uncertainty ¢ at all
points. Let p;; denote the correlation between the uncertainties of f(z;) and f(z;). In the
extreme case where the uncertainties at all points are 100% correlated, p;; = 1, the shape of
the spectrum would be known exactly with vanishing uncertainty and § would correspond to
a pure overall normalization uncertainty. In the other extreme where the uncertainties are
completely uncorrelated among all points, p;; = 0, the shape would be completely unknown
within an overall band of relative size d. In practice, the theory predictions for neighboring
points (or bins) are closely related, so we naturally expect their uncertainties to be strongly
correlated. We are thus precisely in the limit of strong correlations, and so the precise
point-by-point (or bin-by-bin) correlations are crucial to correctly account for the shape
uncertainty. Just like for the ratio f/g in table 1, tiny differences in the point-by-point
correlations can lead to dramatically different shape uncertainties.

It is important to realize that different quantities, including neighboring points or bins
in a spectrum, do not by themselves have a notion of being correlated with each other.
The only thing that can be correlated are their uncertainties. More precisely, the impact
of a common source of uncertainty is fully correlated between different quantities that
depend on that same source. This is fundamentally the only way a correlation can arise.
For example, neighboring bins measured by strictly independent experiments will have
uncorrelated experimental uncertainties, because they do not share a common source of
uncertainty. Since two neighboring bins tend to be very similar observables, their theory
predictions tend to involve common ingredients with a similar impact on both bins. This is
the (only) reason why we expect their theory uncertainties to be strongly correlated.

More generally, when different quantities depend on several independent sources of
uncertainty, the correlation of their total uncertainty depends on the relative size of the
various fully correlated impacts from each source. In terms of covariance matrices, the total
covariance matrix is the sum of several 100% correlated ones, which is in general not 100%
correlated anymore. It then follows that to obtain the correct theory correlations for a
differential spectrum we have to break down the total theory uncertainty into (mutually
independent) components, where each component corresponds to a well-defined common



source of uncertainty so it is fully correlated across the spectrum. The shapes of the
components, reflecting the impact of their respective sources across the spectrum, can be
different and their combination then determines the net point-by-point correlations of the
total theory uncertainty. As we will discuss in section 2.3, theory nuisance parameters are
constructed exactly to provide this breakdown. In contrast, as discussed next, scale variations
do not provide the means for such a breakdown.

2.2 Limitations of scale variations

The series coefficients in eq. (2.1) depend on the precise way of performing the expansion,
i.e., the perturbative scheme we use, which corresponds to the precise choice or definition of
the expansion parameter . We can define a new scheme by defining a different expansion
parameter @,

ala) =afl +bpa+bra? +bya’ + 0], (2.4)

which is fully specified by the coefficients b;. For scale variations in QCD, o = as(uo)
corresponds to the strong coupling at the chosen central scale pg, & = as() is the coupling at
some other scale u, and the by are given in terms of the QCD beta function coefficients 5 as

by = 20 1 10 — 0851,
2w
b= 0 2@Jrﬁl Fo — 07212+ 0341,
472 82
by = B 1y 3“°+5”80511 2@+ﬁ1 RO 06103 +0.72L2 +0.13L.  (2.5)

873 3272 3273
For illustration, in the second equahtles on the right-hand side we plugged in ny = 5 and
used L = In(up/p)/In2, so the usual convention corresponds to varying L = £1.

As long as the by in eq. (2.4) are O(1), & only differs from « by higher-order terms and
should thus provide a similarly good expansion parameter. Using & to perform the perturbative
expansion, we obtain different truncated predictions in terms of different expansion coefficients
f(z). For example, at NLO we have

NLO: f(z,&@) = fo(x) + fi(z) &
= fo() + fi(x) a+bofi(x)a® + b1 fi(x) 0® + O(a*). (2.6)

In the second line we rewrote the predictions in terms of the original fn(x) and a. As
expected, to the order one is working, the predictions in different schemes agree but they
differ by higher-order terms beyond the nominal working order.

To all orders, the different expansions must give exactly the same result, f(z,«a) =
f(x,&) = f(x). The dependence on the scheme is thus an artifact of truncating the series at a
finite order. In the scale-variation approach, the residual scheme differences are then exploited
to provide an estimate of the theory uncertainty by taking Af(z,a) = f(z,a) — f(z, ).
For example, at NLO and NNLO this yields

NLO: Af(z,a) = bofl () o+ blfl(l“) o’ + O(a4) )
NNLO:  Af(z, @) = {200[fa(x) — bof1(2)] + by fi(z)}a® + O(a?). (2.7)



The resulting uncertainty estimate is automatically of the correct one higher order, Af(z, a) ~
O(a™*1) at N"LO, which makes this approach very convenient to use in practice.

However, the scale-variation approach suffers from well-known limitations. The param-
eters by, or in case of QCD the single parameter L in eq. (2.5), are a priori arbitrary and
contain no information on the actual missing higher-order terms. At NLO for example there is
nothing that guarantees that by fi () is a good estimate of fo(z) in any way. In fact, typically
f2(x) will have a (much) more complicated x dependence than fi(z) and will not just be
proportional to it. As a result, eq. (2.7) does not provide a very reliable uncertainty estimate.
Typical pitfalls leading to an underestimation are when a lower-order fgn () happens to
be accidentally small (e.g. in the vicinity of zero-crossings) or when fy,41(x) contains new
structures not present in f<,(x).

While one might be able to avoid these pitfalls of underestimation, there is a more severe
limitation of scale variations, which is fundamental and unavoidable: The by (or L) are
unphysical parameters. That is, they are artificially introduced via the scheme change, but
they are not actual parameters of f(x) with an existing but unknown true value. While
there might be a certain value of L for which Af(x;, ) coincides with the true value of the
missing higher-order term(s) for a specific x;, this value of L will be different for different
x;. There may also be no (reasonable) value of L for which this is the case. Therefore, the
resulting variation A f(z, «) in eq. (2.7) cannot be interpreted as a fully correlated uncertainty
like the variation due to an ordinary parameter whose uncertainty is being propagated. In
other words, eq. (2.7) does not provide a correct parameterization of the x dependence of
the missing higher-order terms, which however would be necessary to obtain the correct
theory correlation structure in x [34].

Oftentimes, including for our case of interest, predictions involve multiple scale parameters
(e.g. due to making separate choices of the expansion parameter in different parts of the
calculation). The standard approach to mitigate the danger of misestimation is by considering
a variety of different variations of all relevant scales in some fashion to obtain a variety of
different results fj, (z). The uncertainty estimate is then obtained by taking the envelope

over all variations!

Afi(x) = fu(@) = factamn(z),  Af(z) = max|A fi(x)] (2.8)

The hope is that at any given z; there will be at least one variation A fy(x), not necessarily
the same for all x;, that gives a reasonable upper limit for the possible size of the missing
higher-order terms. Taking the envelope then ensures that the total uncertainty does not scale
with the number of considered variations, which is in principle arbitrary. Performing as many
as possible different types of variations (as opposed to merely increasing the size of variation)
will then generically improve the reliability of the estimate. This is particularly true in
situations (including our case of interest) where individual A fi(z) tend to cross through zero
at some z; and thus individually grossly underestimate the uncertainty around that point.

'Here we take the default result as the central value and the maximum absolute difference as its symmetric
uncertainty. Other ways to construct the envelope are also used, further demonstrating the arbitrary nature of
these prescriptions. However, the precise way of doing so is irrelevant for our discussion.
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Figure 1. Interpreting a differential spectrum by scanning scale variations. Left: The theory
prediction (black line) with a theory uncertainty band (blue) from the envelope of scale variations
compared to measurements (red) at three points x; 2 3. Middle: The normalized uncertainty band
(blue) with three possible scale variations (orange, green, violet) filling out the band. Right: The
assumed correlations p;; between the uncertainties at the points x; and z; resulting from a given scale
variation. Note that for p;; = 0 the uncertainty at either x; or z; must vanish.

However, even assuming that the final envelope Af(z) provides a reasonable theory
uncertainty for the spectrum at any given x;, the key question is how to propagate this
uncertainty from the spectrum to the parameter of interest when performing an interpretation,
which as discussed in section 2.1 requires the correct point-by-point correlations across the
spectrum, i.e., the correlation between Af(z;) and Af(x;) for any two z; and x;. This is
where we run afoul of the fundamental lack of correlations in the scale-variation approach.

A common method to “propagate” the scale-variation envelope from the spectrum to
the parameters of interest is by scanning over scale variations. That is, the interpretation
is repeated for all predictions fk(x) that fill out the envelope. The various different results
obtained for the parameters of interest are then enveloped to give an estimate of the theory
uncertainty on the parameters of interest. This method is however insufficient due to
the fundamental limitations discussed above: Since the underlying scales are unphysical
parameters, the resulting variations A fi(x) do not correspond to well-defined fully correlated
uncertainty components or sources. Rather they merely provide different ways to probe the
possible size of the total theory uncertainty. This is exactly why we take their envelope instead
of adding them in quadrature. In other words, by taking an envelope we explicitly acknowledge
the fact that the individual A fi(z), and the point-by-point correlation they would imply,
are not particularly meaningful and that they do not correspond to well-defined uncertainty
components. Otherwise we would combine them in quadrature. Therefore, scanning over
scale variations does not provide the necessary breakdown of the total uncertainty into
uncertainty components.

Instead, this scanning over enveloped variations amounts to trying out various correlation
models for the same total uncertainty band, as illustrated in figure 1. We might then wonder
what we can learn from this. First, it is important to realize that none of the trial variations
actually provides a realistic correlation model, because as seen in figure 1, they are by
construction always fully correlated, only allowing correlations p;; = &1 (or p;; = 0 in case
Af(x;;) = 0). This is clearly problematic when one is sensitive to shape effects, where as
discussed in section 2.1, the precise correlation near p = 1 completely determines the resulting



shape uncertainty and thus the impact on the parameter of interest. Therefore any given
variation with its implied correlation model can strongly underestimate (or overestimate) the
resulting theory uncertainty on the parameter of interest. One might be “lucky” such that
one trial variation sufficiently closely mimics the shape effect of the parameter of interest
so as to yield a “conservative” uncertainty and avoid underestimation. However, this might
just as well be very “unlucky” and yield a substantial overestimation.

In summary, scale variations provide no means to correctly address the problem of theory
correlations. Therefore, when theory correlations are important, or even critical as in cases
like ours when looking for shape effects, they cannot be used to reliably propagate the theory
uncertainties from the original spectrum to the parameters of interest. One might wonder
why this fundamental lack of theory correlations in scale variations is then not discussed
more often. The main reasons might be that theory correlations are often either not as
important or not recognized to be important, or simply because there has not been an
alternative so far. There are however other cases, some of which quite similar to ours, where
the lack of theory correlations in scale variations has been well recognized to be problematic
or limiting. To mitigate these problems, the best that can be done with scale variations
is to impose an explicit and case-specific correlation model on the theory uncertainty, see
e.g. refs. [7, 41-52]. In comparison, by scanning over scale variations one basically relies
on some implicit ad hoc theory correlation model.

2.3 Theory nuisance parameters

The limitations of scale variations have led to a variety of alternative methods being explored
over the years [53-58] including the TNP approach [34, 59-64]. Among the motivations for
the latter is to allow one to properly account for theory correlations.

The fundamental source of the perturbative theory uncertainty is not the choice of scale
or perturbative scheme. Rather, the actual sources of uncertainty in any particular scheme
are its missing unknown fn(:n) To be able to correctly account for the theory uncertainty,
we have to actually include the (leading) source(s) of uncertainty in our predictions. To do
so, compared to eq. (2.2) we have to include (at least) the next term in the series, which
contains the dependence on the unknown series coefficient f,,(x). This is the starting point of
the TNP approach [34]. To obtain a perturbative prediction for f(x) at order N™**¥LO, we
include the true values of the first m series coefficients and in addition the next k& > 1 terms
whose coefficients are unknown. We are typically in a regime where the next order is the
dominant source of uncertainty, in which case k = 1, so the predictions in eq. (2.2) turn into

NOHLO:  flm, o, 61) = fo(z) + fi(z,61) @,
N'YILO:  f(z,,02) = fo(z) + fi(z) o+ fo(x,02) a2,
N2F1LO: flx,0,03) = fo(z) + fi(z) a+ folx) o® + f3(z,03) 0. (2.9)

Here, the (considered to be) unknown series coefficients f,(x, 6,,) are parameterized in terms of
theory nuisance parameters 6, where for simplicity we let 6,, = {6,,;} denote an appropriate
set of parameters 6, ; that are by construction scalars [34].



A key condition that the TNP parameterization f,(x,68,) has to satisfy is that there
must exist true values 6, for which the true value f,(z) is reproduced,

fn(x) = fn(xyén) . (2.10)

This condition implies that the TNPs are true parameters of the perturbative series. As for
any other ordinary parameter, we can assign to them a best estimate with some uncertainty,

0n = uy £ Auy, , (2.11)

which can come from theory considerations or experimental constraints or both. Without
loss of generality we will assume that, prior to applying any experimental constraints, the 6,
are chosen such that based on theory information only we have u,, = 0 and Au,, = A§,, = 1.2

The central prediction then corresponds to setting the 6,, to their central values. Note
that in general we can have f,(z, 6, = 0) # 0, so the central prediction at say N>*'LO does
not necessarily coincide with the previous N2LO prediction without TNPs. This is not a bug
but a feature, because the TNP parameterization allows us to correctly include contributions
that are already known, e.g. from lower-order terms. On the other hand, eq. (2.10) implies
that when evaluated at the true values 6, the N2*1LO result agrees with the N3LO result.

The condition in eq. (2.10) ensures that the 6,, are well-defined common parameters for
the predictions at different . Their unknown value therefore represents a common source
of uncertainty whose impact is 100% correlated across all z. At the same time, different
individual 6, ; are a priori mutually independent, so they can be varied separately and the
impacts of different 0,, ; are a priori fully uncorrelated. The theory uncertainty can thus be
evaluated by propagating the uncertainties Au,, through the interpretation to the parameters
of interest using any desired standard method for error propagation and combination. In
particular, they can be consistently treated and profiled in fits to data like any other nuisance
parameters. In this case, their post-fit uncertainties can of course become correlated, which
one has to properly account for when combining uncertainties.

Theory-based constraints inevitably involve some human prejudice (unless they come from
calculations that are either exact or numerically approximate with a well-defined numerical
uncertainty). As shown in ref. [34], it is nevertheless possible to obtain reliable and statistically
meaningful theory constraints. When the TNPs are constrained by measurements, we can
furthermore decide how much to rely on any given theory constraint by choosing how much
to impose it as an additional constraint on the fit.

In summary, the TNP approach provides truly parametric theory uncertainties. As a
result, it correctly captures the point-by-point correlations in x by providing the necessary
breakdown of the total theory uncertainty into mutually independent uncertainty components.
In essence, by requiring eq. (2.10), the TNP parameterization must encode the correct
dependence of the missing higher order on the observable x, which is precisely what is
needed to encode the correct correlation structure. The general principles and strategies
for constructing suitable parameterizations are discussed in ref. [34]. The relevant TNPs
for our case at hand are discussed in section 3.2.3.

2Starting from a theory constraint w, & Au, for 8,, we can always reparameterize it as @, = (0n —un)/Aun,
such that the corresponding constraint on 6, is 0 & 1.
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3 Theory description and pseudodata setup

In this section, we summarize the theoretical description of the g spectrum which we use
for our study. After discussing the overall theory requirements in section 3.1, we discuss
the relevant perturbative contributions in section 3.2 and the nonperturbative effects in
section 3.3. In section 3.4, we discuss our Asimov fit setup.

3.1 Theory requirements

The transverse momentum (gr) distribution of dilepton pairs from Drell-Yan production is
one of the most precisely measured observables at hadron colliders, with the latest LHC
measurements reaching subpercent precision over a broad range of gy values. This high
level of experimental precision puts high demands on the theoretical description. For a
reliable (sub)percent-level extraction of ag(myz) from the small-gr spectrum, not only must
the theory predictions be accurate to the (sub)percent level, but as already discussed the
theory uncertainties and correlations must also be well understood and reliably quantified.
The differential cross section in gy can be written as
do de©® donons

— = + . 3.1
dgr  dgr dgr (3:-1)

Here, do(®©) denotes the leading-power contribution, which dominates the spectrum in the
small-gp region, gr < Q, where Q = /¢2 ~ my is the dilepton invariant mass. The
nonsingular term, doyens, contains all remaining contributions, which are power-suppressed
by O(¢%/Q?) and thus subdominant relative to do(®).

The largest sensitivity to a(mz) comes from the small-g7 region. Since do(®) dominates
here, it is also the dominant source of perturbative and nonperturbative uncertainties and
therefore the main focus of our study. At each order in ay, do(® contains logarithms
In"(g7/Q), which must be resummed to obtain precise and perturbatively stable predictions.
In parallel, it is affected by nonperturbative corrections of O(A&CD /@), which shape the
qr spectrum at very low qr < 10GeV. Their associated uncertainties therefore play an
important role for extracting as(myz). A complete treatment of perturbative uncertainties
and a proper parameterization of nonperturbative effects in the leading-power contribution
are thus indispensable for a reliable o, extraction at low qr.

Another key ingredient is the treatment of parton distribution functions (PDFs). PDFs
influence both the normalization and shape of the spectrum. They are extracted from
global fits that themselves depend on assumptions about «g. This introduces a nontrivial
correlation between the value of as(myz) one extracts and the underlying PDFs used in the
prediction [35-39]. Thus, a consistent extraction must account for PDF uncertainties and,
ideally, include the interplay between PDFs and «; in a consistent fashion. A more detailed
study of PDF uncertainties in the extraction of as(myz) from the Z ¢p spectrum will be
presented in a forthcoming paper [40].

Beyond these leading contributions, achieving a (sub)percent-level theoretical descrip-
tion requires incorporating various subleading effects. One such effect is the nonsingular
contribution in eq. (3.1). Similarly, quark mass corrections scaling as mg /¢, and QED and
electroweak effects become relevant at this level of precision (see e.g. refs. [65-70]). Neglecting
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these subleading effects can cause a substantial bias in the extracted value of as(myz), so it
is important to include them in a fit to real data. However, once they are included, we do
not expect them to have a major influence on the uncertainty in as(mz). We can therefore
consistently neglect them in our study as further discussed in section 3.4.

Summarizing, for our study we focus on the leading-power contribution, its resummed
perturbative prediction and associated uncertainty as discussed in section 3.2, and its
nonperturbative effects and associated uncertainty as discussed in section 3.3. Among the
subleading effects, the nonsingular contribution is the largest. We therefore briefly study
its impact in appendix B.1, showing that it can indeed be neglected for the purposes of
our main analysis. In appendix A.3 we also briefly comment on the potential bias from
neglecting quark masses.

3.2 Resummation of perturbative contributions at small gr

We use the SCET resummation framework including TNPs of refs. [32, 34, 52]. In the following,
we focus on the aspects relevant to our study and refer to these references for further details.
The numerical results for our study are obtained with the help of SCETLIB [71] and its
implementation of ¢r resummation with TNPs [25, 32, 34, 52, 72].

We denote the four-momentum of the vector boson by ¢*, its invariant mass by Q = /¢2,
its total rapidity by Y, and its transverse momentum by gr = |gr|. We are interested in
the leading-power cross section fully differential in @, Y and ¢r, collectively denoted as
do(®/d*q. In our framework, its resummation is based on its factorization theorem [73-84],
which is written as

de©® 1
dt¢ — 2FZ,

Lyvi(¢®) Y Hvvran(q®, 1) (3.2)
a,b

2p -
< [tz €5 Bulan b 1.0/ Q) Bl br v/ Q)S 0 1.1).
Here, E.y, is the hadronic center-of-mass energy and Ly (q?) denotes the leptonic tensor
associated with the final-state vector boson VV' = {yv,~vZ, Z~, ZZ}, which is not affected by
QCD corrections. The sum runs over parton flavors a, b, and the remaining ingredients are the
hard function Hy v (g%, i), the beam functions me(aca’b, br, u,v/Q), and the soft function
S(bp, i, v). The variable by = |bp| is the Fourier-conjugate of g7 and Tap = (Q)Eem) expTY
encode the dependence on the rapidity and collider energy.

3.2.1 Resummation

Each of the perturbative ingredients in eq. (3.2) obeys a renormalization group evolu-
tion (RGE), which determines its scale and kinematic dependence to all orders in a,. As
a result, the factorization theorem predicts the full g7 dependence and, for fixed z,, also
the @ dependence. Although it does not predict the full functional form in x,y, it simplifies
this dependence to the product of two one-dimensional beam functions. We now describe
each ingredient in turn.

The hard function Hy 4 encodes virtual corrections to the underlying hard partonic
interaction process ab — V. It can be extracted as the infrared-finite part of the corresponding
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form factors. Explicit expressions for Hy 4 and Ly vy in terms of the underlying SCET
Wilson coefficients C,(q¢?, 1) are given in ref. [52]. The C,’s RGE equation is given by
—q% — 10

d
H= In Cq(qQ) ,u) = 1—‘gusp [aS (:u)] In

du + 294 s ()] (3.3)

where I'f, ¢ (as) and yo(as) are the cusp and noncusp anomalous dimensions, respectively.
The soft function captures wide-angle soft radiation. It additionally depends on the
rapidity renormalization scale v. Its scale dependence is governed by the following RGE system

pa (07 1) = AT o ()] & sl )]

d ~ -
V@ In S(bT, u, V) = 7u(bT7 :U’> ’

b b7, 1) = AT (0] (3.9

The rapidity anomalous dimensions 4, (br, 1) encodes the nontrivial by dependence, which
in turn is governed by its own pu RGE.

The beam functions Bi(x, br, u,v/Q) describe the extraction of a parton ¢ carrying
momentum fraction x at some transverse-momentum conjugate by from an unpolarized
hadron. They evolve according to

b 0By, b /@) = Mgl (] In 5+ Talos ()],

d ~ 1.
V@ lan(vaTau) V/w) = _§’YV(bT7H)7

uiﬂ@mm=—M%JMML (3.5)

While their RGE fully determines their by and @ dependence, their dependence on x is
not predicted and only arises via the boundary condition at canonical scales u = bgy/br
and v = (@, defined as

bi(.%, as) = Bz(x, bT, o= bo/bT, I//Q = 1) . (3.6)

In the perturbative region g7 ~ 1/bp > Aqcp, this boundary condition is computed in terms
of standard PDFs at the canonical scale ,ujfan = by /br,

Z/w%n 5 (L) (3.7

where fijm(z) are perturbative matching kernels. The x dependence of the beam function is
thus given by the Mellin convolution of these kernels with the PDFs.

The resummation proceeds by evaluating each of the perturbative ingredients in eq. (3.2)
in fixed order at their natural (canonical) p and v scales, where they are free of large
logarithmic corrections. These are called the boundary conditions. Starting from their
boundary conditions, the functions are then evolved to common overall 1 and v scales by
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solving their respective RGEs. In the combination of all RGEs and upon Fourier-transforming
back to momentum space, the logarithms of ¢r/@Q are resummed to all orders in perturbation
theory. The canonical scales in by space are given by

bo
pE" = p§t = vE =gt =t =, T =it = Q. (3.8)

where 5 p and vg g are the scales of the soft and beam functions, f is the scale at which
the boundary condition of the rapidity anomalous dimension is evaluated, py is the scale
at which the matching to PDFs in eq. (3.7) is performed, and by = 2¢772 ~ 1.12292 is
a conventional factor.

Since we do not include nonsingular power corrections in our main study, we do not
discuss here the procedure for switching off the resummation at large gr to recover the
fixed-order result. For that purpose, the canonical scales in eq. (3.8) are modified using
hybrid profile scales [85] (see ref. [32] for details), defined as

pE =Q,
erun(g éu* (bo,um‘“D, vp =@,
erun<(g éu* (bo#mm», erun<g éu* (bo, mm)>,
1o = [is (: ,ug““), erun((g éu* (bo,u?i“», (3.9)

where the profile function fyu, (z,y) ensures a smooth transition between the canonical scales in
the resummation region, z = gr/Q < 1, and the fixed-order region, z = gr/Q ~ 1. The most
relevant point for our purposes is that the transition only starts at a transition point z; (by
default x1 = 0.3) and below it fiun(z < 1,y) = y, so the default scales in eq. (3.9) reduce to

IB,S,0,f = M <£ TR f) Vs = [l <£;, Vémn) , ve=pgp=Q  (for qr <x1Q).
(3.10)
Hence, in this “canonical” g region, the default scales we use only differ from their canonical
values in eq. (3.8) by the p, function, which simply enforces a smooth lower bound on
the scales to avoid the nonperturbative regime at large by, where the QCD Landau pole
would be encountered, with

PRI = i —min — 1 GeV | ,urj?in =1.4GeV, v — . (3.11)

3.2.2 Scale variations

We now briefly summarize the scale-variation setup in SCETLIB, referring to ref. [32] for more
details. The central scale choices are equivalent to the default scales in egs. (3.9) and (3.10).
The scale variations are performed by varying the scales around their central values with
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multiplicative factors. In the canonical region ¢r < x1Q), these are

pH =270 Q,

T ( 2, 2w”r§f> =20 [ Q.

s = 2770 f%5 . (2’0 2w“§lf> s =20 i (;’O S ?f)

jp =25 <é’;’ﬁ;> . (3.12)

The same overall factors for each scale also appear inside its u, function, which ensures that
the effective minimum scales at large by are unaffected by the variations. The boundary scale
to is held fixed, as its variation is effectively captured already by those of vp . The different
variation factors are used to perform different classes of variations, which we describe in turn.

The resummation uncertainty Ay esum is obtained by varying the beam and soft
scales via vy, Upg, Upg, Uyg by taking v; = {—1,0,+1} with v; = 0 corresponding to the
central scale. Here, fyary = frary(qr/Q) is a function of ¢r/Q that approaches 2 for ¢r — 0
and 1 for gr/Q — 1, i.e., it smoothly turns off the variation outside the resummation region.
We perform 36 variations of suitable combinations of the v; and then take their maximum
envelope as the resulting final uncertainty Aresum-

For the fixed-order uncertainty Ago, we simultaneously vary the scales of the hard,
beam, and soft functions by an overall factor of 2 by taking wpo = {—1,0,+1}. The
final uncertainty is again taken as the maximum envelope of these two variations. This
variation only probes the fixed-order boundary conditions without changing the resummed
logarithms, hence its name.

The uncertainty related to the DGLAP running of the PDFs Ay is obtained by
varying the PDF scale iy by taking v,, = {—1,0,+1} and taking the maximum envelope
of the two variations.

Finally, the matching uncertainty A a¢ch is given by the maximum envelope of
the variations of the transition points x; inside the fy, function determining the transition
from the canonical to the fixed-order region. There are three points (z1,z2,z3) determining
the start, midpoint, and endpoint of the transition. Their central values are (0.3,0.6,0.9)
and their variations are

(21,22, 23) € {(0.4,0.75,1.1), (0.2,0.45,0.7), (0.4,0.55,0.7), (0.2,0.65,1.1)} . (3.13)

These different classes of variations are specifically chosen to probe separate aspects of
the perturbative series. They are then considered as independent uncertainties and added
in quadrature to obtain the total perturbative uncertainty,

Apert = \/A%O + A?” + Ar2natch + Algesum : (314)

In particular, the py variation is not enveloped with the other scale variations, but is instead
treated as a separate component. The reason is that it probes the uncertainty due to DGLAP
running, which can be considered as a separate source of perturbative uncertainty.
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3.2.3 TNPs for gr resummation

We now briefly summarize the theory nuisance parameters for gr resummation, referring
to section 6 of ref. [34] for more details. The leading-power spectrum in eq. (3.2) is fully
determined by the hard, beam and soft functions, F = {H, B, S}. Each of these function
satisfies a coupled system of RGEs, given in eq. (3.3), eq. (3.4) and eq. (3.5). Their solution
can be written schematically as

F(a™, L) = F(a™) exp{ /0 Y [Pcusp (as(L)) L' + fyF(ozs(L’))} } : (3.15)

can

where L = In(p/p$") and o

= 0 ()

(defined at strictly canonical scale for L = 0) as well as the cusp and noncusp anomalous

. It depends on the boundary condition F'(cy)

dimensions, I'cysp (vs) and yp(cvs). These perturbative series contain the complete perturbative
information necessary for the leading-power spectrum. We can therefore treat each of them
following the TNP approach of ref. [34] and as outlined in section 2.3, parameterizing their
individual missing higher-order coefficients with TNPs. Since the ¢r dependence is completely
predicted by the factorization theorem in terms of these, this treatment correctly encodes
the point-by-point correlations in gp.

Denoting generically all boundary conditions as F'(as) and all anomalous dimensions
as vy(as), we write

as\"
Fa =1+ ¥ R (£)
n=1

a n+1
s) = n —= ) 1
) = X () (3.16)
and parametrize each coefficient (for fixed ny = 5) as

Fo(0F) = 4"Cp(n —1)16F (3.17)
Y (0]) = Crs14™1 0. (3.18)

Here, C,, is the relevant leading n-loop coefficient, which in our case is given by C), = C FC’Z_l,
and 65", 67 are the TNPs.

The generalized order counting for resummation including TNPs is denoted as N™+*LL
and defined in analogy to N™**LO in section 2.3 as follows: A given perturbative resummation
order, N"LL, is uniquely and well defined by including all underlying perturbative series
in the RGE to a certain order in «a,, namely the boundary conditions to (n — 1) loops, the
noncusp anomalous dimensions to n loops, and the cusp anomalous dimensions and QCD
beta functions to n 4+ 1 loops. At N™**LL we use the complete resummation structure at
N"LL with n = m + k with the true values for all coefficients relevant up to N”*LL and
the TNP parameterization for the last k coefficients of each series. For example, eq. (3.15)
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at N3HLL takes the form

2 R /A k o/can 3 L
N3HILL: F(aga“,L)—[l—s—Z k<4 ) +F3(9§)<48 Hexp{/ dL’[
v ™ 0
+

if’k[ail(f/)} 1L’+I‘4(0£) |:as4(7f/)i|5L/
k=0

+ ZZ: YFk [az(:/)rﬂ +7r3(03") [%4(:,)}4] } : (3.19)
k=0

Furthermore, in the full resummed cross section, the product of all boundary conditions is
expanded in a; including cross terms up to O(a?) as relevant for N*LL. Note that despite
the fact that the highest k coefficients at N *t*LL are treated as unknown, due to having the
complete (m + k)th-order structure, this order still contains more perturbative information
than N™LL, so the perturbative accuracy at N™**LL is generically higher than at N™LL.

For our analysis of the Drell-Yan g spectrum, we consider a minimal set of seven
independent TNPs,

07y € {0, v}, 0F . F € {H,S, By, By}, (3.20)

associated with the following independent perturbative series and thus sources of uncertainty:
The cusp anomalous dimension (I'cysp), the noncusp anomalous dimensions (v, 7,,), and the
boundary conditions of the hard (H), soft (S) and beam (Byq, Byg) functions. Their detailed
normalization conventions are discussed in ref. [34]. For the beam functions in particular,

based on eq. (3.7), we adopt the parameterization
~ - 3 S
Tijn(z,007) = 5 00" Lijun(2), (3.21)

which uses their known z dependence multiplied by an overall prefactor of 3/2 to be con-
servative. With this parameterization we effectively treat their shape as known and their
overall normalization as unknown. This choice is a compromise. It means while we do not
yet account for the uncertainty associated with their shape, we have the correct correlations
in z and thereby in Y for the dominant overall normalization uncertainty we do consider.
Since the dominant partonic channels for Z boson production are ij = {qq, qg}, we introduce
only two TNPs for the beam boundary conditions. For simplicity, singlet contributions that
appear at higher orders and only have a very minor impact are not considered separately.
Specifically, we use a single effective TNP, 05 % which varies all gq channels together,

0Ba = g1 = grlav = glus = glluas (3.22)

and a separate TNP, 95 1 for the ¢qg channel.
As explained in section 2.3 and following ref. [34], each nuisance parameter 6,, is modelled
as a Gaussian-distributed random variable which by default has zero mean,

O, =0+ A, , (3.23)

with A#,, setting the width of the distribution and hence the size of the variation. Unless
otherwise stated, we take A#, = 1 as our default theory constraint, corresponding to a 68%
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theory confidence level. We also explore the impact of relaxing the theory constraint in
section 4.2.4. The default (pre-fit) result at N™+*LL is then given by the default resummed
result as discussed in section 3.2.1 with all TNPs that enter it set to zero. Its uncertainty
is obtained by varying each TNP by A#,, and adding all variations in quadrature (since by
default all TNPs are considered independent). After fitting the TNPs to data, the post-fit
result for the resummed spectrum is then given by using the post-fit central values and
uncertainties of all TNPs.

Finally, it is important to note that the above minimal set of TNPs does not yet capture
all potential sources of uncertainties. As discussed in ref. [34], additional sources are the
full set of partonic channels in the beam functions as well as their functional dependence,
the DGLAP splitting functions, singlet contributions to the hard function, and the QCD g
function. These are currently not accounted for and are left for future improvements. Among
these, the latter two are likely to be irrelevant while the uncertainties associated with the
DGLAP splitting functions may prove to be the most relevant.

3.3 Nonperturbative effects

The g7 spectrum is affected by nonperturbative effects that scale as AéCD / q%, and which are
expected to become relevant at the few-percent level for gr < 10 GeV [32]. In the literature
a variety of phenomenological models have been used to incorporate nonperturbative effects,
typically involving a small number of free parameters fitted to data. Since this region of
moderately small ¢ is also where the dominant sensitivity to as(myz) comes from, we require a
correct parameterization of nonperturbative effects to ensure a reliable theoretical description
in this region with correct point-by-point correlations of the nonperturbative uncertainties.
In this section, we briefly discuss the nonperturbative approach used in SCETLIB [32],
which is based on performing a systematic OPE expansion of nonperturbative effects. Next,
we discuss the specific nonperturbative parameterization we employ for our study here.

3.3.1 General discussion

The nonperturbative effects enter via the beam and soft functions appearing in eq. (3.2). To
discuss their nonperturbative contributions, it is convenient to combine their product in by
space into conventional transverse-momentum dependent PDFs (TMD PDFs), defined as

fi(x,bT,u, ¢) = B; (m,bT,u,l//ﬂ) \/S’(bT,u, V). (3.24)

Here, ( is the so-called Collin-Soper scale, which now takes over the role of the rapidity scale
v, whose dependence cancels on the right-hand side. Similarly, the combined rapidity RGE
of the beam and soft functions gets replaced by the ( evolution of the TMD PDF,

Fil@,bra 1 €) = Fi, b, 1, o) exp [Hdbm In ﬂ . (3.25)
2 Co

The physical value of the final scale ¢ in the resummed cross section is ¢ = Q?, as seen in
eq. (3.2). The boundary scale (j is equivalent to ¥4 and its canonical value is \/{y = bo/br,
which eliminates the potentially large rapidity logarithms In({pb%/b3) in the TMD PDF’s
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boundary condition. The associated anomalous dimension is known as the Collins-Soper (CS)
kernel, 4¢(br, ), which is simply related to the rapidity anomalous dimension,

Ye(br, p) = %%(b@u)- (3.26)

There are in total two distinct sources of nonperturbative contributions, namely to the
TMD PDF boundary condition and the CS kernel, which can be written as [86],

Fe(br, 1) = AL (0" (br), ) + A0 (br)
fi(:pa bTv My CO) = fipert(mv anua Co)ﬁpp(fﬁ, bTa CO) . (327)

Here, the quantities on the left-hand side are defined in full QCD. The separation into
perturbative and nonperturbative parts on the right-hand side is well defined, but a priori
not unique. Namely, the exact definition of the nonperturbative pieces, ]an and ’y?p, i
implicitly determined by the exact definition of the perturbative pieces, fPe* and fypert,
including all choices of boundary scales and cutoff prescriptions used to avoid the Landau
pole, as discussed below.

The nonperturbative contribution to the CS kernel, ’yélp(bT), is universal, like the CS kernel
(or rapidity anomalous dimension) itself, in that it only depends on whether the considered
process is quark or gluon initiated (which for simplicity is suppressed in our notation). In
particular, it is universal across processes such as Drell-Yan production (including Z and
W bosons) and semi-inclusive deep inelastic scattering. It can also be accessed via lattice
QCD calculations [87-92]. In principle, this allows one to obtain information on ’yélp(bT) by
comparing to the lattice results, for which a proper treatment of massive quark corrections
is however essential [66].

Unlike the CS kernel, the nonperturbative TMD PDF boundary condition, f;'®(z,br),
is not universal to all quarks. Like the TMD PDF itself, in addition to by it also depends
on the flavor ¢ and Bjorken z of the interacting parton. It can be thought of as describing
the intrinsic transverse momentum of the partons inside the proton.

At large by ~ 1/Aqcp, fi° (z,br) and 7< P(by) are genuine nonperturbative functions of
br. However, the relevant region of interest for our purposes is the spectrum for gr 2 1 GeV,
which is determined by much smaller br, namely where 1/br ~ gr > Aqcp is still in
the perturbative domain. In this region, nonperturbative effects are not negligible, but
we can systematically expand them in an operator product expansion (OPE) in powers of
Aqcepbr < 1 [75, 76, 93-97] (see also ref. [98]). The OPE of the final TMD PDF entering
the factorized cross section takes the form [97]

b @) = O wbr w1+ 8 [Raste) + X 1 7T2] 4 Ogopth b (329)
where the leading term fi(o) corresponds to the (resummed) purely perturbative result at canon-
ical boundary scales, and the higher-order terms arise from expanding the nonperturbative
contributions to the CS kernel and TMD PDF boundary condition (at canonical (o = b3/b3.),

3P (br) = A3 b + O(Abepbt)
P (z,br) = 14 Agi(z) b5 + O(AQCDb4T) . (3.29)
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Here, )5 is a single number related to a gluon vacuum condensate [96], while Ao i(z) is in
principle still a function of x and i. For the ¢p spectrum, )\g is the parametrically leading
nonperturbative effect since in eq. (3.28) it is enhanced by the large logarithm In(br@Q).

3.3.2 Nonperturbative parameterization

In our case, the perturbative contributions, fP'* and ’ygert in eq. (3.27) are given by the

default resummed results discussed in section 3.2. In addition, the explicit by dependence
of the perturbative CS kernel is evaluated at b*(br), as indicated in eq. (3.27), to regulate
the nonperturbative large-b7 behaviour. Specifically, we use

NI

b (br) = br (1 + bé’% >_ , (3.30)

max

which smoothly interpolates between the perturbative small-br region and the nonperturbative
large-br region, where by/bmax = 1 GeV acts as an upper cutoff. That is, b*(by < bpax) = br
while b*(bp > bmax) = bmax With a smooth transition in between. The advantage of using a
higher power than the usual quadratic b* prescription is that in this way, the perturbative
result differs from the strictly canonical one only starting at O(bgw), which means it does
not alter the OPE below O(b$) [97].

To include the nonperturbative contributions, we have to choose a nonperturbative model.
We require the model to reproduce the correct OPE in eq. (3.29) for by — 0. The OPE does
not constrain the behaviour for by — co. While as mentioned before the precise functional
form at large br is of limited relevance, to have some guidance we require the model to obey
the asymptotic limits suggested in ref. [94],

’y?p(bT — 00) — —const,

In fP(z, by — 00) — —const X by . (3.31)

A convenient choice satisfying the requirements in both limits is as follows,

n . A A
2507 (br) = L (br) = Ao tanh (32 8+ 1 81 ) (332
(o] (ee]

) A b = Abh + O0) 1/br > Aqep
_)\oo 1/bT < AQCD s
. Ay A 1 A3
In 0, br) = ~br Ao tan| (£ + T18 Yoy + 5 2208 (3.33)
) A bF — Ag by + O(bF) 1/br > Aqcp
—Aso b7 1/bT < AQCD ,

where we exploited that tanh(z — 0) — 2 and tanh(z — co) — 1. Each model depends on
three parameters: A4 and Ag 4 determine the quadratic and quartic terms in the expansion
around by = 0 and are in one-to-one correspondence with the quadratic and quartic OPE
coefficients. The parameters Ao, and Ay set the asymptotic behaviour for by — oo.

We note that the above model for the TMD PDF does not yet include flavor or z
dependence, which would be required for a more complete treatment. As we explain in
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section 3.4, this simplified setup is sufficient for Asimov fits since we can use the same model
in both pseudodata and fitted theory model. However, it is likely not sufficient for a fit to real
data, which in general requires flavor and = dependence [31, 99, 100]. As shown in ref. [32],
the full flavor and x dependence of the nonperturbative TMD model can be approximated by
an effective flavor-averaged model that only depends on the rapidity Y and a given resonant
boson type and center-of-mass energy. However, this also implies that once several different
rapidity bins are considered, the effective TMD parameters must at least depend on rapidity.
The fits to the ¢ spectrum performed in ref. [62] found indeed evidence for the presence
of a nontrivial effective rapidity dependence of As.

For the purpose of our Asimov fits, we also need some representative values for the
nonperturbative parameters to be used as true values in our Asimov pseudodata. As already
mentioned above, the nonperturbative CS kernel can be constrained by lattice QCD data [89-
91]. This requires properly accounting for quark flavor thresholds and quark mass effects as
will be discussed in ref. [66]. Using ref. [66] to fit our nonperturbative parameterization of
the CS kernel to the lattice QCD data, we obtain the following results,

Moo = 1.6853 + 0.5069 ,
A2 = (0.0870 + 0.0332) GeV?,
Ay = (0.0074 + 0.0066) GeV*, (3.34)

with the resulting correlation matrix

1 05212 —0.7249
C=] 05212 1 —09135]. (3.35)
—0.7249 —0.9135 1

We will use these as representative values for the CS kernel parameters of our model. For the
TMD parameters, due to a lack of robust constraints, we choose a generic size of (0.5 GeV)"”
as representative central values. Specifically, we take

Ay =025GeV?, Ay =0.06GeV?', A, =1GeV. (3.36)

We have checked that the results of our Asimov fits do not depend on the precise central
values chosen.
3.4 Asimov fit setup

In this section, we outline the methodology and rationale behind the use of Asimov fits,
and provide all relevant details of our setup used to study the uncertainties in extracting
as(myz) from the Drell-Yan g7 spectrum.

3.4.1 General discussion

To estimate the expected uncertainties in the extraction of as(myz) — or any other theory
parameter of interest — it is common practice to perform Asimov fits. These fits serve as
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controlled tests of the fitting framework and allow a transparent study of the sensitivity
to different theory ingredients.’
The fits we perform use a standard x? minimization procedure, defined as

X = (i — M) C s — A)) +Z M2 : (3.37)
ij

where y; represent the data, A; the corresponding theory model, and Cj; the covariance matrix
encoding all experimental uncertainties and correlations between the data points. The \;
implicitly depend upon as(mz) and the parameters of the underlying theory prediction, i.e.
the TNPs and nonperturbative parameters discussed in sections 3.2.3 and 3.3. Within the fit,
as(myz), the TNPs, and nonperturbative parameters are treated as continuous parameters.
The last term imposes the Gaussian theory constraint on the TNPs, 6;, about their central
values of 0 with a prior uncertainty of Af;, as discussed in section 3.2.3.

What distinguishes an Asimov fit is that the data are replaced by pseudodata — i.e.,
the (unfluctuated) theory predictions computed at a fixed known value of the parameter
of interest, in our case as(mz) = 0.118. The covariance matrix remains that of the actual
experimental measurement, ensuring that the uncertainties remain realistic. By replacing
experimental data with theory-generated pseudodata, this setup offers multiple advantages:

e The results are unobscured by statistical fluctuations or potential outlier behaviour
present in the real data.

o It avoids potential inconsistencies or biases due to subleading effects present in the real
data but unaccounted for in the theory model.

e The impact of various theory components or uncertainties can be tested and estimated
in isolation. In particular, subleading effects can be consistently dropped in both
pseudodata and theory model.

o Since the theory model and pseudodata are matched (except for intentional differences
in some tests), the minimum 2 should be close to zero, providing a clean validation
test for the fitting procedure.

As discussed in section 3.1, we focus on the dominant sources of theory uncertainty,
namely the perturbative resummation and nonperturbative modelling of the dominant leading-
power contribution to the small-gr spectrum. Subleading effects such as nonsingular power
corrections, finite quark-mass effects, and QCD+electroweak corrections are known to impact
the shape of the gp spectrum at the few-percent level but can be neglected in our Asimov fits
as long as we consistently neglect them in both the theory model and pseudodata. Indeed,
being subleading effects, their associated uncertainty will also be subdominant with respect
to the dominant sources of uncertainties.

One might worry that even subleading contributions, by altering the shape of the
spectrum, could subtly affect the estimate of the dominant uncertainties. Among these, the

3The rationale behind the Asimov fits in this setup is in many ways similar to the closure tests performed
in other contexts where pseudodata are used to test the quantification of uncertainties.
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nonsingular terms are the most relevant, as they contribute up to O(5%) of the spectrum
for gr < 30GeV [52]. For this reason, in appendix B.1, we explicitly verify that including
nonsingular terms up to O(a?) has a negligible effect on the estimated uncertainty for a(mz).

Nevertheless, we emphasize that in fits to real data, these subleading effects must of
course be included in the fitted theory model, as they are present in the real data. While they
may not substantially affect our estimate of the dominant uncertainties, they can significantly
bias the central value of as(my) and degrade the fit quality if not properly accounted for.

3.4.2 Fit setup

We perform our study using pseudodata based on the inclusive Z-boson ¢r spectrum at
E., = 8 TeV in the dilepton mass window 80 GeV < ) < 100 GeV as measured by ATLAS
in ref. [19]. Specifically, we include the first nine gp bins covering the region g € [0,29] GeV,
for each of eight bins in rapidity Y € [0, 3.6], yielding 72 data points in total. We use the
full experimental covariance matrix, incorporating all bin-to-bin correlations, as provided by
ATLAS. On top of this, we include a fully correlated 1.8% luminosity uncertainty. These
are the data also used in ref. [33].

For our theory predictions, both for pseudodata and for the fitted theory model, we
employ the SCETLIB framework as discussed in sections 3.2 and 3.3. All pseudodata are
generated at a fixed value of as(myz) = 0.118, and thus all fits must give a similar value for
the fitted as(my). When using scale variations, we use the resummation at N*LL and follow
the variation scheme defined in SCETLIB [32] as described in section 3.2.2.

When using the TNP approach, we use the SCETLIB implementation of ref. [34] as
described in section 3.2.3. Our nominal theory model is given by N3*!'LL while for the
pseudodata we use either the default N3+!LL result with zero as true values for all TNPs or
alternatively N*LL, which is equivalent to N**1LL with all TNPs set to their true values. As
we will see, the advantage of using N>1LL is that the perturbative precision is sufficiently
high compared to the experimental precision to obtain nontrivial results. At the same time
the true values of all TNPs are still known, which allows us to perform more nontrivial tests
by fitting to N*LL, simulating a fit to real data.

For the nonperturbative modelling, we always use the same nonperturbative model for
both the theory model and pseudodata, and whenever the nonperturbative parameters are
fixed they are set to their central values given in section 3.3.

Regarding the PDF dependence, we always use the MSHT20aN3LO PDF set [59], and
account for the interplay between as(myz) and the PDFs in the ¢r spectrum. Since as and
the PDFs are strongly correlated, we ensure that the PDF set entering the prediction is
consistent with the value of as(myz) being tested. For this purpose, we perform a linear
interpolation between the available PDF sets for as(myz) = 0.118 and ag(myz) = 0.117 when
as(myz) < 0.118 and between the PDF sets for as(myz) = 0.118 and as(myz) = 0.119 when
as(myz) > 0.118. This interpolation is only used for the PDFs, while the dependence on
as(myz) in the perturbative prediction itself is always treated exactly.

For minimization, we use the standard MINUIT fitting tool [101-103].
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Figure 2. Left panel: Relative differences in the g spectrum of individual scale variations at N*LL.
Different colored lines show different classes of variations as defined in section 3.2.2. The red dashed
lines show the relative difference from varying a,(mz) for comparison. Right panel: The resulting
as(mz) values when performing the Asimov fit to the central N*LL prediction for each scale variation.
Different colors correspond to the same classes of variations as on the left. The grey band shows the
fit uncertainty for comparison.

4 Perturbative uncertainties

In this section, we present our results obtained using both scale variation and TNP-based
approaches to estimate the expected perturbative uncertainty in the extraction of as(myz)
from the Z gr spectrum. We describe and highlight two distinct methods that can be applied
with TNPs: scanning and profiling. Subsequently, we explore the profiling of TNPs in more
detail by performing fits against higher-order pseudodata and by modifying the prior theory
constraint A#,, on the TNPs.

4.1 Scale variations

To estimate the uncertainty due to missing higher-order corrections — referred to as the
perturbative uncertainty — it is common practice to consider scale variations. A key argument
for this procedure is that the envelope of various scale variations can provide a measure
of the overall perturbative uncertainty in the spectrum. By taking the envelope, one can
mitigate the arbitrariness in choosing the specific number and type of scale variations to be
considered. As a result, it is a widely-used method for estimating perturbative uncertainties
in differential spectra, which may often provide a reasonable estimate of the approximate size
of uncertainties. The resulting uncertainty band then has limited sensitivity to the individual
scale variation shapes. This is sufficient for the uncertainties at the level of the ¢ spectrum
where we only require the rough size of the uncertainty band but not the detailed correlations
within it. The inadequacy of scale variations manifests itself when interpreting the spectrum,
i.e., when the perturbative uncertainty needs to be propagated from the spectrum to the
parameter of interest, in our case as(mgz).

One may ask why is it not sufficient to propagate each scale variation to a fit of agz(myz)
and then take the envelope at the level of the extracted as(myz) value? Any specific scale
choice would then correspond to a fully correlated or anti-correlated assumption, as explained
in section 2.2. In taking the envelope of scale variations at the level of the ¢y spectrum we
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explicitly acknowledge that their individual shapes are not physical, and assume complete
ignorance regarding the correlations between different bins in the spectrum. However, the
propagation of the uncertainty from the g7 spectrum to as(my) is crucially sensitive to the
precise point-by-point correlations and the individual theory shapes. Accordingly, any uncer-
tainty resulting from such a scale-variation scanning and enveloping procedure for ag(mz)
should not be considered as a trustworthy or meaningful uncertainty but merely as an indica-
tion of the possible impact of missing higher-order corrections, i.e., as a means to investigate
the possible theory sensitivity (which could still very well be over- or underestimated).

Despite these known limitations of the scale variation approach, it is still interesting in
this context to use our pseudodata setup to see what happens if scale variations are utilised.
For our purposes they will serve to demonstrate that correlations and the precise shape of
the theory uncertainties are indeed critical for the extraction of as(mz).

In the left panel of figure 2, we show the breakdown of all scale variations for the gr
spectrum at N4LL from SCETLIB as discussed in section 3.2.1. Overlaid on these variations
are the central predictions for as(myz) = 0.117 and as(mz) = 0.119, illustrating that the
sensitivity to as(myz) in the g spectrum is primarily a shape effect. To illustrate the scale-
variation scanning in practice, we use the Asimov fit setup described in section 3.4. Our
pseudodata corresponds to the N*LL central scale prediction at a(mz) = 0.118. We then
repeat the fit of ags(my) for each scale variation, each representing a different theory model.
The right panel of figure 2 shows the results, where each point represents the fitted value
of as(my) for one of the scale variations on the left. Points marked with a cross indicate
cases where x? /nqot > 1.5, signifying a very poor fit to the pseudodata. The fitted as(mz)
values strongly depend on the choice of scale variation. While some variations have almost
no impact on ag(my), yielding values very close to the nominal value of 0.118, others yield
very different values. This demonstrates that as anticipated the impact on as(myz) strongly
depends on the precise shape of any given variation. As a result, the precise choice of scale
variations directly dictates the size of the would-be perturbative uncertainty, making this
approach unsuitable for a reliable uncertainty estimate.

Nevertheless, for reference we can obtain a scale-variation based estimate of the pertur-
bative uncertainty in as(mz) by considering different options to envelope the fitted results.
The envelopes of each different class of scale variations described in section 3.2.2 yield

Apo = 1.55 x 1073, Ap=0.71x1072,
Avesum = 1.73 x 1072, Apaten = 0.06 x 1073 (4.1)

We can then either sum these in quadrature or take the naive total envelope, obtaining

sum of envelopes: Apert = \/A%O + A} + A2 + A2 =243 x 1073,

resum match

total envelope: Apert = 1.73 X 1073, (4.2)
Regardless of the approach, we find that the perturbative uncertainty estimated via scale

variations at the currently highest known order, NLL, is large — much larger than our
desired level of precision for as(mz)
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Figure 3. Left panel: Relative uncertainties in the g7 spectrum with TNPs at N*T'LL. The different
lines show the impact of varying the corresponding TNP by +1 or —1, corresponding to 68% theory
CL. The yellow band shows their sum in quadrature. Right panel: Corresponding uncertainty on
as(my) from performing the Asimov fit to the central N3 LL prediction for each TNP variation.
The grey band shows the fit uncertainty for comparison.

4.2 Theory nuisance parameters

As explained in section 2, to properly account for the point-by-point correlations across the gp
spectrum, the uncertainty must be decomposed into well-defined components corresponding
to the underlying sources of uncertainty. The TNP approach has been developed to do just
that. In this section, we explore different methods using TNPs to estimate the perturbative
uncertainty in the extraction of as(myz). Our setup is as described in section 3.4, with the
default theory model at N3*1LL and the Asimov pseudodata at N3+1LL and later also at N*LL.

4.2.1 Scanning

The first method we consider is scanning, which follows an analogous procedure to the one
used for scale variations. However, the crucial difference is that we have now decomposed
the uncertainty into its distinct sources, parameterized in terms of well-defined theory
nuisance parameters, which correctly capture and propagate the bin-by-bin correlations
in the gr spectrum.

The left panel of figure 3 presents the breakdown of the individual TNP variations for
the gr spectrum at N*"!LL accuracy. Each TNP is varied by A#,, = 1. Since the resulting
variations in the spectrum are nearly symmetric, for clarity, we display only the up variations
for the anomalous dimensions, hard, and soft functions, and the down variations for the
beam functions. Each TNP corresponds to an independent source of uncertainty and is thus
varied independently, capturing the correct correlations across the gr spectrum. We can now
sum in quadrature the seven independent TNP variations to obtain the total uncertainty
band, depicted in yellow.

To perform the scanning, we use the central N*t!1LL prediction as Asimov data and repeat
the fit for N**1LL theory models with each TNP varied separately up and down by Af, = 1.
The right panel of figure 3 shows the results, where the error bars represent the difference

,26,



between the fitted as(mz) and the nominal expected value of 0.118, i.e., the uncertainty on
the fitted as(myz) due to a given TNP. As for the spectrum, we can now sum the individual
uncertainties in quadrature to obtain the total uncertainty on as(my), which yields

Apert = 1.75 x 1072 (4.3)

Although this estimate accounts for the correct theory correlations in the gr spectrum, it
does not reach our desired precision on as(mz).

The scanning approach however does not fully exploit the high precision available in
the data, which could in principle impose strict constraints on the parameters of the theory
model. As each parameter is separately varied but otherwise held fixed in the fit, the fit
must compensate the resulting change in the theory model as best it can solely into a change
of as(myz). However there is no feedback whether a given variation of the theory model is
actually favored or disfavored by the data. This is a key limitation of the scanning approach.
Furthermore, since we explore the parameter space separately in each direction rather than
all together, the global minimum of the multi-dimensional parameter space is not explored,
which means the quality of the minimum and the precision obtained can be suboptimal.

Rather than relying on scanning — and its inherent limitations — we would like to be
able to fully explore the parameter space and allow the fit to select the regions where the
theory model best matches the data while avoiding regions that are inconsistent with it. This
challenge can be effectively addressed by profiling the TNPs in the fit as we discuss next.

4.2.2 Profiling

A more advanced approach to estimate systematic uncertainties is by profiling them. In
this approach, the nuisance parameters associated with the systematic uncertainties are
simultaneously fitted along with the parameters of interest, rather than scanning them
one-by-one. In this way the full parameter space is explored, avoiding the limitations of the
scanning approach and enabling the data to constrain variations within these uncertainties to
agree with the measurements. This therefore enables a reduction in the size of the associated
uncertainties for the parameters of interest. This is a standard approach used for experimental
systematic uncertainties (see e.g. refs. [104, 105]) as well as for PDF uncertainties [106-108],
though several caveats must be considered in general. In particular, one must be careful in the
application to PDF uncertainties — we leave this discussion to a future dedicated paper [40].

We now apply this approach to the nuisance parameters encoding the perturbative
uncertainties, i.e. the TNPs, by fitting them together with as(myz). This allows the fit
to find the optimal balance between adjusting one or more TNPs, and consequently the
theory model, or adjusting as(mz) to find the best description of the data. We stress that
(in contrast to scale variations) fitting the TNPs is theoretically consistent and allowed
because the TNPs are proper parameters, which encode the correct theory correlations. As
a result, this method enables constraining the TINPs by the experimental data, thereby
(potentially) reducing the theory uncertainties. The allowed range of variation for the TNPs
is also constrained by the prior theory constraint, as explained in sections 3.2.3 and 3.4,
for which we use A#, = 1 by default.
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Figure 4. Left panel: Relative uncertainties in the gr spectrum at N3T!'LL before and after profiling
the TNPs. The different lines show the post-fit relative impact of each TNP and the orange band
the total post-fit uncertainty. The yellow band shows the pre-fit uncertainty corresponding to the
yellow band in figure 3. Right panel: Post-fit constraints on the TNPs (error bars) and their impact
on ag(myz), with the solid (dashed) grey band showing the impact of the post-fit downward (upward)
TNP variations.

To start, we perform an Asimov fit with both pseudodata and theory model given by

the N3>T!'LL prediction. The resulting perturbative uncertainty on as(my) is*

Apert = 0.45 x 1072 (4.4)

The left panel of figure 4 presents the post-fit prediction for the ¢ spectrum with a breakdown
of the post-fit uncertainties, showing the upward variation for each TNP, except for the beam
functions which display the downward variation. As a general comment, which applies to
this and all analogous plots in the following, note that the individual TNP post-fit variations
do not necessarily have to lie within the total post-fit uncertainty, as there are now nontrivial
correlations between the TNPs imposed by the data. In particular, if two TNPs are negatively
correlated, their combined uncertainty on the spectrum and ags(myz) can be smaller than
their individual impacts.

After profiling the TNPs, the uncertainties for both as(myz) and the ¢ spectrum are
significantly smaller compared to simply scanning the TNPs and the corresponding pre-fit
uncertainties. However, focusing solely on the final uncertainty after profiling can also be
misleading and may lead to incorrect conclusions. An important aspect when profiling
systematic uncertainties is to examine to what extent the data actually pulls and constraints
the nuisance parameters in order to ensure that the constrained post-fit theory model is
still adequate and allowed. In our case, we have to ensure that the theory model is not
overconstrained to the point that neglected yet higher-order terms become relevant for

4This value is the total fit uncertainty, which in principle includes the experimental uncertainties as well.
However, the pure fit uncertainty when only fitting «s(mz) is tiny, 0.06 x 1072, so we simply refer to this
uncertainty as the perturbative one, regardless of the use of profiling.

,28,



Ac(myz) [1079]

10 —0.4 —-0.2 0.0 0.2 0.4
—_— :""I""I""I""I""I"": L L B R B R (L L B L L L B
X gE SCETIlib N?*'LL vs N*LL post-fit E N21LL vs N4LL Z qr Asimov
i F pp — A (8 TeV) E post-fit Aa,| (ATLAS 8 TeV unc.)
—  8F E Af, =1
‘"Z 73_ MSHTaN3LO, 80 < my; < 100 GeV, |[Y]| < 1.6 ]
o ] B *
T 6fF = Tewp —=- H Byg E i
bl F ]
g 5F Yo --- S total E By —
; 4;23\\ vy o T By, total pre-fit 3 g | .
it RN E
g 3§ el H *
= 2F ~, 3
v L S ]
g 1ETvesemmo-- e e e T -] Yo *
= E s = -7 ot O E
T 0p_ st N .
= —1F ]
8—25"'""""""""""""": Fcusrs””-I””I””v””I”“I””
0 5 10 15 20 25 30 —1.5 —1.0 —0.5 0.0 0.5 1.0 L5
qr [GeV] post fit constraint

Figure 5. Left panel: Uncertainties in the gp spectrum at N>T1LL relative to the N*LL, before
(vellow band) and after (orange band) profiling the TNPs. The different lines show the post-fit relative
impact of each TNP. Right panel: Post-fit constraints on the TNPs (error bars) and their impact on
as(mz), with the solid (dashed) grey band showing the impact of the post-fit downward (upward)
TNP variations. The stars indicate the true values of the TNPs.

determining the theory uncertainty [34]. The right panel of figure 4 presents a pull/impact
plot for all TNPs. The error bars refer to the bottom z-axis and show the post-fit constraints
for each TNP. The solid (dashed) grey bars refer to the top z-axis and show the corresponding
impact on ag(mz) due to each TNPs downward (upward) post-fit uncertainty.> The post-fit
central value for all TNPs is 0, in perfect agreement with their values in the pseudodata,
as should be the case here. The post-fit constraints on the individual TNPs are overall not
strong. The individual impacts provide further insight into which TNPs are most important
(after profiling) for determining as(mz). Here, 7., S, and By have the biggest post-fit impact
on as(myz) and they are also the ones that are somewhat constrained. This indicates that
these parameters have the strongest correlation with as(myz). Of course, to study the exact

correlations between all parameters in detail, one has to examine the post-fit covariance matrix.

4.2.3 Profiling against N4LL

To further explore the profiling with TNPs, we next perform more general Asimov fits where
the pseudodata is generated from the highest N*LL central prediction, still evaluated at
as(myz) = 0.118, while using different orders for the theory model, specifically N>"'LL and
N3*+1LL. Since the N*LL result contains the true values of the TNPs, this setup mimics the
fit to real data, which contain nature’s all-order result, and provides a realistic test of whether
the TNPs are correctly constrained and whether we can recover their true values at this order.

In figure 5, we consider the case where the theory model is given by the N?T!LL prediction.
The left panel shows the pre-fit and post-fit uncertainties for the ¢r spectrum analogous

5The impacts are evaluated by repeating the fit while fixing each TNP one at a time to its post-fit value
plus/minus its post-fit uncertainty. The difference of the obtained as(mz) to the result of the nominal fit
gives the impact on as(mz).
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Figure 6. Left panel: Uncertainties in the gp spectrum at N3t1LL relative to the N*LL, before
(vellow band) and after (orange band) profiling the TNPs. The different lines show the post-fit relative
impact of each TNP. Right panel: Post-fit constraints on the TNPs (error bars) and their impact on
as(mz), with the solid (dashed) grey band showing the impact of the post-fit downward (upward)
TNP variations. The stars indicate the true values of the TNPs.

to the left panel of figure 4 but now relative to the true N*LL result. The profiling again
leads to a significant reduction in the uncertainty. Furthermore, we see that the post-fit
prediction is now pulled toward the true result, with a significant adjustment of the shape
of the spectrum. Whilst the shape of the pre-fit prediction differs from the true shape, the
post-fit prediction closely reproduces it.

The right panel of figure 5 shows the corresponding pull plot for the TNPs (analogous to
the right panel of figure 4) with the true values of the TNPs marked by stars. The fitted
TNPs at N?2F!'LL now exhibit strong pulls toward their true values, showing that, as for
the g spectrum, the fit is moving the theory model in the right direction also at the level
of individual TNPs. This is exactly what we would like to happen in this situation where
the data has a higher precision than the pre-fit theory constraint. However, some of the
TNPs, such as v, Byq, and in particular By, are quite strongly constrained now. A tight
post-fit constraint implies that the corresponding parameter at the next higher-order becomes
relevant. In other words, we are starting to “overfit” the N>*'LL theory model. The precision
of the data is starting to exceed the inherent precision of the theory model, suggesting that it

is becoming insufficient and using a higher-order theory-model might be warranted.

In figure 6 we repeat the same exercise with the N**'LL theory model. The post-fit
uncertainties for the gr spectrum are very similar to those in figure 4 when profiling N>*1LL
against itself, except that now the central value is shifted toward the true result. The same
holds at the level of individual TNPs. Their post-fit uncertainties are very similar to before,
while their central values are shifted toward their true values, which is again as we would like
it to be. Compared to the N?>"!'LL case, the TNPs are now less constrained, as expected,
with no indications yet of overfitting the theory model.
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Figure 7. Perturbative uncertainties on «(mz) when profiling the TNPs at different orders against
the central N*LL prediction. The numerically displayed uncertainties are in units of 1072,

In figure 7, we present the results for as(my) when profiling the TNPs at various orders
against the N*LL pseudodata. The uncertainty on a,(my) is only slightly larger at N?T!LL
than at N3"!'LL, which highlights the fact that after profiling it is largely driven by the
constraints imposed by the measurement on the theory model. In addition, we also include
results at N*TOLL and N*"9LL — these orders serve as approximations of N>'LL and
N4+1LL, respectively, see appendix B.2 for their definition and a more detailed discussion.
While these approximations lack the correct formal structure of their corresponding higher
orders, we include them here for completeness. Note that although N4TOLL is technically
our currently highest available order, we prefer to use N>"!'LL as our nominal theory model,
because it has the correct theory correlation structure. Furthermore, its theory precision
is sufficiently high compared to the measurement precision and after profiling it yields
uncertainties comparable to N+ OLL.

At both N?!1LL and N3**!LL we observe a small bias in the fitted central value of as(mz).
First note that when fitting the lower-order theory model against the higher-order pseudodata,
we intentionally introduce a mismatch. Without profiling, this naturally leads to a potential
bias in as(my) as it potentially absorbs some of the deficiencies of the theory model. This
type of bias is actually what is estimated and supposed to be covered by the scanning
approach (for either TNPs or scale variations). Indeed, fitting the central N?>"!LL and
N3T1LL models against N*LL and evaluating the uncertainty by scanning over TNPs, we find
as(mz) = 0.1211 4+ 0.0044 and as(mz) = 0.1195 £ 0.0018, respectively. The biases compared
to the correct value of 0.118 are thus indeed covered by their respective scanning uncertainties.

When profiling the TNPs, the fit is allowed to improve the theory model by moving
the TNPs toward their true values, which reduces this type of bias. Nonetheless, in doing
so the fit must balance the theory and data constraint. The true values of some of the
parameters, shown as stars in the pull plots, can always happen to be of order the size of the
theory constraint away from 0. As a result, the fit picks up penalties as it tries to move the
parameters to their true values, which induces a residual bias in as(my) due to the imposed
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theory constraint. Importantly, we observe that this type of residual bias is much smaller
and practically negligible compared to the output uncertainties.

To summarize, our profiling results highlight the full power of the TNP approach: Our
Asimov tests demonstrate that when profiling the TNPs, they are properly constrained by
the data and pulled toward their true values, leaving only a negligible residual bias. The high
precision of the data thus allows us to consistently reduce the theory uncertainties and to
achieve the sensitivity required for an extraction of as(my) at the (sub)percent level.

We have to caution, however, since as discussed in section 3.2.3, with the minimal set
of TNPs we use here, there still remain neglected sources of uncertainty, which could still
enlarge the perturbative uncertainty on ag(myz). Whilst some of these can be anticipated
to be negligible, such as the singlet contributions to the hard function given the observed
minor impact of the hard function on ags(myz), others may yield nonnegligible additional
contributions. In particular, given the notable impact of the already included beam function
uncertainties, the impact of higher order structures in the beam functions are such an example.
Another example are the perturbative uncertainties due to PDF evolution, which are not
yet accounted for by the TNPs, but which could be of relevance (as also indicated by the
nontrivial size of Ay in the scale-variation approach). The same caveats of course also apply
to our earlier scanning results.

4.2.4 Dependence on pre-fit theory constraints

The final aspect we would like to discuss concerns the pre-fit theory constraints imposed on
the TNPs, as discussed in sections 3.2.3 and 3.4. So far, our default choice has been Af,, = 1.
As the adopted theory constraint ultimately depends on some theoretical judgement, we
might question whether it is overly restrictive and to what extent the uncertainties we find
depend on it. These issues have already been discussed in ref. [34]. Here, we provide a
practical application allowing us to explicitly answer these questions.

When the theory constraints on TNPs and the precision of the data are of comparable
size — such that neither clearly dominates — both central value and uncertainty of the
parameters of interest will in principle depend on the theory constraint. As we have seen,
the profiling already essentially eliminates the bias in the central value. One key message
to emphasize is that profiling also substantially reduces the dependence of the uncertainties
on the theory constraint.® In contrast, during scanning, the uncertainty on as(my) directly
depends on the chosen theory constraint.

To demonstrate this, we can relax the theory constraint by increasing A#,. This
effectively reduces the weight of the theory constraint and allows the data to play a larger
role in constraining the TNPs and thus determining the final uncertainty. We again use the
N3+1LL prediction as theory model and profile it against the N*LL pseudodata and now
vary the pre-fit constraints by factors of 2, setting A#,, = 1,2, 4.

In figure 8, we show the resulting pull plots. As the pre-fit uncertainty on the TNPs
is increased, also the post-fit uncertainty on the TNPs increases but much less so for some
TNPs. Overall, the post-fit values become more and more compatible within uncertainties

5This was also discussed in ref. [59] in the context of the theory nuisance parameters employed in their
approximate N>LO PDF fit.

~-32 -



Aa(mz) [1077] Aa,(mz) [1077 Ac(mz) [1077]

—0.3 -0.2 —0.1 0.0 0.1 0.2 0.3 —0.3 -0.2 —0.1 0.0 0.1 0.2 0.3 —0.3 -0.2 —-0.1 0.0 0.1 0.2 0.3
T T T T T T T T T T T T
N3+ILL vs NYLL Z qr Asimov N3+ILL vs NYLL Z qr Asimov N3HLL vs NYLL Z qr Asimov
post-fit Aa,| (ATLAS 8 TeV unc.) post-fit Aag| (ATLAS 8 TeV unc.) post-fit Aa,| (ATLAS 8 TeV unc.)
Ag,=1 A8, =2 A8, =4
BQQ * BQQ » qu
qu qu L o 1 qu -
§| ——w——z s —_— s —_——
H H H
Y * Y * Y *
Vi * T * T *
Touwsp ' i * Touwsp| — Tousp |1 *
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
—1.5 —-1.0 -0.5 0.0 0.5 1.0 1.5 —2 -1 0 1 2 —4 -3 -2-10 1 2 3 4
post-fit constraint post fit constraint post fit constraint

Figure 8. Post-fit constraints on TNPs at N3T'LL profiled against the N*LL central prediction
using different pre-fit theory constraints, left panel: Af,, = 1, central panel: Af,, = 2 and right panel:
A0,, = 4. The stars indicate the true values of the TNPs.
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Figure 9. Perturbative uncertainties on a,(mz) when profiling TNPs at N3+!LL against the N*LL
central prediction using different pre-fit theory constraints Af,, = 1,2,4. The displayed uncertainties
are in units of 1073,

with the TNPs’ true values, because it becomes easier for the fit to move the TNPs to their
true values. With A#,, = 4, the constraints on certain TNPs become stronger relative to
the pre-fit constraint and the less constrained TNPs. This is expected since with Af,, = 4
the TNPs become essentially unconstrained, which makes the differing sensitivities to the
various TNPs more clear as the data acts to constrain the most relevant TNPs. When
relaxing the theory constraint, the TNPs having the strongest impact on ag(my) remain the
same, namely v,, S, and B,,. However, their individual impacts reduce while the impact
of the other TNPs increases.

In figure 9, we show the results for as(my) for all three cases. Interestingly, despite the
shifts in the impacts of individual TNPs, the total uncertainty on ag(myz) remains essentially
unchanged. This shows that the total uncertainty after profiling is essentially driven by the
constraints imposed by the data. The precise theory constraint does not affect the total
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uncertainty but only the relative distribution of the uncertainties among the TNPs. This is
the case in a situation like ours here where the uncertainties of the data are < the pre-fit
theory uncertainties, i.e., in a situation where without profiling we would be limited by theory
uncertainties. In the opposite situation, where the data uncertainties are larger than the
pre-fit theory uncertainties, the theory uncertainty will depend on the theory constraint also
after profiling simply because the data will be too weak to constrain the theory uncertainties.
However, in this situation the theory uncertainties are subdominant to begin with, and whilst
the theory uncertainty itself will depend more on the adopted theory constraint, the total
uncertainty will not. Therefore, as discussed before, the only situation to be avoided is that
the inherent precision of the theory model, i.e., the order to which TNPs are included is too
low compared to the data precision such that it becomes overconstrained. In this case, the
theory model can be improved by including additional TNP orders.

As already discussed in the context of figure 7, there is a minor bias in the central value
of as(myz) due to the Af, = 1 theory constraint. Now, as the theory constraint is weakened,
the true values of the TNPs lie well within it, so the associated penalties are reduced. As a
result, the bias further reduces for Af,, = 2 and disappears completely for Ad, = 4.

Based on these results, we are confident in our default choice of Af,, = 1. In case one
is worried about the associated theoretical prejudice, it can always be relaxed. Even in the
extreme case of Af,, = 4, which here amounts to practically removing the theory constraint,
the data are still able to sufficiently constrain the TNPs on their own. Most importantly,
the conclusions of our study do not depend on the precise theory constraint.

5 Nonperturbative effects

In this section we investigate another major source of uncertainty: ¢p-dependent nonper-
turbative effects as discussed in section 3.3. We consider the nonperturbative contributions
from both the CS kernel and the TMD PDF boundary condition, with two parameters for
each, which we find to be the minimal necessary set.

Throughout this section, we use the central N*LL prediction at as(myz) = 0.118 as
pseudodata, while the theory model is given by the N3t'LL prediction. We adopt the
nonperturbative models for the CS kernel and TMD PDF discussed in section 3.3.2. Their
parameters Ao 4 and Ag 4 directly correspond to the leading quadratic and quartic OPE
coefficients, which are expected to be the dominant effects. In the pseudodata, they are
fixed to their central values, while in the theory model they are now treated as additional fit
parameters. The parameters Ao, and A\, which control the large by behaviour, are always
kept fixed as the fit has practically no sensitivity to them. This confirms the expectation
that the dominant nonperturbative sensitivity indeed comes from the small-by behaviour,
where the OPE applies and determines the by dependence of nonperturbative contributions.

Our nominal result thus corresponds to profiling the TNPs at N3*!'LL along with A2.4
for the CS kernel and Ag 4 for the TMD PDFs. For Ay 4 we impose the representative lattice
constraints in egs. (3.34) and (3.35) as prior Gaussian constraints. As we will see, including
the lattice constraints for Ao 4 helps guide the exploration of parameter space, allowing the
data to determine the TMD parameters Ay 4, which contribute to the uncertainty but for
which we otherwise lack constraints from first-principles calculations.
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Figure 10. Left panel: Uncertainties in the gp spectrum at N3*1LL relative to the N*LL, due to the
nonperturbative parameters (purple band), the TNPs (orange band) and their sum in quadrature
band (in dark orange). The different lines show the post-fit relative impact of each nonperturbative
parameter in the spectrum. Right panel: Post-fit constraints on the TNPs and nonperturbative
parameters (error bars) and their impact on a,(myz), with the solid (dashed) grey band showing
the impact of the post-fit downward (upward) variations of each parameter. The stars indicate the
true value of the parameters. The post-fit constraints for A and As (A4 and )\4) are normalized to
0.25 GeV? (0.06 GeV*).

In figure 10, we show the result of our nominal fit including nonperturbative parameters.
The left panel displays the breakdown of the post-fit uncertainties in the ¢y spectrum. The
uncertainty due to the nonperturbative parameters is shown in violet, the perturbative
uncertainty due to TNPs is shown in orange, and their combined uncertainty is represented
by the dark orange band, which corresponds to the total post-fit uncertainty for this Asimov
test.” We do not show a pre-fit band here, since we do not have pre-fit constraints for Aoy
The perturbative pre-fit uncertainty corresponds to the one shown in figure 6. Overlaid
on the plot are the post-fit relative impacts of each nonperturbative parameter. A strong
negative correlation emerges between Ay and Ag, as evident from their significant impact on
the spectrum despite the relatively small size of the overall nonperturbative uncertainty. In
the right panel of the same figure, we show the constraints on all fit parameters, along with
their individual impacts on ag(myz). Compared to the purely perturbative case discussed in
section 4.2.3, the post-fit constraints on the TNPs are still consistent with their true values
(indicated by stars), but some are now not as strongly constrained by the data. Due to the
additional fit parameters introduced, the data has additional freedom now to determine which
parameters are most relevant in reducing the uncertainty on the parameter of interest. It is

clear that some nonperturbative parameters, especially Ap 4, have a large impact on as(myz).

"When profiling multiple sources of uncertainty, the breakdown of the total uncertainty into individual
components is somewhat ambiguous. Here, we obtain the individual bands on the gr spectrum by considering
the relevant sub-matrices of the total post-fit covariance matrix. One benefit of the Asimov approach however
is that we can also consider different sources in isolation, as was done for the TNP component in section 4.2.
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Figure 11. Uncertainty on as(mz) from various Asimov tests. Red bars include TNP profiling (i.e.,
fitting as(mz) together with all theory nuisance parameters). Below, we show cases excluding TNP
profiling, in blue, with different sets of fitted parameters. From top to bottom: fit only ag(mz), fit
as(mz), Az.a, Az 4 including lattice QCD constraints for CS kernel parameters, fit a;(mz), A2 and
As 4, fit as(mz) and Az 4. All the uncertainties are in units of 1073,

Next, we explore the relationship between the nonperturbative effects and the uncertainty
on ag(mygz), and how the TNPs behave in this context. Figure 11 presents the results of
several Asimov fits as discussed next. For each case, we display two uncertainty bars. The
outer red bars show the total uncertainty of the nominal fit simultaneously profiling TNPs and
nonperturbative parameters. The inner blue bars show the uncertainty associated with fitting
as(my) alongside the nonperturbative parameters only. They are obtained by repeating the
fit fixing the TNPs to their nominal post-fit central values.

At the top of the plot, we show the baseline result previously discussed in section 4.2.3,
with no nonperturbative parameter included in the fit. In this case, the inner blue uncertainty
is the uncertainty due to only fitting as(myz) with all the other theory parameters fixed,
yielding an uncertainty of Ag; = 0.06 x 1073, Including the TNPs in the fit increases the
uncertainty to Apert :fgzgg x1073. (As before, we ignore the very small contribution from

Agy and simply refer to Apet here and similarly for Ayonp, below.)

We now investigate what happens when also fitting the nonperturbative parameters.
Starting from the bottom of the plot, the first test we perform involves fitting only the A4
parameters of the TMD PDF, while keeping the parameters of the CS kernel, A2 4, fixed at
their central values. This yields a total uncertainty of Apert@nonp ngj?q x1073.

In addition to the TMD PDF, we also have to account for the nonperturbative uncer-
tainties due to the CS kernel. We find that including in addition A2 4 in the fit without any
further constraints on them does not yield a stable fit. Including only Ao the full fit including
TNPs is barely able to converge and does not yield sensible uncertainties. We are only able
to obtain a trustworthy result when including Ag 4 together with Ay while fixing the TNPs.
It yields a very large nonperturbative uncertainty of Apepp = £1.41 x 1073, This results
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suggests that without additional constraints, the Drell-Yan data may not provide sufficient
sensitivity to reliably extract as(my) together with all relevant nonperturbative parameters.

Fortunately, as discussed in section 3.3, the CS kernel can be constrained using lattice
QCD data. Incorporating these constraints — via both the central values from eq. (3.34)
and the associated covariance matrix in eq. (3.35) — enables us to include both Ag 4 in the
fit, alongside the TMD PDF parameters A 4. This yields our nominal fit already shown in
figure 10. The as(mz) uncertainties resulting from this fit are

__+0.24 -3
Aponp =26 X1077,
+0.69 -3
Apert@nonp =_0o72 X 10 . (51)

While this outcome happens to match closely the case where only the TMD parameters
were varied, this is somewhat of a coincidence as it depends on the relative size of the
constraints provided by the data and lattice results. Nevertheless, it is very encouraging as
it demonstrates that it is possible to consistently account for all relevant nonperturbative
parameters in this scenario.

Given the sensitivity of the low-gr region to nonperturbative effects, and the resulting
dependence of as(mz) on the nonperturbative parameters, one could consider performing fits
using only data above a certain gp threshold, such as g7 > 5 GeV or 10 GeV. This would reduce
the dependence on nonperturbative effects, potentially allowing for a cleaner determination
of as(my) at the expense of increased fit uncertainties. A detailed investigation of this
approach is left to future work.

6 Conclusions

We have presented an analysis of the expected theory uncertainties in the determination of
the strong coupling constant from the Z-boson transverse momentum (g7) spectrum. The
Z qr spectrum is a benchmark observable of the LHC precision programme and has been
measured to subpercent precision. This offers the potential for a high-precision determination
of the strong coupling constant, with a percent level change of as(myz) inducing a similar
level change in the shape of the gpr spectrum.

A competitive determination of as(my) depends crucially on the control of the theoretical
uncertainties. However, to determine whether a 1% theory effect causes a 0.5% or 2% effect
on as(myz), a reliable, precise description of the shape of the theory uncertainties is required.
Therefore, a robust treatment of theory correlations across the relevant region of gp is critical.

As the dependence on «; arises out of the perturbative expansion, one major source of
theory uncertainty is the perturbative uncertainty from missing higher orders. Furthermore,
with the largest oy sensitivity originating from the region around 5 GeV, nonperturbative
effects are also important. In this work we focus largely upon the perturbative uncertainty,
in addition to analysing the nonperturbative effects. To do so, we utilise an Asimov fit
setup, taking the binning, experimental uncertainty and correlations of the ATLAS 8 TeV
inclusive Z ¢r measurement [19] as an example. This allows us to focus our efforts on the
dominant expected theory uncertainties on as(myz) and analyse them in a fully controlled
setting without having to worry about statistical fluctuations or possible biases due to
unaccounted effects in the data.
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First, considering the perturbative uncertainty, we find that the traditional approach
of varying unphysical scales is insufficient. In particular, in this context it suffers from
fundamental limitations as it offers only partial information on the theory uncertainty
itself and no insight on its correlations. As a result, the uncertainty one might obtain on
as(mz) from this approach strongly depends on the specific choices and variations performed,
demonstrating that it cannot be relied upon to propagate the uncertainty. Our main focus
is therefore on exploring the new theory nuisance parameter (TNP) approach to assess this
vital source of uncertainty. A key advantage of this approach is that the TNPs encode the
higher-order structure of the theory prediction. As such, they are true parameters of the
perturbative series and their variation correctly encapsulates the point-by-point correlations
of the theory uncertainty. This allows for the first time for a consistent profiling approach
to perturbative theory uncertainties, enabling the fit to the experimental data to constrain
the theory uncertainty. We utilise our Asimov fit setup to explore this possibility in this
context, also serving to demonstrate the benefits of the novel TNP approach in general. We
find that profiling the theory uncertainties is vital to reach the level of precision desired
on ag(myg).

Secondly, we explore the nonperturbative uncertainty in the extraction of ag(myz).
We utilise a nonperturbative parameterization based on a systematic OPE expansion of
nonperturbative effects including both the nonperturbative effects of the Collins-Soper kernel
and of the TMD PDF, accounting for the quadratic and quartic OPE coefficients of each.
We find that reaching a competitive precision on a,(my) necessitates the incorporation of
nonperturbative constraints on the Collins-Soper kernel from lattice QCD.8

Whilst these constitute two of the largest sources of uncertainty for the determination of
as(myz), there are a variety of further effects relevant at the desired level of precision. PDF
uncertainties are also large, and whilst they can in principle be treated in a straightforward
fashion, there are various subtleties which we leave to future work. The TNPs used to
account for the perturbative uncertainty are also not yet complete: the x dependence of the
beam functions currently utilises the known shape, whilst uncertainties arising from the PDF
evolution within the resummation are yet to be incorporated. At the same time, a variety
of effects that could be neglected in the Asimov test case need to be included in a fit to
real data. These include nonsingular power corrections, heavy quark mass effects, QED/EW
corrections, and the z and flavor dependence of nonperturbative TMD effects.

Overall, our analysis demonstrates the crucial role of theory uncertainties and their
correlations in the extraction of as(myz). Reliably propagating these from the g7 spectrum to
the strong coupling is a complex task, which nonetheless can be achieved thanks to the TNP
approach. Furthermore, the TNP approach allows for a data-driven reduction of perturbative
uncertainties. Meanwhile, the nonperturbative uncertainty can be reduced with the help
of lattice QCD data. Together, this facilitates the reduction of these key uncertainties to
a level which we anticipate will allow for an extraction of as(my) from the Drell-Yan gr
spectrum that is competitive with other measurements.

8At least when only using the experimentally most precise Drell-Yan data at the Z pole.
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A Comments on recent a, extraction by ATLAS

In this appendix, we comment on the treatment of theory uncertainties in ref. [33], which
performed a fit to the Drell-Yan ¢p spectrum measured in ref. [19] to extract as(mz). In the
next three subsections we discuss the three uncertainties of perturbative origin that according
to our estimates are dominant.” In appendix A.4, we comment on the nonperturbative
model used in ref. [33].

In table 2, we summarize our estimates of the expected size of perturbative uncertainties
based on fits to Asimov data and compare them to the values quoted in ref. [33]. For scale
variations, we use the quadrature sum of envelopes here. Using instead the naive total envelope
(1.73 x 1073) leads to a slightly smaller total perturbative uncertainty of 42.30 x 1073, Our
uncertainty estimates are based on fits to Asimov data, so while the precise numbers will
differ in a fit to the real data their typical size will be the same. For the uncertainties due
to scale variations, we have explicitly checked in preliminary fits to real data that the size
of the obtained uncertainty is indeed very similar. We thus have reason to believe that the
total theory uncertainty quoted in ref. [33] is underestimated by a factor of 4 to 5. This
would make it by far the dominant uncertainty and as a result also the total uncertainty of
4+0.9 x 1073 quoted in ref. [33] would be underestimated by about a factor of 3.

A.1 Perturbative uncertainties from scale variations

The analysis in ref. [33] uses the method of enveloped scale variations discussed in section 2.2 to
estimate the perturbative theory uncertainty on the resummed g7 spectrum. This uncertainty
is propagated to the fitted as(myz) by scanning over individual scale variations. This yields
maximum deviations in as(mz) of +0.23 x 1073 and —0.61 x 1073, which are symmetrized
to the quoted +£0.42 x 1073 scale-variation uncertainty on as(mz).

As we have argued in the main text, extracting as(myz) from the small-¢p spectrum
crucially relies on shape effects and is therefore extremely sensitive to the theory uncertainty
on the shape of the spectrum and the corresponding bin-by-bin theory correlations. As
discussed in detail in section 2.2, these are not correctly captured by scale variations, which

9Additional perturbative uncertainties are due to QED ISR and the matching to fixed order. They are
estimated in ref. [33] to not be significant, which we also believe to be the case, so we do not discuss them here.
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Absolute uncertainty on a(my) in units of 1073
Perturbative uncertainty Ref. [33] Our estimate of expected size
Scale variations +0.42 +2.43
N4LL* approximation +0.04
N4LL/ approximation +0.75
Flavor/quark masses +0.40 —0.29 +1.32
Total +0.58 —0.51 +2.87

Table 2. Dominant uncertainties of perturbative origin on a,(mz) in units of 1073, The table
compares the values quoted in ref. [33] with our estimate of their expected size based on fits to Asimov
data. See text for more details.

means the resulting variations in the fitted as(myz) cannot be regarded as a trustworthy
uncertainty estimate. Scanning over scale variations in section 4.1 we find significantly larger
maximum variations in the fitted as(mz), as seen in the right panel of figure 2. The envelope
over all scale variations yields 1.73 x 1073, while adding in quadrature the envelopes of
different classes of scale variations yields 2.43 x 1073, see eqs. (4.1) and (4.2).

Our scale-variation study is performed at N*LL, which is the currently highest known
(essentially) complete perturbative order. It yields uncertainties of 0.5 — 1% in the range
5GeV < gr < 30GeV and growing up to 3 — 4% for 0 < g7 < 5GeV, as seen in the left
panel of figure 2. Unfortunately, from the limited information given in ref. [33] it is not clear
what the exact size of the scale-variation based uncertainties on the g spectrum are at their
highest used order (denoted N*LL* in the next subsection). From our own runs of the public
version of DYTURBO (v1.4.2) we find spectrum uncertainties of 0.5 — 1% for g7 < 30 GeV and
growing to 2 — 3% for gy — 0.'° Therefore, the envelope of scale variations used in ref. [33] at
the level of the ¢ spectrum should be of similar size to ours here. This means, for similar-size
scale variations in the ¢p spectrum we obtain up to five times larger variations in ag(myz).

One difference which could (at least partially) contribute to this large discrepancy is that
the scale-variation recipes used in the SCETLIB and DYTURBO resummation frameworks
differ. Whilst both use the conventional factor of two for varying scales up and down and avoid
simultaneous variations that would compound to factors of four in any scale ratios, the specific
types of scale variations differ substantially and are more limited in DYTURBO. In particular,
the low scale ~ gp ~ 1/bp is varied as part of the scale variation setup in SCETLIB, while it
is kept fixed in DYTURBO. We stress that there are no compelling theoretical arguments for

keeping this low scale fixed when estimating uncertainties using scale variations.!'!

19Gimilarly, in ref. [30], numerical results for the g7 spectrum at this N*LL* order are given for Ecy = 13 TeV
and including fiducial lepton cuts, in which case the spectrum uncertainties are also close to around 1%.

HThis low scale is genuine to the resummation problem, as discussed in the following subsection, and
therefore must effectively appear in any resummation framework. It is also kept variable in the original CSS
framework [75] on which DYTURBO is based. In the context of an ongoing benchmarking study of various
qr resummation frameworks within the LHC electroweak working group, the need for varying this low scale
has been widely recognized by now and, as far as we can tell, has been gradually adopted also by most other
resummation frameworks.
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As discussed in section 2, in a situation like this where theory correlations are critically
important, for the same overall uncertainty in the spectrum, the resulting uncertainty on
as(my) entirely depends on the specific scale variations that happen to be included in the
scanning. A similar breakdown into individual scale variations as in our figure 2 of the results
in ref. [33] might shed some more light on this. Ultimately, however, the large discrepancies we
observe between different resummation frameworks using different scale variation recipes likely
just reflect the fact that the scale-variation method cannot be relied upon for propagating
the perturbative uncertainty from the ¢ spectrum to ags(myg).

Nevertheless, if scale variations are the method of choice, one must be aware of their
limitations and at minimum it must be ensured that a given scale-variation recipe does not
underestimate the resulting uncertainty on the parameter of interest. For this purpose, we
have clear evidence that the type of scale variations performed in SCETLIB yield a more
realistic uncertainty for as(my). This is because when scanning over TNPs, which do encode
the correct theory correlations, spectrum uncertainties of comparable (or even somewhat
smaller) size translate into an uncertainty on as(my) of 1.75 x 1073 (see section 4.2.1 and
figure 3), which is similar to what we find with scale variations.

We also stress that the much reduced perturbative uncertainty on as(mz) that we find
after profiling the TNPs cannot be taken to justify the much smaller scale-variation based
uncertainties quoted in ref. [33], because the TNP profiling allows the data to improve the
overall precision of the theory description (and for example also induces nontrivial post-
fit correlations between different TNPs). In other words, the resulting theory description
obtained as an output after profiling the TNPs has an intrinsically higher precision than
what can be ascribed to a traditional input theory prediction based on scale variations.

We finally note that another possible difference is that we are fitting only as(myz) when
scanning over scale variations in section 4.1, whereas in ref. [33] also the PDFs and some
nonperturbative parameters are included in the fit. In principle, it could happen that other
fit parameters absorb some of the scale variations such that their impact on as(myz) is
reduced. For this to be the case, the effect of a particular scale variation would have to
match the shape change induced by adjusting another fit parameter better than that induced
by adjusting as(mz), which would make the sensitivity to the precise shape of the theory
uncertainty even more relevant. By including nonperturbative parameters or PDFs in our
fit while scanning over TNPs (as they provide the correct theory uncertainty shapes), we
find that this is not the case, i.e., including these additional fit parameters does not alter
the impact of the perturbative uncertainties on ag(myz).

A.2 Different N4LL countings and approximation uncertainties

Different nomenclatures for resummation orders involving Sudakov double-logarithms appear
in the literature. A common nomenclature, which we also use here, is such that at N"LL
one includes the n-loop evolution (i.e. n-loop noncusp and (n + 1)-loop cusp anomalous
dimensions) together with (n — 1)-loop fixed-order boundary conditions of the hard, beam,
and soft functions in our notation. At N"LL’ order the boundary conditions are included
at one order higher, i.e., at n-loop order and as they appear at N**1LL. As a result, the
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boundary conditions anomalous dimensions
resummation order h b, § Y97, Py Teusps B
N°LL a2(Q) a3(bo/br) al ay
NLL a}Q)  ad(bo/br) o of
N‘LL* a5(Q)  ad(bo/br) + ag(Q) aj a;
N*LL! a5(Q) a(bo/br) ajg a;
NOLL ol(Q)  al(bo/br) ol ol

Table 3. Order counting conventions. Here, N*LL* refers to what is called N*LL in refs. [30, 33]. In
practice, the first three rows have a comparable perturbative precision, as have the last two rows. See
the text for further details.

perturbative precision at N*LL’ is often close to N**'LL and thus much higher than N"LL.
This is summarized in table 3.

The N"LL nomenclature used in refs. [30, 33] also includes n-loop boundary terms, and for
clarity we will refer to it as N"LL* here. According to ref. [30], this N*LL* supposedly provides
a reliable approximation of N4LL/, with the implied higher perturbative precision compared
to standard N*LL. However, there is a crucial difference in how the boundary terms are
included at N"LL*, making it rather different from N*LL/ and with a perturbative precision
more comparable to standard N*LL, as indicated in table 3 and as we will discuss now.

Let us first consider the soft function. As discussed in section 3.2, the full soft function
S(br, 1, v) is a perturbative series in () and contains Sudakov logarithms In"(ubr /bg)
and In"(vbr/bg). Its resummation proceeds by evaluating it at its canonical scales pug™" =
vg™ = by /br [see egs. (3.15) and (3.8)], which defines its boundary condition,

Slaa(bo/br)] = S(br, = bo/br,v = bo/br) = 3 80 [O‘W)/I’T)r (A1)

o 47

where the §,, are the so-defined n-loop soft boundary coefficients. The boundary series in
eq. (A.1) is by construction free of large logarithms and can thus be evaluated at fixed order
in as. It is the starting point of the evolution from the low scale 1/bp ~ gp to the high
scale @, which resums the logarithms of Qbr ~ Q/qr.

The analogous beam boundary condition was already defined in eq. (3.6),

as(bo/br)
4

n

bilir, s (bo/br)) = Bi(r, by, i = bo /b v/Q = 1) = 3 bin(2) [ (A2
n=0

where as shown in eq. (3.7) the beam boundary coefficients b; ,(z) are computed in terms
of PDFs evaluated at puy = bo/br.

Note that the beam and soft boundary conditions in egs. (A.1) and (A.2) genuinely
appear as a low-scale perturbative series in as(bg/br). The appearance of a perturbative series
at the low scale p ~ bg/br ~ gr is a fundamental and universal feature of ¢r resummation
and not specific to a particular resummation framework. (It is also the reason why the beam
and soft functions become nonperturbative at sufficiently small gp ~ 1/bp, see section 3.3.)
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By contrast, the canonical scale of the hard function is u%" = @, so its boundary
condition is defined as

Ros(Q)] = H@Qu=Q) =3 hy [“s(@} , (A3)

o 47

and thus it genuinely appears as a high-scale perturbative series in as(Q).

We can now state the difference between N"LL and N"LL’ more explicitly: At N”LL,
the hard, beam, and soft boundary series in eqgs. (A.1), (A.2), and (A.3) are included in
eq. (3.15) up to fixed O(a?~1) with their respective canonical as. At N?LL’, they are instead
included up to O(a?) ezactly as they would be at N**'LL. Thus, the only difference between
N”LL’ and the full N**'LL is that the latter further includes the anomalous dimensions in
the evolution factor in eq. (3.15) to one order higher, see table 3.

Toward higher orders in g7 resummation, the contributions from boundary terms become
the dominant effect while the anomalous dimensions become less important. The N"LL/ result
is therefore numerically close to the full N**!LL result. For example, the SCETLIB results
at N3LL’ and N*LL are almost indistinguishable in both central value and scale variation
uncertainties [32].!? Furthermore, as the beam and soft boundary coefficients come with
a low-scale ag, they are much more important than the hard function. We have seen this
explicitly in section 4.2.

In DY TURBO, following refs. [109, 110], the low-scale boundary series in the CSS formal-
ism [75], which corresponds to our soft and beam boundary series, is rewritten to superficially
appear as high-scale perturbative series as follows (taking the soft function as an example):

slan(@Q) x e | *@ g, dnslay) }

as(bo/br) dag

— Sas(Q)] % exp{— /b ¢ da, dl“§<o‘s)}. (A4)

n
o/br H dlnp dag

The first line is clearly trivial, and in the remaining lines the exponential is further cast
into a form that resembles the exponential evolution factor in eq. (3.15). As long as §(as)
is consistently included to the same order in g everywhere it appears, eq. (A.4) is a strict
identity, i.e., there is no formal or numerical difference between the left-hand side and the
various versions on the right-hand side.'® This is the case at N"LL and N"LL/.

However, in the order-counting adopted at N"LL*, the last line of eq. (A.4) is used with
the factor §[a,(Q)] considered as a fundamental high-scale boundary series, and akin to the
treatment of the hard boundary series at N"LL/, it is included to n-loop order (i.e. §,). At
the same time, the exponential factor is considered to be part of the overall evolution factor,
which is included to n-loop order (akin to the evolution order used at N"LL’). As a result,

12This applies when using common PDFs. Switching from NNLO to approximate N3LO PDFs, as also
formally required for the PDF evolution when switching from N3LL’ to N*LL, does make a noticeable difference.

Y3For the last line in eq. (A.4), this also requires the running of as(p) to be treated in the same way on both
sides of the equation. Otherwise there will be formally higher-order differences which are however irrelevant
for our discussion.
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the §(as) boundary series in the exponent is only included to (n — 1)-loop order (i.e. to §,—_1).
This is because the running of «ay starts at one loop, so the (n — 1)-loop boundary coefficient
Sp—1 only appears as an n-loop contribution as (g §,_1.

However, rewriting the boundary series as in eq. (A.4) does not change the fundamental
fact that it is a low-scale series. This fact is merely hidden on the right-hand side. Reversing
the steps in eq. (A.4) with the N"LL* counting applied to the last line on the right-hand side,
it results in effectively using the following n-loop boundary series on the left-hand side,

k + §n{o‘5(Q)]n, (A.5)

5 [as(Q)] < e

5 Do (bo/br)] _ =, [es(bo/br)
5Dy (Q)] _kgo k[ Ar

where the superscripts denote the order in a to which each series is kept. Hence, due to the
mismatch in the treatment of §(«) between prefactor and exponent, the n-loop coefficient
3, remains multiplied by the high-scale a(Q), as indicated in table 3, while its correction
to the low scale is postponed to N*T'LL*. By contrast, it is directly included at its correct
low scale at both N”LL’ and full N**!LL.

The analogous discussion applies to the beam boundary series, which is rewritten in
the same fashion to appear as a high-scale series, including also PDFs evaluated at the
high scale, multiplied by a corresponding correction factor that also includes the evolution
of the PDFs back down to their natural low scale. At N"LL*, the beam boundary terms
are included at their correct low scale only to 6i7n,1, while Bi,n is included in terms of oy
and PDFs at the high scale.

As a side remark, we comment on the counting of towers of logarithms af L™ in the
perturbative series, with some choice of the large logarithm L, which traditionally is often
used to define resummation orders. When counting logarithms in the cross section (formally
counting asL? ~ 1), N?LL* and N"LL/ capture the same complete logarithmic towers and one
more than N"LL. When counting logarithms in the exponent (formally counting asL ~ 1),
all three orders capture the same complete logarithmic towers. This does not mean that
the orders are equivalent for all purposes. The three orders differ by including different
subsets of higher logarithmic towers, which are well defined and numerically relevant. This
simply means that their relevant distinction is not (or not easily) visible from a traditional
counting of logarithms. Instead, here we define the resummation order (or formal accuracy)
at the level of the RGE and its ingredients, which allows us to make a formal distinction
between the orders as shown in table 3.

This rather peculiar treatment of the low-scale boundary conditions at N"LL* has several
consequences. Since a(bg/br)/as(Q) can become 2 2 at small 1/bp ~ g, and this mismatch
is raised to the nth power, the above-mentioned dominant effect of the n-loop soft and beam
boundary coefficients is not yet present at N"LL*. For example, the effect of 54 and ZNJ,;A
can be easily suppressed by an order of magnitude or more at N*LL*, which is indeed what
we find below. Their full impact then only appears at the next order in the disguise of
a large evolution effect. Moreover, since they are only included as a high-scale boundary
condition like the hard function, also their effect on the shape of the spectrum, which is
particularly relevant for extracting o, is not yet present. For these reasons, the N*LL* result
does not provide a tangible improvement, formally or practically, compared to N4LL. This

— 44 —



is confirmed by the comparable scale variations we observed at the spectrum level in the
previous subsection. In particular, and regardless of being approximate or exact, it does
not provide a reliable approximation of N4LL/.

The analysis in ref. [33] is performed at the so-called approximate N4LL (“N*LLa”)
order of ref. [30], meaning at approximate N*LL*. There are two types of approximations
involved: First, the 4-loop evolution is formally approximate, because the required 4-loop
splitting functions and 5-loop cusp anomalous dimensions are only known approximately.
These approximations are also present at N*LL. They are expected to cause more minor
effects and are not discussed here further.!* The second type of approximation comes from
the fact that the 4-loop beam and soft coefficients, 54 and IN)Z-A, are completely unknown.

In refs. [30, 33] the additional uncertainty due to the 5-loop cusp anomalous dimension
and the unknown 4-loop beam and soft coefficients are estimated to be 0.1 — 0.2% for the
qr spectrum with a resulting negligible 40.04 x 10~3 effect on as(myz). Since at N*LL* the
latter are effectively treated like a hard-function contribution, this is consistent with the
rather negligible impact of the hard function and cusp anomalous dimension we observe.
However, as explained above, this does not provide a realistic estimate of the actual possible
impact of the missing 4-loop beam and soft coefficients.

The dominant effect of the beam and soft functions is clearly evident in our TNP studies,
where as expected they cause by far the largest uncertainties. From our TNP scanning at
N3*!LL, we know that the 3-loop beam and soft functions each cause an effect of order
~1x 1073 on ay(myz). We might expect the corresponding uncertainties due to the 4-loop
beam and soft functions to be between two and a few times smaller than that, but certainly not
30 to 40 times smaller. We can obtain a more realistic estimate of the impact of the missing
4-loop beam and soft functions from their associated TNPs at N*TOLL (see appendix B.2).1°
From the analogous TNP scanning at this order we find a combined perturbative uncertainty
on as(myz) due to the missing 4-loop beam and soft functions of 0.75 x 1073, as given in
table 2, so indeed a reduction by roughly a factor of 2 compared to N3*!'LL in line with
expectation. Their full effect would appear at N°LL* and already by itself can be twice as
large as the quoted scale-variation uncertainty at N*LL*, providing further evidence that
the latter is strongly underestimated.

A.3 Effects due to finite bottom and charm quark masses

The masses of charm and bottom quarks, m. and my, are usually neglected, which is an
appropriate description in the limit m; . < g7. On the other hand, for g7 ~ my, ., which in
the case of my, is right in the peak region of the gp spectrum, they cause nontrivial effects at
the few-percent level. We thus expect them to be important at our level of precision.

For gp ~ my, the mass effects genuinely change the resummation structure [65]. They
can be classified into primary and secondary mass effects. Primary mass effects are due to
the quark masses of the incoming quarks in the bb — Z/~v* and ¢¢ — Z/v* hard processes.

14 Although the available approximations for 4-loop splitting functions are increasingly accurate for phe-
nomenology [111], their effect could in principle be of some relevance and deserves further study.

5Tdeally, we would use N**1LL, which we have not yet available, but N**°LL provides a sufficient
approximation for our purposes here.
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Secondary mass effects are due to the quark masses in virtual charm and bottom quark loops
as well as final-state gluons splitting into massive quarks.

It is important to note that switching from a massless 5-flavor description to a massless
4-flavor description at some threshold scale p, ~ my is not sufficient to correctly account
for bottom mass effects, since in the region g7 ~ my neither description is actually valid. A
correct description of the bottom threshold actually requires the correct treatment of the
bottom mass effects. The same holds for the charm threshold, which due to the smaller
charm mass is less relevant in practice.

Ref. [33] uses a massless 5-flavor description by default. The uncertainties due to neglect-
ing quark-mass effects are estimated by changing to a variable-flavor massless description
in various parts of the calculation and by varying the associated threshold scales. From
the above discussion, this can only serve as a rough indication of the expected order of
magnitude of mass effects but it may or may not reflect the actual size of the effects. Another
estimate comes from including the effect of final-state gluon splitting into massive quark
pairs. Unfortunately, ref. [33] provides no further information than that, so it is unclear
to us to what extent this provides a complete description of secondary mass effects. The
final uncertainty on as(mz) due to mass effects is taken as the envelope of all observed
differences yielding 7059 x 1073.

A full treatment of quark mass effects in the resummed g7 spectrum at NNLL’ based on
ref. [65] has been implemented in SCETLIB and will be presented elsewhere [66]. Here, we
use it to estimate the bias induced in the extracted as(myz) from using a massless description.
To do so, we generate Asimov data including bottom and charm mass effects and fit it with a
5-flavor massless theory model at the same resummation order. We find a bias on as(mz) of
1.32 x 1073, as given in table 2. The effect is entirely driven by the bottom quark mass. This
rather strong sensitivity to mass effects in as(my) is not unexpected, given that the dominant
sensitivity to as(my) arises from the peak region of the spectrum gy ~ 5GeV, which is
precisely where bottom mass effects are important. And as we have seen before, order percent
shape changes in the g7 spectrum can easily cause changes of order ~ 1 x 1073 in as(myz).

A.4 Nonperturbative model

In ref. [33], nonperturbative effects are incorporated via the following phenomenological model

Snp(br) = exp [gj(bT) —gr(br)In QQ] 7

Q3
ngT . 4
g (br) = —=—== +sign(q) |1 — exp(—|q|b7)|,
’ 1+ A0% [ ]
1 Cpas(by/bs) b2
g (br) = 90{1 — exp [— COras(bo/b) QT} } , (A.6)
90 ™ blim

which must account for the product f;'®(z,br) f;p (z,br) in our notation of section 3.3, and
where g;(br) and gx(br) encode the nonperturbative models for the TMD PDF and CS
kernel, respectively.

This model originates from ref. [94], and while it has traditionally been used in the
past, it has several limitations that are potentially important at the high level of precision
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required here. First, the model does not account for any flavor or & dependence in the
nonperturbative TMD parameters, which in general cannot be neglected [31, 99, 100]. As
discussed in section 3.3.2; since the fit to real data includes multiple rapidity bins, the
nonperturbative TMD model should at minimum allow for an effective rapidity dependence.

Secondly, the model does not reproduce the OPE expansion in eq. (3.28). While it has
quadratic and quartic TMD parameters, g and ¢ (equivalent to our As and Ay4), which are
included as fit parameters, it does not have parameters to encode the genuine nonperturbative
contributions to the CS kernel. In particular, the O(b3) piece of gk (br), only cancels the O(b%)
contribution induced by the quadratic b, prescription used in the perturbative part of the CS
kernel. This leaves the genuine nonperturbative OPE contribution due to )\g unaccounted
for, which as discussed in section 3.3 is the parametrically leading nonperturbative effect.

Furthermore, the canonical In(by@) multiplying the CS kernel is replaced by a fixed
In(@/Qo). This amounts to shifting a corresponding In(brQp) dependence into the nonper-
turbative TMD, which however is not accounted for in g;(br). This effectively neglects a
nontrivial by (and thus g7) dependence, which could easily spoil the point-by-point corre-
lations of the nonperturbative uncertainties.

In summary, the model does not provide a correct parameterization of nonperturbative
effects in the important region of moderately small gr or 1/bp. The effect of this on the
extraction of ag(my) is a priori unclear and needs further study. For example, as indicated
by our results in section 5, including Ay as a free parameter in the fit can significantly enlarge
the fit uncertainties. Whilst the model has several additional parameters (A, go, bim, Qo),
which are being varied to estimate additional nonperturbative uncertainties, they do not
assess the impact of these limitations. Ref. [33] also performed a fit excluding the region
of gr < 5GeV, where nonperturbative effects are expected to have their dominant impact.
This provides a potentially useful test, which however is only necessary and not sufficient. It
would invalidate the model if it gave inconsistent results, but the reverse is not true — if
it gives consistent results this does not validate the model.

B Additional results

B.1 Nonsingular power corrections

In this appendix, we briefly investigate the impact of including the nonsingular contribution in
eq. (3.1), which has been neglected in our main analysis. It is suppressed by O(g%/Q?) relative
to the leading-power resummed contribution do(®), which captures the leading behaviour of
the g7 spectrum in the gr — 0 limit. Since the nonsingular is subdominant for ¢r < @, it is
typically evaluated at fixed order in a; at the hard scale p ~ @ as the difference

doro B daéoo)

dgr dgr

domons

dgr

(B.1)

)
qr>0

where dopg is the full fixed-order result and dal(;(g is the fixed-order expansion of the leading-

power resummed contribution.
The full O(as) term, called LO4, is implemented in SCETLIB, while the full O(a?)
contribution, referred to as NLO1, is obtained numerically using DYTURBO [112]. We are
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Asimov data | theory model | as(mz)[107?]
N4LL+NLO; | N3+1LL 116.34 4 0.41
NLL+NLO; | N3"ILL4+LO; | 118.81 4 0.47
NALL4+NLO; | N3*ILL+NLO; | 118.097045

Table 4. Results for as(mz) in units of 1073 and its perturbative uncertainty from Asimov tests
including different nonsingular contributions.

primarily interested in checking whether the nonsingular can influence the uncertainty in
as(myz) due to the dominant leading-power uncertainties. We therefore add the nonsingular
terms directly to the resummed contribution, without introducing additional nuisance param-
eters for them. For computational efficiency, here we include the nonsingular terms only up
to NLO;. We follow the setup described in section 3.4, with one minor modification: The
difference in eq. (B.1) is subject to large numerical cancellations for gy — 0. To avoid the
associated numerical instabilities we begin the ¢y binning at 0.5 GeV.

We perform a set of Asimov tests following the procedure in section 4.2.3. For simplicity,
we do not fit the nonperturbative parameters here, since doing so does not change our
conclusions. The nominal perturbative uncertainty for this case obtained in section 4.2.3 is
Apert =050 x1073. The Asimov data are now defined as the NYLL+NLO; prediction at
as(myz) = 0.118, which we fit with three different theory models that differ in the nonsingular
terms they include. The results are shown in table 4. In the case where no nonsingular
term is included (top row), we find an uncertainty Apery = 0.41 X 1073, slightly smaller
than the nominal one. Including the LO; and NLO; terms (middle and bottom rows),
the uncertainty increases again marginally and closely reproduces the nominal one. We
conclude that under the assumptions and setup of our pseudodata analysis, the nonsingular
contributions do not affect the uncertainty of as(mz). They can therefore be safely neglected
for our purposes. However, as also seen in table 4, neglecting the nonsingular corrections
in the theory model induces a substantial bias in the central value of as(myz), which will
necessitate their inclusion in the fit to real data.

B.2 Approximate TNP orders

Here, we briefly discuss an approximate TNP implementation, following ref. [34], that may be
useful in cases where incorporating the full next-order structure is not feasible for practical
reasons. As an approximation to the N™*!'LO implementation, one can consider reusing the
structure of the existing N"*LO prediction, absorbing the uncertainty term into the highest
known order. For example, compared to N'*!1LO and N?*!1LO in eq. (2.9), we have

N'OLO:  f(2,0,602) = folx) + [fi(x) + aofa(x, 02)] @,
N*OLO:  f(z,0,03) = fo(x) + fi(x) a + [fa(z) + aofs(z,03)] o (B.2)

This approximation is expected to roughly preserve the overall size of the uncertainty due to
0o or O3, while its shape (and thus the correlation) is approximated based on the lower-order
structure.
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Here, ag is a chosen fixed number, which does not depend on a renormalization scale
and does not participate in counting powers of . For a single perturbative series with no
further internal structure, this approximation is somewhat academic. If oy is evaluated at
a fixed central scale and o is chosen to agree with that value, then the central N™*9LO
result would reproduce the central N *t!LO result.

However, as soon as the prediction in question is more complicated, e.g., a; is evaluated
at a dynamic scale or the total prediction involves the combination of several perturbative
series expanded against each other, this approximation becomes nontrivial. This is the
case with resummation, for which the N™tOLL result is defined by absorbing the highest
TNP-parameterized terms of all anomalous dimensions and boundary conditions into their
respective previous order terms analogous to eq. (B.2). For example, compared to N3*!LL
in eq. (3.19), we now have

can
aS

can\ 2 L
3407 T . can 1y _ g : M) (= /
N°LL: F(a$ L) = [1+F1 i + (F2 + ag F3(65 )) ( = ) }exp{/o dL {
2 / !
. rau(L s(L)1?
Zrk[a( ) ™! )} L
= 41

47
+ i YFk [az(:/)]kﬂ + (’AYF,2 + ap 7F,3(9§F)> [%4(7?)}3} } , (B.3)
k=0

"0+ (B + a0 Ta(eD) |

can

¢an is again evaluated at the canonical scale of F', which is usually

where ag = o/ (4m) and «
a dynamic scale. At a more generalized boundary scale, as used in the actual resummation,
the full y-dependent boundary condition as predicted by the RGE in terms of Fy, By, Ty, T,
AF0, YFa1 is used with Fy replaced by Iy + ag Fs (6F) as above. The products of boundary
conditions in the full cross section are expanded keeping terms up to O(a?) (without counting
powers of ag). Hence, at N3*OLL the TNP-dependent uncertainty terms associated with
the missing N*LL are absorbed into the N3LL structure, while at N3*t!LL they appear in
the correct N*LL structure. As emphasized before, using the full N+ LL result should
always be preferred if possible. However, in case it is unavailable or impractical, the N 0LL
result can serve as a viable approximation for it.

In figure 7, we already included the results for as(mz) at N3TOLL and N*tOLL. Here,
we provide the corresponding plots for the gp spectrum and TNP pull plots. The Asimov
fit follows the same setup as in section 4.2.3. The results at N3*9LL are shown in figure 12.
In the left panel, we observe a significant reduction in uncertainty from the pre-fit to the
post-fit bands. This reduction is particularly strong due to the high degree of correlation
in the fit. Such a reduction may be suspicious, and indeed, the TNP pull plot in the right
panel provides insights into the reasons for this behaviour. Some TNPs, particularly the
beam functions, become strongly constrained by the data. When the constraints on these
parameters become this tight, it suggests that the considered order may not be sufficient to
correctly account for the remaining theory uncertainties. This is an example of overfitting
the theory model, as previously discussed in section 4.2.3. Regarding the TNPs’ impacts
on ag(myz), we find that ~,, S and By, have the strongest impact on «,. This is consistent
with what we observed in the N3T!'LL case. In contrast, at N>T'LL, the pattern of TNP
constraints and pulls was quite different.
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Figure 12. Left panel: Uncertainties in the gp spectrum at N3TLL relative to the N4LL, before
(vellow band) and after (orange band) profiling the TNPs. The different lines show the post-fit relative
impact of each TNP. Right panel: Post-fit constraints on the TNPs (error bars) and their impact on

as(mz), with the solid (dashed) grey band showing the impact of the post-fit downward (upward)
TNP variations.
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Figure 13. Left panel: Uncertainties in the gr spectrum at N*TOLL relative to the N4LL, before
(vellow band) and after (orange band) profiling the TNPs. The different lines show the post-fit relative
impact of each TNP. Right panel: Post-fit constraints on the TNPs (error bars) and their impact on
as(myg), with the solid (dashed) grey band showing the impact of the post-fit downward (upward)
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The results for the N*t0LL case are shown in figure 13. By construction, the central
N4*HOLL prediction is identical to that of N*LL. The reduction in uncertainty across the gz
spectrum is less pronounced compared to the N3T9LL case, and similarly the constraints on
the TNPs are no longer as tight as in the N3>T9LL case.

Both N3+t0LL and N**9LL may serve as viable alternatives to their respective N™+1LL
counterparts. While the difference in the resummation structure may only have a limited
effect on the overall theory uncertainty, they can impact the theory correlations, which
may not be fully captured. For this reason, whenever possible, it is preferable to use the
full N™+1LL prescription.
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