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ABSTRACT

In this article, we explore the set of thermal operations from a mathematical and topological point of view. First, we introduce the concept
of Hamiltonians with a resonant spectrum with respect to some reference Hamiltonian, followed by proving that when defining thermal
operations, it suffices to only consider bath Hamiltonians, which satisfy this resonance property. Next, we investigate the continuity of the
set of thermal operations in certain parameters, such as energies of the system and temperature of the bath. We will see that the set of
thermal operations changes discontinuously with respect to the Hausdorff metric at any Hamiltonian, which has the so-called degenerate Bohr
spectrum, regardless of the temperature. Finally, we find a semigroup representation of (enhanced) thermal operations in two dimensions by
characterizing any such operation via three real parameters, thus allowing for a visualization of this set. Using this, in the qubit case, we show
commutativity of (enhanced) thermal operations and convexity of thermal operations without the closure. The latter is done by specifying the
elements of this set exactly.

© 2022 Author(s). All article content, except where otherwise noted, is licensed under a Creative Commons Attribution (CC BY) license
(http://creativecommons.org/licenses/by/4.0/). https://doi.org/10.1063/5.0117534

. INTRODUCTION

Over the last decade, sparked by Branddo et al.! and Horodecki and Oppenheim,” as well as Renes’—and further pursued by
others’ ’—thermo-majorization and, in particular, its resource theory approach have been widely discussed and researched topics in quan-
tum physics. Here, the central question is given a fixed background temperature and initial and target states of a quantum system, can the
former be mapped to the latter by means of a thermal operation? These channels are the fundamental building block of the resource theory
approach to quantum thermodynamics as they, roughly speaking, are the operations that are assumed to be performable in an arbitrary num-
ber without any cost; for a precise definition, cf. Sec. II. Thus, arguably, studying and understanding the thermal operations, their structure,
and their properties are of crucial importance.

The concept of thermal operations is an attempt to formalize which operations can be carried out at no cost (with respect to some
resource, e.g., work). Recall that in macroscopic systems, a state transformation is thermodynamically possible if and only if the free
energy decreases. In the quantum realm—using the currently accepted definition of thermal operations—this is at least necessary: the non-
equilibrium system free energy'® F = tr(H(-)) — kg TS cannot increase under any thermal operation. Here, H is the system’s Hamiltonian,
S is the von Neumann entropy, T is the temperature of the environment, and kg is the Boltzmann constant. This property of not increas-
ing actually holds for both the free energy of the classical (diagonal) part and the so-called asymmetry (relative entropy of the coherences);
together, these add up to the free energy.!' However, the decrease of the free energy is not sufficient to guarantee state conversion via thermal
operations (Example 6 in Ref. 12). This changes once one relaxes the set of operations to those that leave not the energy, but the average
energy of the system plus bath invariant as these are precisely the channels that decrease the free energy.'” For the interconversion of classical
states, considering not only the free energy but also a collection of generalized free energies leads to a characterization of this problem when
allowing for catalytic thermal operations (Theorem 18 in Ref. 1). For a comprehensive introduction to this topic, we refer to the review article
by Lostaglio.'?
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These conditions imposed by the generalized free energies have been called “the second laws of quantum thermodynamics” in the past.
On a related note, there is also a third law of quantum thermodynamics, at least for qubits. Scharlau and Mueller gave a lower bound on
the population of the lowest energy level when applying any thermal operation (Theorem 9 in Ref. 14). In particular, this implies that no
non-ground state can be mapped exactly to the ground state by means of thermal operations with finite heat baths. This is a refinement of the
related result that no state with a trivial kernel (i.e., 0 is not an eigenvalue of the state) can be mapped to the ground state—or any pure state
for that matter—by means of a Gibbs-preserving channel (Corollary 4.7 in Ref. 15).

The problem of characterizing state conversions as mentioned in the beginning is fully solved in the classical regime. This has to do with
the observation made early on that thermal operations and general Gibbs-preserving quantum maps are (approximately) indistinguishable on
quasi-classical states. Indeed, given a system described by diag(E,. .., E,) with background temperature T € (0, oo ], transforming diag(y)
into diag(x) via thermal operations is possible ifand only if |x — 2d[1 < |y - 4 d|1 holdsforalli = 1,...,n, whered := (e_EJ/T);’Zl is the vector
of Gibbs weights.'® Equivalently, the so-called “thermo-majorization curve” (a piecewise linear bijection on the interval [0, 1]) corresponding
to y must not lie below the curve corresponding to x anywhere.” This reduces the classical state conversion problem to a finite list of conditions,
that is, n simple 1-norm inequalities or, using thermo-majorization curves, to n — 1 inequalities each involving a minimum over a set of n
elements (Theorem 4 in Ref. 17). For more details and further characterizations, we refer to Proposition 1 in Ref. 16.

Be aware that it was also noticed early on that the thermal operations form a strict subset of the Gibbs-preserving maps as soon as coher-
ences come into play.’ This is one of the reasons why the state conversion problem becomes much more complicated in the quantum case:
While there exists a characterization via infinitely many inequalities involving the conditional min-entropy,'® a simple characterization—such
as in the classical case—beyond qubits is still amiss; refer also to Sec. 4.2 in Ref. 15. There have been different ways to deal with this problem in
the past: While some authors constrained the set of thermal operations to simpler subsets, e.g., such which are experimentally implementable
using the current technology,”'” others'**"*' focused on learning more about the role of the bath Hamiltonian in the action of thermal
operations. In this article, we follow the second line of thought.

This work is organized as follows. In Sec. II, we introduce the concept of bath Hamiltonians having a “resonant spectrum” with respect
to a given system, and we show that these are everything one needs to generate (approximate) all thermal operations (Proposition 4). As
a special case, we recover and refine a result about the structure of thermal operations if the system in question is a spin system, that
is, if the Hamiltonian has equidistant eigenvalues (Corollary 5 and 6). These corollaries suggest that the set of thermal operations may
in some sense change discontinuously at certain Hamiltonians; this we investigate in Sec. III. There, we look at two particular systems
where this discontinuity manifests (Example 7). These examples can be generalized to arbitrary dimensions and Hamiltonians with cer-
tain properties, thus revealing a structural problem rather than being singled-out counter-examples. Finally, in Sec. IV, we visualize the
set of qubit thermal operations as a three-dimensional shape (Fig. 2). Using this and our results regarding baths with a resonant spec-
trum, we give a full answer to what elements the qubit thermal operations consist of and what role degenerate bath Hamiltonians play
(Theorem 10).

Il. THERMAL OPERATIONS: THE BASICS

We start by reviewing how thermal operations are defined and what basic properties they have. Consider an n-level system described by
some Hg € C"™" Hermitian (“system’s Hamiltonian”) and some T > 0 (“fixed background temperature”). Given any m € N, we define

@7,y :iu(m) x U(mn) - CPTP(n)
o—Hs/T
a0 (00 i )}

where U(m) is the unitary group in m dimensions, u(m) is its Lie algebra [so iu(m) is the collection of all Hermitian m x m matrices], and
cPTP(n) is the set of all completely positive, trace preserving, linear maps on C"*". Thus, ®r,,,(Hp, U) represents first coupling the system
described by Hs to an m-dimensional bath described by Hp at temperature T, then applying the unitary channel Ady = U(-)U" to the full
system, and finally discarding the bath. Using this notation, following Lostaglio,'” we define the thermal operations with respect to Hs, T as

. . Hgeill(m),UeU (mn)
TO(Hs, T) == U {Orn(H,U): ppr i aim o) o) (1)

_ iH. . Hpeill(m),Hy ot €ill(mn)

- U{(DT’M(HB)e tOt) ! [Htot>Hs®1]Bo+1l®HB]:0} (2)
meN

_ iH. . Hp=diag(E;,....E,) withE <...<E,

- LJN{(DT,m(HB>e tOt)' Hto.seiu(mn;,[Htot,H5®ﬂlﬂ+1l®HB]:0}' (3)
me

Physically, Htot includes the system-bath interaction Hsg, that is, Hiot = Hs ® 15 + 1s ® Hp + Hsp, where the commutator condition then
reduces to [Hsg, Hs ® 1 + 1s ® Hg] = 0; cf. also Ref. 22.

Now, to see that sets (1) and (2) are equal, note that the subgroup of U(n), which stabilizes Hs ® 1 + 1 ® Hp, is compact and connected
[because U(n) is compact and the stabilized element is Hermitian]. Therefore, exp maps onto this subgroup and we can replace the stabilizing
condition on U by the equivalent condition on the level of generators on Hyot.-
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For the equality of (2) and (3) in the definition of TO(Hs, T') (henceforth, TO for short), i.e., the fact that there is some unitary degree
of freedom on the ancilla despite energy-conservation, note ®r,,,(Hp, U) = @7, (Adv(Hp),Adygy (U)) for all Hp € iu(m), U € U(mn),
and V € U(m); this follows from the partial trace identity tr»((A ® B)C(D ® B™')) = A tr,(C)D. Moreover, Ady gy (U) is energy-conserving
with respect to (Hs, Adv(Hg)), so, in particular, we can choose V such that it diagonalizes Hg. What this implies is that the only relevant
information coming from the bath is the spectrum of the associated Hamiltonian together with its degeneracies.

Remark 1 (thermal operations in the high temperature limit). Observing that the Gibbs state of any finite-dimensional system becomes the
maximally mixed state in the limit T — oo, one can extend the definition of thermal operations to T = oo via

. . Hgeill(m),UeU (mn)
TO(Hs, 00) := mLeJN{qn,m(um, U): ot oo o)

iH. Hp=diag(Ei,....E,) withE, <---<E,, }
= tot)) . B
,EGJN{CDIM(HW@ ): Hi ot €ilb(mn),[Hy ot Hs® 15+ 1®H;z]=0 f*

While it might seem that the bath Hamiltonian is redundant as it does not appear in the argument of @1, waiving it from the energy conser-
vation condition (i.e., setting Hp = 0) would reduce the set to only dephasing thermalizations [sometimes called “Hadamard channels” because
they are of the Hadamard product form p = P % p := (pijpij)ij-1, for some positive semi-definite P € C"*", which has only ones on the diagonal;
cf. Chap. 1.2 in Ref. 23]. In particular, this would disallow any non-trivial action on diagonal matrices, which is, however, certainly possible
within TO.

Having explained how TO is defined for infinite temperatures, let us illustrate how for all 0 < T < oo the set of thermal operations changes
under some elementary transformations of the system’s Hamiltonian.

Lemma 2. Given Hs € iu(n), T € (0,00 ], and U € U(n), the following statements hold:

(i) TO(AHs+ul,AT) =TO(Hs, T) forall A > 0,u € R.
(i) TO(Adu(Hs),T)=Adyo TO(Hs, T) o Ady-~.

These statements continue to hold when replacing TO by its closure.

This is straightforward to show, so we omit the proof.

Now, let us have a closer look at the condition [Htot, Hs ® 13+ 1 ® Hp] = 0 from Eq. (2), which encodes energy-conservation: this
imposes the block-diagonal structure on Hyot in some eigenbasis of Hs ® Hp, and the sizes of the blocks correspond to how degener-
ate the eigenvalues of Hs ® g + 1 ® Hp are. Letting o(-), henceforth, denote the spectrum of any matrix: because 6(Hs ® 1z + 1 ® Hp)
= 0(Hs) + o(Hg), this means that Hyot acts non-trivially on an energy level E of the full system only if E can be decomposed into a sum
of elements from ¢(Hs) and o(Hp) in more than one way, i.e., E = E; + E| = E; + E for some pairwise different E;, E; € 6(Hs), E}, E| € o(Hp).
However, this is equivalent to E; — Ej = E}, — Ej, which is the necessary condition for the diagonal entries p,;, p ;i of the state of the system p
to mix by means of a thermal operation (cf. Remark 3 for details). Because the spectrum of adp; := [Hs, - | is given by {E; — E; : i,j}, this
motivates the following definition: Given m,n € N, Hs € iu(n), Hp € iu(m) define an undirected graph with vertices being the eigenener-
gies of Hp, and two vertices are connected if the difference of the corresponding energies appears in the spectrum of ady,. We say that Hp
has a resonant or absorbing spectrum with respect to Hs if this graph is connected.”* To illustrate this definition, we refer to the examples
shown in Fig. 1.

Remark 3. A word of warning: The definition of a Hamiltonian having a resonant spectrum is similar to—but should not be confused
with—one of the assumptions on heat baths from the early works on thermal operations.” There, it was assumed that for any two energies E;, E;
of the system and any energy Ej, of the bath, there exists some energy E| of the bath such that E; — E; = E;, — E|. However, no finite size heat bath
can satisfy this; violations of this condition appear always at the edge and, in some cases, even in the bulk of the energy band. These problems are
discussed comprehensively yet in detail in Appendix A in Ref. 25.

This condition is related to a necessary criterion for “interaction” between different entries of a quantum state: Given any Hamiltonian
Hs = YL Ejlgi)(gil, which describes a system currently in the state p—represented for now in the eigenbasis of Hs, i.e, (pjx)ik—y with Pk
= (gj,pgk)—a thermal operation ®r,,(Hp, U) can mix p; and py only if° Ei — Ex = Ej — E; € o(adn, ). Equivalently, it is necessary that the
transitions corresponding to p; and py, coincide (that is, E; - Ej = Ex — E)) and that the difference between these transitions appears as a difference
in Hp [i.e., Ei — Ex € o(adn, )]. Be aware that simply scaling entries p;; using TO is independent of either of these notions.

Now, the concept of resonance allows us to restrict the set of bath Hamiltonians necessary for describing the set of thermal operations.
This and some fundamental topological properties of TO are summarized in the following.

Proposition 4. Let Hs € iu(n) and T € (0, 0 | be given, and let (-), henceforth, denote the closure. The following statements hold:
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FIG. 1. Let us investigate whether the following bath Hamiltonians have a resonant spectrum with respect to Hs = diag(0, 2,5), that is, [o(adn, )| = {0,2,3,5}. Left:
Hg1 = diag(0, 1,3,8) has a resonant spectrum with respect to Hs because its graph is connected. Middle: Hg, = diag(0, 1,3) also has a resonant spectrum with respect
to Hs for the same reason. Right: Hg 3 = diag(0, 2,6,8) does not have a resonant spectrum with respect to Hs as it decomposes into the connected components {0, 2},
{6,8}. These do not “interact” with each other because none of the energy differences between them is in o(ady, ).

(i) TO(Hs, T) is a bounded, path-connected semigroup with identity.
(ii) TO(Hs, T) is a convex, compact semigroup with identity.
(ili) TO(Hs, T) is a subset of all CPTP maps with common fixed point e
(iv)  For describing the closure of all thermal operations, it suffices to only consider bath Hamiltonians with a resonant spectrum with respect
to Hs, that is,

—Hg/T

TO(Hs, T) = U

me.

(DT,m (HB) efltot ) . Hg has resonant spectrum with respect to Hg
Hyot Eiu(mn),[Htot JHs®@1p+T1®HR]=0

Hp=diag(Es,....E,) with E;<---<E,,
{ | @

The only non-trivial statements in this lemma are convexity in (ii) as first shown in Appendix C in Ref. 27 and (iv) [respectively, Eq. (4)].
The intuition for the latter is as follows: Given some bath Hamiltonian with a non-resonant spectrum (with respect to Hs), one can partition
the said spectrum into different components, which cannot interact with each other because of energy-conservation. This implies that the full
unitary is of a similar block structure and that the associated thermal operation can be written as a convex combination of thermal operations
generated by bath Hamiltonians with resonant spectra (i.e., the connected components). The full proof is given in Appendix A.

Working with TO instead of TO is advantageous for two reasons: On the one hand, it is unknown whether TO itself is convex (we will
answer this in the affirmative for qubits later on). Indeed, a necessary step in showing that statement (iv) from Proposition 4 holds without the
closure, i.e., the somehow “intuitive” result that bath Hamiltonians with a non-resonant spectrum are not needed for describing TO, would be
a proof of convexity of TO, which continues to hold when considering the right-hand side of (4) (without the closure).

On the other hand, more gravely, TO is not closed. The simplest counter-example corresponds to transforming an energy eigenstate; this
is not thermally allowed,'' meaning the map

1T
an  an (1-e /)a11+a22 0

—
—1/T
a1 a4 0 e an

is not in TO(—a;, T). Yet, this map can be approximated arbitrarily well by thermal operations, so it is an element of TO(—-0;, T); cf. Sec. IV.
One way to fix this is to use baths of infinite size, e.g., single-mode bosonic baths (cf. Lemma 1 in Ref. 6 and Ref. 20). However, while such
baths are able to implement the above operation, using them to implement full dephasing (even approximately) becomes impossible once the
temperature is too low; cf. Theorem 10 (iv).
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Either way, the closure guarantees a “reasonable mathematical structure.” This can also be motivated from an application or engineering
point of view: At least for some questions (e.g., reachability in control theory), it does not matter whether one can implement an operation
exactly or “only” with arbitrary precision. However, figuring out which results continue to hold after waiving the closures could reveal more
of the structure of the thermal operations (cf. also Sec. V).

An important consequence of Proposition 4 (iv) is that if Hs is a spin-Hamiltonian, i.e., Hs has equidistant eigenvalues, then one can
reduce the set of bath Hamiltonians used in the definition of TO to spin-Hamiltonians “of the same structure” without changing the set (after
taking the closure). This continues to hold even if Hs only is of spin-form “up to potential gaps.” The precise statement—a weaker version of
which first appeared in Lemma 1 of Ref. 21— reads as follows.

Corollary 5. Given Hs € iu(n), assume that there exist E, € R and an energy gap AE > 0 such that 6(Hs) ¢ {E| +jAE : j € No}. Define
Toé}éin (Hs, T) as the collection of all thermal operations, where Hp is any spin-Hamiltonian with the same gap AE as Hs, that is,

AE -
TOSpin(Hs, T) = U {@T)zjn:‘lﬁj (Hg, eMtot ) ;

Hp=o}., jAE 11,,}. with By,....BneN }
meN

Hyoteitt(nY; B;).[Hy ot Hs® 15+ 1®Hp]=0
forall T >0 and

AE _ i Heoty . Hy=@]L, JAE 1y with i,....pneN
TOSpin (Hs, 0) = U {Q)l’zj:lﬁl(ﬂ,e ): Hy ot €ill(nS; ;) [Hy ot Hs® 15+ 19H;1=0 |

meN

One finds

— . Hp=@" | jAE 1, with By,...funeNo, X0, fi>0
Y rso Toé}fam(HS’ T) = U{G)T,Z}Lﬁ;(HB’el tot): j=1 b 1 i

el Hyot €ill(nZ; B).[Hy ot Hs@1s+1@H;]=0 5)
Py VT —— ; Hy=@ | jAE 1g. with By,....BueNo, X1, Bi>0

AE | _ . iHeot) . 379108 05 1 i=1
TOSpln(HS’oo) U{Q)l’zj:l ﬁj(“’e ot): Hyot eiW(nZ; B;).[Hy ot Hs®15+1®Hz]=0 |’

me

and TO(Hs, T) = Toé’ém (Hs, T) forall T € (0,00 ].
While this result—for the most part—is a corollary of Proposition 4, we, nevertheless, present a proof in Appendix B. This immediately
yields the following.

Corollary 6. Given T € (0,00 |, if Hs € iu(n) has a rational Bohr spectrum up to a global constant—i.e., there exists real r > 0 such that

o(ady,) € rZ—then TO(Hs, T) = TO’Spin(Hs, T) from (5).

This is a direct application of Corollary 5 because if Hs (with eigenvalues E; < - - - < E,,) has a rational Bohr spectrum, then

E-E .
) :j

o(Hs):{E1+r~ :1,...,n}§{E1+rj:jeNo}.

There does not seem to be an obvious generalization of the previous two results to arbitrary Hamiltonians. For this, consider
Hs = diag(0, 1, \/Z) as a system and Hp = diag(0, V2-1, 1) as a bath Hamiltonian; then, Hp does not have a rational Bohr spectrum up
to any constant, yet Hp has a resonant spectrum with respect to Hs, so there is no “obvious” decomposition as in Proposition 4/Corollary 5
into baths Hp, Hp; of the spin form.

However, one may ask whether the (somewhat unphysical) condition of the Bohr spectrum being rational up to a constant can be waived
if one only demands approximation instead of equality in Corollary 6. This essentially boils down to whether TO is continuous in the system’s
Hamiltonian.

lll. THERMAL OPERATIONS AND CONTINUITY—OR LACK THEREOF

A natural question from a physics perspective is how robust the set of thermal operations is to small changes in temperature or in the
energy levels of the system. This question already has a partial answer for inhomogeneous reservoirs and diagonal states from the perspective
of work generation and a-free energies.”® Others also have studied characterizing approximate thermodynamic state transitions via smoothed
generalized free energies,”” as well as the general effect of imperfections (such as finite-time and finite-size) on work extraction and the second
law.””’" However, it seems that a rigorous study of how the set of all thermal operations depends on parameters, such as the temperature or
(the spectrum of) the system’s Hamiltonian, is still amiss.
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For this, we introduce a notion of distance between sets of quantum maps. One way to do this is to use the Hausdorff metric § [here

with respect to | - |11, that is, the usual operator norm if the domain and range are equipped with the trace norm | - [|; := tr(y/(-)*(-))],
which—given non-empty, compact sets A, B c & (C"*")—is defined to be

5(A,B) = max{max minHSl - SzHl_,l,maxminHSl -S, ”1_,1}. (6)
S1€A S,€B S,€B SjeA

Here and henceforth, given any vector space V, we write & (V) for the collection of all linear maps: V — V. Expression (6), indeed, is a metric
on @C(g ((C"X")), with the latter denoting the space of all non-empty compact subsets of & (C™"); cf. Sec. 21.VII in Ref. 32. In particular,
this allows one to define a distance between any non-empty sets A, B ¢ CPTP(n) via §(A, B).

Based on this definition, we will show that whenever Hs € iu(n) has a degenerate Bohr spectrum (see supplementary note 2 in
Ref. 33)—i.e., ady; has less than n? — n + 1 different eigenvalues—then the map

TO, : fu(n) x (0,00 ] = (P(Z(C"), | - [1-1),6)

- %
(H,T) » TO(H,T)
is discontinuous in (Hs, T) for all temperatures T € (0, oo |. Note that Hs has a degenerate Bohr spectrum iff either Hy itself is degenerate
(Jo(Hs)| < n) or—assuming 6(Hs) = {Ei,...,E,} for some E; < --- < E,—if some of the energy transitions that Hs admits coincide, i.e., if
the map (j, k) — E; — Ej with domain {(j, k) : 1 <j < k < n} is not injective. With this in mind, we will present two examples, which illustrate
how map (7) can fail to be continuous.

Example 7.

(i) First, we consider the simplest case of a degenerate system’s Hamiltonian, that is, n = 2 and Hs = 0. Given arbitrary T € (0,00 |, we
will show that 8(TO(0, T'), TO(diag(0,¢),T)) > 1 for all € >0, which clearly violates the continuity of TO, in (0, T). The reason for
this, roughly speaking, is that no thermal operation corresponding to a non-degenerate Hamiltonian can mix diagonal and off-diagonal
elements. This is prohibited by the known fact that it has to commute with adgiag(o,e)-

While it is easy to see that TO(0, T) equals the set of all unital qubit maps (that is, all CPTP maps on C*** for which 1 is a fixed point;
of. Appendix D and related footnotes), for our purposes, it suffices to define a map S € £ (C¥?*) via S := ®r,(Hs, U), where

10 1 0
1o 1 o
U:=— e uU(4).
V21 0 -1 o
01 0 1

Indeed, S e TO(0, T) for all T € (0, oo |, and one readily verifies that the action of S is given by

an  an 1{an +ax an—ax
= .
ay  ax 2 ain —ax  an t+an
Thus, foralle >0, T € (0, o0 |, we compute
0(T0(0, T), TO(diag(0,¢), T)) > min sup  [|S(A) -S(A)|1

8eTO(diag(0,¢),T)AC>2, | Al =1

> _ min___[S(le)(er]) = S(lex){er]) n
8eTO(diag(0,¢),T)

€2:6Y:01 ¥20¢ Iudv 91

i 1) (=2 o
= min ||~ -
reoa]f 241 g 0 AelT
1
ool
>min||f 2 =min\/4(A')2+1=1
MeR - —AI MeR
2 1
In the third step, we used Eq. (8) and Theorem 10 (i).
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(ii) Having dealt with degenerate Hamiltonians, let us now look at the other possible case: Hamiltonians that are non-degenerate but have a
degenerate Bohr spectrum. This can only occur in 3 or more dimensions, so consider Hs = diag(0, 1,2). Given arbitrary T € (0,00 |, we
will show that §(TO(Hs, T), TO(Hs + €les)(es|, T)) > 2 for all € > 0, which again violates continuity—the reason for this being similar to
the reason from (i). Choose Hp := Hs, and define

1 0 000 0 O0O0ODPO
00 01 00 O0O0O
00001 O0O0O0O
01 00 0 O0O0O0OTUO
U=]0 0 00001 0 0}
000 O0O0OO0OTO0OT1TO0
001 0O0O0O0O0OTO
0000 O0OT1O0O0OTO
00 0 0 O0O0O0OTUO0OT1

which corresponds to the permutation (in cycle notation) (1) (24) (357) (68) (9). Therefore, U is unitary and satisfies the stabilizer
condition U(Hs ® 1p+ 1 ® Hp)U* = Hg ® 1g + 1 ® Hg because matching diagonal entries of Hs ® 1p + 1 ® Hp precisely correspond to
the cycles of U. With this, S := ®r3(Hs, U) acts on any A € C** as follows:

ap + azz(l + e_l/T) a23(1 + e_l/T) 0
1 _ _ _
1+ e UT 1 o2IT an(l+e 1/T) aie 1/T+a33(1+e 1/T) 0
0 0 (au + dn +a33)e72/T
Foralle >0, T € (0, 00 |, one finds [similar to (i)]
O(TO(Hs, T), TO(Hs +eles)(es|, T)) > min [ S(lez){es]) ~ S(le2){es|)1.

SeTO(Hg+eles ) {es),T)

Now, Hs + €|es){es| has a non-degenerate Bohr spectrum for all € > 0, meaning the only thing TO(Hs + €les){es|, T') can do to off-diagonal
entries is scale them by a factor y € C, |y| < 1—this follows from the fact that every thermal operation (with respect to Hs + €|es)(es| and

any T) has to commute with ady.eje,)(e,| -/ With this, one obtains the lower bound

. 1+e71/T
6(TO(HS, T),TO(HS + 8|€3)<€3‘, T)) > ll';‘lgll W|€1>(62| - y|€2)<€3| 1
. 1+ eil/T . | |
=min| ————+
s\ 1+ e VT 4 e2/T Y
e T 1 2
Sl e e 2T STliEeZ/T ellT+1 3

It is not difficult to generalize these examples to any Hamiltonians with a degenerate Bohr spectrum in arbitrary dimensions.

The reason for discontinuity in either example was the condition [S,ady,] =0 for all S € TO, which comes solely from U(Hs ® 15
+1®Hp)U" = Hs ® 15 + 1 ® Hp. This suggests two things: first, to restore the (physically reasonable) requirement of continuity, one has
to somehow relax or alter this condition—more on this in Sec. V. Second, as the temperature does not appear, here, it seems reasonable to
conjecture the following.

Conjecture 8. For all Hs € iu(n), the map T — TO(Hs, T) is continuous if the domain (0,00 ] is equipped with the metric d_ (T, T")
7|, and the co-domain is equipped with the Hausdorff metric § with respect to (Z (C™"), | - [151).

-
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For a simple yet (so far) unsuccessful attempt to prove this, see Appendix C. Either way, this property would be necessary for the role
of the temperature in the definition of thermal operations to be “correct” in the sense that it accurately models the behavior of real physical
systems. As a final remark, the case T = 0 is excluded from the above continuity considerations for two reasons: first, the concept of zero
temperature and achieving it with finite resources (e.g., time, heat baths) is problematic in the classical’*"” and the quantum case (at least
for qubits, cf. Lemma 9 in Ref. 14). Second, letting the temperature tend to zero reveals a lack of continuity already in the classical case;
cf. Appendix D, Example 3 in Ref. 16. More precisely, there exist classical states (probability vectors) x such that the map T — {Ax: A
Gibbs — stochastic’®** with respect to Hs, T } is discontinuous in T = 0.

IV. THE QUBIT CASE: OVERVIEW, SEMIGROUP REPRESENTATION, AND VISUALIZATION

Two core features of thermal operations are preservation of the Gibbs state and the covariance law (in generator form) [S,ady,] =0
for all S € TO(Hs, T).!! This motivates the following definition:** Given Hs € iu(n) and some T > 0, the set of all covariant Gibbs-preserving
maps is defined to be

EnTO(Hs, T) := {Se CPTP(n) : S(e /™) = ¢ /T A [S,ady,] = 0},

where EnTO is short for “enhanced thermal operations.” This definition naturally extends to T = co by replacing the fixed point e /T by
T,.. It is straightforward to see that for all Hs € iu(n), T € (0, 00 ], EnTO is a convex, compact semigroup with identity, and EnTO satisfies the
same transformation rules as TO and TO (Lemma 2). Moreover, TO € EnTO, and the action of TO and EnTO on any classical state p (i.e., on
any state with [Hs, p] = 0) even coincides; cf. Sec. 3 in Ref. 25.

A set of necessary and sufficient (implicit) conditions for state conversion under enhanced thermal operations was given by Gour
et al.'"® However, for general systems, TO and EnTO do not agree, even in closure and when restricted to their respective action: Choosing
Hs = diag(0, 1,2), there exist temperature T > 0, quantum states p,p’, and S € EnTO(Hs, T) such that S(p) = p" but p’ ¢ TO(Hs, T)(p).”!
This, however, is only true beyond two dimensions because for qubits, it is known that the two sets coincide. Before we review the
many results on qubit thermal operations, let us investigate the basic structure of TO in two dimensions; this will simplify things
later on.

The qubit case is particularly nice because there EnTO is characterized by three real parameters (i.e., one real and one complex number),
so, in particular, we can visualize it. Indeed, given Hs € iu(2) non-degenerate (i.e., Hs = Y., Filgi){g| with E; < E, for some orthonormal
basis {g,,g,} of C*) and T € (0,00 ], one finds that a linear map S: C***> - C*** is in EnTO(Hs, T) if and only if there exist A € [0,1],

re [0, V(-1 - Ae‘AE/T)], and ¢ € [, 7) such that the Choi matrix®” of S (with respect to {g,,g,}) reads

1- /lefAE/ T 0 0 re?
0 AT 9 o
(8)
0 0 L0
re ¢ 0 0 1-1

Here, AE := E; — E; > 0, and if T = oo, then e *' gets replaced by 1. The basic structure of (8)—meaning the position of the zeros—is solely
due to [S,ady, ] = 0, while the preservation of the Gibbs state is encoded in the diagonal action being a Gibbs-stochastic 2 x 2 matrix, where
d=(eB/T,e75/T) In two dimensions, the latter set is well known to equal

dy
l_dT Il f1 o 1- 1\ {1 o
conv N = conv > >
b o Flo 1 ST o) o 1
di

~AE/T
o OB/

so it is characterized by one parameter A € [0,1]. Finally, the scaling of S on the off-diagonal is only restricted by complete positivity [so
positive semi-definiteness of (8); cf. again Ref. 37], which is equivalent to [r[> < (1 — 1)(1 — Xe"¥'T). This allows us to define the linear map

¥ Z(C) >R xC

(g1, S(Ig2){20)g1) 9
(g1,S(Ig1)(2)g2)

which maps (8) to (A, re”®). This becomes a faithful semigroup representation if the domain of Wr is restricted to D(¥r) := “all linear maps
on C*? whose Choi matrix is given by (8) for some A € R, r > 0, ¢ € [-7,7),” and if the codomain of W7 is equipped with the associative
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operation,

or: (Rx C) x (RxC) — (R xC)
Al )Lz /\1 +/12 —Allz(l + e_I/T)

> >

C1 C2 (31%)

which has neutral element (0,1)". The image of ¥7 : D(¥1) — (R x C, or) is depicted in Fig. 2.
Interestingly, o operates commutatively, which—because ¥ is a faithful semigroup representation of EnTO—yields the following.

Corollary 9. Let T € (0,00 |, and let Hs € iu(2) be non-degenerate. For all $1,S, € EnTO(Hs, T), one has S1 0 S, = S, o S1. In particular,
every subset of EnTO(Hs, T) is commutative, as well.

Be aware that this result does not hold if Hs is degenerate: for example, the group Adgy,) is a non-commutative subset of TO(12, T)
€ EnTO(13, T). Moreover, unsurprisingly, this result does not generalize to higher dimensions because already the Gibbs-stochastic matrices
form a non-commutative semigroup in three and more dimensions (Appendix A in Ref. 16). In addition, this semigroup representation turns
into a group representation if points of the form (l+e+'/T’ *), (*,0) are excluded from the domain of ¥r. Then, the inverse of any (A,c)
from the restricted domain of ¥ under or is given by (/1(1%1\71/7)—1’ 1). Indeed, if one defines the map x o, y := x + y — xya on R x R for any
non-zero a, then

Sa: (R\{a'},00) = (R\{0},)

x+—1-ax

is a group isomorphism because (1 —ax)(1 —ay) =1 —a(x o4 y). In particular, the map J, transfers commutativity of (R\{0},-) over to
(R\{a"'}, 04) and, thus, ultimately to oy because o1 = 04|, ,-/r X -|c. Thus, in a way, Corollary 9 is of the same fundamental structure as
the statement that multiplying real numbers is commutative.

With this, we are ready to show how TO sits inside EnTO in two dimensions. It has first been shown by Cwiklifiski ef al. that for all
Hs e iu(2) and all T € (0, o0 ], the sets TO(Hs, T) and EnTO(Hs, T) coincide.”’ Using the above semigroup representation, we outlined their
proof in Appendix D. Be aware that their proof relied on bath Hamiltonians with exponentially growing degeneracies of the energy levels.
This requirement was eventually shown to be unnecessary: the observation that it suffices to consider truncated single-mode bosonic baths
[ie., Hp = AEdiag(0,1,...,m)] was first done by Scharlau and Mueller for classical states (Sec. IV in Ref. 14), followed by Hu and Dingl0 for

FIG. 2. Graph of W1 from (9) for non-degenerate Hs when restricting the domain to EnTO(Hs, T). The identity is mapped to (0,1)". The “classical” channels, i.e., the

channels that set all coherences to zero are located on the A axis. The outer curve in the A-direction is described by /(1 — 1) (1 — Ae~2E/T), here, depicted for AE = 1
ande™"T =02,
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the general case. We summarize and extend on their results in the following theorem. Most notably, the only advantage degenerate baths give
over non-degenerate ones is generating full dephasing at low temperatures.

Theorem 10. Let Hs € iu(2) and T € (0, oo | be given. Defining AE := max 6(Hs) — min 6(Hs), the following statements hold:

(i) TO(Hs, T) = EnTO(Hs, T).
(ii) If Hs has a non-degenerate spectrum, then TO(Hs, T) is convex as it equals

A
V(1= 1)(1 - AemdE/T)

EnTO(Hs, T)\W7' :Ae(0,1],¢ € [-mm) ¢ |. (10)

In other words, an enhanced thermal operation can be implemented via a thermal operation if and only if it is a dephasing map (A = 0)
or if it lies in the relative interior™® of EnTO(Hs, T). In particular, the difference between TO(Hs, T) and EnTO(Hs, T') occurs only on the
relative boundary of the enhanced thermal operations.

(iil) If Hs has a non-degenerate spectrum, then the semigroup generated by thermal operations with bath Hamiltonians diag(0, AE, . . .,mAE)
for some m € Ny equals TO(Hs, T) if and only if T € (£, 00]. Should the two sets not be the same (i.e., if T < ), their difference is a
subset of W7 ({(1,0)7 : 1 € [0,1]}) (i.e., the A axis in Fig. 2); in particular, the two sets coincide after taking the closure.

(iv)  Every enhanced thermal operation can be realized by a thermal operation with a single-mode bosonic bath, that is, Hp = diag (JAE)Z,,

if and only if T € [£L, 00]. Indeed, if T < £, the difference between the two sets has measure strictly larger than zero. This is due
to the fact that for small enough A, the action of thermal operations on the off-diagonal elements cannot become arbitrarily small

anymore.

For convenience, proofs of these results are given in Appendix D. Be aware that most of these results do not generalize to more than two
dimensions.

One conclusion “hidden” in the Proof of Theorem 10 concerns the dimension of bath Hamiltonians. Recall that the Stine-
spring dilation $ = trg(U((-) ® [y){w|)U*) of an arbitrary quantum channel S e CPTP(n) can always be chosen such that y e C*
for some k <n* (Theorem 6.18 in Ref. 39). This result breaks down for thermal operations, that is, if |w)(y| is replaced by a
Gibbs state and U is required to be energy-preserving: For every A € (0,1), m € N, there exist & >0 and r e (y/(1 - 1)(1 — Ae=2E/T)

—em\/(1=1)(1 - 1e=2E/T)) such that the thermal operation W7'(A,r) can be implemented by a bath Hamiltonian Hp only if it is of
size m x m or larger. However, ¢, goes to zero as m — oo because TO(Hs, T') gets arbitrarily close to the (relative) boundary of EnTO for
all Te (0,00].

The final observation we want to make is that the “geometry” of the qubit thermal operations pertains to the set {®(p):

® € TO(Hs, T) }—which is sometimes referred to as the (future) thermal cone'"*""' —as is depicted in Fig. 3. This recovers what has already
been observed in Ref. 11, specifically Figs. 1 and 6 in the said article. In particular, the boundary of the thermal cone is not linear, meaning that
even after factoring out the rotational symmetry inflicted by the thermal operations p ~ diag(1,e"®)p diag(1,e "), the set of extreme points
is still infinite.

FIG. 3. Future thermal cones of initial states with Bloch vector ¢ - (0.5,0.4,/0.59)T for different values of c. Left: ¢ = 0.9. Middle: ¢ = 0.45. Right: ¢ = —0.5. The “system
parameter’ we chose is e~"'s/T = 0.45. Here, the point on the boundary of the cone is the Bloch vector of the initial state, and the point in the interior of the cone (on the z
axis) corresponds to the Gibbs state.
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V. CONCLUSION AND OPEN QUESTIONS

We reduced the set of bath Hamiltonians needed in the definition of thermal operations to those that have the so-called “resonant
spectrum” with respect to the system. This resonance condition is about the spectrum of the bath forming a connected graph with
respect to the possible energy transitions of the system (cf. Fig. 1). We saw that the action coming from any bath that does not satisfy
this condition decomposes into the convex sum of two or more thermal operations with a resonant bath. Be aware that this notion is
logically independent of a bath Hamiltonian containing all possible transitions of the system [i.e., o(adg;) € o(ady,)]. The latter is a nec-
essary condition for the diagonal action of a thermal operation to be represented by a strictly positive Gibbs-stochastic matrix (cf. also
Remark 3).

Either way, as a consequence of the new-found resonance, we showed that if any multiple of the system’s Hamiltonian has a
rational Bohr spectrum, then there exists an energy gap such that the set of thermal operations is fully characterized by spin Hamil-
tonians with respect to this energy gap (Corollary 6). As rational numbers are a key concept of this statement, this suggests that the
thermal operations behave discontinuously at certain Hamiltonians. Indeed, we were able to show that if either the spectrum or the
transitions of the system’s Hamiltonian are degenerate, then the set of thermal operations changes discontinuously with respect to the
Hausdorff metric (Example 7). Taking the nature of our two counter-examples into account, it seems reasonable to conjecture that TO
is at least continuous in the temperature (for fixed Hamiltonian), as well as TO admitting some form of semi-continuity in the joint
argument (Hs, T).

An idea to restore continuity—inspired by the concept of average energy conservation'’—could be to allow for an error in the energy
conservation condition: Given any & > 0, define TO*(Hs, T) by adjusting U(Hs® 15+ 1 ® Hg)U* = Hs ® 15+ 1 ® Hp in the definition
of TO(Hs,T) to |UHs® I+ 1®Hp)U* ~Hs® 15+ 1 ® Hplco < 26|U = 1]oo (|Hs|loo + |Hp| oo ). This is motivated by the simple
estimate

|[UHs® 15+ 1®Hp)U" ~Hs® 15+ 1 ® Hp| oo
<|UHs® 15+ 1®Hp)U" - (Hs® 15+ 1@ Hp) U™ | oo
+|[(Hs® 13+ 1@ Hp)U" ~Hs® 15+ 1 ® Hp| o
<2|U-T]eofHs ® 15+ 1 ® Hp|oo = 2[U = Too (| Hs]l oo + || H 0)-

Note that TO” recovers TO, while TO® for ¢ > 1 renders energy conservation obsolete because, then, every unitary satisfies the condition in
question.

In some way, introducing such & (small enough) “smoothens out” the binary nature of energy-conservation by allowing for unitaries,
which are e-close to conserving the energy of the full uncoupled system. As a result, new transitions that were previously forbidden do not
appear instantly once the Bohr spectrum becomes degenerate, but the norm of the corresponding diagonal block in the unitary correlates with
the error e. Now, in order to get a collection of maps, which is “physically reasonable,” one may have to intersect TO® with the Gibbs-preserving
maps or maybe consider the semigroup generated by TO®.

Finally, we reviewed what is known about thermal operations in the qubit case and, using our results on baths with a resonant spectrum,
extended on this knowledge by specifying how the set of thermal qubit operations looks exactly. We did so by means of a faithful semigroup
representation, which translates the (enhanced) thermal operations into a subset of ordinary 3D space, thus allowing for a visualization
from which intuition benefits as well. Interestingly, our proof of the main qubit results (Theorem 10) gave two different families of energy-
preserving unitaries for approximating the extreme points of the enhanced thermal operations depending on whether the temperature is
finite or infinite. For now, finding a (temperature-dependent) family of unitaries, which continues to do the job in the limit T'— oo, is an
open problem.

In any case, these qubit results readily lead us to a number of open questions for general (finite-dimensional) systems, two of the more
obvious ones being the following:

e IsTO(Hs, T) convex for all Hs € iu(n), T € (0, 0o ]? We showed that this holds true in two dimensions; however, our proof—as well
as the proof of convexity of TO—is very much unsuited to tackle this question in higher dimensions because they are either too
complicated or they fundamentally rely on rational numbers and approximations. Should convexity hold, in general, (without the
closure), it seems likely that proving so requires some deeper knowledge about thermal operations.

o Can one specify an upper bound for how degenerate the energy levels of the bath need to be? For qubits, our Proof of Proposition 4 (i)
shows that every qubit thermal operation is the composition of something “close to an extreme point” (i.e., non-degenerate bath) and
a partial dephasing, which can always be implemented by a trivial two-level bath. Then, the proof of the semigroup property shows
that the energy levels of the bath Hamiltonian of the composite operation have degeneracy at most two. Thus, one may conjecture that
the definition of TO can be restricted to such (resonant) bath Hamiltonians, which have degeneracy at most dimension of the system.
This claim is further supported by the fact that full dephasing in n dimensions can always be realized by choosing Hp = 1, [together
with U = @, diag (¢”""*/")}=; cf. p. 88 in Ref. 23.

Generally speaking, settling which results regarding TO continue to hold once the closure is waived should be a future line of research. We
expect that any progress in this direction will reveal more of the intrinsic structure the set of thermal operations has.
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APPENDIX A: PROOF OF PROPOSITION 4
We will only prove the case T € (0, 00) as the case T = oo is done analogously.

(i) While the semigroup property is well-known, we still give a proof here for the sake of completeness. Given thermal operations
Si, i = 1,2, with associated bath Hamiltonian Hp; € C™™™ and energy-preserving unitary U; € C"™""™"  respectively, we claim that
§108, = (DT,m,mz (HB, U) with Hp := Hp) ® ﬂmz + ﬂml ® Hp)» and

U= (Ui ® 1) (1, 8F ) (U2 ® 1,,) (1, ®F) e C™" @ C™™ @ C™™™, (A1)

Here, F: C™ ® C™ — C™ ® C™ is the flip operator, i.e., the unique linear operator, which satisfies F(x ® y) = y ® x for all x e C™,
y € C™. Note that F also “generates” the matrix flip, that is, F*(B® A)F = A ® B for all A € C™>™,B € C™*"™. Now, the idea as to
why S o S, can be described in such a way is depicted in Fig. 4.

The key tool one uses in this proof is the following partial trace identity: Given Hilbert spaces %1, # », a trace-class operator A on
1 ® X », and bounded linear operators C, D on 1 and B on &, such that B is invertible, one readily verifies

tror,((C® B)A(D® B ")) = Ctrgp, (A)D. (A2)

FIG. 4. Top: Circuit of first applying S, followed by applying Sy (i.e., St o Sy). Bottom: Circuit of @7, m, (H, U) with U from (A1). The idea as to why the action of these
circuits coincides is that tracing out the bath B, commutes with applying Uy because the action of the latter on Bj is trivial.
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Consequently, given Hilbert spaces #'1, # >, # 3 and trace-class operators X on #1 ® # ; and Y on #’3, one finds
trg, (X) @Y =trg, (1@ F")(X @ Y)(1®F)), (A3)

where trge, on the right-hand side of Eq. (A3) is the partial trace on (#'1 ® #'3) ® > and, again, F : #3 ® #'» — > ® # 3 is the flip
operator. Note that (A2) implies (A3) by choosing C =D =1, B=TF, and A = X ® Y. With all of this, we compute that S, o S, equals

e—HB,l/T

—Hp, /T
™
R O R G =)

(A3) o HealT o He2/T
="trp, 0 Ady, o trp, 0 Adjgp- © ((') ® W) ° Adu, o ((’) ® W)

(A2) e /T o H2l/T
=tMMnoAdM®uoAM®w°(C)®{R;ﬁ;ﬁj)oAdwo(t)@gz;ﬁ;ﬁj)

o Hu/T oHalT
= trp, B, © Ady, g1 © Adggre © Ady,gq © ((') ® W) ° ((') ® W)

e—HB,z/T e—HBJ/T

(A1)
="trp, b, © Ady o Adqgp- © (() ® tr(e-Ha/T) ® tr(e—HB,,/r)) = Oy m, (H, U).

Finally, let us sketch why U is energy-preserving by tracking how each of the three components of Hs® 1 + 1@ Hg=Hs® 1® 1 + 1
® Hp1 ® 1+ 1® 1 ® Hp, change with the factors of U,

Hs®1®1 Hs®1®1 U(Hs® 1)U; ® 1
Adjgr Ady, 1

1]®HB)1®1] I— 1]®1]®HB,1 E— 1]®1]®HB,1

1®1®H;p, 1T®@Hp®1 U,(1®Hp))U; ®1

However, the sum of these three matrices is equal to Hs ® 1 + 1 ® Hp because U, is energy-preserving with respect to (Hs, Hp> ), that
is, b(Hs® 1+ 1 ® Hp2)U, = Hs ® 1 + 1 ® Hp,. Similarly, one finds

Hs®1®1 Hs® 11 Ui(Hs® 1)Uy ® 1 Hs®191

Adjgp+ Adulm

181 ®Hp | ——|10Hp ®1| ——|U1(1®Hp1)Uf ®1|=|1®Hp1 ® 1|
T®Hp,® 1 1®1®Hg, 1®1®Hsg, 1®1® Hg,

Boundedness of TO comes from the known fact*’ that the CPTP maps form a subset of the unit sphere with respect to | - [1-1.
Path-connectedness follows from the fact that every thermal operation can be connected to the identity in a continuous manner: Given

§ = tr (Mot () ® 0

_iH. . .
eIy )e~"'tot ) with Hyot, energy-preserving,

itH. e/t itH.
t > trg| eftot | ()@ ———— | tot
(=4 B( (( ) tr(e‘HB/T))

is a continuous curve in TO(Hs, T), which connects S (¢ = 1) with id (¢ = 0).

(i) The only non-trivial things here are convexity and the semigroup property. First, TO is a semigroup because it is the closure of a
semigroup in a space where left- and right-multiplication are continuous. This is a general fact: Given any Hausdorff topological space
(X, 1) with a binary operation o : X x X — X, which is left- and right-continuous, i.e., x = x o y and x — y o x are continuous for all
y € X, if S c X is a semigroup (with respect to o), then S is a semigroup, as well. The idea is to first show that S o S € S by means of nets
using continuity of right-multiplication. Based on this, one sees that So S € S = § in a similar fashion.

For convexity, one first shows that for any two thermal operations S;,S, and any A€ (0,1) nQ, the convex combination
ASi + (1 = 1)S; again is a thermal operation; cf. Appendix C in Ref. 27. Indeed, let such A and S; € TO(Hs, T) generated by Hp,; € "™
Hermitian and U; € U(m;n) energy-preserving, respectively, for i=1,2, be given. There exist k,d € N, k<d such that A = g.
We claim that AS; + (1 —/\)Sz = cDT,m,mzd(HB) U), where Hp = Hp) ® 1el;+1® Hp) ® T4 and U=U1 1 ®II+ (]] QF* ® ﬂ)
(L,®1® (1;,-11))(1®F ® 1). Here, I1 is any orthogonal projection on C of rank k and I is the flip operator from earlier. Using
(A3) and the fact that IT(1 — IT) = 0, one directly computes that U is unitary and energy-preserving and that
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¢ el T )tr(H)

tr(e~Hea/T)

( e Hn/T )tr(ﬂd -10)
S

O moa(Hp, U) = t
Tommd(Hs, U) r( tr(e~Hsa/T) d

as desired. This intermediate result will carry over to TO simply by combining it with two approximation arguments. Indeed, let T,
T, € TO(Hs, T), A € (0,1), and & > 0 be given. On the one hand, there exist thermal operations Sy, S, with | T; - Si[1-1 < min{ g, §} for
i=1,2, and on the other hand, one finds g € (0,1) N Q with |u — A| < £. By our previous considerations, we know that uS, + (1 - )S;
is a thermal operation, which—as we will compute now—is e-close to AT; + (1 — A) T,. Because ¢ is arbitrary, this would show AT}
+(1-M1)T, € TO(Hs, T). Indeed,

[AT1 + (1 = A)T2) = (uS1 + (1 = u)S2) |11
< AT = uSi 1o + | T2 = S2 |11 + ATz — pSalli-1

&
< HAT] —)(Sl ||1H1 + ||)LSl —//lS1 Hl~>1 + E + ”ATZ —1152H1H1 + ”/\Sz —‘1,182”1»1

€ €
|S1||1ﬁ1+*+/\'f+

€ €
<A-—+ -
2 81 8‘

ot Sellier = e
Here, we used that |S1 [ 1-1, [S2]1»1 = 1 as stated previously.

(iii) This is implied by energy conservation because " (@l 18H) /T _ =Hs/T @ o=Hs/T 1n addition, the subset of all CPTP maps, which

have e /T as a common fixed point, is closed, so the inclusion continues to hold when replacing TO by its closure.

(iv) There are two steps to this proof: first, we show that the rhs of (4) is convex, followed by proving the more important fact that TO(Hs, T')
is a subset of the convex hull of the right-hand side of (4). The statement in question then follows from

TO(Hs, T) < conv( rhsof (4)) = conv( rhsof (4))
= conv( rhsof (4)) = rhsof (4) € TO(Hs, T).

In the first equality, we used that every bounded subset A of a finite-dimensional vector space satisfies conv A = conv A.

Step 1: Convexity is proven just like the convexity of TO in (ii): first, one shows that any rational convex combination is in the set
exactly, and for irrational convex coefficients, one at least ends up in the closure. The only thing that changes about the proof: one has
to show that if Hg, € iu(m;), Hp, € iu(my) have a resonant spectrum with respect to Hs, then so does Hg; ® 1 + 1 ® Hp. Indeed, if
Hg, = diag((E1)is- - -» (Em,)i), i = 1,2, let us write out 6(Hp; ® 1 + 1 ® Hp,) = 6(Hp,1) + 6(Hp;) in the following way:

(v (B (e (B oo (B (B,
(CARTCAD i I
)i+ ) e e

Now, given an arbitrary proper non-empty subset I of {1,...,m;} x {1,...,m;,}, there certainly exists either a row or a column in the above
matrix, which features indices (i1, ;) from I and indices from the complement I of I. If we assume w.l.o.g. that this property is satisfied by
the row k € {1,...,m;,}, this means that

L=In{(jk):j=1,....m} =@ and {(j,k):j=1,....m}¢L

In particular, I is a proper non-empty subset of {1,...,m;} x {k}, so because Hp, is resonant with respect to Hs, there exist (i1, k) € I,
(j1, k) € If such that (E ) - (Ej, )1 € o(adpy ). Therefore,

((Ei)1+ (Bn)2) = (B + (E2) = (i) - (Ef)1 € o(adyy),

which— because (i1, k) €I, (ji,k) € I€—shows that Hz, ® 1 + 1 ® Hp; is resonant with respect to Hs as claimed.

J. Math. Phys. 63, 112202 (2022); doi: 10.1063/5.0117534 63, 112202-14
© Author(s) 2022

€2:6Y:01 ¥20¢ Iudv 91


https://scitation.org/journal/jmp

Journal of
Mathematical Physics ARTICLE scitation.org/journal/jmp

Step 2: By Lemma 2, we can assume w.l.o.g. that Hs is diagonal in the standard basis, i.e., Hs = diag(Ei, . . ., E4). This will make defining
certain objects less tedious. Now, let Hg = diag(E;,. .., E,,) € iu(m), U € U(mn) be given such that Hg does not have a resonant spectrum
with respect to Hs (else we would be done). Hence, there exists I ¢ {1,...,m}, I # @ such that

{Ei-E:ielLje{1,...,m}\I} no(ady,) = 0.

We will show that this partition of the index set {1, . ..,m} implies a decomposition of Hg, U into smaller submatrices such that the resulting
thermal operations recreate the original map via a convex combination. More precisely, we define

Hp, := diag (Ei)icr, Haa = diag (E})je(1,...mp\
and
Ui = ({ei Uej))ijer, Uz = ({1 Uej))ijeqn,...mny\17>
where I' := {j+ (k- 1)m:jeLk=1,...,n}. We claim that

tr(e—Hﬂ,l/T) ~Hp, /T

tr(e~Hs/T)

tr(e

(DT,m (HB, U) = m

@ (Hp1, Un) + O i1 (Hp2, U2). (A4)

The easiest way to see this is by decomposing Hp into blocks. Define II; := ¥,.;|ei){ei|, and note that [II;, Hg] = 0. We compute

HB = (H[ + (1] - HI))HB(HI + (1] = H]))
=II;HpII; + [HB,HI]HI + H[[HI,HB] + (1] - HI)HB(H - H])
= II;HpII; + (1] - H])HB(H - H[).

This “block structure” of Hp carries over to U via energy conservation: Given a,be {1,...,n} and iel, je {1,...,m}\I, the energy-
conservation condition implies

0=(e.®e;,[U,Hs®1+1®Hzle, ®¢j)
= (B~ Ea) - (B~ E)){ea ® e Uley ©,)).

However, E; - E; ¢ o(adp,) by assumption, while Ej, — E, € o(adr; ), meaning that the prefactor is non-zero; hence, (e, ® e, U(e, ® ¢)) = 0.
Therefore,

n

(1eINU-(1eI))) = Y, > (ea®ei, Uley ®¢j))|ea ®ei){e, ® ¢ =0,
a,b=1 iel
je{L..mI\I

and similarly for (1 - (1 ®II;))U(1 ® I;). This—just as for Hg—yields the block-decomposition U = ITp UTIy + (1 - I ) U(1 - 11y ),
where

Iy = Z|e,~)(e,-| = ZZ |ej+(k—1)m>(ej+(k—1)m|

iel’ jel k=1

= Zzn: |€k (%9 ej)(ek ® Ej|

jel k=1

- (i|ek><ek|) ® (z|ej><ej) -tel;

k=1 Jjel

Inserting this decomposition of U, Hp into the definition of the associated thermal operation yields
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H]E_HB/THI + (1 -1I; e_HB/T 1-1I
Or,(Hp, U) =trpo Adry, yr, +(1-11, ) U(1-11,) © ((') ® t(r(e_HB/z) ( )

e /7, (1-1m)e™/T(1-11))
:trBOAdH"U“”O((')@’W +1r© Adgrueiony) © | ()@

e /71, )

tI'(HIe_Hﬂ/TH[)

tr(e~Hs/T)

tr(Tre 8/ 711;) (1 -1Ip)e /T (1 - 11y)
1-—— Ad . ,
+ ( tr(e‘HB/T) )trB o (1-1,,)u(1-11,,) °© ( ) ® tr((ﬂ _ HI)e—HE/T(‘H _ HI))

trg o Adm, um, © (() ®

where we used again that ITy (1 ® (1 —1II;)) = 0 = (1 - ITy ) (1 ® I1;). However, now, the second-to-last channel (without the pre-factor) is
indistinguishable from @, (Hg,1, U1), and the same holds for the channel in the last line and Oy (Hp,, Uz). The reason for this is that

erfH"/ TTI; and e Hn/T and IT;UTI; and U, have the same non-zero entries in the same “order;” hence, everything else in erfH"/ 1, I1;UII;
can be disregarded without changing the map. More precisely, one may use the decompositions

17|
Hg, = diag ({ei, Hpe:) )ier = 3, (e.(j)» Haey(jy )ei) (el

=1
and
a1
U= Y D (ea®eiy Ulen ® ey jy)lea)(es] ® lei){ef]
ab=1ij=1
when enumerating I = {1(1),...,:(JI])}, t(1) <---<u([I]), so ¢: {1,...,|I|} = I is bijective and order-preserving. The same is done for

Hp;, Us. In total, this proves (A4) by means of a direct computation. The proof is concluded by the observation that Uy, U, are unitary
because I UIIy, (1 — I ) U(1 - Iy ) are partial isometries due to the “block-form” of U, as well as the fact that I[1y[U,Hs ® 1 + 1 ® Hp]IIy
= [[IpUllp,Hs ® 1+ 1 ® Hp] has the same non-zero entries as [U;,Hs® 1+ 1 ® Hp;]. However, the former is zero due to energy
conservation, meaning that U, is energy-conserving with respect to Hg, (similarly for U, Hg). ]

APPENDIX B: PROOF OF COROLLARY 5

W.lo.g., Hs = EB;’:_OI (E1 +jAE) 14 for some E; € R, AE>0, and ag,n €N, a1,..., 4,1 € No; the rest is just a basis change, which
Lemma 2 takes care of.

All we have to prove is identity (5) for T € (0, o) (as the case T = oo is done analogously) because the second statement of the proposition
is a special case of Proposition 4 (iv): if something has a resonant spectrum with respect to a spin Hamiltonian (with gaps), then it has to be
of the same “spin form.” Indeed, if Hp € iu(m) is resonant with respect to the above Hs, then the difference of any pair of eigenvalues of Hg
is a multiple of AE, so there exist a;, . .., am € Ny, ¢ € R such that 6(Hp) = {aj - AE:j=1,...,m} + c (the global shift ¢ can be disregarded
as such a shift does not change the corresponding thermal operation). We will show this via contraposition: Assume that Hp € iu(m) has
two eigenvalues Ey, Ej, the difference of which is not a multiple of AE. Then, the set I := {1,...,m: Jaez E{ — E; = aAE} is a proper (a ¢ I)
non-empty (b € I) subset of {1,...,m}. However, by definition of I, for all i € I, j € {1,...,m}\L, one finds that

Ei-E = E-E, + E,-E

)
multiple of AE nota multiple of AE

is not a multiple of AE. Hence, E; — EJ' cannot be an element of o(adg; ), which shows that Hp is not resonant with respect to Hs.

As for the first equation in (5): while “C” is obvious, for “2,” we have to show that it is possible to approximate any thermal operation

with bath Hamiltonian Hg = @], jAE 15, (where some of B; can be zero) using a Hamiltonian where f§; > 1 for all j. Given arbitrary « € N,

define J := {je {1,...,m} B, = 0} and Hp, := 7. ((®}_, Hp) @ diag (jAE)jq)TL_l, where 7, is any permutation®’ such that the diagonal of

Hjp, is sorted increasingly; thus, Hp,, is of the required form. The total Hamiltonian will be decomposed into 7 x 1 blocks** of equal size
(X72185) x (X}L1By), thatis, Heot = X7 |ei)(ej| ® (Heot ). With this, we define

Hioto = Zn: lei}(ejl ®E((é (Htot)zj) ® Om)il

ij=1 k=1
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and claim that the thermal operations generated by Hp, Heot and by Hpg,, Hyopa respectively, coincide in the limit o — oo. To see
that the latter actually generates a thermal operation, one readily verifies

o
((HtotwHs ® 1+ 1@ Hp,]), = E(EB ([Htot, Hs® 1 +1® Hp]); @ Om)il
k=1

foralli,j=1,...,n,50 [Hyop e Hs ® 1+ 1 ® Hp,] = 0 is equivalent to [Heot, Hs ® 1 + 1 ® Hp] = 0. Moreover,

o = trgr(eiH£°tvw((-) ® el{%n)em{:ot,a)
tr(e_HBra/T)
_ st (el @ (¢"0te)) () @ 5/ (e} (el © ("ot ) )
‘X(Zj"il e—jAE/Tﬂj) + ng} eJAE[T
 Srea (e (er) tr((eM b0t ) e a7 (Mot ) ) fer) e
= 06(2}21 e-jAE/T/}j) + Y eIAE/T
 Zijkia(e (')€k>(“tr((eth°'° Jije T (e Moot )y + 3y e_jAE/T)|€i)(ez|

= a(zjril e‘jAE/Tﬂj) + ng] e~ JAE[T

>

which in the limit « — oo yields

lim Sy =
m__JAEJTR.
a— 00 Zj=leJ //3]

ikt (€ (entr((eMeot ) je /T (ot ) ) o) (el = = trg[ ot () e et
tr(e~Hs/T)

as claimed. Here, we used that (eiH%OT«a )i = T (B (€0t );1) ® 1)1, , which follows from the identity (chot,a)ﬁj = 7o ((Bro1 (Heot )fj)
® Of” ) i for all I € Ny. The latter is readily verified by means of the block structure of Hy o1 4 O

APPENDIX C: ATTEMPTED PROOF OF CONJECTURE 8
It would suffice to find a map ¢ : (0,00 | x (0,00 ] — [0, o) such that the following holds:
o ¢(T,T)=0forall T € (0,00].
e cis continuous with respect to d_;.
e Given any ¢ >0, T, T’ € (0, 00 ], there, for all S TO(Hs, T) exists S" € TO(Hs, T*) such that ||S =S |1-1 < e+ c(T,T") (and vice
versa).
Then, by definition of the Hausdorff metric, § (TO (Hs, T), TO(Hs, T' )) < ¢(T, T"), which for all T € (0, o0 ], would imply

8(TO(Hs, T), TO(Hs, ")) - 0 as  d(T,T') >0

as desired. Now, given & > 0, S € TO(Hs, T'), there exist Hp € iu(m) and U € U(mn) such that

e HslT .
HS—trg(U((.) ® 7“(6413“) )U )

where U satisfies U(Hs ® 15 + 1 ® Hp) U*=Hs® 1g+ 1 ® Hp. The simplest way of picking an element in TO(Hs, T'), which is “close
Hp/T

to” this approximation of S, is to define the channel 8’ := trg(U((-) ® —~—5 - )U™). This yields the estimate

tr(e~HB/T’

1-1 <&
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IS =8 1m1 < ||S— trB(U((-) ® e_H/T)U) 11
tr(e~Hs/T)
e—HB/T . e—HB/T’ .
[0 e )0 )(U(“w))” )
e—HB/T e—HB Yl .
<e+ tra( U((‘) ® (tr(e—HB/T) (e Hs/T) )U ) o

~Hy/T /T’

e
tr(eHs/T)  tr(eHs/T")

<e+ |trpfi-1]Adu i1 1. (C1)

Keeping in mind that trg, Ady have operator norm one (with respect to the trace norm) because they are (completely) positive and
trace-preserving (Theorem 2.1 in Ref. 42), it seems reasonable to consider

c:(0,00]x(0,00] = [0,00)
o Hs/T o—Hs/ T’

tr(e /T tr(eHs/T")

(C2)

(T, T") = sup sup 1

meN Hgeill(m)

for an upper bound. In other words, the above estimate would reduce the problem of continuity of the thermal operations to the
continuity of certain Gibbs states in the temperature. However, (C2) already looks unsuited for the task as it does not feature the
system’s Hamiltonian anymore. Indeed, as soon as T, T’ do not coincide, then (T, T') takes the largest possible value.

Lemma 11. Forall T,T" € (0,00, one has (T, T") = 28 1.

Proof. Wlog., T< T', so one has e BT < e_E/T, for all E>0. Now, given any E >0, define the Hamiltonian Hg(E):=0
@ (E- Vepreeporr ) € fu(1 + LeE/ZTeE/ZT/J). We claim that

lim (2 -
E—oco

Indeed, a straightforward computation shows

o HIB)/T o~H(B)/T’

tr(eHsB)/T)  tr(e-Hs(E)/T")

1) =0. (C3)

,
o HalT o He/T

tr(e~Hs/T) B tr(e~He/T")

ofi leE/ZT eE/ZT’J(e—E/T' B efs/r)

1 (1+ [EE/ZT eE/ZT’Je—E/T)(l + LeE/ZT eE/ZT’Je—E/T’)
_s 1 1

- 1+ [eE/ZT eE/ZT'Je—E/T’ + leE/ZT eE/ZT’J—leE/T +1

IA

1 1
2( 1 4 cE/2T g EI2T _ g EJT & GBJ2T g-EJ2T 11 )

’ Ecl_ L . . . ~ . .
However, /2T ¢ ERT" _ ¢3( 7777) 5 00 as E — oo because % - % > 0 by assumption. Moreover, the expression in (C3) is non-negative (by
the triangle inequality), so because the upper bound we found vanishes as E — oo, (C3) holds. This concludes the proof. O

There are two ways out of this dilemma: On the one hand, one could restrict the supremum in (C2) to a smaller generating set of the
thermal operations (respectively, its closure), for example, H := U,,ex{Hg € iu(m) : Hp is resonant with respect to Hs }. This would invalidate
the current Proof of Lemma 11, the key to which was to let the gaps between neighboring eigenvalues of Hp become arbitrarily large—but the

~Hp/T —Hg /T’
tr(ee’HB/T) - tréae*HB/T’)
upper bound as Hs now appears at least implicitly in c—does make it more difficult to study ¢ due to the more complicated structure of H. On
the other hand, (C1) might be a too poor estimate for studying the continuity of T — TO(H, T): Although T only ever appears in the Gibbs
state, it may be that separating the fundamental building blocks of the thermal operations—as done in (C1)—loses too much of its structure,
even if one is only interested in the effect of the temperature. Either way, it seems that proving Conjecture 8—if true at all—requires a more
careful analysis of the effect, which changing the temperature can have on the set of thermal operations.

resonance condition prohibits this. However, modifying c(T, T") to be supy,en |1 —while seeming more suited to be an
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APPENDIX D: PROOF OF THEOREM 10
The following lemma, which is indispensable for qubit computations, is verified directly.

Lemma 12. Let Te(0,00], AE>0, meN, and ao,...,am—1 €N, as well as unitaries Uy e C**®, U, e C™ %1 gnd
Uj e (C(“J"”f)x(“f’l*“f),j =1,...,m— 1, be given. Decompose

U - Aj B
= (D1)
G D

with Aj € C%%, Bj e C%*%1,Cj e C%*%,Dj e C%*%! forallj=1,...,m - 1. Defining Hp := @j"laleE- T,

Uo 0 0 0
-1 -1
U= @;Zl Aj @;zl B 0 c C(2a0+~-+2am_l)x(2a0+-~+2am_1)
- -1 -1 >
@jr}; G @]ril Di 0
0 0 0 Un
and Sy := trB(U((-)®tr(i_%)U*) [respectively, Sy := trB(U((-)®Zm1%1u)U*) if T=oo], one finds that U is unitary,
=0 %

Sy € TO(diag(0, 1), T), and the Choi matrix of Sy reads

1 Ae BT R
0 AT 0 o
(D2)
0 0 A 0
c* 0 0 1-2

with
-2 —JAE/T
erio tr(Bj1Bji 1 )e”’ /
Sy aye el

tr(UoD}) + £t (AiDf )e T+ tr(Ap Uy )em (AT
c= .
—jAE/T

A=

>

m—-1 _ .
j=0 aje

—AE/T

If T = oo, then Eq. (D2) and the succeeding formulas continue to hold if e is replaced by 1.

With this, we are ready to prove Theorem 10.

Proof. (i): First, let us review how Cwikliriski et al. showed (in supplementary note 4, Sec. IV in Ref. 33) that EnTO(Hs, T) = TO(Hs, T)
for all non-degenerate Hamiltonians'** in two dimensions. This will allow us to highlight how one gets around using (highly) degenerate
bath Hamiltonians [statements (ii) and (iii) of this theorem].

By Lemma 2, w.l.o.g., Hs = diag(0, AE) with AE > 0. Given T € (0, 00) (we treat T = oo separately), A € [0, 1], what they do is construct
a family (S’;)meN,ye(lvel/r)nQ € TO(Hs, T) such that

an(1-2¢T) 4 dan \/(1-2)(1-AedM)ar,
VD)1t Nay e Tay + (1- V)

( lim  lim S’;)(A) =

p—(eAE/T)= m—> o0

for all A € C**2, What this means is that—together with the fact that the channel that only applies a phase to the off-diagonals is in TO (m = 1
in the definition)—the extreme points of EnTO (i.e., the boundary in Fig. 2 without the inner area of the circle at the bottom) are in TO.
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From this, one can deduce that the two sets have to coincide: either one uses that EnTO, TO are convex and compact, so
ENnTO = conv(ext(EnTO)) < conv(ext(TO)) = TO € EnTO

by Minkowski’s theorem (Theorem 5.10 in Ref. 46, where ext is the set of extreme points of a convex set), or one can show that any dephasing
channel

ay  yan

A~ (D3)
yaz  an

for y € C, |y| < 1 is in TO because then every thermal operation can be written as a composition of an extreme point of EnTO and a dephasing
channel: simply choose U € U(2) such that tr(U) = 2y because, then, @7, (12,1, ® U) isin TO(Hs, T) for all T € (0, oo ]. Then, its action is
precisely given by (D3); cf. also Chap. 8.3.6 in the work of Nielsen and Chuang.”’

Now, the construction of the maps S, goes as follows: Given T € (0, 00), p € (1, e*F/Ty 1 Q, and m € N define the following:

e a = ap(m,p) € Nis the smallest integer such that agu™ " € N. The only role of &y is to ensure that the ratio of the size of consecutive
blocks, which make up the unitary matrix, equals y, thus approximating ¢**'”. Indeed, ay will not appear in the explicit action of S,
o HB,m = @;ial]AE : ‘Haoy}’:
e Dy := 14, and, recursively, A; := D; @ Voot (u-1) forallj=1,...,m-1andDj:= /:_%Aj,l forallj=2,...,m-1.
“

Because ||Aj]|loo, || Djfeo < 1 (where || - oo is the usual operator norm, that is, the largest singular value), it is easy to see that for all

j=1,...,m—1, one can choose Bj, C; such that

A; B
U= j  Dj
G D

is unitary, i.e., Uj € U(aog ™" (4 + 1)). With this, one defines

Ty, O 0 0
0 e4'A e'B, 0
0 en'G el'D 0
0 0 0 gy

and S}, := Oy ) (Hpm, Uh). All one has to do now is compute the limit as stated above, which using the representation ¥r

from Sec. IV comes out to be

A - 1)e /T
—y _ ,—AE/T(] _
lim Wr(S%) = A= petHE(1-)

o u(T -1 -1e ™+ (1 —‘ue_AE/T)(l L v /\)(MA))LeAE/T) :

p—A—peSE/T(1-})

50, as claimed,

A
lim  lim ¥Yr(Sh,) = .
pi—> (ebE/T )= m—>00 \/(1 _ /1)(1 _ /\e—AE/T)

A particularly useful identity for verifying this is # ([41_—));;2) =Awithy:=, / L;i
u

This construction breaks down once T is infinite for two reasons: first, the interval (1,e**'") from which we pick the rational approxima-

tion u becomes empty, and more importantly, even if we just set u = 1, then U, = Uy, = 1 for all m; thus, the corresponding thermal operation
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becomes trivial. This is why we have to treat the case T = oo separately. Indeed, given any A € [0, 1], ¢ € [0, 27), choose Hp,, := diag (FAE )j’ial

and
1 0 0 0
0 V1-Mu VA 0
Uy, = . _ : (D4)
0 Va1, V1I-2 1, 0
0 0 0 1
Obviously, Uﬁl is energy-preserving with respect to (Hs, Hpm) for all m € N, and
A(m-1)
- A
. SNy _ 1; m . =
Jim W (@1 (T, Un)) = lim, w VI-A(1+e?(1-2/1-1)) (-] (D3)
(1-1)e® + -

Thus, ¥7' (A, (1 - 1)e™®) € TO(Hs, 0o) for all ¢ € [0,27) as desired.

(ii): We only have to prove (10) because, then, the convexity of TO(Hs, T) follows directly. First, let us see that TO(Hs, T) is a subset
of (10). For this, we present a slight modification of the proof of Theorem 1 from Ref. 20: The idea is to find a family of subsets (.#,)m of
TO(Hs, T) such that in the limit m — oo, their convex hull (conv(.%,))m exhausts the cone of enhanced thermal operations from Fig. 2.
The exact form of .%, will let us conclude that for every S € EnTO(Hs, T)) not on the boundary, there exist m and S, € . such that S is the
composition of S, and a partial dephasing map. Hence, S € TO(Hs, T) as it is the composition of two thermal operations [Proposition 4 (i)].

Now, for the details, given T € (0, c0) (a note on the case T = oo later), A € [0,1], m € N\{1}, ¢ € [-7, 7) define a thermal operation as

follows: Hp, := diag(0, AE, ..., (m — 1)AE) € iu(m) is the bath Hamiltonian, and the energy-preserving unitary U eu (2m) is given by

1 0 0 0
— m—1
, -1 VA" . -1 V"
0 dlag((il_/\eiAE/T) ) diag 1(17(71_A6—AE/T)) 0
j=1 j=1
i\ 1/2\m-1 /2y M1
. . —ip 1-2 / . —i¢ 1-1 /
0 dlag(le (1_(1_Ae7—AE/T) ) ) dlag(e (m L 0
Jj=1 =
0 0 0 e

Be aware that a variation of this unitary has also appeared in Appendix B of Ref. 6 (cf. also references therein). However, the unitary matrix
that Lostaglio et al. use leads to a cone that—while containing all classical channels {¥7'(1,0) : A € [0,1)} (which was their goal)—is always
a strict subset of TO(Hs, T), even in the closure.

Now, let us collect all maps with the same ¢ via .7}, 4 := {(DT,,,, (Hgm> Ué,,"/’) :Ae o, 1]}, so the set we are looking for which exhausts
EnTO(Hs, T) in the convex hull as m goes to infinity is % = Uge[-m )L
Claim: For any m € N, ¢ € [-m, 1), applying W to the set ., ¢ yields a strictly convex curve with end points,

1- (e—AE/T)m—l

O -~ @7
0 (forl=0) and 1— (e 2E/Tym | (ford =1), (D6)
e
0

and Wr(Fmg) converges to {(A,e?\/(1-1)(1 - Ae2E/T)): 1€ [0,1]} in the Hausdorff metric. This follows from a direct computation
using Lemma 12,

1- (e—AE/T)m—I B 1 _e—AE/T 1- (y e—AE/T)m—l

1— (e-BE/Tym Y1z y2e-BE/T ] — (e-AE[Tym
e,‘¢(1 3 e,AE/T)( y 1- (y e_AE/T)m—I (ye—AE/T)m—l ) >

‘I/T((DT,m (Hpm» Ufn#))) =

1—y2eBE/T 1 — (e AE/T)m T1- (e=AE/Tym
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where y 1=/ I_,Se%m Note that y is strictly monotonically decreasing in A and y|y—o = 1, y|a=1 = 0; hence, y is bijective on [0, 1] as a function
of A. In particular, setting A € {0,1} (y € {0,1}) reproduces (D6). Taking the limit m — oo yields

L 1 MEIT
. Lo Ly 1 — y2eAE/T
lim W (@1 (Ham Up’) ) = Ve
m—oo i 1-e¢ /
€ 1_y2e—AE/Ty
1-1
l_yz 7 A
= i 1—A = i _
Sy ¢/ (1-1)(1~ Ae2#/T)

. . . . . _eME/T — . .
as claimed. Here, we used the readily verified identity 11_}567—&/1 = ly—z)‘ Note that the case T = oo is proven analogously once the unitary Uy

is given by (D4) [as the computation in (D5) shows].

Now, let A € (0,1), r € [0,/(1 =A)(1 - Ae=2E/T)), and ¢ € [, 7) be given, that is, (A,7¢) does not lie on the relative boundary of
Y r(EnTO(Hs, T)) [we can exclude the case A = 0 as we already know that all partial dephasings are elements of TO; cf. (D3)]. Because
conv(.#y) is strictly monotonically increasing in m and because limy—o8(conv(.#,),EnTO(Hs, T)) = 0, there exists m € N such that
w7l (4, re®) € conv(.#y ). However, by construction of .%y, this means that W3' (1,7'¢®) € %, for some r’ > 1, so

A

R
it =¥r

1 0
¥7 ,

A
o ‘I’}l ‘i € TO(Hs, T) 0 Fm
re / re
r
S TO(Hs, T) o TO(Hs, T) = TO(Hs, T).

Here, we used again that all partial dephasings are thermal operations [(D3), as ;7 < 1].
Conversely, to see that (10) is a subset of TO(Hs, T'), we have to show that

A
€\/(1-1)(1 - he2¥/T)

-1

¢ TO(Hs, T) (D7)

forallA € (0,1], ¢ € [-m, ), and T € (0, c0) [proving (D7) for T = oo is done analogously].

Assume to the contrary that (D7) is false. Hence, there exist meN and ap,...,an—1 € N such that g, (Hp, U)
=¥ (L, e?\/(1-1)(1 - e 2E/T)) for some energy-preserving unitary U e u(2(z}gl a;)), where Hp:= ®}%;'jAE- 1. The reason
for choosing resonant Hg is that W7 (A, ¢®\/(1 — 1) (1 — Ae=2E/T)) is an extreme point of EnTO(Hs, T), and the Proof of Proposition 4 (iv)
[cf. (A4)] shows that any thermal operation with a bath Hamiltonian, which is not of this form, can be written as a convex combination of
two thermal operations with bath Hamiltonians of the above form. However, this contradicts the extreme point property, so Hp has to have a
resonant spectrum with respect to Hs.

Due to Hp being of the spin form, we may apply Lemma 12 to get an explicit form of U and, more importantly, ¥7(®r,,(Hz, U)).
Define an inner product (-, )7 on C**® x - .. x C¥1*%-1 yia

—

e
2 [e 2 K Yidkse
j=0
X ) \ Yo

—JAE/T
>

j
where (A, B)yg = tr(A”B) is the Hilbert-Schmidt inner product on complex square matrices of any dimension. Note that (-, -)r is, indeed, an

inner product because it is a sum of inner products with positive weights. This lets us rewrite ¢ from Lemma 12 as

((Db . ;Dm—l: Um); (U0>Al) . ;Am—1)>T
iyt ae AT '

In particular, we can apply the Cauchy-Schwarz inequality to obtain
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< [(D1,...s D1, Un) ||| (Uos Aty - . ., Act) | 7
) it ageiAE/T

e

_ (m=1)AE

\/(z,-'zaZHDj+1||f4Se-fAE/T+HUmlmse P (10llbys + Sy 1417, ge725m)
St age AT '

Now, unitarity of U comes into play: On the one hand, Uy, U, are itself unitary, so || Uy ”f—!S = a9, |Um—1 H,z_| 5 = &m—1. Moreover, unitarity of
the blocks U is made up of [i.e., (D1) being unitary] implies A]-A}+ + BjBf =14 and B;Bj + Dij =1q, forallj=1,...,m - 1. Taking the
trace yields

IDjs1 s = @ = | B [fys forall j=0,...,m—2, and
2 2 .
IAlhs = o Bl forall j=1,...,m1.

With this, the upper bound we found for |¢| is equal to

-2 * i -2 —.
(1 I u(BiaB e ]AE/T)(I X (B B )e IAET e—AE/T))

Sty aje AL/ it aeAEIT

that is, |c| < /(1 = A)(1 — Ae~2E/T) with equality if and only if there is equality in the Cauchy-Schwarz inequality because that was the only
estimate we used in our calculation. However, it is well known that equality in the Cauchy-Schwarz inequality is equivalent to the two
arguments being a scalar multiple of each other. Hence, there exists € C such that

D, Uo
Ay
=¢ , (D8)
D1 P
Um Am—l

[Uolleos |Umlloo =1 and || Djf co, [|Aj| oo < 1 forallj=1,...,m. Therefore, |£] = [EUj[oo = [|Di]leo < 1and 1 = |Un| oo = ||| Am—1]eo < €], sO
|&] = 1. However, with this, (D8) forces all B; to vanish: first, Dy D; = \£|2 U Up = 1,50 By = 0,and thus, A{A; = 1 because (D1) is unitary. Then,
considering the second element of (D8) implies that D; D, = |§|*A} A; = 1, so B, = 0; repeating this argument inductively shows B; = 0 for all
j=1,...,m— 1. However, this is problematic because, then, A = 0 (again by Lemma 12), which contradicts our assumption that A € (0,1].

(iii): This result is a truncated version of (iv) (i.e., of Theorem 1 from Ref. 20), so the proof we present is inspired by the argu-
ments of Ding et al. We showed in (ii) that for qubits, every S € TO(Hs, T) is the composition of a thermal operation generated by
Hpm := diag(0, AE, ..., (m - 1)AE) for some m € N and a (partial) dephasing. Hence, if T > 1%, it suffices to show that each partial dephasing
can be implemented using some Hp .

For this, note that given m € N and arbitrary phases ¢,,...,¢, € [-7,7), the unitary U := 1,, & Uy with Uy := diag(e®,. .., &) is
energy-preserving because it is diagonal. A straightforward computation yields

tr(e /Ty, *
an an ( (¢))

tr(e~Hem/T)

Or,(Hem, Up)(A) =
T, ( B ‘45)( ) tI‘(e_HB’m/TU¢)

azl W a

—H| T
% maps surjectively onto the closed
unit disk. The key observation here is that given numbers 0 < ¢; < ¢1, the (pointwise) sum of a circle with radius ¢, to a circle with radius ¢
both centered around the origin (i.e., {c1€” + 2% : ¢1, 2 € [-7,7)}) is equal to the annulus {re* : ¢; — ¢, <r < c1 + 2, ¢ € [-7,7) } with
inner radius ¢; — ¢; and outer radius ¢; + ¢2. We visualize this fact in Fig. 5, which makes a proof superfluous.

This implies that the expression

for all A € C**2. Thus, all we have to see is that for m “large enough,” the map (¢1,. .., ¢m) —

tr(e—HB,m/T Us) _ eriale—jAE/Teifﬁj _ ml (1 - efAE/T)e*jAE/T S
tr(e‘Hva/T) Z;{”;()le—kAE/T = 1 — e~mAE/T
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FIG. 5. Visual proof of the equality of {c; e + e/ by, € [—m, )} and {re® : ¢y —cy <r<ci+cype[—mm)} forall 0<c,<c. Left: Sketch of how each
individual set c1€'%" + {c,€'% : ¢ € [, ) } looks like. Right: The union of these individual sets exhausts the full annulus.

can take any value in the annulus {re’ : max{r,,0} <r<1,¢ € [-7,7)}, where

1 — o BE/T m-l (1- e—AE/T)e—jAE/T 1 — e BE/T
- _ - -1
T ] — e~mAE/T p=i 1 — e—mAE/T 1 — e—mAE/T
However, limy—ootm =1 — 2¢0F/ T, which is smaller than zero if and only if T > %; thus, by assumption, there exists m € N such that
—Hj ,m/T
tm <0, 80 (§1,....¢m) — % maps surjectively onto the closed unit disk. In other words, for this m, all partial dephasings can

be implemented via relative phases, which is what we had to show.
Now, if T < ££, we will prove that the two sets in question do not coincide by showing that full dephasing is cannot be implemented
using Hg,m. Indeed, given arbitrary m € N and any U € U(2m) such that [U, Hs ® 1 + 1s ® Hpm] = 0, partitioning

Un Un
U =
U Un
with Uy, Urz, Uap, Upa € C™ leads to
1 tl‘( U1*2 Ulze_HB'm/T)

B o | I

as is verified by direct computation. We want this expression to be equal to (0,0)". This means tr( Uy, Uppe Hon/ ™) = 0, which implies
Uy, = 0: this is due to the fact that (A,B) ~ tr(A*Be /T is an inner product on C"™" because e /T
A~ tr(A*AefH”-"’/ T) is a norm on C™*™, so it takes the value zero if and only if the input is zero. However, as U is unitary, Uy, = 0 implies
Ua1 =0, so U = Uy @ Uy, for some Uiy, Uy € U(m). Moreover, U being energy-conserving yields [U11, Hg] = [Ux, Hg] = 0, and as Hp is
non-degenerate, by assumption, U1y, U, (and thus U) have to be diagonal. However, for diagonal U, we already showed that full dephasing
can be implemented if and only if T > %, which concludes this part of the proof.

Finally, the statement regarding the closure. By our previous argument (cf. Fig. 5), regardless of the temperature, at least some range
of dephasing maps can be implemented (e.g., using diagonal unitaries U), that is, for all T > 0, there exists o < 1 such that for all c € C,
lel € [ro, 1],

is positive definite. Thus,
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2Xx2 2x2
S:C7" > C
*
ailr  an an Cc darp

azy  ax caz a

is a thermal operation with bath Hamiltonian diag(0, AE, . .., (m — 1) AE) for some m. On the other hand, we know that every qubit thermal
operation § is the composition of a thermal operation S,, with associated Hp,p, := diag(0, AE, ..., (m — 1)AE) for some m € N and a partial
dephasing Ds (i.e., ¥1(Ds) = (0, cs) for some cs € [0,1]). However, applying any S, |c| < 1 enough times approximates any degree of dephas-
ing, i.e., kl_i}rg‘l%(S%) = kl_i}rllo(O, r8) = (0,0). Thus, there are two cases: If cs > 0, then there exist k € Ng and ¢ € [ro, 1] such that Ds = Sk o ..

Therefore, S = S’,‘0 0 8 0 8w, s0 S can be implemented exactly using finitely many truncated single-mode bosonic baths. However, if ¢s = 0,
then this can (only) be done approximately, i.e., limy_, o | S = Sk, © S| = 0. Therefore, TO(Hs, T) is a subset of the closure of the semigroup of

thermal operations with bath Hamiltonian Hp,, := diag(0, AE, ..., (m — 1)AE) [which itself is a subset of TO(Hs, T)], meaning that the two
sets coincide in the closure.

(iv): This is Theorem 1.(2) in Ref. 20. Because our proof of (iii) (the “truncated version”) is similar to their proof, we will omit the details,
and we simply refer to Appendix B in their paper. O
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