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Abstract

We investigate the frustrated ground state of the J;-J> model on the square lattice near the Ising limit in
the one-half magnetisation plateau, both for spin 1/2 and for general spin S. By calculating the perturbative
ground-state energy correction at second order, we demonstrate an order-by-disorder mechanism that
selects a periodic state depending on the coupling and Ising parameters. We then map out the full phase
diagram as a function of all parameters. Next, we use perturbation theory to compute the single magnon
excitations and derive their dispersion relations. In the second part, we perform a leading-order spin-wave
expansion around the same one-half plateau state, obtaining an independent set of magnon spectra. It
remains to compare the perturbative dispersion relation with the one gathered by the spin wave expansion.

Contents

I Introduction 1
[.L1 Ground State in Ising Limit . . . . . . . .. .. . oo 2

II Order by Disorder via Perturbation Theory 5
I1.1 General Spin Perturbation Theory . . . . . . . . . .. .. . . . . .. 7
IIT11-Magnons via Perturbation Theory 9
II1.1 Edge-Magnons: . . . . . . . . . . o L 0 10
II1.2 Center-Magnons . . . . . . . . . o o 0 e 11
II1.2.1 General Spin . . . . . . . . . . L 13

IV Spin-Wave Expansion 14
A Fouriertransformations 17

I. Introduction

In this work, we consider a square lattice with the Hamiltonian

H=3 (J1288] + Jray (S7ST +SVSY)
<i7j>1
+ 30 (JeaSFSF + oy (STST +SYSY)) =B S7.
(4,4)2 @
The corresponding lattice can be seen in Fig. 1. Using only the black colored terms, one would get the Ising

model. Including the red term introduces a homogeneous magnetic field inside the solid. The blue terms
introduce the quantum character of the system.
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Notice that the Hamiltonian preserves the scalar product structure of the Spin, so that we have:

[H, tZot} =0 with tZot = Z Szz
%

Therefore, the magnetic field couples to a conserved quantity. Our first goal is to identify the parameter
regime in which the system is frustrated and to describe the ground-state manifold in the Ising limit. Next,
we compute ground-state energy corrections via standard perturbation theory in Ji;y, and Jazy to see whether
the degeneracy is lifted. We then use perturbation theory again to obtain the 1-magnon excitations above the
plateau. The result will be valid for any spin S. In the second part of the analysis, we perform a spin-wave
calculation (assuming S > 1) to derive the magnon dispersion relation exactly in J1zy and Jozy. Finally, we
compare the two sets of results. A similar analysis was already done in [1] for a triangular lattice and we will
take this paper as a guide to analyze this system.

I.1 Ground State in Ising Limit

Let’s search for possible ground states in this system. We start by analyzing a single plaquette. If we find
a configuration that can be globally expanded, e.g. there emerges a rule which can be satisfied on each
plaquette at the same time, then we have found a ground state of the system because

min{FEg} = min{z E;} > Z min{F;},
icO icO
the sum goes over each square, and E; is the energy each square contributes. Notice that the energy of a
square has to be calculated with care, since we want to avoid double-counting. The edges of the squares are
shared so that new coupling constants Jy,, = Ji., /2, Jozy = Jay, and h = h/4 are used. For simplicity, let’s
start with the spin 1/2 case. How many states are on one square? We have four sites with each site having

two different spins and four mirroring axes, so that Z = 2*/4 = 4 per plaquette.
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Figure 2: Four possible plaquette configurations (top row) and their energies (bottom list).



The different configurations are shown in Fig. 2. The first configuration is a purely ferromagnetic state
with no frustration. The fourth configuration is a Néel state. The third configuration forms stripe lines and
therefore also has no frustration. The second configuration, however, is interesting in terms of frustration: it
can be extended globally, but its extension is not unique. Hence, there is frustration in the 1/2 magnetisation
plateau. The parameter range for which this is the ground state is:

- - J: ~
—h<h+éLﬂh
_h<_(]1_|_? - 2 4<h<2+4 AN J1>Jo>0
N Jo
_he 22
< 2

From now on, we will work in the parameter range where this configuration is the ground state. For a single
plaquette, the ground state is denoted as a (+ 4 +—)-state, where + stands for spin up and — for spin down.
The simplest realization of this pattern is on a 2 x 2 grid, which admits four ground states:

++ 4+
o+

Figure 3: %—magnetization ground states on a 2x2 grid.

For the 3x3 case, there are significantly more states. To keep track of them, we introduce a notion of
symmetry via the translation operator ’ER/ C, which essentially exchanges the spins on a row or a column.
We call it the translation operator since it also looks like shifting the antiferromagnetic line up one spot. In
Figure 4, this concept is shown on a 3x3 lattice. Since we are working with the ground state manifold, we
denote a ground state with [i),.

T =g () = T
wr =) TRE(),) =t (2)) = 1 () = F

+++ +—+

+—+ =11),; T (11),) = +++
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Figure 4: %-magnetization ground states on a 3x3 grid.

As we can see, by applying the translation operator on two distinct ground states, one can recover the
whole ground state manifold. Notice three things:

2

2
1. ('T-R/C> =1, it is an involution.
2. The ground state manifold is not uniquely defined via these operators, see Fig. 5.

3. Two consecutive shifts of row and column are not allowed, since then the (4+ + +—)-state for at least
one plaquette is going to be violated.

Even though we have no one-to-one mapping, we can give an upper bound for the number of states Z.
Without proof, we assume that in general one needs two reference states from which one can reconstruct all
other states. Also, it doesn’t matter if we have an even or uneven lattice since we are constructing an upper
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Figure 5: Double counting via the translation operators of the ground-state manifold.

bound. So let’s assume it is even. If L is the length of one side of the square, one has 2 - 2&/2 options for the
row shifts and column shifts respectively, so that:

Z < (2282 42 98/2) = 4. 9b/2

1 1 /L
= Sy = NIH(Z) < N (2111(2) +ln(4)> —~0 for N — oo, N  L?

Therefore, the system has no residual entropy.

For further analysis, it doesn’t matter if we shift the rows or columns since we can shift only one of
them and can’t mix the two operations. The states are connected via symmetry operations of the Hamil-
tonian, so if we find a lift in the degeneracy by shifting the rows, for example, we will find the same lift
in the states created by shifting the columns. Therefore, for further analysis, we will drop the superscript
C'/R on the translation operator. This means that for an infinite grid, our ground-state manifold can be
parametrized in the fashion shown in Fig. 6.
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Figure 6: Ground-state with no shifts in the 1/2 magnetization plateau.

The rest of the relevant ground space can be recovered by applying shifts on each second row or not,
which can be mapped onto binary numbers:

R
711000y = [100) = -+ + - + + + + + -
e T i e

Let’s now determine the energy of the ground state. For that, we wish to make a statement like:
Eg = E(+ ++ —) - #squares
The difficulty here is to count the squares. My proposition for this would be

Eg = E(+++ —) - #squares = (VN -1?2?~—h-N

where we perform a rather naive counting of the possible plaquettes on a finite grid. One must be careful
because the coupling constants have been normalized assuming an infinite grid; here, we neglect edge and
corner effects in the hope that any residual terms vanish in the limit N — oo. This concludes our study of



the Ising ground state. In the next section, we proceed to analyze the order-by-disorder phenomenon via
perturbation theory.

II. Order by Disorder via Perturbation Theory

We have now established a ground state manifold for our square lattice in the Ising limit. But we want to
study the full quantum model. Therefore, we will introduce perturbation theory on the ground state manifold
to see if the degeneracy is lifted. We start by introducing the Jy,, coupling for the nearest neighbours and
assume an infinite grid. The perturbation then is:

V=3 Jiay (S7S7 4+ SYSY) = J”y (8,85 +5785)
(i:9)1 {idh

The subscript in (i,j); denotes nearest neighbour (a subscript 2 would mean next to neighbour). The
last expression indicates that the perturbation allows hopping of a down-spin (—) to nearest neighbours.
Exchanges of two up-spins (+) or two down-spins are not allowed since we are working with spin 1/2, and
those operators would annihilate the state. Interestingly, one finds:

@O v 50 = o,

since a single hopp takes the system out of the ground-state manifold. The superscript (0) denotes states in
the Ising limit. Furthermore,

SO V) O (0,0 V)OO by,
m#g

and all higher-order terms are diagonal, since it would require an infinite number of hops to change from one
ground state to another (i.e., to move an entire antiferromagnetic line). The corresponding energy correction
then starts at second order and is already diagonal,

(UO V)02
(B ng0>)

0) 4+ Jiey Z

m#g

+ O(Jigy)-

Since only nearest neighbours (and next-nearest neighbours) are involved, the resulting ground-state
restriction is 2-periodic, meaning that either |01010...) or [00000...) will be the ground state. Starting from
100000 . ..) and switching on the perturbations CJ-coupling (J1,y) and x—coupling (J2.,), which hoppings are
now allowed? We can hopp back and forth, so a few intermediate states are illustrated in Fig. 7; the others
can be obtained by mirroring around the corresponding symmetry axis, and those symmetry factors have to
be included in the calculation.

+ 4+ + + + + 4+ + + + + 4+ ++ +
++ - -+ + 4+ + -+ + 4+ + -+
+ 4+ + 4+ + + -+ + + +4+ -+ +
+ -+ -+ + -+ -+ + -+ -+
+ 4+ ++ + + 4+ ++ + + 4+ ++ +

Figure 7: Intermediate states used for second order perturbation theory for the energy correction of the
ground-state |00000...)(Spin 1/2).



The corresponding matrix element for such an excited state looks like

J1z _ _ Sz
(WD VI = > W) (SESy +8578F ) Im =
<i7j>1
since ST|l) =[1) no other factors occur.

ST =)

Nicely, we don’t have to calculate overlap integrals since the excited Ising states after the action of the
potential are either orthogonal or coincide. For the spin 1/2 case, we also don’t get Spin-factors. The only
careful thing one has to pay attention to is the counting of how many such states exist. Let’s look at a single
—, there are N/4 of those so that we define:

N
There are four hopping terms regarding the O-coupling, 2 (=symmetry factor) going to exchange up and
down, and two sidewards; therefor,e the energy change per site is:

1 _

V(E): = T 5y E, = —hN

2
En;(100)) = ‘]14”7 (—B(N —4) +2E(+ 4+ ++) + 2E(+ + ——))

2
+ ‘]14“’7 (—B(N —4) +2E(++ ++) + 2E(+ + ——))

2
Jla:y

2Jp

Where the argument of « is the energy of the intermediate state, for which one has to check the plaquettes
violating the (+ + +—)-rule. An important fact regarding the result is that it is independent of h. A
dependence for example o< 1/h, would be strange, since this parameter is coupled to a conserved quantity
and therefore the energy shouldn’t vary if the perturbation is turned on. A similar thing holds for the

x-coupling (Jazy). terms are contributing and all are the same due to symmetry:
2 )
By i(]00)) = 122y (<2h(N — 6) + 3E(++++) + 3E(+ — +-))
= JQQZW
3J2
Therefore:
J? J3 4
. _ (0 lzy 2zy . 0) _ = 1:(0)
E; =F " = = th E)/ =—F
(‘OO>) g, + 2J1 3J2 wi gt N g

Let’s look at the alternating |01) state. The intermediate excited states are shown in Fig. 8

+ 4+ + -+ + 4+ + -+ +4++ -+
+ 4+ -+ + + 4+ + + + 4+ ++ +
+4++ -+ + -+ -+ +4+ - -+
+ -+ + + + -+ + + + -+ + +
+4++ -+ +4++ -+ +4++ -+

Figure 8: Intermediate states used for second order perturbation theory for the energy correction of the
ground-state [01010...) (Spin 1/2).



The exact same steps as for the |00000...)-state are done resulting in:

Tty i
En,;(]01)) = 4j2y + ley
J3,
Exi(]01)) = Terjz
So that
J12xy J12xy ‘]22961,/

_ (0
FE;i(|01)) = E)) + —= = =
(’ 2 gt 4. 4], 2J1 + Jo

We have found the energy corrections up to the first non-vanishing order in perturbation theory. By inspecting
the sign of AF, one determines which state is the ground state:

1,1 1 1 1 -
B(100) = Ei(101) = 2, [ 1(5 - 1)+ R - =) witn R= 22
4 J1 Jo 3Js 2J1+ Jo Jlacy

As a matter of fact, the phase transition at AF = 0 defines a line in the phase diagram:
0=AF — jg = jl(%R2—2).
Keeping the constraints for a possible transition due to the change of the Ising parameters restricts R to:

6 9
Rmin = \/>) Rmax = \/>
8 8

The corresponding phase diagram as a function of the parameters is given in Fig. 9.

Jp = (2 RP-2) J; with R  [3/4, 9/8] R
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Figure 9: Phasediagramm of groundstatemanifold. The colorful lines indicate a phase transition between the
|00000...) and the |01010...)-state. The upper triangle is a forbidden parameter region.

II.1 General Spin Perturbation Theory

We are now going to redo the calculation, but for a general spin. I believe that the ground state has a similar
pattern (1111) with energy:

E, = —hSN

A formal proof still needs to be created. We again start with degenerate perturbation theory. For that, we
first need a few new Ising energies from our new states that can arise seen in Fig. 11:
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E(1t~ 7)) = J1(25 — 1) — h(25)
3:
E(11 1) = —JaS — 1 (28 — 1)
4:
E(1t 7)) = =218 + JoS — h (25 — 1)
5:

E(1~17)=Jy(25 —1) —25h

Figure 10: Possible configurations with different energies for general spin in the Ising limit.

We recover the old results if S = % is inserted. Let’s calculate the new matrix elements since now we get

factors due to the larger spin. The general formula is:

S* |m) = \/S(S +1) — m(m + 1) |m + 1)
™ |m) = /S(S +1) — m(m — 1) |m — 1)

In our case S~ will always act on |S) and ST will always act on |—S) so that:

St|-8) =v25|-S+1)
ST|S) =v2S5|S—1)
So that any matrix element in the perturbation theory becomes:

WOV =257 o @OV P = 5,

We again start with the |00) state and repeat the calculation done in the previous section. The intermediate
states can be seen in Fig. 11. This results in

4J¢,,S?
4J3, S?
E, ;(]00 L
«(100) = 28



Tttt T (R N
TN oLt TN L TNt oLt
Tttt (I oAt
(R TLT L (R
Tttt T Tttt

Figure 11: Intermediate states used for second order perturbation theory for the energy correction of the
ground-state |00000...)(general Spin).

So that we get the energy correction:

J2 S 2J2 S

0 1z 2x

E1(|00>) = E;,z) + ~1( Y 1 ) éj
J1(2 25 3.

Now we do the same thing for the |01) ground-state. The intermediate states can be seen in Fig. 12.
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Figure 12: Intermediate states used for second order perturbation theory for the energy correction of the
ground-state |01010...)(general Spin).

This results in:

2J2 G2 2J2 G2
Ep(j01) = =t =Y
J1(4S — 2) +4J58 J1(85 — 2)
4J3,. 52
By i(]01)) = 22

N j145 + j2(4S — 1)
So that we get the energy correction:

Ity IS I3y S

(0)
E;(|01)) = E;7 + — - - B
(jor) Ji2=g)+2  Jid—g) S+ Dl )

gt

The difference is then:

1 1
EMWW—EMMH—J@ﬁ<£@_$)—i@_é ; w)

1 1
jg(?—%) j1+j2(1—415)>

+ J3py S (
If one inserts S = %, one gets the same result as in the previous chapter!

III. 1-Magnons via Perturbation Theory

We expect that the lowest excitations that can occur in our system are flips of single spins, 1-magnon states.
A proof still needs to be done. Let’s stick to the |00)-ground-state in spin 1/2 first. In our Ising Model, we
can have three different kinds of 1 Magnon excitations, which can be seen in Fig. 13.
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Figure 13: 1-Magnon states for spin 1/2 of the |00) ground-state.

I11.1 Edge-Magnons:

We now have to do degenerate perturbation theory where the matrix (i \ zaV | j>(0) is not diagonal, so that we
have to diagonalize this matrix to get the energies. We note that the interaction is split into nearest and
next to nearest neighbor terms V = Vg + Vy, and that in first order there is no nearest neighbor coupling,
the next magnon is one diagonal distanced. Therefore, we investigate the Matrix:

Jos e
Gy v 1BY5) = 22 3" (alGy SFS7 + 5157 18) )
<i7j>2

The situation can be seen in Fig. 14.

+4+ o+t +
I+ +
4+ + o+
L+t
+ 4+ ++ +

Figure 14: Edge-Magnon for spin 1/2 (flip is denoted red) and potential hopping to neighbouring Edge-
Magnons (blue)

so that we get:

Jox
(@D v8)0) — 22 yza —(a+7))

With 7 being the diagonal vectors to the next-to-nearest neighbour sites. Let’s now introduce a change of
basis to diagonalise this matrix via the Edge-Magnon states:

, 1 — i Lk
) g ::N;e i k= (k)

10



So that:

. 1 BB . .

k,>Ed - N2 Z Zeﬂmem il oo V1)

Jm i i
BTy
Jme ZZ —iR; (k k/ 1’?/*

~ 2N?2

o JQI g 7 ikT

= 25 (k: - k:’) ; e

(Flea¥

the vectors 7 by a given lattice constant a are:

So that
BUNE) = oy (cos (alke + k) + cos (alke — Ky)))
Changing to general Spin, will just get a Factor 25-plopping outside due to the matrix element, so that:
EG)(K) = Jauy28 (cos (alks + ky)) + cos (a(ky — ky)))

III.2 Center-Magnons

Regarding the Center-Magnons the first order perturbation theory vanishes, since we need two hopps to get
to another Center-Magnon:

(@188 =

and we have to go straight to second order perturbation theory. The matrix we have to diagonalise is of the
form:

(6% evwm 1’bmv/3 e
M ﬁzz<a|c |E‘c>re—<E|1m | >C

_ <a’06 VD ‘w>m <w‘m VD ‘B>Ce <a|Ce VD Wj>m <w|m V>< ‘6)06
B %:( ECe - Em * EC’@ - Em

ECe - Em ECe - Em
= M + My? + Mg + M7

_l’_

The cross terms My p , Mg P are zero since there is no possibility to jump to another Center-Magnon. Let’s
have a look at M7 #. We can now jump twice, first to any intermediate state (which is not a Center-Magnon)
and then to a Center-Magnon. Since we are now only using nearest neighbours, we have four intermediate
states, which all look similar, and are Edge-Magnons:

_l’_

+ 4+ ++ o+
+

+ 4+ o+
|

+ 4+ + + o+



Therefore, we have:

MoB — Z {alce Vola+ 7) pg {a+ Tlga Vo IB) ce
! Ece — Egq

7

Where 7 are vectors pointing to the nearest neighbours. The final states can be either hopping back to the
Center-Magnon « or to the neighbouring Center-Magnon, which is 27 distant. Therefore, we have:

For the following calculations, we will ignore the self-energy term, as it is cumbersome to compute. Many
additional terms contribute to it, such as hopping back and forth elsewhere on the lattice, so we introduce
an unknown constant Cger. Since it is a diagonal term, it will just add a constant to the dispersion relation
and will not contribute to a k dependent factor. Let us now proceed to diagonalise the matrix. Once again,
we perform a change of basis to the Center-Magnon states:

. 1 e =k,
L DM (@)
So that:

Va [¥),, (¥, Vo
Ece — Ep,

. k K
Mlaﬁ _ 5046 CSelf,EI — Z < ‘Ce >C’e
Zze—szlemR Z (ilce Vo [¥) (W Vo ld) ce
= N2

Ece — En,
= LSS ek LN (i 4 27))
N2 i g ECe - ECO =

With the same 7 being;:

Resulting in:

- J?
1 1 i
Eolol®) = Bolsuyn = gt o, (c0s (2aky) + cos (2aky)
The same procedure must now be applied to the x interaction. Here, a magnon can hop completely diagonally
up along a cross or first up and then down along another cross. In this case, two intermediate states are
reached, which are three-magnon states. Their energies are denoted by E, , and Ej3;. The matrix in position
space is given by:

1 . 1
ECQTZM’B_ (a+27))+mz5(ﬁ— (v + 71+ 712))

3,7 7 3 7_"1,2

Mféﬁ - 5a6 éSelf,X =

12



This results in:

- J?
2 2 lx
EQ(K) ~ ES) o = m (cos (2ak,) + cos (2aky))
j22:r:y
+ ——— (cos (2a(ky + ky)) + cos (2a(ky — ky)))
Ece — E3,/
Jiry 2ak 2ak:
+m(cos( aky) + cos (2aky))
Let’s calculate the energy fractions:
S |
EW) —EY  4(Ji—]2)
1 -1
ECe - E3’/ n 2j2

For the spin 1/2 system we have E3-

. J?
(2) 2 lz
ECe (k') - ECe,self - 4(j2 _yjl)
j22zy

2

I11.2.1 (General Spin

For the general spin case, we have to calculate the general spin Energies of Center/Edge-Magnon and the

two 3-Magnon intermediate states..

E37 , Therefore, the energy corrections read:

(cos (2ak;) + cos (2aky))

== (cos (2a(ky + ky)) + cos (2a(ky — ky)) + cos (2ak,) + cos (2aky))

S S S S S S
EUE N SR S
SN I S S SV
Tl SR S
S A SR S S
EQ) = (N —9)E(1111) +4E(1112)  EY) = (N — ) E(t111) + 4E(11 # 1)
= 4h — 2hSN + 458 — 8], S = 4h — 2hSN — 4,8
The energy denominators the evaluated to:
1 B 1
0 0) T T
EY) —EY)  85(h—J2)
1 B 1
Ece — E3- 2Jy(1 — 45)
1 B 1
Ece—Es )  2Jo(1 —48)

By setting S = 1/2 and the rescaling of the coupling constants, it coincides with the non general case!

13



Inserting those new denominators results in:

. Jz,,S
1 T
g1 )(k) é;self = ﬁ (cos (2aky) + cos (2aky))

JQxyS

m (cos (2a(ky + ky)) + cos (2a(ky — ky)) + cos (2ak,) + cos (2aky))

IV. Spin-Wave Expansion

We start by defining 4 sublattices A;B;C;D. All are square lattices with twice the lattice constant. The A
lattice sits on the Corners of the squares.

We apply a rotation to the A lattice, so that we have no bosons in our ground-state by introducing a
unitary transformation. Solving the regular Hamiltonian system is equivalent to solving a rotated one:

H|Y) =Bl & (UTHU) U ) = BU ) = A =U"'HU

We choose U as follows:

1[0 1
U:®Mxmhw:l ]:%
icA \/5 1.0

That way we turned S* around

UlS:U; = —57
Ulsiu; = —SY
UlStU = 8¢

Inserting this and changing notation slightly: Vectors are normal letters, jlzz =.Ji, jgzz =Jy

H=J Y SiSi+Juy Y, (SPS7+Svs?)

<i7j>1 <i7j>1
T Y SESi 4oy Y (st;wsgsg)
<i7j>2 <Z7.7>2

=5 Y sEsE+ JIQ“’ 3 (Sjsj‘ + S;Sj)

<i,7>1€B,C,D <i,7>1€B,C,D

B> D SIS Ty, Y. (Srsy-sisY)
i€A jen.n.(i) i€A jen.n.(i)

DY $$+%W > (sts;+578))
<i,j>2€B,C,D <i,j>2€B,C,D

— Ry Y Sty Y (SPS7-sisY)
i€A jen.n.n. (i) i€A jen.nn.(i)

14



With that we introduce a Hohlstein-Primakoff transformation:

SZ—F:SZ:E—FZS,ZJ: V2S5 — nja;
S =87 —iS! :aZZS—ni
1

& SP=- (\/2S—nzaz+a \/QS—nZ)

2
Sy = % (\/25 —nga; —a’\/28 — nz)

S;i=8—n; n :azai

Putting this in the Hamiltonian and neglecting O(a?) terms gives:

HLSWT——*NS}L h Z nl+th,
1€B,C,D €A

+ Z (ni +nj)(=J18) + Juy(aia; + a;raj)
<i,7>1€B,C,D

Jiz
+ Z Z J1S(ni +nj) + ;yS(a@aJ + aT T)
i€A jen.n.(A)

+ Y (i) (—RS) + awy(aial + alay)
<i,j>2€B,C,D

Jox
+ Z Z J2S(ni +nj) + %S(aza] + aI ;r)
i€Ajen.n.n.(A)

Now we are going to transform the sums to be local with the vectors:
71 € {£a€y, +aéy} ™ € {£a(e; +€y), ta(éy —€y)}

So that we get:

:—fNSh h Y ni+h)y n
1€B,C,D €A

+ 0 D+ iy (= I1S) + imy(aialy, + alai)

€D T1
J

+3 ) iS(ni + nigr) + %S(aiai-‘rﬁ + ajalm)

iI€EA T1
+ Z Z(nz + ni+72)(_J2S) + JQxy(aial'L+72 + aja’i‘i’TQ)

€D T2
+ Z Z J2S(ni + niJrTz) + %S(alaﬂrm + ajaj—i—ﬂa)

iI€EA T2
= —fNSthh doni+ Y

1€EA i€B,C,D
+4S(Ji + Jo) (an Zm)
€A €D
J

+ Z (Z e S(aiiyr + CLZCLL_H) + Z Jlxy(aiaL*Tl + azai“’l))

T1 €A €D
+ Z (Z waS (ai@iyry + aICLIJrn) + Z ngy(aiaIer + azai“’?))

T2 €A €D
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We will now go fourierspace and introduce:

4 .
a; =1/ N %:elk'riaai(k) with (alaa2aa3’a4) = (A,B,C, D)

The technical details of the fouriertransformations can be seen in A. The resulting Hamiltonian takes a
similar structure to that in [1]:

1
= —— T
H=—5NSh+ §k At (k)L A(K)

and the individual matrices being

[h+45(J; + Jo) 0 0 0
E(k‘)— 0 —h —4S(J1 + J2) 0 0
B 0 0 —h —48(Jy + Jo) 0
_J2:vy(27-2 eik.m) Jla:y(eiiky + eiky) Jlmy(efik”” + €ikz) —h — 4S(J1 + Jg)
[ 0 0 0 0
0 0 0 0
Ek) = 0 0 0 0
_J2:z:y(Z7-2 eik.m) Jl:ey(e_iky + eiky) Jl:(:y(e_ikx + 6“%) 0
_0 Jl;;ys (efikz + eikz) Jl;;ys (efiky + eiky) -]2123;5( . eik-Tg)
Fk) = 0 0 0 0
0 0 0 0
0 0 0 0

Therefore our hamiltonian can be rewritten as four sums like:

M=~ NSh+ Y Bus(R)af,(0)as(k) + Bas(—K)aa(R)ab(k) + Fas(k)al, (k)al (k) + Fas(k)aa(~k)as (k)
k

where o, € {(1,4),(2,B),(3,C),(4,D)}. Now that we have our hamiltonian we are interested in the
corresponding energies. For that we will you the Heisenberg equation of motion:

a=1i[H,al

The only difference is that a — A. The eigenvalues of the matrix then will be our energies. Let’s start, we
will use following two identities:

[BC, A] = [B, AIC + BIC, A]  [ay(k), al, (k)] = Gary0h

» o

So that we find:

G- |~E W)+ ET (k) —(F(k)+FT(—k))]

(
F(k)+ FT(-k) ET(—k) + E(k)

This now has to be typed into mathematica, which will then diagonalize the 8 by 8 matrix.
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Appendix A: Fouriertransformations

Necessary are 5 Fourier-transformations of terms of the type:

i€A €A i€A

1€A

Z n; Z a; Qi1 Z aj GLT Z GI Q41 Z ai Q4

€A

DicA it

D ic A GiGitr:

0
0
0
0

0
0
0

i€A
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