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S1 PAW datasets

PAWSYS and PAW®P are listed in Table S1. PAWSS is a slight modification to the JTH
atomic datasets library v1.0 provided with ABINIT code, and PAW®P is an extension to

PAWSS with additional sets of partial waves and projector function.

S2 Character tables of space group #221

The character tables of the symmorphic space group #221 at high symmetry points and along
symmetry axes are summarized in Tables S2-S9. Point group operations { R, } are described
in the Hermann-Mauguin notation. The irreducible representations in the first, second, and
S1,82

third column are given in the notations of the Bilbao Crystallographic Server (Bilbao),

Bouckaert-Smoluchowski-Wigner (BSW),5 and point group (PG),%* respectively.
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S3 Representation of an atomic orbital

An atomic orbital has the representation of the full rotation group I'**°™. The character
X for an angular quantum number [ and for either proper rotations {«a} or improper

rotations {a} is described as

sin(l + 3)a

atom o
X ok = sin %a
sin(l + 3)a
atom [ ~ — -1 ! 2 S]_
S O (s1)

The I'**™g of s, p, and d orbitals for the groups of the wavevector at high symmetry points
are summarized in Tables S10-S13 and decomposed into the irreducible representations. This

procedure is based on ref. S5.

S4 Character of an equivalence representation

The character x°9% of an equivalence representation 'V for a space group operation

{R.|R,} is expressed by the trace of a matrix representation as

X Ra R} = tr(fil{ RalRa i) (52)
where fi(r) is written in the form of a Bloch function with a cell-periodic function gx(r) as
fi(r) = " g (r) (53)

Here, k- R 'r = R,k - r and R,k = k + K,,, where K, is a reciprocal lattice vector, and

{Ra|Ru} fic(r) = TR R, guc(r) (54)

52



Eqn (S2) then results in

Xequiv{Ra|Rn} — eik-R,Ltr<gk|eiKa-r

{Ra|Rn} i) (55)

Note that the phase factor e*B» comes from the translation operation {R,}.

S5 Equivalence representation of an atomic arrangement

An atomic arrangement is expressed by a Bloch function in the form of eqn (S3) with

g(r) =) o(r —r;) (56)
J
where r; is the position of atoms. Eqn (S5) then leads to

X Ra[ Ry} = 3 (R, Ry — ) (57)

J

The I'°9%¥’s of Ti, Sr, and O3 atoms for the groups of the wavevector at high symmetry points

are summarized in Tables S14-S17 and decomposed into the irreducible representations.

S6 Equivalence representation of a set of plane waves

Plane waves are sorted by |k+G| and a set of plane waves is expressed by a Bloch function

in the form of eqn (S3) with

gulr) = 3% (59)

where G; is the reciprocal lattice vector. Here, G;- R 'r = R,G;-r and R, G, = G;+ K, ;,

where K, ; is a reciprocal lattice vector. Eqn (S5) then leads to
Xeqmv{Ra‘Rn} _ eik-Rn Z 5(Ka 4 ij) (89)
J
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The I'*%V’g of sets of plane waves for the groups of the wavevector at high symmetry points
are summarized in Tables S18-S21 and decomposed into the irreducible representations.

These procedures in Sections S4-S6 are based partially on ref. S5.

Table S1: Description of PAWSS and PAWSRF specifying the state, matching radius 7., and
reference energy Fi

Atom State PAWSS PAWQF
Te (CLO) Eref (Eh) Tec (CLO) Eref (Eh)
Sr 4s 1.81 —1.47 1.81 —1.47
os 1.81 —0.13 1.81 —0.13
oS 1.81 1.50
4p 2.01 —0.81 2.01 —0.81
op 2.01 1.00 2.01 0.25
5p 2.01 1.00
5p 2.01 1.75
4d 2.21 —0.04 2.21 —0.04
4d 2.21 1.00
od 2.21 1.50 2.21 1.50
Ti 3s 2.30 —2.17 2.30 —2.17
4s 2.30 —0.14 2.30 —0.14
4s 2.30 1.50
3p 2.11 —1.31 2.11 —1.31
4p 2.11 0.75 2.11 0.00
4p 2.11 1.00
4p 2.11 1.50
3d 2.11 —0.08 2.11 —0.08
4d 2.11 0.75 2.11 0.75
4d 2.11 1.50
4d 2.11 2.25
O 2s 1.41 —0.87 141 —0.87
38 1.41 1.00 141 0.50
3s 141 1.50
2p 1.41 —0.34 1.41 —0.34
3p 1.41 1.00 1.41 0.75
3p 1.41 1.50
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Table S2: Character table for the group of the wavevector at the I' point [kp = 22(0,0,0)]
of the space group #221, which transforms isomorphically to the point group m3m (Op)

s Ty Tou 3 -1 1 0 -1 -3 1 -1
“1:{1R,}, where R,, = nja; + nsas + nzas, a; = a(1,0,0), ay = a(0, 1,0), and
az = a(0,0,1), and ny, ng, and ng are integer.
b2 {2001(0}, {2010[0}, {2100/0}-

¢ 2" {21100}, {2110/0}, {2101]0}, {210110}, {2011/0}, {20110}
I 3 {31’—11|0}7 {3—{11|0}7 {Sailo}’ {Bi_ﬁm}? {31_11|0}7 {31_11|O}’ {31_1i|0}7 {31_ﬁ|0}

“4: {400110}, {4510/0}, {4foo|0b {400110}, {4010/0}, {41010}

71:{1]0}.
9 m : {moo1|0}, {mo10|0}, {m100|0}.

Pl s {maaol0}, {maio]0}, {mioi |0}, {m10:[0}, {mon |0}, {me:1]0}.
'3 {3—1i_11|0}7 {3%1’0}’ {3¥1i|0}7 {3—1i_ﬁ|0}7 {31_11|0}’ {31_11|0}7 {31_11|0}7 {31_ﬁ|0}

1 4: {Zl&nlo}, {Zl&olo}, {Zqoom}» {1501|0}, {21510|0}, {‘11_00|0}-

Bilbao BSW PG 1¢ 26 2¢ 34 4¢ 1f ms /'t 3 4
T T A, 1 1 1 1 1 1 1 1 1 1
Iy Iy Ay 1 1 1 1 1 -1 -1 -1 -1 -1
Iy Iy Ay 1 1 -1 1 -1 1 1 -1 1 -1
Iy Iy Ay 1 1 -1 1 -1 -1 -1 1 -1 1
Iy rf, E; 2 2 0 -1 o 2 2 0 -1 0
Iy I, E, 2 2 0 -1 0 -2 =2 0 1 0
I Iy T 3 -1 -1 0 1 3 -1 -1 0 1
I, 'y T, 3 -1 -1 0 1 -3 1 1 0 —1
r Iy Ty 3 -1 1 0 —1 3 -1 1 0 —1

0
1
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Table S3: Character table for the group of the wavevector at an X point [kx = 27(0, 1,0)]
of the space group #221, which transforms isomorphically to 4/mmm (Dyy)
Bilbao BSW PG 1° 2,0 2, 2u0 4,5 U myg m) mg 4
i Xy A, 1 Igf I 1 1 1 1 1 1 1 1
Xy, Xy Aw 1Tz, 1 1 1 1 -1 -1 -1 -1 -1
Xy X§f B, 1:Tg, 1 1 -1 -1 1 1 1 -1 -1
X;, X, Bn 1:Tg, 1 1 -1 -1 -1 -1 -1 1 1
Xy X§ Ay 1T, I -1 -1 1 1 1 -1 -1 1
X; X7 Aw 1:Tg, 1 -1 -1 1 -1 -1 1 1 -1
X; X§f By 1:Tg, 1 -1 1 -1 1 1 -1 1 -1
X; X3 By 1:Tg, 1 -1 1 -1 -1 -1 1 -1 1
Xf X B, 2T, -2 0 0 0 2 -2 0 0 0
X; X; E, 2Tg, -2 0 0 0 -2 2 0 0 0

“1:{1R,}, where R,, = nja; + nsas + nzas, a; = a(1,0,0), a; = a(0, 1,0), and
ag = a(0,0,1), and nq, ng, and ng are integer.

b 2y . {2010|0}.

¢ 25 1 {2001/0}, {2100/0}-
d 2h’ : {2101’0},{210”0}.
“ 4y, {4510/0}, {4010/0}.

I'1:{1/0}.

9 my . {m010|0}.
" my : {moo1|0}, {mi0o|0}.
" mg s {m101]0}, {mi01]0}.

7 4y : {4410/0}, {40100}
k TR — eiwng

n
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Table S4: Character table for the group of the wavevector at an M point [ky = 22(3, 1,0)]
of the space group #221, which transforms isomorphically to 4/mmm (Dyy)

=

Bilbao BSW PG 1¢ 2 2,¢ 2% 4 1V my9 m,2 mgt 4

MP M A, 1-Igf 1 1 1 T 1 1 T 1 1
My M; A, 1-Tw, 11 1 1 -1 -1 -1 -1 -1
My  M§ By 1-Tw, 1 1 -1 -1 1 1 1 -1 -1
M, M, By 1-Tgr, 1 1 -1 -1 -1 -1 -1 1 1
Mi M Ay, 1-Tk, 1 -1 -1 1 1 1 -1 -1 1
M;  M; Ay 1-Tw, 1 -1 -1 1 -1 -1 11 -1
M;  Mjf By 1-Tw, 1 -1 1 -1 1 1 -1 1 -1
M; M; B, 1:-Tg, 1 -1 1 -1 -1 -1 1 -1 1
My MY B, 2Tg, -2 0O 0 0 2 -2 0 0 0

Mz M;  E, 2-Tr -2 0 0 0 -2 2 0 0 0
“1:{1R,}, where R,, = nja; + nsas + nzas, a; = a(1,0,0), a; = a(0, 1,0), and
ag = a(0,0,1), and nq, ng, and ng are integer.

b 2z : {2001|0}.
¢ 2h : {2010|O}, {2100|0}.

4 21 {2110]0}, {2110/0}-
© 4z {460110}, {401/0}-

I'1:{1]0}.

9 m, {mo()l’O}.

}.L my - {m010|0}, {m100|0}.

* mg : {m110]0}, {m410/0}.

74, {44010}, {4001/0}.
k TR — el7r(n1+n2)

n
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Table S5: Character table for the group of the wavevector at an R point kg = 2(3, 3, 3)]
(

of the space group #221, which transforms isomorphically to the point group m3m (O},)
Bilbao BSW PG 1° 20 2 34 4e 1) om w3 W
Ry RT Ay -Twr,* 1 1 1 1 1 1 1 1 1
RY Ri Ay -Tw,, 1 1 1 1 -1 -1 -1 -1 -1
Ry R Ay -Tw, 1 -1 1 -1 1 1 -1 1 -1
Ry Ry As, -Tr,, 1 -1 1 -1 -1 -1 1 -1 1
Ry R, E, -Tr,, 2 0 -1 0 2 2 0 -1 0

R; Ry Eu Tp, 2 0 -1 0 -2 -2 0 1 0

n

W W W WN N ==

RS Ry T Tg, -1 -1 o 1 3 -1 -1 0 1
R, Ri; T Tr, -1 -1 o 1 -3 1 1 0 -1
RY Ri; T Tr, -1 1 0o -1 3 -1 1 0 -1
R; Ry Ta, Tr, -1 1 0 -1 -3 1 -1 0 1

“1:{1R,}, where R,, = nja; + noas + nzas, a; = a(1,0,0), ay = a(0, 1,0), and
ag = a(0,0,1), and nq, ng, and ng are integer.
b 2: {2001|0}, {2010|0}7 {2100|0}.

¢ 2" {2110[0}, {2110/0}, {210110}, {21010}, {2011]0}, {2017(0}
13 {3T11|0}> {3%1‘0}’ {3%1'0}? {BTH’OL {31_11‘0}7 {31_11‘0}7 {31_11’0}7 {31_11’0}'

¢ 4+ {40110}, {4510/0}, {4100[0}. {40010}, {4010/0}, {4100/0}-

I'1:{1]0}.
Im: {m001|0}, {m010|0}, {m100|0}.

Pl {mane|0}, {ma0|0}, {m101]0}, {ma01 [0}, {mo11|0}, {me.1|0}-
'3 {3—{11‘0}’ {3%1’0}7 {3%11’0}7 {3EI‘0}7 {31_11‘0}7 {31_11’0}7 {31_11|O}> {31_11‘0}'

74 - {450110}, {4510/0}, {430010}, {400110}, {4010/0}, {41000}
FTp = elim(n1+na+ns)

Table S6: Character table for the group of the wavevector along a A axis [ka =
%”(0, %u, 0), where 0 < u < 1] of the space group #221, which transforms isomorphically to
dmm (Cyy)

Bilbao BSW PG 1¢ 20 4¢ mu® my®
Al A A, 1 TsJ 111 1
As Ay B 1T, 1 -1 1 -1
Ay Ay By, 1:Tg, 1 -1 -1 1
Ay Ay Ay 1T, 11 -1 -1
As A E O 2Tx, -2 0 0 0

“1:{1R,}, where R,, = nja; + nsas + nzas, a; = a(1,0,0), a; = a(0, 1,0), and
azg = a(0,0,1), and nq, ng, and ng are integer.
b 2: {2010|0}.
© 4 {441010}, {4010[0}-
d my . {m001|0}, {m100|0}.
€ mg : {mi01|0}, {mio1|0}.
f TRn — eiﬂn2u
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Table S7 Character table for the group of the wavevector along a ¥ axis [ky =

2’“(2 ,Eu 0), where 0 < u < 1] of the space group #221, which transforms isomorphically
to mm2 (Csy,)

Bilbao BSW PG 1¢ 20 m,¢ m'¢

> % A, 1-Tp° 1 1 1
22 24 Bg 1- TRn —1 1 —1
% %% B 1.Ts, -1 -1 1
S S, Ay 1-Tk, 1 —1 -1

“1:{1|R,}, where R,, = nja; + noas + ngzas, a; = a(1,0,0), ay = a(0, 1,0), and
az = a(0,0,1), and ny, ny, and n3 are integer.

b 2/ : {2110|0}.

m, : {moo1]0}.

m’ : {m10/|0}.

e TRn — ei7r(n1u+n2u)

d

Table SS Character table for the group of the wavevector along a A axis [k, =

2 (Zu, su, su), where 0 < u < 1] of the space group #221, which transforms isomorphi-
Cally to 3m (Csy)

Bilbao BSW PG 1¢ 3% my°
A1 Al A1 1- TRnd 1 1
AQ A2 Ag 1- TRn 1 -1
As As B 2Ts, -1 0
“1:{1R,}, where R,, = nja; + nsas + nzas, a; = a(1,0,0), ay = a(0, 1,0), and
az = a(0,0,1), and nq, no, and ng are integer.
"3 {3{1110}, {3111|0}.

¢ mg : {m110|0}, {m101[0}, {mo11/0}.
d TR — eiw(n1u+n2u+n3u)

Table 89 Character table for the group of the wavevector along a Z axis [k; =

2;“( u,3,0), where 0 < u < 1] of the space group #221, which transforms isomorphically to
mm2 (Cy,)

Bilbao BSW PG 1°  2," m.° m,°
71 7. A, 1.Ts° 1 1 1
7o Z, A, 1T, 1 -1 -1
Zs  Za By 1-Tg, -1 -1 1
7. 73 Bi 1-Tr, -1 1 -1
“1:{1R,}, where R,, = nja; + nsas + nzas, a; = a(1,0,0), a; = a(0, 1,0), and
azg = a(0,0,1), and nq, ng, and ng are integer.
2x : {2100|0}.
m, . {m001|0}.
d my, : {m010|0}.

e TRn — eiﬂ'(nlu—l—ng)
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Table S10: Representations of s, p, and d orbitals for the group of the wavevector at the I"
point of the space group #221

mdm 1 2 20 3 4 1 m m' 3 4 TIrreducible representations
thom 1 1 1 1 1 1 1 1 1 1 Ff

thom 3 -1 -1 0 1 -3 1 1 0 -1 Iy

paom 5 1 1 -1 -1 5 1 1 -1 -1 TI'iert

Table S11: Representations of s, p, and d orbitals for the group of the wavevector at an X
point of the space group #221

4/mmm 1 2, 2, 2 4, 1 m, m, mgq 4, Ireducible representations
Xatom 1 1 1 1 1 1 1 1 1 1 X7
thom 3 -1 -1 -1 1 -3 1 1 1 -1 X5&X;
Xatem 5 1 1 1 -1 5 1 1 1 -1 X{feXjeXjeX:

Table S12: Representations of s, p, and d orbitals for the group of the wavevector at an M
point of the space group #221

4/mmm 1 2, 2, 2, 4, 1 m., m, mg 4, Irreducible representations
Matem ] 1 1 1 1 1 1 1 1 1 M7

Mgtom 3 -1 -1 -1 1 -3 1 1 1 -1 MjyaeM;

Matem 51 1 1 -1 5 1 1 1 -1 M{f@eMjoeMfoMS

Table S13: Representations of s, p, and d orbitals for the group of the wavevector at an R
point of the space group #221

m3m 1 2 20 3 4 1 m m' 3 4 Irreducible representations
Reom 1 1 1 1 1 1 1 1 1 1 Ry

ngm 3 —1 -1 0 1 -3 1 1 0 -1 Ry

Rgem 5 1 1 -1 -1 5 1 1 -1 -1 Ri@RS

Table S14: Equivalence representations of Ti, Sr, and O3 atoms in SrTiOj3 for the group of
the wavevector at the I" point of the space group #221

m3m 1 2 203 4 1 m m' 3 4 Irreducible representations
™ 1 1 1 111 1 1 1117

reg™ 111111 1 1 11 1f

rg™™ 3 3 1 013 3 1 01 I'fely

Table S15: Equivalence representations of Ti, Sr, and O3 atoms in SrTiOg3 for the group of
the wavevector at an X point of the space group #221

4/mmm 1 2, 2, 2 4, 1 my, m, mgq 4, Irreducible representations
Xpmo1 1 1 1 1 1 1 1 1 1 Xf

X1 01 -1 -1 1 -1 -1 1 1 -1 X3

Xgmvoo3 1 -1 1 1 1 3 1 -1 XfeXfeXs




Table S16: Equivalence representations of Ti, Sr, and O3 atoms in SrTiOj3 for the group of
the wavevector at an M point of the space group #221

4/mmm 1 2, 2, 2, 4, 1 m, m, mg 4, Irreducible representations
ME™ 1 1 1 1 1 1 1 1 1 1 Mf

MgZ™ 11 -1 1 -1 1 1 -1 1 —1 M}

Mg 3 -1 1 1 1 -1 3 1 1 1 MfeMj

Table S17: Equivalence representations of Ti, Sr, and O3 atoms in SrTiOj3 for the group of
the wavevector at an R point of the space group #221

m3m 1 23 4 1 m m 3 4 Trreducible representations
R™ 1 1 11 1 1 1 1 1 1 Ry
RA™ 1 1 -1 1 -1 -1 -1 1 -1 1 Ry
Rg"™ 3 -1 -1 0 1 -3 1 1 0 -1 Ry

Table S18: Equivalence representations of sets of plane waves elkr TG T for the group of

the wavevector at the I' point [kp:%”(O, 0,0)] of the space group #221, which transforms
isomorphically to m3m (Oy,). Plane waves are sorted by |kp+G| and labeled by 2{kr+G}

2{kp+G} 1 2 22 3 4 1 m m' 3 4 TIrreducible representations

{0,0,0} 1 1 1 1 11 1 1 1 1 T7I7

{1,0,0} 6 2 0020 4 2 00 I'felfaly

{1,1,0y 12 0 2 0 0 0 4 2 0 0 Ifeljoel,elial;

{1,1,1} 8 00 200 0 4 00 I'felyelyely

{2,0,0} 6 2 0 0 2 0 4 2 00 I'fel'Toly

{21,0} 24 0 0 0 0 0 8 0 0 0 Tfelye2liaolfaol; ol o2l;
{21,1} 24 0 0 0 0 0 0 4 0 0 I'folyeljal;olf®2l, ®2IF @5
{220y 12 0 2 0 0 0 4 2 0 0 Ifeljol,;olials

{221} 24 0 0 0 0 0 0 4 0 0 Tfel,oliol;olfo2l®2lFal;
{3,0,0} 6 2 0 0 20 4 2 0 0 I'fel'Toly

{3,1,0} 24 0 0 0 0 0 8 0 0 0 Tfelye2iaolfaol; ol o2l;
{3,1,1} 24 0 0 0 0 0 0 4 0 0 Ifel,eliel;elfe2l, o2l al;
{2,2,2} 8 00 200 0 4 00 Ifoelyolyoly

{3,2,1} 48 0 0 0 0 0 0 0 0 0 I'foelyelyal, ®2li 2l @3 @3l

@3l @ 3l
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Table S19: Equivalence representations of sets of plane waves e
wavevector at an X point [kx=2(0

1
)90

l(kx+G)r

for the group of the

0)] of the space group #221, which transforms isomor-
phically to 4/mmm (Dyy). Plane waves are sorted by |kx+G| and labeled by ;- {kx+G}

2{kx+G} 1 2, 2, 2 4, 1 my m, mg 4, Trreducible representations
{0,,0* 2 2 0 0 2 0 0 2 2 0 Xf®&Xj
{1,2,04» '8 0 0 0 0 0 0 4 0 0 XfeXjeX;jeX, eXieX;
{0,2,0}° 2 2 0 0 2 0 0 2 2 0 XfeX;
{1,5,1}* 8 0 0 0 0 0 0 0 4 0 XfeX;eX;joXjeoXi oX;
{1,2,00* 8 0 0 0 0 0 0 4 0 0 XfoXjoX;soX, oXioX;
{1,221/ '8 0 0 0 0 0 0 0 4 0 XfeX;oX;joXjaoXi aX;
{2,204# . 8 0 0 0 0 0 0 4 0 0 XfeXfeXjeX oXieX;
{2,313 16 0 0 0 0 0 0 0 0 0 XfoX oXjoX,dX;jaXs
eXf & Xy @ 2XT @ 2X5
“ L£G’s are (0,0,0),(0,1,0).
b £Gs are (1,0,0),(1,1,0),(1,0,0),(1,1,0),(0,0,1),(0,1,1),(0,0,1), (0,1, 1).
¢ £G’s are (0,1,0),(0,2,0).
4 2 Gs are (1,0,1),(1,1,1),(1,0,1),(1,1,1),(1,0,1),(1,1,1),(1,0,1), (1, L, 1).
¢ LG’s are (1,1,0),(1,2,0),(1,1,0),(1,2,0),(0,1,1),(0,2,1),(0,1,1), (0, 2,1).
I'2Gsare (1,1,1),(1,2,1),(1,1,1),(1,2,1),(1,1,1),(1,2,1),(1,1,1), (1,2, 1).
9 LG's are (2,0,0),(2,1,0),(2,0,0),(2,1,0),(0,0,2),(0,1,2),(0,0,2), (0,1,2).
" aGsare (2,0,1),(2,1,1),(2,0,1),(2,1,1),(2,0,1), (2,1, 1),
(2,0,1),(2,1,1),(1,0,2),(1,1,2),(1,0,2),(1,1,2),(1,0,2), (1,1,2),(1,0,2), (1,1, 2)
i(kpTG)r

Table S20: Equivalence representations of sets of plane waves e for the group of the

wavevector at an M point [ky=25(3, 3,0)] of the space group #221, which transforms iso-

a

morphically to 4/mmm (Dyy,). Plane waves are sorted by |ky+G| and labeled by o= {ky+G}

2{ky+G} 1 2, 2 2y 4. 1 m, m, mg 4. Irreducible representations
{2,200 4 0 0 2 0 0 4 0 2 0 M &M &M;
{2,213 8 0 0 0O 0O 0O 0O 0O 4 0 M e®M ®M;adM; &M &M
{5,200 8 0 0 0 0 0 8 0 0 0 M ®M ®Mj®M ®2M;
{2,413 16 0 0 0 0 0O 0 0 0 0 MeM &Mj&M, ®M]eM;
®&M7 & My @ 2M7 & 2My
* LG’s are (0,0,0),(1,0,0),(0,1,0),(1,1,0).
b £Gs are (0,0,1),(1,0,1),(0,1,1),(1,1,1),(0,0,1),(1,0,1),(0,1,1), (1, 1,1).
¢ £Gs are (1,0,0),(2,0,0),(1,1,0),(2,1,0),(0,1,0), (0,2,0), (1,1,0), (1, 2,0).
4 2 G’s are (1,0,1),(2,0,1),(1,1,1),(2,1,1),(0,1,1),(0,2, 1),
(1,1,1),(1,2,1),(1,0,1),(2,0,1),(1,1,1),(2,1,1),(0,1,1),(0,2,1), (1,1,1),(1,2,1)
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{kr+G}

a

2w
Irreducible representations

4

)] of the space group #221, which transforms
3

1

1
27272
m/

1

(

m

2
a

1

S13

3 4

1 2 2

{kr+G}

Table S21: Equivalence representations of sets of plane waves ek TG T for the group of
isomorphically to m3m (Oy). Plane waves are sorted by |kr+G| and labeled by

the wavevector at an R point [kg

a

21

N N /N N /N N IN TN N N
— 1 NI — o I I— e e
oe @ C e e e
T n —+ < — I I— 1IN N I I— 1) 1IN |+
D.memb Dmom - — I I— 1= NN =N
&) — = —~ = = N e
b b m_w, — 1 — I — en — = N
ae) - - - PN - IS PN - - PS
M_DMx ,DD%R — O I— AN O I— 1 — I
N . i AN S AN
XU BN o e o S oo
oo %H - TE mme S e
T < - -~ -~ -~ - -~ - -~ - - - PS
e N I~ — I— O I I a1 OIMIN O
Pe 06 |= =S S 28 dada
+5_3_3+57372_5 -~ \IH\IH \IN\IH -~ \)7\|N \IH\IH\)?\IN
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