
A
l 2

Si
O

5
(k

)

A
l 2

Si
O

5
(a

)

B
eA

l 2
O

4

B
e 2

Si
O

4

L
iA

lO
2

L
i 2

Si
O

3

L
i 2

Ti
O

3

M
gA

l 2
O

4

M
gS

iO
3

M
g 2

Si
O

4

M
gT

iO
3

M
gT

i 2
O

5

M
gW

O
4

N
a 2

Si
O

3

N
a 2

W
O

4

Z
rS

iO
4

−0.2

0

0.2

0.4

0.6
∆ f

E
0,

D
FT
−

∆ f
H
◦,0

K
,N

J
(e

V
/a

to
m

)
a DFT MAEPBE =298 meV/atom

MAELDA = 78 meV/atom
MAESCAN = 87 meV/atom

PBE
LDA
SCAN

A
l 2

Si
O

5
(k

)

A
l 2

Si
O

5
(a

)

B
eA

l 2
O

4

B
e 2

Si
O

4

L
iA

lO
2

L
i 2

Si
O

3

L
i 2

Ti
O

3

M
gA

l 2
O

4

M
gS

iO
3

M
g 2

Si
O

4

M
gT

iO
3

M
gT

i 2
O

5

M
gW

O
4

N
a 2

Si
O

3

N
a 2

W
O

4

Z
rS

iO
4

compound

−0.2

0

0.2

0.4

∆ f
H
◦,0

K
,C

C
E
−

∆ f
H
◦,0

K
,N

J
(e

V
/a

to
m

)

b

CCE 0K CCE@PBE
CCE@LDA
CCE@SCAN

MAECCE@PBE =23 meV/atom
MAECCE@LDA =14 meV/atom
MAECCE@SCAN =13 meV/atom


