
Characterize hypothetical materials using Quantum Mechanics

Existence, Mechanical attributes, Electronic 
properties, Phase transformations, ...

Computational materials design
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Track calculations on the go Create calculation sequences
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Screen a large database of hypothetical materials.

High-throughput screening

?
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Search for speci�c targets or discover 
large-scale trends.

Automating calculations with Queue Manager

External queue with database

HPC Clusters
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Template 1 Template 2 Fix 1 Fix 2

Fix 1

Fix 2

Fix 1

Detector 1

T
H

<111>

TV

S

<111>

SV

<111>

V

BC

H ST BC SV
Interstitial Vacancy Divacancy

TV nitrogen

14.007

N
7

helium

He
4.0026

2

neon

Ne
20.180

10
�uorine

F
18.998

9
oxygen

O
15.999

8
carbon

C
12.011

6
boron

B
10.811

5

argon

Ar
39.948

18
chlorine

Cl
35.453

17
sulfur

S
32.065

16
phosphorus

P
30.974

15
silicon

Si
28.086

14
aluminium

Al
26.982

13

krypton

Kr
83.798

36
bromine

Br
79.904

35
selenium

Se
78.96

34
arsenic

As
74.922

33
germanium

Ge
72.64

32
gallium

Ga
69.723

31
zinc

Zn
65.38

30
copper

Cu
63.546

29
nickel

Ni
58.693

28
cobalt

Co
58.933

27
iron

Fe
55.845

26
manganese

Mn
54.938

25
chromium

Cr
51.996

24
vanadium

V
50.942

23
titanium

Ti
47.867

22
scandium

Sc
44.956

21
calcium

Ca
40.078

20
potassium

K
39.098

19

magnesium

Mg
24.305

12
sodium

Na
22.990

11

beryllium

Be
9.0122

4
lithium

Li
6.941

3

hydrogen

H
1.0079

1

xenon

Xe
131.29

54
iodine

I
126.90

53
tellurium

Te
127.60

52
antimony

Sb
121.76

51
tin

Sn
118.71

50
indium

In
114.82

49
cadmium

Cd
112.41

48
silver

Ag
107.87

47
palladium

Pd
106.42

46
rhodium

Rh
102.91

45
ruthenium

Ru
101.07

44
technetium

Tc
[98]

43
molybdenum

Mo
95.96

42
niobium

Nb
92.906

41
zirconium

Zr
91.224

40
yttrium

Y
88.906

39
strontium

Sr
87.62

38
rubidium

Rb
85.468

37

radon

Rn
[222]

86
astatine

At
[210]

85
polonium

Po
[209]

84
bismuth

Bi
208.98

83
lead

Pb
207.2

82
lanthanum

La
138.91

57
barium

Ba
137.33

56
caesium

Cs
132.91

55
thallium

Tl
204.38

81
mercury

Hg
200.59

80
gold

Au
196.97

79
platinum

Pt
195.08

78
iridium

Ir
192.22

77
osmium

Os
190.23

76
rhenium

Re
186.21

75
tungsten

W
183.84

74
tantalum

Ta
180.95

73
hafnium

Hf
178.49

72

H ST BC SV
Interstitial Vacancy Divacancy

TV nitrogen

14.007

N
7

helium

He
4.0026

2

neon

Ne
20.180

10
�uorine

F
18.998

9
oxygen

O
15.999

8
carbon

C
12.011

6
boron

B
10.811

5

argon

Ar
39.948

18
chlorine

Cl
35.453

17
sulfur

S
32.065

16
phosphorus

P
30.974

15
silicon

Si
28.086

14
aluminium

Al
26.982

13

krypton

Kr
83.798

36
bromine

Br
79.904

35
selenium

Se
78.96

34
arsenic

As
74.922

33
germanium

Ge
72.64

32
gallium

Ga
69.723

31
zinc

Zn
65.38

30
copper

Cu
63.546

29
nickel

Ni
58.693

28
cobalt

Co
58.933

27
iron

Fe
55.845

26
manganese

Mn
54.938

25
chromium

Cr
51.996

24
vanadium

V
50.942

23
titanium

Ti
47.867

22
scandium

Sc
44.956

21
calcium

Ca
40.078

20
potassium

K
39.098

19

magnesium

Mg
24.305

12
sodium

Na
22.990

11

beryllium

Be
9.0122

4
lithium

Li
6.941

3

hydrogen

H
1.0079

1

xenon

Xe
131.29

54
iodine

I
126.90

53
tellurium

Te
127.60

52
antimony

Sb
121.76

51
tin

Sn
118.71

50
indium

In
114.82

49
cadmium

Cd
112.41

48
silver

Ag
107.87

47
palladium

Pd
106.42

46
rhodium

Rh
102.91

45
ruthenium

Ru
101.07

44
technetium

Tc
[98]

43
molybdenum

Mo
95.96

42
niobium

Nb
92.906

41
zirconium

Zr
91.224

40
yttrium

Y
88.906

39
strontium

Sr
87.62

38
rubidium

Rb
85.468

37

radon

Rn
[222]

86
astatine

At
[210]

85
polonium

Po
[209]

84
bismuth

Bi
208.98

83
lead

Pb
207.2

82
lanthanum

La
138.91

57
barium

Ba
137.33

56
caesium

Cs
132.91

55
thallium

Tl
204.38

81
mercury

Hg
200.59

80
gold

Au
196.97

79
platinum

Pt
195.08

78
iridium

Ir
192.22

77
osmium

Os
190.23

76
rhenium

Re
186.21

75
tungsten

W
183.84

74
tantalum

Ta
180.95

73
hafnium

Hf
178.49

72

Multiple positions

+

I

Single position

ISI
Interstitial Vacancy Both Majority position

S IS
o�-center

I
bond-center

nitrogen

14.007

N
7

helium

He
4.0026

2

neon

Ne
20.180

10
�uorine

F
18.998

9
oxygen

O
15.999

8
carbon

C
12.011

6
boron

B
10.811

5

argon

Ar
39.948

18
chlorine

Cl
35.453

17
sulfur

S
32.065

16
phosphorus

P
30.974

15
silicon

Si
28.086

14
aluminium

Al
26.982

13

krypton

Kr
83.798

36
bromine

Br
79.904

35
selenium

Se
78.96

34
arsenic

As
74.922

33
germanium

Ge
72.64

32
gallium

Ga
69.723

31
zinc

Zn
65.38

30
copper

Cu
63.546

29
nickel

Ni
58.693

28
cobalt

Co
58.933

27
iron

Fe
55.845

26
manganese

Mn
54.938

25
chromium

Cr
51.996

24
vanadium

V
50.942

23
titanium

Ti
47.867

22
scandium

Sc
44.956

21
calcium

Ca
40.078

20
potassium

K
39.098

19

magnesium

Mg
24.305

12
sodium

Na
22.990

11

beryllium

Be
9.0122

4
lithium

Li
6.941

3

hydrogen

H
1.0079

1

xenon

Xe
131.29

54
iodine

I
126.90

53
tellurium

Te
127.60

52
antimony

Sb
121.76

51
tin

Sn
118.71

50
indium

In
114.82

49
cadmium

Cd
112.41

48
silver

Ag
107.87

47
palladium

Pd
106.42

46
rhodium

Rh
102.91

45
ruthenium

Ru
101.07

44
technetium

Tc
[98]

43
molybdenum

Mo
95.96

42
niobium

Nb
92.906

41
zirconium

Zr
91.224

40
yttrium

Y
88.906

39
strontium

Sr
87.62

38
rubidium

Rb
85.468

37

radon

Rn
[222]

86
astatine

At
[210]

85
polonium

Po
[209]

84
bismuth

Bi
208.98

83
lead

Pb
207.2

82
lanthanum

La
138.91

57
barium

Ba
137.33

56
caesium

Cs
132.91

55
thallium

Tl
204.38

81
mercury

Hg
200.59

80
gold

Au
196.97

79
platinum

Pt
195.08

78
iridium

Ir
192.22

77
osmium

Os
190.23

76
rhenium

Re
186.21

75
tungsten

W
183.84

74
tantalum

Ta
180.95

73
hafnium

Hf
178.49

72

SI
Interstitial Vacancy

Multiple positions
Both Majority position

Single position

S IS
o�-center

I
bond-center

nitrogen

14.007

N
7

helium

He
4.0026

2

neon

Ne
20.180

10
�uorine

F
18.998

9
oxygen

O
15.999

8
carbon

C
12.011

6
boron

B
10.811

5

argon

Ar
39.948

18
chlorine

Cl
35.453

17
sulfur

S
32.065

16
phosphorus

P
30.974

15
silicon

Si
28.086

14
aluminium

Al
26.982

13

krypton

Kr
83.798

36
bromine

Br
79.904

35
selenium

Se
78.96

34
arsenic

As
74.922

33
germanium

Ge
72.64

32
gallium

Ga
69.723

31
zinc

Zn
65.38

30
copper

Cu
63.546

29
nickel

Ni
58.693

28
cobalt

Co
58.933

27
iron

Fe
55.845

26
manganese

Mn
54.938

25
chromium

Cr
51.996

24
vanadium

V
50.942

23
titanium

Ti
47.867

22
scandium

Sc
44.956

21
calcium

Ca
40.078

20
potassium

K
39.098

19

magnesium

Mg
24.305

12
sodium

Na
22.990

11

beryllium

Be
9.0122

4
lithium

Li
6.941

3

hydrogen

H
1.0079

1

xenon

Xe
131.29

54
iodine

I
126.90

53
tellurium

Te
127.60

52
antimony

Sb
121.76

51
tin

Sn
118.71

50
indium

In
114.82

49
cadmium

Cd
112.41

48
silver

Ag
107.87

47
palladium

Pd
106.42

46
rhodium

Rh
102.91

45
ruthenium

Ru
101.07

44
technetium

Tc
[98]

43
molybdenum

Mo
95.96

42
niobium

Nb
92.906

41
zirconium

Zr
91.224

40
yttrium

Y
88.906

39
strontium

Sr
87.62

38
rubidium

Rb
85.468

37

radon

Rn
[222]

86
astatine

At
[210]

85
polonium

Po
[209]

84
bismuth

Bi
208.98

83
lead

Pb
207.2

82
lanthanum

La
138.91

57
barium

Ba
137.33

56
caesium

Cs
132.91

55
thallium

Tl
204.38

81
mercury

Hg
200.59

80
gold

Au
196.97

79
platinum

Pt
195.08

78
iridium

Ir
192.22

77
osmium

Os
190.23

76
rhenium

Re
186.21

75
tungsten

W
183.84

74
tantalum

Ta
180.95

73
hafnium

Hf
178.49

72

Designing better electronics:
Doping Si and Ge

Preventing void formation

73 dopants in 6 positions
for 2 materials

Select optimal vacancy traps

Positions GeSi

Exp

DFT

Positions are accurately predicted by DFT

876 materials      ~2 calc/work�ow                                                                                                  
             (1 nodeday per material)

Discovering new quaternary materials:
Zintl phases and beyond

4224 materials      ~12 calc/work�ow                                                                                                  
          (1 nodeday per material)
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ABCD4

Less than 10 new materials per year

Computational screening set

8 x 12 x 11 x 4 possible materials

Experimental discovery

unary:  A + B + C+ D

Intelligent screening using ANNs
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Property prediction based on composition 
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ANNs learn to convert atomic data to compound 
properties by learning from an incomplete dataset

ANN QM priority

Prioritizing best candidates and predicting their 
output can signi�cantly reduce computational cost

Work�ow

Stability
Decomposition pathways

binary:  AB + AC+ AD + BC + BD + CD
ternary:  ABC + ACD+ ABD + BCD
other quaternary:  ABCD

 114 of 4224 remain stable
  (6 experimentally known) 

Each combination allows possible
energy reduction

Relax V Relax atoms EOS �t

Energy DOS BANDS

Building the crystal 

Substitute atoms in existing crystal
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