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Figure 1. Parity plot comparing the PBE and GLLB-SC bandgaps with the corresponding experimentally measured bandgaps
for selected single metal oxides. The plotted data is from Ref. [1].
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Table 1. Identified optimal primary Q-D descriptors.

Primary features and optimal primary Q-D descriptors

Down-selected primary features

Identities of the primary descriptors

Primary feature

Feature representation|Descriptor dimension

Descriptor representation
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[f2]
[/f2, f13]
(/2. fo. f13]
L2, f5, fo, fr2]
(2. 15, fo. fr2, f13]
f2: 13 f55 fos 12, f13]
2, 13, f55 17 fo. fi2, f13]
L2, 13, fss 175 fo, fi2, f13, fi5]
2, f3: [ f5s f2, fou f12, f13, fis]
/2, f35 Jas f5. 17, fo, fr2s f13, fis, fi6]
1, f2, f35 fas 15, f75 fo, fr2, f135 fiss fie]
Lf1s f2. 135 Jas f5. 17, fo, fr2s 13, fia, fis fiel
LUf1s f2, f3, fas 15, f25 Jos fu1s fr2, 13, fras fis, fiel
f1s f25 135 fas 15, f6o f7, fo, fi1, fr2, f13, f1as fis, fiel
Lf1s f2. 135 fas 15, f6, f7, fo, fro, fits fi2, 135 f1as fis, fiel
f1s f2, f35 Jas 15, feo f75 185 fos fro, f11, fi2, f13, f14, fis, fi6]
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Table 2. Identified optimal compound Q-D descriptors.

Compound features and optimal compound Q-D descriptors

Down-selected compound features Identities of the compound descriptors
Compound feature Feature representation Descriptor dimension Descriptor representation
fi ()2 ) 1-D ]
f2 (r)?- () -exp(xp) 2-D [/2, f15]
fs (h3)? - (rpp)° - exp(ly) 3-D Lf2. f3. fis]
fa (I0)° - (13)° - exp(ryp) 4-D Lf2. f3. fit. fis]
fs (rpp)* A/ (h3) - exp(lg) 5D [fis f3: for fizs fis]
fe ()’ -exp(r,p) -exp(ly) 6-D L1 f3: fe, f8: f12, f15]
Ei (x4)?-exp(ryy) -exp(ly) 7-D L1, f2, 13, Jos 13, Si2, fis]
s (hy) - in(1+2,) - In(1+1)) 8-D L1, f2, 13, fou 13, fin, fra, fis]
fo (hg )2+ (24 )* - In(1+ 1) 9-D Lfi. f2. f3. fou S fro. fir. fiz, fis]
fio (L) (1) - In(1+ 1) 10-D Ufis f2. 3. foo fos firs fis fiss fis, fie]
fin (x4 -\ (L)) -exp(hy) 11-D f1s 12, f35 Jos 13, f11, f12, 13, f1as fiss fie]
fiz (rgp)* - () - (15 )* 12-D Ufis fos fas for oo fros firs fiz, fis, fiss fis, fiol
fia Vi) /) 13-D Ui fou o fou Fi fos Fios fite fiae fis fias fis. fis)
fia (13)?+ (rpp)’ - exp(ly 14-D Uis fas f3s foo frs fos fo fro. firs fizs fiss fiss fis. fiel
fis (XE)Z'\/@' (Lg) 15-D U, f2. 3, fss foo f75 135 Jo fro, fu1s fiz, f13, fia, fiss fiel
Jie (rap)? -3/ (3) - exp(Ly) 16-D Lf1, f2s f35 fas 155 foo 1. oo fou fro, fi1s fr2, fi3s fias fis. fie]
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