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TAB E ™ “alsulated and experimental values forb and gaps for the most studied mnorganis halide perovskites. This td le 1s separated
assording to the strustural sonfiguration, monomorphous or polymorphous, and with the mslusion or not of the spin-ob 1t effests. In parentheses

we show the deviationb etween theoretisal and experimental results, where a positive (negative) value means overestimation (underestimation).

Band gap (%r)

qystem Monomorphous Polymorphous Monomorphous + qﬁ Polymorphous + qﬁ Expt.
s, 2.92 (—2.67%) 3.35(11.67%) 1.78 (—49.67%) 2.27 (—24.33%) 3.00*
% “s® Br; 2.41 (8.07%) 2.87 (28.70%) 1.25 (—43.95%) 1.79 (—19.73%) 223
<shb I3 2.00 (15.61%) 2.46 (42.20%) 0.77 (—55.49%) 1.35 (—21.96%) 1.73°
<5 =, 1.56 (—46.21%) 2.38 (—17.93%) 1.17 (—59.66%) 2.13 (—26.55%) 2.904
% “5”nBr; 1.10 (—38.89%) 1.81 (0.56%) 0.70 (—61.11%) 1.53 (—15.00%) 1.80¢
V‘ssnlg 0.81 (—37.69%) 1.50 (15.38%) 0.37 (—=71.54%) 1.18 (—92.23%) 1.30f
V‘s%eBn 1.13 (—52.52%) 1.56 (—34.45%) 1.02 (=57.14%) 1.45 (—39.08%) 2.38¢

3 Referense [44].
b eferense [45].
* Referense [46].
4 Referense [47].
¢ Referense [48].
f Referense [49].
¢ Referense [50].

halide perovskites willb e separated into three different ses-
tions, where the agents forb and-gap variation sanb e treated
separately. In _es. IIIA we sonsider the effests of symmetry
b reaking in thegpolymorphous sonfiguration, not insluding the
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