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2. Supplementary figures
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Fig. S1 The particle size distribution map of CssCuzls NCs in TEM image.
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Fig. S2 Gram-scale Cs3Cuzls NCs under 254 nm UV light.
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Fig. S3 PL stability evolutions of the NCs with different halide compositions in the

ambient atmosphere.
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Fig. S4 Schematic illustration of the solvent adsorption process with Csl (a: ACN,

b: DMF, c: EtOH, d: MeOH, e: IPA, f: H20, g: TOL).
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Fig. S5 Schematic illustration of the solvent adsorption process with Cul (a: ACN,

b: DMF, c: EtOH, d: MeOH, e: IPA, f: H20, g: TOL).
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Fig. S6 The calculated density of states (a and c) and band structures (b and d) of
Cs;Cu,Brg (aand b) and Cs,Cu,Cl; (c and d).
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Fig. S7 Density of states of for Cu and I.

S7



(b)

~~
2
!

— 4,
§ —

6 x q
= e 3 S
S — 3y S
wn — 3d wn
(@] . 3d. @]
[a) 3dye,e a)]
o — o

4 3 -2 -1 0 1 2 3 4 4 -3 -2 -1 0 1 2 3
Energy (eV) Energy (eV)

Fig. S8 Density of states of for Cu and Br.
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Fig. S9 Density of states of for Cu and ClI.
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Table S1. The binding energies between the solvent and precursors.

Compounds Binding Energy(eV)
Csl-ACN -0.026
Csl-DMF -1.353
Csl-EtOH -0.469

Csl-MeOH -0.490
Csl-1PA -0.495
Csl-H20 -0.488
Csl-TOL -0.083
Cul-ACN -0.098
Cul-DMF -0.201

Cul-EtOH 0.002

Cul-MeOH -0.018
Cul-1PA -0.136
Cul-H20 0.019
Cul-TOL 0.152
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