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Figure S1. The full ESI-TOF-MS spectrum of PAHAg3S. (a)-(c) The decomposition fragment peaks
of PAHAg;3S.



140000
Ag3d-_|
120000 -
100000 - O1s
%) |
g 80000 -
8 C1s
© 60000 -
S2p
40000 - Pd3d
P2p
20000 -
0 ' I N 1 ' 1 N 1 N I N 1 v I
1200 1000 800 600 400 200 0
Binding Energy (eV)
40000 8000
35000 - Ag3ds), 7000 - Pd3ds,
30000 Ag3ds, 367.55 6000 - 337.31
, 25000 373.55 , 5000
gzoooo- 2 4000-
3 15000 & 3000-
10000 - 20004
5000 - 1000 -
0 - . ; ! . i ; : - O-vv“l’ i . i i i M it T
378 376 374 372 370 368 366 364 362 360 346 344 342 340 338 336 334 332 330
Binding Energy (eV) Binding Energy (eV)

Figure S2. XPS analysis of PAHAg3S.
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Figure S3. NMR spectrum of PAHAg;3S in (CD3)2CO. (a) *'P{'"H} NMR (161.97 MHz) and (b) 'H

NMR (400 MHz) spectrum.
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Figure S4. Time-resolved photoluminescence spectrum of PAHAg3S in 2Me-THF at 77 K.
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Figure S5. Kohn-Sham orbital diagrams of HPdS@Agi3(S2PHz2)10. Numerical values indicate orbital

localizations in % on the atoms indicated above (S = sulfide only).
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Figure S6. Experimental and TD-DFT-simulated UV-vis absorption spectrum.



Computational Details on optimized geometries for PAHAg3S. (.xyz file)
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