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Fig. S1: CVs of AuN-PEG (left) and AuN-Cg (right) in 0.1M [CH,Cl,][BusNPF¢] at

different scan rate from 20 to 600 mVs-!
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Fig. S2 : CVs of AuS-EtOH in 0.1M [CH,Cl,][BusNPFg] at different scan rate from 20 to
600 mVs-!
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Fig. S3: 'H NMR of 2a
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Fig. S4: 3C NMR of 2a
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Fig. S5: 'H NMR of 2b
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Fig. S6: 1°C NMR of 2b
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Fig. S13: '"H NMR of 6b
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Fig. S14: 3C NMR of 6b
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Centre régional de mesures physiques de I'Ouest (CRMPO) - RAPPORT D'ANALYSE

Analysis Info Acquisition Date 911012021 10:17:49 AM
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Fig. S23: HRMS of 2a
2b i .
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Fig. S24: HRMS of 2b
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Fig. S25: HRMS of 3
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Analysis Name D/\Dala\CRMPOASAP_13571_MS_01.d
(éH;CH20)3CH3 Method ASAP_CRMPO_tune_low.m Operator Fabian LAMBERT
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Fig. S26: HRMS of 4

14



6a

Centre régional de mesures physiques de 'Ouest (CRMPO) - RAPPORT D'ANALYSE

S N
el 2%1 ySCQst Analysis Info Acquisition Date 6/29/2021 4:21:52 PM
S Analysis Name D\Data\CRMPOIES!_12502_MS_01 d
Method CRMPO_tune_low.m Operator Fabian LAMBERT
Sample Name Y 969 Instrument maxis
Comment Y. LE GAL Y 969 Solvant : CH3OH/CH2CI2 (30/10)
‘ntens. ESI_12502_Ms5_01.d: +M5, 0.0-2.0rmin 11-120)
x108
20 3980710
15
10
05
00 3011402 3651045 n 5615570 7734537
100 200 300 400 500 700 800 miz
x108 ES|_12502_MS_D1.d: +M5, 0.0-2.0min #1-120
20 3980710
15
10
05 399.0735 400.0673
i ! 401.0692
294 385 3% 397 358 3% 400 401 402 403 mjz
x106 CurpNNaOS, 3980711
20 3980711
15
10
(X3 399.0738 £00.0669
. _L 4010698
£ 385 2% 397 38 3% 400 401 402 403 miz
.
.
Fig. S27: HRMS of 6a
6b
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Fig. S28: HRMS of 6b
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Fig. S29: HRMS of AuN-Cg
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Fig. S30: HRMS of AuN-PEG
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Fig. S31: HRMS of AuS-Cy,
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Fig. S32: HRMS of AuS-PEG
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Table S1. Redox potentials (E in V vs. SCE) and absorption maxima A« (nm) for the NIR

absorptions of the investigated monoanionic gold complexes.

Amax (nm)
E,! Epapc’ Epapd Neutral Monocation
AuN-Cy -1.10* 0.54/0.49 0.77/0.59 2080 -
AuN-PEG -0.94* 0.54/0.53 @ 0.68/0.582 2030 -
AuN-Et -0.90* 0.55/0.49# 0.71/0.612 - -
AuN-EtOH -0.99* 0.47/0.35% 0.67/0.462 - -
AuS-Cy, -1.01* 0.51/0.36 1.10/0.91 1734 1030
AuS-PEG -1.10* 0.52/0.46 1.00/0.93 1700 1050
AuS-Et -1.04* 0.48/0.44 2 - - -
AuS-EtOH -1.12% 0.45/0.282 - - -
AuS-tBuS!3 -1.18* 0.58/0.42 1.05/0.98 1614 1038
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Figure S33 - INMR spectra of complex AuN-Et in DMSO solution at TO (top) and the same

tube analyzed 66h later (bottom).
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