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NMR Spectra:
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Figure S1.'"H NMR spectrum of 1 in CDCls at 298K.

S2



146.46
— 137.11
— 130.97

65.87

28.23

15.29

T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80
f1 (ppm)

Figure S2.3C NMR spectrum of 1 in CDClsat 298K.
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Figure S3.3'P NMR spectrum of 1 in CDClsat 298K.
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Figure S4."H NMR spectrum of 2 in CDCls at 298K.
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Figure. S53C NMR spectrum of 2 in CDClsat 298K.
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Figure. S6°'P NMR spectrum of 2 in CDCls at 298K.
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HRMS:

SYNAPT-G2#NotSet

13-Nov-2020 11:09:01
1: TOF MS ES+
_ 1.138
1007 601.0781
603.0752
=l
739.3402
5090378 040777
40,3431
373.1782 550.0643
387.1700 389.1519 \552,0619 606.0752 738.3395(741.3464 967.2383
o 15599132?3'5?1?‘2?1‘ 128 200072 \L .r.‘ S, 5B VR (U N— ek O CA1868 1967 _ 0562767 ‘l“57.2'.2“19‘1‘0‘25{?4:9.11°5 1000 M1BSITSR.,
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 950 1000 1050 1100 1150
.
+
Figure S7. Full spectrum of HRMS of 1 - TOF MS ES
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Figure S8. Experimental/Theoretical comparison of HRMS of 1 - TOF MS ES*
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Figure S9. Full spectrum of HRMS of 1 - [AuCls]- - TOF MS ES
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Figure S10. Experimental/Theoretical comparison of HRMS of 1 - [AuCls]- — TOF MS

ES
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Figure S11. Full spectrum of HRMS of 2 - TOF MS ES
SYNAPT-G2#NotSet 13-Nov-2020 11:09:01
1: TOF MSES+
100+ 801,070 (0.0 mDa) 45812
Theoretical
603.0743 (0.0 mDa)
=]
602.0802 (0.0 mDa)
604.0773 (0.0 mDa) 605.0721 (0.0 mDa)
506.0746 (0.0 mDa)
0 T T T T T T T 5 T T T T T T T T miz
507 598 599 800 601 602 603 604 605 606 607 608 809 610 611 812 613 614
1: TOF MSES+
1.13e8
100 601.0781 7]
803.0752
Experimental
=
602.0807
604.0777 5050721
1 ] 1
! ! 501.2158 603.2138 | 504
olse7.1277 598062 gop.23ee. 5009785 | 60296% | ‘604'156"‘ 6050782 eo70790 6081068 609.1102 6101045 6111062 6121004 613038 614.1071614.6743
T T T 1 T T T T T - 1 T T T T T T z
507 598 599 600 601 602 603 604 605 606 607 508 609 610 611

612

613

614

S10



Figure. S12 Experimental/Theoretical comparison of HRMS of 2 - TOF MS ES*
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Figure. S13 Full spectrum of HRMS of 2 - [AuCls]- - TOF MS ES
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Figure 514 Experimental/Theoretical comparison of HRMS of 2 - [AuCl4]-

- TOF MS ES
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HPLC Trace:
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Figure S15 HPLC chromatogram of 1, (A =280 nm).
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Figure S16. HPLC chromatogram of 2, (A =280 nm).
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Electrochemistry:
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Figure S17. Cyclic voltammogram of the electrolyte (NBusPFs) performed at room
temperature at 100 mV/s scan rate. The potential is referenced to Ag/AgCl.

X-ray Accession Code: CCDC 2044732 contain the supplementary crystallographic data
for this paper. These data can be obtained free of charge via
www.ccdc.cam.ac.uk/data_request/cif, or by emailing data_request@ccdc.cam.ac.uk, or
by contacting The Cambridge Crystallographic Data Centre, 12 Union Road, Cambridge
CB2 1EZ, UK; fax: +44-1223-336033.
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