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Figure 2S. "H-NMR spectrum of compound H,L1(PFg), in CD3CN at 25°C (300 MHz).
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Figure 3S. *C-NMR spectrum of compound H,L1(PFg), in CD3CN at 25°C (75 MHz).
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Figure 4S. DEPT-135-NMR spectrum of compound H;L1(PFs), in CD3CN at 25°C.
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Figure 5S. ESI-MS (+ve) of compound H,L,(PFg),.
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Figure 6S. *H-NMR spectrum of compound H,L2(PF), in CDsCN at 25°C (500 MHz).
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Figure 7S. *C-NMR spectrum of compound H,L,(PFs), in CDsCN at 25°C (125 MHz).
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Figure 8S. DEPT-135-NMR spectrum of compound H;L,(PFg), in CD3CN at 25°C.
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Figure 9S. ESI-MS (+Ve) of H;L3(PF¢),
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Figure 11S. *C-NMR spectrum of H,L3(PFg), in CDsCN at 25°C (100 MHz).
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Figure 12S. DEPT-135-NMR spectrum of compound H,L3(PFg), in CD3CN at 25°C.
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Figure 13S. 'H-"H COSY spectrum of H,L3(PFs), in CD3CN at 25°C (400 MHz).
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Figure 14S. 'H-3C HSQC spectrum of H,L3(PF), in CD3CN at 25°C (400 MHz)
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Figure 15S. 'H-*C HMBC spectrum of H,L3(PFs), in CDsCN at 25°C (400 MHz)
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Figure 16S. Molecular structures of the ligands showing the cationic part H,L; (a) H.L, (b) and H,L3 (c)
in 40% ellipsoids. PFs counter anions are omitted for clarity. Selected bond lengths [A] and angles [°]

with estimated standard deviation are given in Table 1 in supporting information.
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Figure 17S. Molecular structure of H,L1(PFg), in 40% ellipsoids. C-H...F interactions between cationic
and anionic parts of the ligand are shown. Selected bond lengths [A] and angles [°] with estimated

standard deviations are tabulated in Table S1.



Figure 18S. ESI-MS (+ve) of 1

BIN - 0. Ph (O MPY JAg- 2P iw RSN -

BJN-OPHFFE-GB TOF MS ES* |
BJN-OPHIPFS 3(0.056) Sm (Mn, 10x5.00); Cm (3) 358
100 145 DA0T
2480814 e ]
| |
(LAg)* |
455 0142 |
i 501.0101 :
" — |
| |
! = r T r B e i
| 498 500 502 504 |
| 5350801 |
o | m/z _
! |
[
i 317N | 2|aT |
] N J[-* |
I ] . - - iz |
sl z:wl = - 400 : s 60 70 | B0 | 90 1000 1100 | 1200 1300 1400 |

Figure 19S. *H-NMR spectrum of 1 in CDsCN at 25°C (300 MHz)
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Figure 20S. **C-NMR spectrum of 1 in CD3CN at 25°C (75 MHz)
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Figure 21S. DEPT-135 spectrum of 1 in CD3CN at 25°C (75 MHz)
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Figure 22S. *H-'H COSY spectrum of 1 in CD3CN at 25°C (400 MHz)
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Figure 23S. 'H-"H HSQC spectrum of 1 in CDsCN at 25°C (500 MHz)
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Figure 25S. ESI-MS (+ve) of 2
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Figure 27S. *C-NMR spectrum of 2 in CDsCN at 25°C (75 MHz)
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Figure 29S. 'H-'H COSY spectrum of 2 in CDsCN at 25°C (500 MHz)
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Figure 28S. DEPT-135 spectrum of 2 in CD3CN at 25°C (500 MHz)
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Figure 30S. 'H-*C HSQC spectrum of 2 in CDsCN at 25°C
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Figure 31S. ‘H-3C HMBC spectrum of 2 in CD3CN at 25°C (500 MHz)
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Figure 32S. ESI-FTICR-MS (+ve) of 3
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Figure 33S. 'H-NMR spectrum of 3 in CD3CN at 25°C (300 MHz)
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Figure 35S. *C-NMR spectrum of 3 in CDsCN at 25°C (75 MHz)
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Figure 36S. "H-'H COSY spectrum of 3 in CDsCN at 25°C (500 MHz)
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Figure 37S. 'H-3C HSQC spectrum of 3 in CD5CN at 25°C (500 MHz)
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Figure 38S. 'H-*C HMBC spectrum of 3 in CDsCN at 25°C (500 MHz)
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Figure 39S. Molecular structure with numbering scheme of compound 1



Figure 40S. Molecular structure with numbering scheme of compound 2
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Figure 41S. Molecular structure with numbering scheme of compound 3



Table 18. Selected bond lengths [A] and angles [°] with estimated standard deviation for compounds 1, 2 and 3

1

Agl...Agl(intramolecular) 3.257(9), Ag2-Cl1 2.064(3) Agl-Cl1 2.104(2)
Agl...Agl(intermolecular) 4.281 Agl-C24 2.085(3) Agl-C13 2.109(2)
Agl...N3 3.12009) Ag2-C39 2.122(3) Agl...N3 3.074(3)
Agl...N6 2.908(8) Agl...Ag2 3.18(14) Agl...N6 2.959(1)
Agl-Cl1 2.086(7) Agl...N9 3.051(4) 7 — 7 (pyridyl- 3.740
imidazole)
Agl-C9 2.103(6) Agl...N6 2.962(4) n — m (imidazole - 3.862
pyridyl)
C1-C9 4.183 Ag2..N3 3.1034) C1-C13 4.185
C14..C18 3.637 Ag2..N12 3.054(4) C13-N5-C16-N6 28.45(1)
C14..H18b-C18 1374 C1-Ag2-C39 175.2(1) C1-N2-C4-N3 18.74(1)
C1-Agl-C9 173.9(3) C24-Agl-C48 172.9(1) C1-Agl-C13 166.8(1)
N4-C9-N5 103.8(5) N1-C1-N2 104.3(1) N1-C1-N2 103.5(3)
N1-C1-N2 104.2(5) N5-C19-N6 118.71(1) N4-C13-N5 104.2(3)




