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Table S1. Crystal data and structure refinement for 1, 2 and 3

Identification code 1 2 3

Empirical formula C13H17AgClN3O5S C13H17AgBF4N3OS C13H17AgF6N3OPS
Formula weight 470.68 458.04 516.20
Temperature (K) 298(2) 298(2) 298(2)
Wavelength (Å) 0.71073 0.71073 0.71073
Crystal system Monoclinic Monoclinic Monoclinic
Space group P21/n P21/n P21/n
a (Å) 8.7565(12) 8.7419(8) 9.1009(10)
b (Å) 12.9289(17) 12.8229(13) 13.2298(15)
c (Å) 15.402(2) 15.1970(14) 15.6584(8)

° 90 90 90
° 99.827(3) 99.536(2) 98.642(2)
° 90 90 90

Volume (Å3) 1718.1(4) 1680.0(3) 1863.9(4)
Z 4 4 4
Density (calculated) (Mg/m3) 1.820 1.811 1.839
Absorption coefficient (mm−1) 1.479 1.370 1.344
F(000) 997 912 1024
Crystal size (mm3) 0.20×0.20×0.10 0.30×0.20×0.20 0.50×0.40×0.40
Theta range for data collection 2.07 to 25.99° 2.09 to 26.00° 2.02 to 26.00o

Reflections collected 9668 9399 10387
Independent reflections 3372 

[R(int) = 0.1146]
3290
[R(int) = 0.0813]

3667
[R(int) = 0.0589]

Completeness to theta = 26.00° 100.0% 99.9% 100.0%
Absorption correction None
Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 3372 / 0 / 236 3290 / 0 / 236 3667 / 0 / 253
Goodness-of-fit on F2 1.034 1.007 1.045
R1, wR2 [I > 2σ(I)] 0.0517, 0.1252 0.0504, 0.1145 0.0487, 0.1317
R1, wR2 [all data] 0.1425, 0.1656 0.1141, 0.1491 0.0859, 0.1586
Largest diff. peak and hole (e.Å−3) 0.733 and -1.022 0.879 and -0.775 0.552 and -0.788
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Table S2.  Hydrogen bond geometries (Å, o) for 1, 2, and 3

D-H···A d(D-H) d(H···A) d(D···A) <(DHA) Symmetry code on A atom

Compound 1

N3-H3···O5 0.86 2.19 2.963(9) 149.5 x, y, z

C9-H9···O3 0.93 2.57 3.417(12) 150.9 −x, −y, −z+1

C12-H12A···O4 0.96 2.32 3.16(3) 146.4 x, y, z

C13-H13D···O2 0.96 2.50 3.398(13) 155.4 x+1/2, −y+1/2, z−1/2

Compound 2

N3-H3···O5 0.86 2.21 2.965(7) 147.1 x, y, z

C12-H12A···F4 0.96 2.28 3.11(2) 144.9 x, y, z

C12-H12B···F3 0.96 2.51 3.47(2) 177.0 −x+1, −y, −z+1

C13-H13F···F1 0.96 2.46 3.335(12) 151.9 x+1, y, z

C13-H13D···F2 0.96 2.50 3.398(11) 155.6 x+1/2, −y+1/2, z−1/2

Compound 3

N3-H3···O5 0.86 2.13 2.937(6) 156.2 x, y, z

C3-H3A···F5 0.93 2.42 3.201(9) 141.6 x−1/2, −y+1/2, z−1/2

C12-H12A···F2 0.96 2.41 3.33(2) 159.1 x, y, z

C12'-H12E···F4 0.96 2.59 3.45(2) 149.1 x+1, y, z
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