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Figure S2: Molecular structure of the cation ofJRdipic)]Cl - H,O (2a). Hydrogen atoms have been omitted for clarity.

Figure S3: Molecular structure of the cation ofJRdipic)](NOs) - H,O (2b). Hydrogen atoms have been omitted for clarity.



Table S1. Crystallographic data for compouhds2a, and2b.

1b 2a 2b
empirical formula G:H1sCIFsNsPPd G:H17CI,N;0Pt G:H:CIN,O,Pt
formula weight 500.10 497.29 521.83
crystal system triclinic monoclinic triclinic
space group P-1 P2,/c P-1
a, b, c[A] 7.3980(15), 10.771(2), 8.2740(17), 13.025(3), 7.9150(16), 8.3790(17),

12.338(3) 14.149(3) 13.273(3)
a, B, v 110.21(3), 91.61(3), 102.16(3) 90, 93.97(3), 9 81.80(3), 83.76(3), 73.64(3)
VI[AY 896.4(3) 1521.2(5) 833.8(3)
z 2 4 2
DOeatce [g €T 1.853 2.171 2.078
p(Mokg) [mm 1.333 9.574 8.598
crystal size [mm] 0.10 x 0.10 x 0.10 0.20 x 0.20.38 0.10 x 0.10 x 0.10
temperature [K] 293(2) 150(2) 293(2)
Giny Gmas [°] 2.1,26.4 3.1,274 2.6,25.0
dataset 0:9, -13:12, -15:15 -10:10, -16:14, —-18:17 0:9, -9:9, -15:15
tot., unig. data 3604, 3604 23048, 3452 3146, 3146
observed datd B 20(1)] 1451 2937 2095
Nref, Npay 3604, 227 3452, 234 3146, 210
R, WR,, S[I > 20(1)]@ 0.0483, 0.1173, 0.842 0.0234, 0.0463, 1.096 0.0385682, 0.805
min. and max. resd. dens. [e A 0.67, -0.58 1.00, -0.84 0.80, -0.95

]

[a] Ry = Z|Fol — Fell / ZIIFol, WR, = [EW(Fo” — F2)?  SwW(Fo)) M2
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'H NMR spectrum of comples, indicating the purity of the bulk product.
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IH NMR spectrum of comple&, indicating the purity of the bulk product.



