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1. X-Ray analysis data 

 

 

 

 

 

 

 

 

 

Table S1. Selected crystallographic parameters for 1A, 1B, 1C and 2A. 

Identification code  1A 1B  1C 2A 

Empirical formula  C6H15N6O3PtI4 ·1.9H2O C6H15N3O3PtI4 C6H15N3O3Pt I4·2(C6H7NO) C12H30N6O6Pt·2CO3·6H2O 

Formula weight  914.42  879.90  1026.09 776.62 

Crystal system  monoclinic  triclinic  monoclinic  monoclinic  

Space group, Z P21/c , 8 (no. 14) P-1, 2  (no. 2) P21/n, 4 (no. 14) C2/c, 4 (no. 15) 

a[Å]  14.7525(17)  8.310(2)  8.5050(13)  18.2792(16)  

b[Å ] 14.7601(18)  9.679(3)  14.441(3)  9.4678(8)  

c[Å]  18.3408(19)  10.064(3)  20.993(4)  14.6798(12)  

α[°] 90  94.437(9)  90  90 

β[°]  108.102(4)  91.623(8)  93.956(6)  103.176(2)  

γ[°]  90  96.250(9)  90  90 

Volume[Å3 ] 3796.0(8)  801.7(4)  2572.2(8)  2473.7(4)  

ρcalc[g/cm3 ] 3.200 3.645  2.650 2.088 

µ [mm-1]  13.913  16.454  10.285 5.771  

Tmin,Tmax 0.0648 , 0.1495 0.0299, 0.0911 0.0037,  0.0183 0.2787,  0.7456 

F(000)  3241 772.0  1864.0  1560.0 

Radiation  MoKα (λ = 0.71073)  MoKα (λ = 0.71073)  MoKα (λ = 0.71073)  MoKα (λ = 0.71073)  

2Θ range for data 

collection[°]  
4.158 to 52.822  4.062 to 50.164  3.426 to 50.032  4.874 to 55.044 

Total Reflections, Rint [%] 40445, 8.2 7477, 6.66 15905, 9.57 13768, 6.52 

Indep.Refl., Refl.[I>=2σ] 7736,  6397 2793,  2352 4467 , 3136  2840, 2109 

Goodness-of-fit on F2  1.043 1.041 1.001  0.957 

R1 and  wR2  [I>=2σ]  [%] 3.64, 7.69 4.07, 10.17  5.35, 13.49 2.41, 6.03  

R1 and  wR2  [%] 4.85, 8.07 5.12, 10.63  7.87,15.11  3.37, 6,81 

| - |Fc|| / Σ|Fo|, wR2 = [Σw[(Fo)2 – (Fc)2]2 / Σw(Fo2)2]1/2 for Fo2 > 2σ(Fo2), w = [σ2(Fo)2 + (AP)2 + BP]-1 where P = [(Fo)2 + 2(Fc)2] / 3 
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Table S2. Selected bond lengths [Å] and bond angles [°]  for 1A, 1B, 1C and 2A with 

estimated standard deviations in parentheses. 

 

 

 

 

 

 

 

 

 

 

 

 

  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Compound 2A 

Bond lengths [Å] 

Pt1-N1A 2.0684(3) 

Pt1-N2A 2.0767(2) 

Pt1-N3A 2.0702(3) 

Pt1-N1B 2.0684(3) 

Pt1-N2B 2.0767(2) 

Pt1-N3B 2.0702(3) 

Bond angles [°] 

N3B-Pt1-N2B 88.80(14) 

N3B-Pt1-N1B 91.51(11) 

N3B-Pt1-N1A 88.49(11) 

N3B-Pt1-N2A 91.20(14) 

N1B-Pt1-N2B 89.91(11) 

N1A-Pt1-N1B 180.0 

N2A-Pt1-N2B 180.0 

N2A-Pt1-N1B 90.09(11) 

N2A-Pt1-N1A 89.91(11) 

N3A-Pt1-N2B 91.20(14) 

N3A-Pt1-N3B 180.0 

N3A-Pt1-N1B 88.49(11) 

N3A-Pt1-N1A 91.51(11) 

N3A-Pt1-N2A 88.80(14) 

N1A-Pt1-N2B 90.09(11) 

Compound 1A-A 1A-B 1B 1C 

Bond distance [Å] 

Pt1-I1 2.6367(6) 2.6373(7) 2.6461(10) 2.6181(12) 

Pt1-I2 2.6376(6) 2.6380(7) 2.6448(10) 2.6395(12) 

Pt1 -I3 2.6458(7) 2.6423(7) 2.6397(11) 2.6413(11) 

Pt1-N1  2.108(6) 2.118(6) 2.104(9) 2.0910(11) 

Pt1-N2 2.106(6) 2.127(6) 2.100(10) 2.1020(10) 

Pt1-N3 2.090(6) 2.092(6) 2.110(9) 2.1220(11) 

Bond angles [°] 

I1-Pt1-I3 91.51(2) 91.53(2) 89.20(3) 90.40(4) 

I1-Pt1-I2 90.25(2) 90.86(2) 95.40(4) 92.27(4) 

I2-Pt1-I3 90.88(2) 91.54(2) 89.05(3) 90.73(4) 

N1-Pt1-I1 178.13(18) 178.80(17) 176.2(2) 177.6(3) 

N1 -Pt1-I3 88.92(18) 89.64(18) 90.8(3) 91.9(3) 

N1-Pt1-I2 91.57(18) 89.39(17) 88.4(2) 88.2(3) 

N1-Pt1-N3 90.1(3) 89.8(2) 90.2(4) 87.6(4) 

N2-Pt1-I1 89.12(17) 90.32(17) 86.9(3) 87.9(3) 

N2-Pt1-I3 89.17(17) 89.13(18) 91.9(3) 89.0(3) 

N2-Pt1-I2 179.37(17) 178.64(17) 177.5(3) 179.7(3) 

N2-Pt1-N1 89.1(2) 89.4(2) 89.3(4) 91.6(4) 

N3-Pt1-N2 89.6(2) 89.6(2) 89.8(4) 89.5(4) 

N3-Pt1-I1 89.47(17) 89.02(17) 89.9(3) 90.1(3) 

N3-Pt1-I3 178.44(18) 178.60(17) 178.1(2) 178.4(3) 

N3-Pt1-I2 90.33(17) 89.74(17) 89.4(3) 90.8(3) 
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Table S3. Bond lengths [Å] and bond angles [°] of  hydrogen bonds. 

D H A d(D-H)/Å d(H-A)/Å d(D-A)/Å D-H-A/° 

1A 

O2A H2A O2S 0.82 1.98 2.762(9) 159.2 

O2A H2A O5S 0.82 2.78          3.30(2) 122.6 

N2A H2AA O5S1 0.89 2.06  2.875(19) 151.5 

N2A H2AB O2A1 0.89 2.32 3.091(8) 145.2 

N1B H1BA O3B2 0.89 2.32 3.097(8) 145.3 

N1B H1BB O4S2 0.89 2.03  2.856(16) 152.9 

O3A H3A O1S 0.87 2.57 3.142(11) 124.6 

N1A H1AA O2S3 0.89 2.31 3.166(10) 161.2 

N3A H3AB O1S 0.89 2.27 3.114(10) 157.9 

O1S H1SA O3S 0.85 1.99 2.838(11) 173.4 

O1S H1SB O4S 0.85 2.12         2.82(2) 139.2 

O2S H2SA O5S 0.95 2.04         2.84(2) 139.7 

O2S H2SB O3S4 0.95 1.98 2.856(12) 152.5 

O4S H4SA O1A4 0.85 2.39 2.936(18) 122.5 

O4S H4SB O3B 0.85 2.75 3.278(17) 121.9 

O5S H5SB O1B5 0.85 2.25         2.91(2) 133.5 

Symmetry codes: 

12-X,1-Y,-Z; 23-X,1-Y,1-Z; 32-X,1/2+Y,1/2-Z; 42-X,-1/2+Y,1/2-Z; 53-X,-1/2+Y,1/2-Z 

1C 

O2 H2 O2S 0.84 1.85 2.627(15) 154.2 

O3 H3 O1S 0.84 1.93 2.695(15) 151.6 

N1 H1B O2S1 0.91 2.22 2.885(16) 129.4 

Symmetry Code: 

11/2-X,1/2+Y,1/2-Z 

2A 

  O1S H1SA O61 0.85 1.94 2.760(4) 162.3 

O2 H2 O82 0.82 2.02 2.696(7) 139.6 

O2 H2 O103 0.82 1.70 2.511(6) 167.3 

N2 H2B O94 0.89 1.96 2.830(7) 166.3 

N2 H2B O105 0.89 1.79 2.566(6) 144.9 

O2S H2SA O86 0.71 2.11 2.752(7) 152.0 

O2S H2SA O9 0.71 2.17 2.869(7) 171.8 

O3S H3SB O47 0.85 1.84 2.665(6) 163.3 

O1 H1 O44 0.82 1.95 2.634(9) 140.4 

O1 H1 O48 0.82 1.89 2.638(8) 151.2 

O3 H3 O6 0.82 1.80 2.621(4) 174.9 

N1 H1B O1S 0.89 1.97 2.841(4) 164.9 

N3 H3A O8 0.89 2.04 2.854(8) 152.0 

N3 H3A O96 0.89 1.89 2.728(6) 156.6 

Symmetry codes: 

1-X,2-Y,2-Z; 21/2-X,-1/2+Y,3/2-Z; 3+X,2-Y,-1/2+Z; 4+X,-1+Y,+Z; 51/2-X,3/2-Y,2-Z; 61/2-X,5/2-Y,2-Z; 71/2+X,-

1/2+Y,+Z; 8-X,-1+Y,3/2-Z 
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Figure S1. Packing of the molecules within the unit cell  down the a-axis: (a) taciplatin, 

[PtI3(taci)]I·3H2O, 1A; (b) [PtI3(taci)]I, 1B; (c) [PtI3(taci)]I·2DMF, 1C; and down the b-axis (d) 

ditaciplatin, [Pt(taci)2](CO3)2·6H2O, 2A.  

 

(a)          (b)      

Figure S2. Structure of the complexes 1B (a) and 1C (b). 
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Figure S3. Projection along the plane determined of O1S, Pt, C8, O3S in the structure of 2A.  

2. FTIR spectra 

Tablе S4. Selected IR spectral data. 
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3. Solid-state NMR spectra 

 

Figure S4. 15N CP-MAS  NMR spectrum of 1A 

 

Figure S5. 15N CP-MAS NMR spectrum of 2A.  
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Figure S6. 13CP-MAS NMR spectrum of 1A.  

 

Figure S7. 13C CP-MAS NMR spectrum of 2A.  



11 
 

 

4. NMR Spectra (in solution). 

 

Figure S8. 13C-NMR spectrum of taci.2H2O in D2O, pD=8.4. 

 

Figure S9. 13C-NMR spectrum of 1 (a) and 2 (b) in D2O. 


