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1. General Methods 

All reagents were purchased from chemical suppliers and used without further purification. Cucurbit[7]uril 
(CB[7]) and Cucurbit[8]uril (CB[8]) were prepared using known procedures.1 Solvents were of analytical 
grade and either used as purchased or dried according to procedures described elsewhere.2 Characterization 
by Nuclear Magnetic Resonance spectroscopy (NMR) was carried out using a Bruker Ascend 500 MHz 
spectrometer. 1H and 13C NMR chemical shifts are reported in parts per million (ppm) and are referenced 
to TMS using the residual signal of the solvent as an internal reference. Coupling constants (J) are reported 
in hertz (Hz). Standard abbreviations used to indicate multiplicity are: s = singlet, d = doublet, t = triplet, q 
= quartet, m = multiplet. Products were also characterized by High Resolution Mass Spectrometry (HRMS), 
performed at the COSMIC facility of the Old Dominion University (Norfolk, VA) using a Bruker Daltonics 
12 Tesla APEX-Qe FTICR mass spectrometer with an Apollo II Ion Funnel and positive-ion mode 
electrospray ionization. They were also characterized at the mass spectrometry service of the Laboratory of 
Instrumental Techniques of the University of Valladolid, Spain (L.T.I., www.laboratoriotecnicas 
instrumentales.es) with a Bruker Autoflex Speed MALDI-TOF system (N2 laser, 337 nm, pulse energy 100 
µJ, 1 ns, acceleration voltage 19 kV, reflector in positive mode). 2,5-Dihydroxybenzoic acid (DHB) was 
used as the matrix. UV-Vis absorption spectra were recorded on an Agilent HP-8453 diode-array 
spectrophotometer. Wavelengths (λ) are reported in nanometers (nm) and molar absorption coefficients (ε) 
are reported in M-1cm-1. Density functional theory (DFT) calculations were carried out with the 
TURBOMOLE suite of programs (version 7.2)3–6 on the Owens and Pitzer clusters of the Ohio 
Supercomputer Center in Columbus, OH (23,392-core Dell Intel Xeon E5-2680 v4 and 10,240-core Dell 
Intel Gold 6148 machines, respectively). 4'-(p-Tolyl)-2,2':6',2''-terpyridine, 4'-(3,5-difluorophenyl)-
2,2':6',2''-terpyridine, chloro[4'-(3,5-difluorophenyl)-2,2':6',2''-terpyridine]platinum(II) chloride (PtCl·a) 
and chloro[4'-(p-tolyl)-2,2':6',2''-terpyridine]platinum(II) chloride (PtCl·b) were prepared according to 
published procedures.7 
 
 
2. Preparation and characterization of the Pt(II) complexes/CB[n] assemblies 

(PtCl·a)2·CB[8] and (PtCl·b)2·CB[8]. Chloro[4'-(p-tolyl)-2,2':6',2''-terpyridine]platinum(II) chloride (2.9 
mg, 4.9 µmol) or chloro[4'-(3,5-difluorophenyl)-2,2':6',2''-terpyridine]platinum(II) chloride (3.1 mg, 5.1 
µmol) were placed in a vial and mixed with D2O (5.0 mL). To that mixture, CB[8] (3.3 mg, 2.5 µmol) was 
added and the resulting mixture was thoroughly sonicated. The stock solution was stored at 4 ºC for further 
use. 
 

 
 

(PtCl·a)2·CB[8]. 1H NMR (500 MHz, D2O) δ 8.81 (dd, J = 5.7, 1.5 Hz, 4H, H6), 8.60 (d, J = 8.0 Hz, 4H, 
H3), 8.19 (td, J = 7.8, 1.5 Hz, 4H, H5), 8.16 (s, 4H, H3’), 7.59 (ddd, J = 7.4, 5.6, 1.3 Hz, 4H, H4), 6.64 – 6.52 
(m, 6H, H7

 + H8), 5.78 (d, J = 15.3 Hz, 8H, HCB), 5.66 (d, J = 15.3 Hz, 8H, HCB), 5.40 (s, 16H, HCB), 4.11 
(d, J = 10.5 Hz, 8H, HCB), 4.08 (d, J = 10.6 Hz, 8H, HCB). 13C NMR (126 MHz, D2O) δ 164.06, 163.95, 
162.06, 161.95, 157.32, 156.88, 156.69, 153.85, 151.96, 151.12, 142.73, 129.01, 126.14, 121.50, 109.27, 
109.06, 71.95, 53.46. 19F NMR (471 MHz, D2O) δ -106.84. HRMS (ESI-FTICR): m/z = 1239.237040 [M]2+ 
(calcd. 1239.237450 for C90H74Cl2F4N38O16Pt2). UV-Vis (H2O) λ 274 (ε = 14.9 ´ 103), 327 (ε = 6.12 ´ 103), 
390 (ε = 1.44 ´ 103). 
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(PtCl·b)2·CB[8]. 1H NMR (500 MHz, D2O) δ 8.72 (dd, J = 5.6, 1.5 Hz, 4H, H6), 8.52 (d, J = 8.0 Hz, 4H, 
H3), 8.14 (td, J = 7.9, 1.5 Hz, 4H, H5), 7.97 (s, 4H, H3’), 7.49 (ddd, J = 7.3, 5.6, 1.4 Hz, 4H, H4), 6.69 (d, J 
= 8.0 Hz, 4H, H7), 6.18 (d, J = 7.8 Hz, 4H, H8), 5.74 (d, J = 15.4 Hz, 8H, HCB), 5.58 (d, J = 15.3 Hz, 8H, 
HCB), 5.32 (s, 16H, HCB), 4.02 (dd, J = 30.5, 15.3 Hz, 8H, HCB), 1.86 (s, 6H, H9). 13C NMR (126 MHz, D2O) 
δ 157.82, 156.72, 156.47, 154.25, 153.06, 151.56, 143.32, 142.49, 130.24, 129.00, 128.61, 126.21, 126.02, 
121.06, 71.97, 53.66, 53.52, 21.14. HRMS (ESI-FTICR): m/z = 1217.271545 [M]2+ (calcd. 1217.271119 
for C92H82Cl2N38O16Pt2). UV-Vis (H2O) λ 274 (ε = 22.5 ´ 103), 327 (ε = 10.7 ´ 103), 394 (ε = 5.70 ´ 103). 
 

 

 
 
CB[n]-bound Pt thiolate dimers. In an NMR tube, an aqueous solution of dibasic sodium phosphate (1.0 
M, 11 µL, 11 µmol) and an aqueous solution of monobasic sodium phosphate (0.50 M, 6.0 µL, 3.0 µmol) 
were added to a stock solution of assemblies (PtCl·a)2·CB[8] or (PtCl·b)2·CB[8] (1.0 mM, 0.48 mL) for a 
final concentration of 22 mM of Na2HPO4, 6.0 mM of NaH2PO4, 50 mM in Na+ and a resulting pH* of 7.5. 
To that solution, an aqueous solution of the thiol was added (0.10 M, 5.0 µL, 5.0 µmol) and the mixture 
was subsequently stirred and kept at 30 ºC for 5 min. The color immediately turned from yellow to red. 
 

 
 

1a2·CB[8]. 1H NMR (500 MHz, D2O) δ 9.14 (d, J = 5.3 Hz, 4H, H6), 8.51 (d, J = 7.9 Hz, 4H, H3), 8.20 – 
8.03 (m, 8H, H5

 + H3’), 7.52 (t, J = 6.5 Hz, 4H, H4), 6.61 – 6.37 (m, 6H, H7 + H8), 5.70 (d, J = 15.3 Hz, 8H, 
HCB), 5.58 (d, J = 15.3 Hz, 8H, HCB), 5.32 (s, 16H, HCB), 4.01 (t, J = 15.0 Hz, 16H, HCB), 2.44 (q, J = 7.3 
Hz, 4H, Ha), 1.19 (t, J = 7.3 Hz, 6H, Hb). 13C NMR (126 MHz, D2O) δ 19.73, 24.89, 53.45, 71.94, 108.98, 
109.19, 121.45, 126.11, 128.84, 137.46, 142.09, 150.90, 152.47, 152.79, 156.69, 156.86, 158.05. 19F NMR 
(471 MHz, D2O) δ -107.14. HRMS (MALDI-TOF): 1a: 600.5 [M]+ (calcd. 600.083378 for C23H18F2N3PtS). 
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HRMS (ESI-FTICR): 1a2·CB[8]: m/z = 1265.279416 [M]2+ (calcd. 1265.279230 for C94H84F4N38O16Pt2S2). 
UV-Vis (H2O) λ 248 (ε = 19.5 ´ 103), 278 (ε = 22.3 ´ 103), 585 (ε = 797). 
 

 
 

1b2·CB[8]. 1H NMR (500 MHz, D2O) δ 9.16 (d, J = 4.8 Hz, 4H, H6), 8.56 (d, J = 7.9 Hz, 4H, H3), 8.21 (t, 
J = 8.4 Hz, 4H, H5), 8.06 (s, 4H, H3’), 7.55 (t, J = 6.6 Hz, 4H, H4), 6.76 (d, J = 8.1 Hz, 4H, H7), 6.26 (d, J 
= 8.1 Hz, 4H, H8), 5.81 (d, J = 15.3 Hz, 8H, HCB), 5.65 (d, J = 15.3 Hz, 8H, HCB), 5.39 (s, 16H, HCB), 4.13 
(d, J = 15.3 Hz, 8H, HCB), 4.06 (d, J = 15.3 Hz, 8H, HCB), 2.49 (q, J = 7.3 Hz, 4H, Hb), 1.93 (s, 6H, H9), 
1.26 (t, J = 7.3 Hz, 6H, Hb). 13C NMR (126 MHz, D2O) δ 19.72, 21.09, 24.70, 53.51, 53.65, 71.97, 121.03, 
125.94, 126.19, 128.39, 128.91, 130.72, 141.87, 142.75, 148.32, 152.04, 152.07, 154.06, 156.46, 156.69, 
158.58. HRMS (MALDI-TOF): 1b: 578.4 [M]+ (calcd. 578.115573 for C24H22N3PtS). HRMS (ESI-
FTICR): 1b2·CB[8]: m/z = 1243.313921 [M]2+ (calcd. 1243.315102 for C96H92N38O16Pt2S2). UV-Vis (H2O) 
λ 247 (ε = 21.4 ´ 103), 274 (ε = 22.7 ´ 103), 315 (ε = 13.0 ´ 103), 347 (ε = 10.2 ´ 103), 376 (ε = 8.08 ´ 
103), 510 (ε = 1.05 ´ 103). 
 

 
 

1a·CB[7]. 1H NMR (500 MHz, D2O) δ 9.16 (d, J = 5.7 Hz, 2H, H6), 9.05 (d, J = 8.1 Hz, 2H, H3), 8.67 (s, 
2H, H3’), 8.41 (t, J = 7.8 Hz, 2H, H5), 7.77 (t, J = 6.8 Hz, 2H, H4), 6.81 (d, J = 7.5 Hz, 2H, H7), 6.55 (t, J = 
9.1 Hz, 1H, H8), 5.72 (d, J = 15.4 Hz, 7H, HCB), 5.65 (d, J = 15.4 Hz, 7H, HCB), 5.41 (s, 14H, HCB), 4.13 (d, 
J = 15.4 Hz, 7H, HCB), 4.09 (d, J = 15.4 Hz, 7H, HCB), 2.55 (q, J = 7.3 Hz, 2H, Ha), 1.31 (t, J = 7.3 Hz, 3H, 
Hb). 19F NMR (471 MHz, D2O) δ -110.66. HRMS (MALDI-TOF): 1a·CB[7]: m/z = 1764.4251 [M]+ (calcd. 
1764.4282 for C65H60N31F2O14PtS); 1a: m/z = 576.0 [M]+ (calcd. 576.094405 for C24H19N3PtS). HRMS 
(ESI-FTICR): 1a·CB[7]: m/z = 1763.427229 [M]+ (calcd. 1764.4268185 for C65H60N31F2O14PtS). UV-Vis 
(H2O) λ 259 (ε = 21.4 ´ 103), 289 (ε = 26.1 ´ 103), 343 (ε = 9.74 ´ 103), 488 (ε = 1.47 ´ 103). 
 
 

 
 

1b·CB[7]. 1H NMR (500 MHz, D2O) δ 9.06 (s, 2H, H6), 9.00 (s, 2H, H3), 8.60 (s, 2H, H3’), 8.41 (s, 2H, 
H5), 7.70 (s, 2H, H4), 7.08 (s, 2H, H7), 6.43 (s, 2H, H8), 5.74 (d, J = 15.9 Hz, 7H, HCB), 5.66 (d, J = 15.9 
Hz, 7H, HCB), 5.41 (s, 14H, HCB), 4.14 (d, J = 15.2 Hz, 7H, HCB), 4.08 (d, J = 15.2 Hz, 7H, HCB), 2.45 (q, J 
= 6.8 Hz, 2H, Ha), 1.81 (s, 3H H9), 1.25 (t, J = 6.8 Hz, 3H Hb). HRMS (MALDI-TOF): 1b·CB[7]: m/z = 
1742.4667 [M]+ (calcd. 1742.4627 for C66H64N31O14PtS); 1b: m/z = 579.0 [M]+ (calcd. 579.117882 for 
C24H22N3PtS). HRMS (ESI-FTICR): 1b·CB[7]: m/z = 1741.461728 [M]+ (calcd. 1741.463109 for 
C66H64N31O14PtS). UV-Vis (H2O) λ 241 (ε = 22.3 ´ 103), 262 (ε = 21.4 ´ 103), 280 (ε = 20.7 ´ 103), 314 (ε 
= 12.9 ´ 103), 334 (ε = 13.3 ´ 103), 375 (ε = 7.81 ´ 103), 490 (ε = 1.46 ´ 103). 
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2a2·CB[8]. 1H NMR (500 MHz, D2O) δ 9.21 (d, J = 5.2 Hz, 4H, H6), 8.59 (d, J = 7.8 Hz, 4H, H3), 8.21 (t, 
J = 7.8 Hz, 4H, H5), 8.19 (s, 4H, H3’), 7.60 (t, J = 6.4 Hz, 4H, H4), 6.64 – 6.51 (m, 6H, H7

 + H8), 5.78 (d, J 
= 15.3 Hz, 8H, HCB), 5.65 (d, J = 15.3 Hz, 8H, HCB), 5.39 (s, 16H, HCB), 4.10 (d, J = 14.4 Hz, 8H, HCB), 
4.06 (d, J = 14.4 Hz, 8H, HCB), 2.69 (d, J = 5.3 Hz, 4H, Ha

 or Hb), 2.64 (d, J = 5.3 Hz, 4H, Ha
 or Hb). 13C 

NMR (126 MHz, D2O) δ 26.05, 39.49, 53.45, 71.94, 109.02, 109.23, 121.50, 126.20, 128.96, 137.40, 
142.26, 151.18, 152.53, 152.87, 156.68, 156.88, 157.88, 161.91, 162.02, 163.91, 164.02, 177.53. 19F NMR 
(471 MHz, D2O) δ -107.07. HRMS (MALDI-TOF): 2a·CB[8]: 1974.4621 [M]+ (calcd. 1974.4672 for 
C72H66F2N35O18PtS); 2a: m/z = 645.0757 [M]+ (calcd. 645.0732 for C24H18F2N3O2PtS). HRMS (ESI-
FTICR): 849.167683 [M+Na+H]3+ (calcd. 849.167844 for C96H84F4N38O20Pt2S2Na). UV-Vis (H2O) λ 249 
(ε = 20.6 ´ 103), 278 (ε = 24.1 ´ 103), 585 (ε = 1.42 ´ 103). 
 

 
 

2b2·CB[8]. 1H NMR (500 MHz, D2O) δ 9.25 (d, J = 4.8 Hz, 4H, H6), 8.65 (d, J = 8.0 Hz, 4H, H3), 8.31 (t, 
J = 7.8 Hz, 4H, H5), 8.16 (s, 4H, H3’), 7.65 (t, J = 6.6 Hz, 4H, H4), 6.85 (d, J = 8.1 Hz, 4H, H7), 6.35 (d, J 
= 8.1 Hz, 4H, H8), 5.90 (d, J = 15.3 Hz, 8H, HCB), 5.74 (d, J = 15.3 Hz, 8H, HCB), 5.49 (s, 16H, HCB), 4.22 
(d, J = 15.4 Hz, 8H, HCB), 4.16 (d, J = 15.3 Hz, 8H, HCB), 2.77 (d, J = 6.4 Hz, 4H, Ha

 or Hb), 2.73 (d, J = 
5.5 Hz, 4H, Ha

 or Hb), 2.02 (s, 6H, H9). 13C NMR (126 MHz, D2O) δ 21.10, 25.84, 39.50, 53.51, 53.65, 
71.98, 121.06, 125.97, 126.27, 128.51, 128.93, 130.66, 142.02, 142.86, 145.89, 152.10, 154.30, 156.46, 
156.72, 158.41, 177.59. HRMS (MALDI-TOF): 2b2·CB[8]: 2575.3 [M]+ (calcd. 2575.6095 for 
C98H92N38O20Pt2S2); 2b·CB[8]: m/z = 1952.4996 [M]+ (calcd. 1952.5017 for C73H70N35O18PtS); 2b: m/z = 
623.1075 [M]+ (calcd. 623.1077 for C25H22N3O2PtS). HRMS (ESI-FTICR): 1310.290823 [M+Na]2+ (calcd. 
1310.293570 for C98H92N38O20Pt2S2Na). UV-Vis (H2O) λ 248 (ε = 20.8 ´ 103), 274 (ε = 22.5 ´ 103), 313 (ε 
= 12.5 ´ 103), 347 (ε = 9.84 ´ 103), 347 (ε = 9.42 ´ 103), 376 (ε = 9.11 ´ 103), 510 (ε = 863). 
 
 

 
 
2a·CB[7]. 1H NMR (500 MHz, D2O) δ 9.22 (d, J = 5.7 Hz, 2H, H6), 9.04 (d, J = 8.1 Hz, 2H, H3), 8.66 (s, 
2H, H3’), 8.39 (t, J = 8.0 Hz, 2H, H5), 7.76 (t, J = 6.8 Hz, 2H, H4), 6.81 (d, J = 7.2 Hz, 2H, H7), 6.55 (t, J = 
9.3 Hz, 1H, H8), 5.72 (d, J = 15.4 Hz, 7H, HCB), 5.65 (d, J = 15.4 Hz, 7H, HCB), 5.41 (s, 14H, HCB), 4.13 (d, 
J = 15.4 Hz, 7H, HCB), 4.08 (d, J = 15.4 Hz, 7H, HCB), 2.72 (t, J = 7.2 Hz, 2H, Ha

 or Hb), 2.54 (t, J = 7.2 Hz, 
2H, Ha

 or Hb). 19F NMR (471 MHz, D2O) δ -110.75. HRMS (MALDI-TOF): 2a·CB[7]: m/z = 1808.4198 
[M]+ (calcd. 1808.4181 for C66H60N31F2O16PtS); 2a: m/z = 645.1 [M]+ (calcd. 645.073217 for 
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C24H18N3F2O2PtS). HRMS (ESI-FTICR): 1807.417063 [M]+ (calcd. 1807.417843 for C66H60F2N31O16PtS). 
UV-Vis (H2O) λ 246 (ε = 21.1 ´ 103), 289 (ε = 23.8 ´ 103), 348 (ε = 8.70 ´ 103), 478 (ε = 1.38 ´ 103). 
 
 

 
 
2b·CB[7]. 1H NMR (500 MHz, D2O) δ 9.10 (s, 2H, H6), 8.97 (s, 2H, H3), 8.58 (s, 2H, H3’), 8.37 (s, 2H, 
H5), 7.68 (s, 2H, H4), 7.07 (s, 2H, H7), 6.42 (s, 2H, H8), 5.80 – 5.56 (m, 14H, HCB), 5.41 (s, 14H, HCB), 4.31 
– 3.89 (m, 14H, HCB), 2.63 (t, J = 6.4 Hz, 2H, Ha

 or Hb), 2.48 (s, 2H, Ha
 or Hb), 1.81 (s, 3H, H9). HRMS 

(MALDI-TOF): 2b·CB[7]: m/z = 1786.4532 [M]+ (calcd. 1786.4526 for C67H64N31O16PtS); 2b: m/z = 
623.1075 [M]+ (calcd. 623.1077 for C25H22N3O2PtS). UV-Vis (H2O) λ 244 (ε = 22.3 ´ 103), 280 (ε = 20.1 
´ 103), 314 (ε = 12.4 ´ 103), 334 (ε = 12.5 ´ 103), 375 (ε = 8.35 ´ 103), 490 (ε = 1.46 ´ 103). 
 
 

 
 

3b2·CB[8]. 1H NMR (500 MHz, D2O) δ 9.10 (dd, J = 5.6, 1.0 Hz, 4H, H6), 8.51 (d, J = 8.0 Hz, 4H, H3), 
8.16 (td, J = 7.8, 1.4 Hz, 4H, H5), 8.00 (s, 4H, H3’), 7.52 – 7.47 (m, 4H, H4), 6.68 (d, J = 8.2 Hz, 4H, H7), 
6.19 (d, J = 8.2 Hz, 4H, H8), 5.73 (d, J = 15.3 Hz, 8H, HCB), 5.57 (d, J = 15.3 Hz, 8H, HCB), 5.32 (s, 16H, 
HCB), 4.05 (d, J = 15.3 Hz, 8H, HCB), 3.99 (d, J = 15.3 Hz, 8H, HCB), 3.09 (t, J = 7.3 Hz, 4H, Ha

 or Hb), 2.63 
(t, J = 7.3 Hz, 4H, Ha

 or Hb), 1.86 (s, 6H, H9). 13C NMR (126 MHz, D2O) δ 21.11, 27.41, 42.69, 53.51, 
53.65, 71.97, 121.09, 125.96, 126.43, 128.71, 128.98, 130.53, 142.24, 143.09, 151.98, 152.16, 154.51, 
156.44, 156.74, 158.52. HRMS (MALDI-TOF): 3b: 593.5 [M-H]+ (calcd. 593.120941 for C24H23N4PtS). 
HRMS (ESI-FTICR): 1258.324820 [M]2+ (calcd. 1258.324770 for C96H94N40O16Pt2S2).  UV-Vis (H2O) λ 
245 (ε = 20.7 ´ 103), 273 (ε = 21.7 ´ 103), 312 (ε = 12.0 ´ 103), 347 (ε = 9.42 ´ 103), 376 (ε = 9.40 ´ 103), 
510 (ε = 714). 
 

 
 

4b2·CB[8]. 1H NMR (500 MHz, D2O) δ 9.27 (d, J = 5.3 Hz, 2H, H6), 9.06 (d, J = 5.4 Hz, 2H, H6), 8.74 (d, 
J = 7.9 Hz, 2H, H3), 8.57 (d, J = 7.9 Hz, 2H, H3), 8.35 (t, J = 7.7 Hz, 2H, H5), 8.27 (t, J = 7.7 Hz, 2H, H5), 
8.17 (s, 2H, H3’), 8.15 (s, 2H, H3’), 7.67 (d, J = 7.7 Hz, 2H, H4), 7.64 (d, J = 7.7 Hz, 2H, H4), 6.85 (d, J = 
7.5 Hz, 4H, H7), 6.34 (d, J = 7.5 Hz, 4H, H8), 5.90 (d, J = 15.3 Hz, 8H, HCB), 5.74 (d, J = 15.3 Hz, 8H, 
HCB), 5.48 (s, 16H, HCB), 4.25 – 4.19 (m, 10H, HCB + Hb), 4.15 (d, J = 15.3 Hz, 8H, HCB), 3.14 (qd, J = 
15.0, 4.3 Hz, 4H, Ha), 2.02 (s, 6H, H9). 13C NMR (126 MHz, D2O) δ 21.12, 30.80, 53.51, 53.65, 55.10, 
71.97, 120.95, 121.19, 125.97, 126.11, 126.53, 128.30, 128.35, 128.97, 130.51, 142.16, 142.22, 142.47, 
143.06, 151.98, 152.07, 152.21, 152.45, 153.57, 154.45, 156.45, 156.73, 158.22, 158.43, 171.62. HRMS 
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(MALDI-TOF): 4b: 638.1 [M]+ (calcd. 638.118605 for C25H23N4O2PtS). HRMS (ESI-FTICR): 
1302.314661 [M]2+ (calcd. 1302.314598 for C98H94N40O20Pt2S2). UV-Vis (H2O) λ 248 (ε = 21.0 ´ 103), 274 
(ε = 22.5 ´ 103), 312 (ε = 12.3 ´ 103), 347 (ε = 10.1 ´ 103), 376 (ε = 9.58 ´ 103), 510 (ε = 1.01 ´ 103). 
 
 

 
 

5b2·CB[8]. 1H NMR (500 MHz, D2O) δ 9.06 (d, J = 5.0 Hz, 2H, H6), 9.00 (d, J = 5.0 Hz, 2H, H6), 8.52 (d, 
J = 7.9 Hz, 2H, H3), 8.49 (d, J = 7.9 Hz, 2H, H3), 8.25 – 8.12 (m, 4H, H5), 8.07 (s, 2H, H3’), 7.97 (s, 2H, 
H3’), 7.54 – 7.47 (m, 4H, H4), 6.70 (d, J = 7.6 Hz, 4H, H7), 6.18 (d, J = 7.6 Hz, 4H, H8), 5.73 (d, J = 15.2 
Hz, 8H, HCB), 5.59 (d, J = 15.2 Hz, 8H, HCB), 5.33 (s, 16H, HCB), 4.44 (dd, J = 7.6, 5.0 Hz, 2H, Hd), 4.06 
(d, J = 15.3 Hz, 8H, HCB), 4.00 (d, J = 15.3 Hz, 8H, HCB), 3.62 (t, J = 6.6 Hz, 2H, Ha), 3.49 (s, 4H, Hf), 2.90 
(dd, J = 14.1, 4.5 Hz, 2H, He), 2.65 (dd, J = 14.1, 7.9 Hz, 2H, He), 2.33 – 2.23 (m, 2H, Hb

 or Hc), 2.18 – 
2.07 (m, 2H, Hb

 or Hc), 1.85 (s, 6H, H9), 1.83 – 1.77 (m, 4H, Hb
 or Hc). 13C NMR (126 MHz, D2O) δ 21.10, 

25.69, 31.16, 32.01, 40.75, 53.05, 53.51, 53.65, 57.23, 71.97, 121.15, 121.26, 126.02, 126.33, 126.43, 
128.62, 128.72, 128.94, 130.55, 142.28, 142.97, 151.92, 151.95, 152.09, 152.28, 154.45, 156.46, 156.73, 
158.23, 158.48, 172.28, 172.55, 172.62, 172.84, 174.02. HRMS (MALDI-TOF): 5b2·CB[8]: 2979.2 
[M+H]+ (calcd. 2978.7674 for C112H115N44O28Pt2S2); 5b·CB[8]: m/z = 2154.5847 [M+H]+ (calcd. 
2154.5846 for C80H82N38O22PtS); 5b: m/z = 824.1832 [M]+ (calcd. 824.1827 for C32H33N6O6PtS). HRMS 
(ESI-FTICR): 1015.576808 [M+Na+H]3+ (calcd. 1015.578032 for C112H115N44O28Pt2S2Na). UV-Vis (H2O) 
λ 246 (ε = 20.7 ´ 103), 274 (ε = 21.7 ´ 103), 314 (ε = 12.3 ´ 103), 347 (ε = 9.74 ´ 103), 376 (ε = 9.28 ´ 
103), 510 (ε = 1.14 ´ 103). 
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3. 1H and 13C NMR spectra of the Pt(II) complexes/CB[n] assemblies  

 
Figure S1. 1H-NMR spectrum of complex (PtCl×a)2×CB[8] in D2O. 

 
Figure S2. 13C{1H}-NMR spectrum of complex (PtCl×a)2×CB[8] in D2O. 



 S9 

 
 

 
Figure S3. 19F{1H}-NMR spectrum of complex (PtCl×a)2×CB[8] in D2O. 

 

 
Figure S4. 1H-NMR spectrum of complex (PtCl×b)2×CB[8] in D2O. 
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Figure S5. 13C{1H}-NMR spectrum of complex (PtCl×b)2×CB[8] in D2O. 

 

 
Figure S6. 1H-NMR spectrum of complex (PtCl×a)×CB[7] in D2O. 
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Figure S7. 19F{1H}-NMR spectrum of complex (PtCl×a)×CB[7] in D2O. 

 

 
Figure S8. 1H-NMR spectrum of complex (PtCl×b)×CB[7] in D2O. 
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Figure S9. 1H-NMR spectrum of complex 1a2·CB[8] in D2O. 

 

 
Figure S10. 13C{1H}-NMR spectrum of complex 1a2·CB[8] in D2O. 
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Figure S11. 19F{1H}-NMR spectrum of complex 1a2·CB[8] in D2O. 

 

 
Figure S12. 1H-NMR spectrum of complex 1b2·CB[8] in D2O. 
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Figure S13. 13C{1H}-NMR spectrum of complex 1b2·CB[8] in D2O. 

 
Figure S14. 1H-NMR spectrum of complex 1a·CB[7] in D2O. 
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Figure S15. 19F{1H}-NMR spectrum of complex 1a·CB[7] in D2O. 

 

 
Figure S16. 1H-NMR spectrum of complex 1b·CB[7] in D2O. 
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Figure S17. 1H-NMR spectrum of complex 2a2·CB[8] in D2O. 

 

 
Figure S18. 13C{1H}-NMR spectrum of complex 2a2·CB[8] in D2O. 
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Figure S19. 19F{1H}-NMR spectrum of complex 2a2·CB[8] in D2O. 

 
 

 
Figure S20. 1H-NMR spectrum of complex 2b2·CB[8] in D2O. 
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Figure S21. 13C{1H}-NMR spectrum of complex 2b2·CB[8] in D2O. 

 
 

 
Figure S22. 1H-NMR spectrum of complex 2a·CB[7] in D2O. 
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Figure S23. 19F{1H}-NMR spectrum of complex 2a·CB[7] in D2O. 

 
 

 
Figure S24. 1H-NMR spectrum of complex 2b·CB[7] in D2O. 
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Figure S25. 1H-NMR spectrum of complex 3b2·CB[8] in D2O. 

 
 

 
Figure S26. 13C{1H}-NMR spectrum of complex 3b2·CB[8] in D2O. 
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Figure S27. 1H-NMR spectrum of complex 4b2·CB[8] in D2O. 

 

 
Figure S28. 13C{1H}-NMR spectrum of complex 4b2·CB[8] in D2O. 
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Figure S29. 1H-NMR spectrum of complex 5b2·CB[8] in D2O. 

 
Figure S30. 13C{1H}-NMR spectrum of complex 5b2·CB[8] in D2O. 
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Figure S31. Assigned 19F{1H}-NMR spectrum after mixing assemblies 1a2×CB[8] and 3b2×CB[8] in D2O 

and once equilibrium has been reached. 

 
 
 
 

 
Figure S32. Partially Assigned 19F{1H}-NMR spectrum after mixing assemblies 1a2×CB[8] and 4b2×CB[8] in 

D2O and once equilibrium has been reached. 
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Figure S33. Assigned 19F{1H}-NMR spectrum after mixing assemblies 1a2×CB[8] and 5b2×CB[8] in D2O 

and once equilibrium has been reached. 

 
 
4. UV-Vis absorption spectra of the Pt(II) complexes/CB[n] assemblies 

 
 

 
Figure S34. UV-Vis absorption spectra of CB[8]-bound dimers of 3,5-difluorophenyl-substituted Pt(II) 

terpyridyl complexes. 
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Figure S35. UV-Vis absorption spectra of CB[8]-bound dimers of tolyl-substituted Pt(II) terpyridyl 

complexes. 

 
 
 
 
 
 

 
Figure S36. UV-Vis absorption spectra of CB[7]-bound 3,5-difluorophenyl-substituted Pt(II) terpyridyl 

complexes 
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Figure S37. UV-Vis absorption spectra of CB[7]-bound tolyl-substituted Pt(II) terpyridyl complexes. 

 
 
5. Kinetic measurements 

Two solutions of freshly prepared Pt thiolate complexes (0.30 mL each) were added to an NMR tube 
previously filled with a stock solution of 2,2,2-trifluoroethylamine hydrochloride in D2O (0.10 M, 6.0 µL). 
The resulting mixture was shaken and kept at 25 ºC. It was monitored periodically by 1H and 19F NMR 
spectroscopy until the system reached equilibrium. The concentration of each assembly was determined 
using the signals of 2,2,2-trifluoroethylamine hydrochloride as internal standard and after carrying out 
spectral deconvolution of the peaks of interest. See narrative (Figures 5 and 6 and relevant text) and Figure 
S38 below for kinetic profiles. 
 

 
Figure S38. Total concentrations of Pt(II) complex 1a as a function of time and normalized at t = 0, when 
CB[7]-secured dimer 1a×CB[7] is allowed to scramble with stoichiometric amounts of complex 3b×CB[7] 
(blue dots and fit) and ligand 3b (red dots and fit). 
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Rate law for scrambling experiments 
 
The process for a pair of homoternary complexes (1a2×CB[8] and 1b2×CB[8], for example) scrambling into 
heteroternary complex 1a×1b×CB[8] is described with equation (1); k1 and k-1 are rate constants of the 
forward and reverse reactions, respectively. 
 

1
2
𝟏𝐚%×CB[8] +

1
2
𝟏𝐛%×CB[8] ⇄

1
2
𝟏𝐚×𝟏𝐛×CB[8] +

1
2
𝟏𝐛×𝟏𝐚×CB[8]								(1) 

 
The rate law is described by equation (2): 
 
𝑑[𝟏𝐚×𝟏𝐛×CB[8]]

𝑑𝑡
= 𝑘56𝟏𝐚%×CB[8]7

5
%8 6𝟏𝐛%×CB[8]7

5
%8 − 𝑘:56𝟏𝐚×𝟏𝐛×CB[8]7

5
%8 6𝟏𝐛×𝟏𝐚×CB[8]7

5
%8 				(2) 

 
Concentrations of homoternary complexes 1a2×CB[8] and 1b2×CB[8] are set up to be equal at t = 0. If x is 
the concentration of heteroternary complex 1a×1b×CB[8] (and 1b×1a×CB[8]), relative to the initial 
concentration of homoternary complex 1a2×CB[8], then: 
 

𝑑𝑥
𝑑𝑡

= 𝑘5(1 − 𝑥)5/%(1 − 𝑥)5/% − 𝑘:5𝑥5/%𝑥5/% = 𝑘5(1 − 𝑥) − 𝑘:5𝑥			(4) 

 
The solution to the differential equation is: 
 

𝑥 =
𝑘5

𝑘5 + 𝑘:5
>1 − 𝑒:(@AB@CA)DE			(5) 

 
The concentration of homoternary complex 1a2×CB[8] as a function of time and relative to its concentration 
at t = 0 is then obtained from equation (6): 
 

6𝟏𝐚%×CB[8]7D
6𝟏𝐚%×CB[8]7G

= 1 −
𝑘5

𝑘5 + 𝑘:5
>1 − 𝑒:(@AB@CA)DE			(6) 

 
Rate constants k1 and k-1 are fitted using equation (6) in Figures 5 and S38, and are listed in Table S1 below. 
Half-lives of homoternary complexes t1/2 (i.e. the time needed to consume half of those compared to 
equilibrium conditions) are calculated using equation (7) and presented in Table S1 as well. 
 

𝑡5/% =
ln 2

𝑘5 + 𝑘:5
										(7) 
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Table S1. Rate constants and half-lives of pairs of CB[8]/Pt homoternary complexes scrambling into heteroternary 
assemblies upon mixing. 

Pairs of assemblies combined at t = 0 k1 [s-1] k-1 [s-1] t1/2 [h] 
1a2×CB[8]/1b2×CB[8] 1.2 (± 0.1) ´ 10-5 9.5 (± 0.1) ´ 10-6 8.9 
2a2×CB[8]/2b2×CB[8] 6.6 (± 0.5) ´ 10-6 5.2 (± 0.5) ´ 10-6 16 
1a2×CB[8]/2b2×CB[8] 7.9 (± 0.3) ´ 10-6 6.6 (± 0.3) ´ 10-6 13 
1a2×CB[8]/3b2×CB[8] 1.8 (± 0.1) ´ 10-5 1.3 (± 0.1) ´ 10-5 6.2 
1a2×CB[8]/4b2×CB[8] 7.0 (± 0.2) ´ 10-6 7.1 (± 0.2) ´ 10-6 14 
1a2×CB[8]/5b2×CB[8] 7.7 (± 0.1) ´ 10-6 8.0 (± 0.1) ´ 10-6 12 
1a×CB[7]/3b×CB[7]a

 4.0 (± 0.4) ´ 10-3 1.5 (± 0.2) ´ 10-3 0.035 
1a×CB[7]/3b 7.0 (± 0.4) ´ 10-4 2.8 (± 0.5) ´ 10-4 0.20 

a For this mixture, the equilibrium was	𝟏𝐚×CB[7] + 𝟑𝐛×CB[7] ⇄ 𝟏𝐛×CB[7] + 𝟑𝐚×CB[7]		 
b For this mixture, the equilibrium was	𝟏𝐚×CB[7] + 𝟑 ⇄ 𝟑𝐚×CB[7] + 𝟏	 
 
 
6. Computational details 

All structures were optimized at the B97-3c level8 with def2-mTZVP basis sets in conjunction with default 
COSMO solvation parameters. The m4 grid was used throughout this study. When performed, vibrational 
analysis was carried out at the same level of theory. Convergence criteria were 10-6 Hartree for 
optimizations. When vibrational analysis was carried out, structures were first re-optimized with a 10-8 
Hartree convergence criterium. 
 

1a2×CB[8] 

  
 
N          3.58950       -4.69080        3.36720 
C          6.17330       -4.10760        2.57820 
C          4.62940       -5.23530        4.00770 
C          3.80960       -3.83110        2.31700 
C          5.09970       -3.53480        1.91460 
C          5.93430       -4.96250        3.64050 
H          4.37710       -5.90090        4.81910 
H          5.26070       -2.86350        1.08450 
H          6.74360       -5.42180        4.18690 
N          1.47320       -3.78350        2.20450 
C          1.27450       -2.06120        0.10640 
C          0.24790       -3.50880        1.72580 
C          2.60840       -3.30240        1.66950 
C          2.53010       -2.42410        0.60550 
C          0.12700       -2.63140        0.66640 
H          3.42620       -2.05750        0.13070 
H         -0.84890       -2.38160        0.28830 
N         -0.41090       -4.97600        3.50900 
C         -3.10270       -4.70210        2.95770 
C         -1.32110       -5.60040        4.26410 
C         -0.82030       -4.18230        2.46410 
C         -2.16530       -4.04000        2.18230 
C         -2.67540       -5.49280        4.01060 
H         -0.92670       -6.17640        5.08690 
H         -2.49320       -3.42390        1.36240 
H         -3.37410       -6.02010        4.64120 
H         -4.15360       -4.58410        2.74130 
H          7.18310       -3.88200        2.26930 
C          1.15820       -1.06760       -0.96530 
C          0.87690        0.90720       -2.93800 
C          2.10180       -0.04390       -1.07210 
C          0.07570       -1.10270       -1.84510 

C         -0.04040       -0.11710       -2.80130 
C          1.93250        0.91630       -2.04700 
H          2.94060        0.03550       -0.39730 
H         -0.65720       -1.89180       -1.80810 
N          2.92740       -1.85160        5.03780 
C          5.09940       -0.67890        3.79980 
C          4.17020       -2.14880        5.43200 
C          2.73340       -0.97050        4.00080 
C          3.81510       -0.37950        3.37650 
C          5.27900       -1.57340        4.84100 
H          4.24500       -2.87470        6.22690 
H          3.66980        0.31720        2.56820 
H          6.26310       -1.83680        5.19620 
N          0.46810       -1.44810        4.35770 
C         -0.51800        0.10980        2.35520 
C         -0.86550       -1.38050        4.20500 
C          1.34040       -0.74460        3.61600 
C          0.85890        0.04620        2.59150 
C         -1.38710       -0.59840        3.19210 
H          1.54650        0.59580        1.97280 
H         -2.45390       -0.49490        3.07470 
N         -0.80990       -2.86750        6.09120 
C         -3.56430       -2.97080        6.29530 
C         -1.38820       -3.60120        7.04790 
C         -1.59140       -2.16860        5.20170 
C         -2.97090       -2.21380        5.29740 
C         -2.76290       -3.67680        7.17620 
H         -0.71000       -4.11920        7.70870 
H         -3.57450       -1.65610        4.59730 
H         -3.18740       -4.28340        7.96120 
H         -4.64020       -3.01020        6.37710 
H          5.94410       -0.22250        3.30650 

C         -1.03790        0.88040        1.22170 
C         -1.97080        2.27920       -1.02390 
C         -0.34390        1.99540        0.75020 
C         -2.20070        0.46450        0.56990 
C         -2.63020        1.16800       -0.53530 
C         -0.82210        2.66080       -0.35760 
H          0.54220        2.35960        1.24360 
H         -2.75470       -0.40650        0.88580 
N          5.51590        3.17800       -2.98830 
C          6.31630        2.85360       -1.83120 
C          5.84850        3.89050       -0.77820 
N          4.91110        4.70970       -1.50210 
C          4.73970        4.29590       -2.80200 
H          7.37690        2.92040       -2.07210 
H          6.65750        4.50050       -0.37650 
N          6.02760        1.58850       -1.20360 
N          5.27240        3.07080        0.26420 
C          5.41520        1.72730        0.01530 
O          4.05740        4.85240       -3.65010 
O          5.09160        0.81480        0.76500 
N         -0.23090       -2.53750       -5.84190 
C          0.58720       -3.61640       -5.35420 
C          2.02180       -3.04710       -5.41820 
N          1.81640       -1.66690       -5.79870 
C          0.50660       -1.41830       -6.14940 
H          0.44460       -4.50580       -5.96870 
H          2.65570       -3.54960       -6.14960 
N          0.42220       -3.94290       -3.95510 
N          2.53280       -3.25470       -4.08890 
C          1.60570       -3.83640       -3.25520 
O          0.08370       -0.39660       -6.67080 
O          1.80210       -4.21460       -2.11050 
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N         -4.53760       -2.34660       -4.31850 
C         -4.17900       -3.64280       -3.80030 
C         -2.82140       -3.94540       -4.47950 
N         -2.58020       -2.77270       -5.28230 
C         -3.62060       -1.87360       -5.22920 
H         -4.95540       -4.37240       -4.03100 
H         -2.83550       -4.83920       -5.10320 
N         -3.86260       -3.67670       -2.39300 
N         -1.91740       -4.12670       -3.36730 
C         -2.55250       -4.00420       -2.15410 
O         -3.72990       -0.85830       -5.90100 
O         -2.04100       -4.18010       -1.05550 
N         -6.78860        0.46590       -1.57870 
C         -7.03420       -0.73540       -0.81610 
C         -6.53520       -1.85930       -1.75970 
N         -6.15700       -1.15380       -2.95670 
C         -6.32840        0.20580       -2.84680 
H         -8.09050       -0.81370       -0.56020 
H         -7.29260       -2.61060       -1.98300 
N         -6.22290       -0.90650        0.36290 
N         -5.44140       -2.45250       -1.02320 
C         -5.29270       -1.90450        0.22770 
O         -6.14940        1.02740       -3.73410 
O         -4.49960       -2.26850        1.08680 
C         -1.57670       -2.73570       -6.31260 
H         -1.61240       -3.67180       -6.87310 
H         -1.82070       -1.91370       -6.97660 
C         -0.64720       -4.79060       -3.49850 
H         -0.36670       -5.16880       -2.52110 
H         -0.76250       -5.62870       -4.18920 
N         -5.03210        3.98180        0.66460 
C         -5.63030        3.36390        1.82600 
C         -6.50020        2.23370        1.22630 
N         -6.36030        2.41600       -0.19410 
C         -5.53300        3.46570       -0.51280 
H         -6.20290        4.09830        2.39290 
H         -7.55040        2.29090        1.51330 
N         -4.71630        2.66440        2.69530 
N         -5.90140        1.03600        1.76880 
C         -4.92610        1.30780        2.69430 
O         -5.30690        3.89180       -1.63560 
O         -4.36960        0.49190        3.41940 
N         -1.03490        6.16390        1.30480 
C         -1.31970        5.77200        2.65990 
C         -2.78890        5.29840        2.60400 
N         -3.09880        5.33960        1.19150 
C         -2.10230        5.95430        0.46350 
H         -1.15860        6.61120        3.33730 

H         -3.47330        5.94090        3.15910 
N         -0.61290        4.60260        3.13430 
N         -2.74880        3.98580        3.19190 
C         -1.47520        3.61110        3.55280 
O         -2.16950        6.28310       -0.71210 
O         -1.16640        2.59610        4.15820 
C         -4.45860        5.30100        0.72010 
H         -5.07780        5.92700        1.36760 
H         -4.46920        5.71010       -0.28420 
C         -3.92410        3.32670        3.69660 
H         -4.54560        4.06330        4.20870 
H         -3.60100        2.57320        4.40700 
C         -6.49080       -0.26690        1.62180 
H         -6.08670       -0.89400        2.40940 
H         -7.57120       -0.18810        1.74400 
C          0.07370        7.01490        0.95930 
H          0.16750        7.78720        1.72500 
H         -0.15110        7.48310        0.00730 
C          0.73460        4.68500        3.63200 
H          0.91260        3.80080        4.23500 
H          0.83380        5.57410        4.25880 
C         -5.86980       -1.80840       -4.20410 
H         -6.58610       -2.61850       -4.34650 
H         -5.99690       -1.07730       -4.99500 
C         -4.87190       -3.72590       -1.36990 
H         -4.41480       -4.13840       -0.47700 
H         -5.67180       -4.39000       -1.70120 
C         -7.21610        1.77220       -1.15870 
H         -8.21650        1.69830       -0.73140 
H         -7.25260        2.40000       -2.04240 
N          1.74430        4.73150        2.60720 
C          2.13870        5.96100        1.95860 
C          3.51180        5.61830        1.33160 
N          3.71330        4.23910        1.70330 
C          2.69740        3.74820        2.48220 
H          2.18160        6.77270        2.68490 
H          4.32950        6.23420        1.70620 
N          1.33730        6.34080        0.82280 
N          3.31070        5.85260       -0.07660 
C          2.05040        6.33170       -0.35370 
O          2.65390        2.63760        2.99670 
O          1.64970        6.71860       -1.44190 
C          4.40650        5.96150       -1.00660 
H          4.05740        6.53490       -1.85860 
H          5.22230        6.49990       -0.52250 
C          4.98310        3.57600        1.57830 
H          4.98350        2.73500        2.26340 
H          5.77040        4.27360        1.86830 

C          5.05040       -1.50230       -2.42560 
N          5.69510       -0.31450       -2.65930 
C          5.72760        0.03330       -4.06090 
C          4.84210       -1.05490       -4.71340 
N          4.49300       -1.91640       -3.60990 
H          6.75580        0.03570       -4.42300 
H          5.35470       -1.62420       -5.48890 
N          3.74790       -0.30280       -5.28280 
N          5.07030        1.26330       -4.41630 
C          3.93770        1.05860       -5.16690 
O          3.24030        1.92510       -5.67290 
O          5.01190       -2.10630       -1.36020 
C          6.52600        0.32590       -1.67630 
H          7.52030        0.48330       -2.09440 
H          6.59680       -0.34590       -0.82750 
C          5.69050        2.55660       -4.27230 
H          5.25550        3.21850       -5.01340 
H          6.75680        2.44790       -4.47220 
C          3.93980       -3.23220       -3.78820 
H          4.47800       -3.73610       -4.59300 
H          4.08820       -3.77620       -2.86140 
C          2.89590       -0.85800       -6.30140 
H          3.50530       -1.45970       -6.98030 
H          2.45830       -0.03360       -6.85370 
Pt         1.19010       -2.59700        5.79060 
Pt         1.61000       -5.02000        3.73660 
H         -2.33060        2.81230       -1.88940 
H          0.77070        1.66960       -3.69300 
F         -1.10360       -0.14390       -3.63090 
F          2.81880        1.92850       -2.11620 
F         -0.13050        3.72140       -0.82250 
F         -3.72530        0.73550       -1.19020 
S          1.76960       -6.59350        5.44480 
S          2.04070       -3.83740        7.56710 
C          1.27780       -8.13960        4.56960 
H          0.27850       -8.01420        4.15490 
H          1.20800       -8.89880        5.34830 
C          2.61520       -2.50690        8.70640 
H          3.14580       -3.02430        9.50540 
H          3.34400       -1.88330        8.19040 
C          1.49410       -1.65950        9.26660 
H          0.76270       -2.27320        9.79050 
H          0.97630       -1.13100        8.46760 
H          1.88500       -0.92000        9.96830 
C          2.25020       -8.56410        3.49100 
H          2.30560       -7.81140        2.70590 
H          1.93520       -9.50680        3.03880 
H          3.25180       -8.69850        3.89670

 
4a2×CB[8] 

  
 
H          6.40790        3.85910       -4.59450 
C          5.47570        3.46400       -4.22050 
C          3.08190        2.52190       -3.29410 
C          4.31910        4.21410       -4.33710 
C          5.42540        2.21470       -3.62330 
C          4.21170        1.73650       -3.16120 
N          3.12480        3.73460       -3.85560 
H          6.32260        1.62150       -3.52960 
H          4.12700        0.76640       -2.69640 
H          2.11530        2.20300       -2.93960 
C          4.26110        5.52900       -4.96830 
C          3.75900        8.02850       -6.01780 
C          5.30360        6.24790       -5.51970 
N          3.02230        6.05320       -4.97970 
C          2.74370        7.27890       -5.45810 
C          5.05640        7.50950       -6.06750 
H          6.31160        5.86730       -5.47830 
H          3.54410        9.00720       -6.40920 
C          1.34340        7.65450       -5.28800 
C         -1.31160        8.19620       -4.85000 
C          0.80830        8.84880       -5.73020 
N          0.55620        6.73530       -4.63540 
C         -0.73260        7.01790       -4.41730 
C         -0.53210        9.12300       -5.51860 
H          1.42530        9.56960       -6.23890 
H         -1.29630        6.28130       -3.87540 
H         -0.95370       10.05040       -5.87530 
H         -2.35860        8.36960       -4.65630 
Pt         1.57360        5.04450       -4.10370 
C          6.14130        8.26860       -6.69590 
C          8.18160        9.71520       -7.96520 
C          6.11070        9.66340       -6.70670 
C          7.19210        7.59550       -7.32290 
C          8.17690        8.33390       -7.94410 
C          7.12400       10.34910       -7.34150 
H          5.32940       10.21530       -6.21030 
H          7.24320        6.51770       -7.35940 

H         -0.61920        8.68590       -9.04900 
C         -1.02260        7.79430       -8.59400 
C         -1.98350        5.49650       -7.45990 
C         -0.17300        6.75660       -8.25380 
C         -2.38170        7.67380       -8.35250 
C         -2.86600        6.51300       -7.77390 
N         -0.66950        5.60790       -7.68620 
H         -3.05240        8.47880       -8.61320 
H         -3.91740        6.38250       -7.56900 
H         -2.30620        4.55730       -7.03680 
C          1.27090        6.77160       -8.48780 
C          3.96590        6.34920       -8.89990 
C          2.02930        7.77820       -9.05150 
N          1.87480        5.62990       -8.11310 
C          3.17780        5.37260       -8.32360 
C          3.40060        7.58040       -9.24840 
H          1.55990        8.69150       -9.37750 
H          5.01280        6.16070       -9.05960 
C          3.58510        4.05090       -7.84800 
C          4.15070        1.55810       -6.84330 
C          4.88030        3.57320       -7.90060 
N          2.58480        3.28520       -7.29740 
C          2.87050        2.07730       -6.79840 
C          5.16830        2.31480       -7.39750 
H          5.66490        4.16650       -8.33880 
H          2.04910        1.52930       -6.36570 
H          6.18130        1.94430       -7.43540 
H          4.33230        0.57370       -6.44080 
Pt         0.77060        4.20250       -7.33080 
C          4.23960        8.66330       -9.76960 
C          5.90060       10.74890      -10.64480 
C          5.43050        8.37920      -10.43900 
C          3.87960        9.99270       -9.53820 
C          4.71770       10.99580       -9.97540 
C          6.23120        9.42300      -10.84970 
H          5.73090        7.36810      -10.65840 
H          2.98550       10.25660       -8.99450 

N         11.09580        5.66430      -10.70720 
C         10.79550        4.48370       -9.93770 
C         11.37890        4.80080       -8.53740 
N         11.88180        6.14510       -8.68900 
C         11.75720        6.61980       -9.97170 
H         11.23510        3.60250      -10.40460 
H         12.18000        4.12770       -8.23320 
N          9.39210        4.26340       -9.67160 
N         10.24360        4.65050       -7.66070 
C          9.09250        4.32900       -8.33340 
O         12.19660        7.67810      -10.39710 
O          8.00180        4.10350       -7.82340 
N          4.83830       10.10910      -14.37400 
C          4.02750        8.95780      -14.70710 
C          5.04550        7.79670      -14.71050 
N          6.31560        8.45390      -14.55020 
C          6.18490        9.81560      -14.40220 
H          3.53460        9.10800      -15.66810 
H          5.03510        7.21190      -15.63090 
N          3.06820        8.56800      -13.70950 
N          4.62160        6.98130      -13.59280 
C          3.40220        7.38600      -13.09070 
O          7.09890       10.62490      -14.33810 
O          2.72860        6.78760      -12.26570 
N          2.64410       13.52190      -12.20480 
C          1.50730       12.69950      -12.51790 
C          2.07280       11.65580      -13.50950 
N          3.49400       11.93080      -13.51130 
C          3.79390       13.08870      -12.82000 
H          0.70270       13.30650      -12.93320 
H          1.66800       11.74910      -14.51740 
N          1.00660       11.88220      -11.43470 
N          1.68400       10.39530      -12.93010 
C          1.02820       10.54420      -11.73530 
O          4.88130       13.64430      -12.79130 
O          0.51900        9.64570      -11.07530 
N          3.24110       15.12710       -8.02800 



 S30 

C          1.89720       14.63950       -7.85300 
C          1.39890       14.41190       -9.30230 
N          2.55360       14.74330      -10.10310 
C          3.60290       15.21550       -9.35230 
H          1.29940       15.35880       -7.29340 
H          0.55150       15.03840       -9.57870 
N          1.79320       13.32730       -7.25340 
N          1.01240       13.02270       -9.30630 
C          1.24970       12.40080       -8.10810 
O          4.65020       15.67550       -9.78240 
O          0.99060       11.23230       -7.84180 
C          4.35390       11.45140      -14.56380 
H          3.81320       11.50370      -15.51210 
H          5.21640       12.10700      -14.61120 
C          1.75220        9.14390      -13.63350 
H          1.11150        8.44140      -13.11180 
H          1.37650        9.28900      -14.64700 
N          6.29870       13.89220       -4.89470 
C          5.12160       13.61210       -4.10720 
C          3.97110       14.19030       -4.96580 
N          4.65030       14.80580       -6.07480 
C          6.01610       14.65650       -6.00510 
H          5.20320       14.06980       -3.12150 
H          3.35810       14.92240       -4.43990 
N          4.78310       12.21520       -3.98340 
N          3.18430       13.02330       -5.29620 
C          3.63430       11.89250       -4.66180 
O          6.83420       15.14930       -6.76780 
O          3.09540       10.79270       -4.67950 
N          9.70080       10.87080       -4.45470 
C          8.96240       10.49540       -3.27190 
C          7.85440       11.56910       -3.18600 
N          8.15810       12.46350       -4.27400 
C          9.27920       12.07580       -4.97130 
H          9.62170       10.48190       -2.40340 
H          7.84850       12.11290       -2.24080 
N          8.23340        9.25570       -3.36360 
N          6.63750       10.80460       -3.33050 
C          6.87060        9.44630       -3.32860 
O          9.82360       12.70330       -5.86830 
O          6.02090        8.56980       -3.27770 
C          7.62630       13.79950       -4.34590 
H          7.62400       14.22650       -3.34090 
H          8.28370       14.38490       -4.97930 
C          5.35400       11.35370       -2.98290 
H          5.44520       11.91740       -2.05230 
H          4.67400       10.52240       -2.83200 
C          1.85310       13.11870       -5.83300 

H          1.34200       12.18840       -5.61070 
H          1.33160       13.93880       -5.33650 
C         11.01240       10.34540       -4.72560 
H         11.58440       10.32220       -3.79490 
H         11.49780       11.01810       -5.42410 
C          8.84060        7.98340       -3.07020 
H          8.04610        7.28710       -2.82370 
H          9.49930        8.09960       -2.20770 
C          2.53690       14.79680      -11.53990 
H          1.61290       15.27360      -11.86710 
H          3.37960       15.40560      -11.84900 
C          0.23120       12.41760      -10.35010 
H         -0.33180       11.59680       -9.91880 
H         -0.46340       13.16410      -10.73570 
C          4.00440       15.73220       -6.96920 
H          3.34540       16.37480       -6.38430 
H          4.77720       16.33850       -7.42900 
N          9.59140        7.41520       -4.15720 
C         10.92980        7.83720       -4.49370 
C         11.43910        6.71910       -5.43430 
N         10.29220        5.85030       -5.56170 
C          9.25660        6.22000       -4.74310 
H         11.52820        7.94990       -3.58950 
H         12.28790        6.16390       -5.03460 
N         11.01820        9.02810       -5.30640 
N         11.82290        7.42780       -6.62690 
C         11.61720        8.78240       -6.52450 
O          8.23140        5.57960       -4.54000 
O         11.93690        9.62580       -7.34890 
C         12.62260        6.83540       -7.67010 
H         13.17710        7.63080       -8.15640 
H         13.32470        6.14040       -7.20930 
C         10.34430        4.57760       -6.22800 
H          9.51100        3.98730       -5.86190 
H         11.27850        4.07740       -5.97280 
C          6.63230        4.87280      -11.68160 
N          7.96930        4.57820      -11.60670 
C          8.68400        4.94020      -12.80780 
C          7.59590        5.60470      -13.68580 
N          6.40230        5.50950      -12.87790 
H          9.13230        4.05620      -13.26110 
H          7.44410        5.10600      -14.64300 
N          8.09510        6.94260      -13.88510 
N          9.66950        5.97820      -12.64710 
C          9.33870        7.12880      -13.32520 
O         10.04100        8.12210      -13.44430 
O          5.78460        4.59900      -10.84070 
C          8.50300        3.66680      -10.62910 

H          9.03180        2.86770      -11.15100 
H          7.66720        3.24220      -10.08340 
C         10.99310        5.71970      -12.14080 
H         11.63790        6.52060      -12.48580 
H         11.34510        4.77330      -12.55360 
C          5.08030        5.62680      -13.43360 
H          5.06520        5.12450      -14.40370 
H          4.39060        5.12700      -12.76190 
C          7.56310        7.82180      -14.89290 
H          7.42090        7.25600      -15.81570 
H          8.29570        8.60280      -15.06370 
N         -2.24480       -0.19400       -6.98730 
C         -0.79620       -0.16550       -7.34850 
C          0.06230       -0.59030       -6.13840 
O          1.27730       -0.75090       -6.37480 
H         -2.82750        0.07740       -7.77370 
H         -0.66530       -0.89800       -8.14250 
C         -0.39940        1.19390       -7.88000 
S         -0.56970        2.47380       -6.56920 
H          0.63320        1.12790       -8.20460 
H         -1.00430        1.46620       -8.74170 
O         -0.53950       -0.73670       -5.03870 
H         -2.51960       -1.13440       -6.72190 
H         -2.48310        0.41050       -6.17650 
N         -1.24100        1.28720       -3.25870 
C         -2.21660        2.40790       -3.19290 
C         -3.45020        2.12930       -4.08210 
O         -4.38580        2.94510       -3.96170 
H         -0.30670        1.65910       -3.04900 
H         -2.54670        2.46740       -2.15980 
C         -1.56950        3.73540       -3.57760 
S          0.04460        3.96560       -2.72120 
H         -1.40320        3.78090       -4.64650 
H         -2.27130        4.51210       -3.29600 
O         -3.40630        1.11690       -4.83500 
H         -1.44730        0.57650       -2.56570 
H         -1.21120        0.80120       -4.16980 
H          8.96610       10.26820       -8.45650 
H          6.53960       11.55190      -10.97520 
F          7.39820        9.13890      -11.46130 
F          4.38730       12.27320       -9.70810 
F          9.16470        7.68180       -8.58640 
F          7.07490       11.69570       -7.36840

 
1a×4a×CB[8] 

  
 
N          3.52930       -4.71590        3.40910 
C          6.12140       -4.11800        2.66010 
C          4.56210       -5.26680        4.05570 
C          3.76060       -3.84320        2.37210 
C          5.05510       -3.54030        1.98900 
C          5.87100       -4.98580        3.70920 
H          4.30100       -5.94610        4.85300 
H          5.22520       -2.86030        1.16790 
H          6.67430       -5.44960        4.26060 
N          1.42520       -3.78880        2.23890 
C          1.25050       -2.05790        0.14550 
C          0.20500       -3.50980        1.74940 
C          2.56640       -3.30690        1.71760 
C          2.50030       -2.42290        0.65760 
C          0.09640       -2.62810        0.69220 
H          3.40290       -2.05530        0.19590 
H         -0.87520       -2.37670        0.30410 
N         -0.47300       -4.99300        3.51250 
C         -3.16020       -4.69230        2.95200 
C         -1.39150       -5.61710        4.25770 
C         -0.87140       -4.18600        2.47350 
C         -2.21390       -4.03160        2.18630 
C         -2.74380       -5.49580        3.99960 
H         -1.00570       -6.20480        5.07630 
H         -2.53170       -3.40590        1.36980 
H         -3.44950       -6.02290        4.62260 
H         -4.20910       -4.56410        2.73190 
H          7.13450       -3.88660        2.36700 
C          1.14670       -1.06430       -0.92740 
C          0.89120        0.90720       -2.90680 
C          2.09430       -0.04370       -1.02670 
C          0.07290       -1.09800       -1.81810 
C         -0.03050       -0.11420       -2.77750 
C          1.93790        0.91490       -2.00530 
H          2.92690        0.03420       -0.34390 
H         -0.66230       -1.88530       -1.78740 
N          2.84120       -1.88140        5.08300 

C          5.02970       -0.69420        3.88980 
C          4.07810       -2.18100        5.49120 
C          2.66120       -0.98610        4.05680 
C          3.75110       -0.38820        3.45390 
C          5.19560       -1.60010        4.92330 
H          4.14130       -2.91900        6.27490 
H          3.61510        0.31760        2.65200 
H          6.17480       -1.86820        5.28810 
N          0.39000       -1.44630        4.40030 
C         -0.57020        0.11120        2.38460 
C         -0.94180       -1.37500        4.23320 
C          1.27270       -0.75090        3.66290 
C          0.80420        0.04020        2.63310 
C         -1.44990       -0.59300        3.21350 
H          1.50070        0.58370        2.01900 
H         -2.51540       -0.49100        3.08270 
N         -0.91030       -2.88320        6.10140 
C         -3.66590       -2.96670        6.28890 
C         -1.49930       -3.62100        7.04840 
C         -1.68090       -2.16790        5.21590 
C         -3.06090       -2.20390        5.30200 
C         -2.87540       -3.68560        7.16860 
H         -0.83000       -4.15460        7.70610 
H         -3.65640       -1.63440        4.60430 
H         -3.30900       -4.29480        7.94660 
H         -4.74250       -2.99890        6.36360 
H          5.88130       -0.23260        3.41360 
C         -1.07420        0.88020        1.24300 
C         -1.97420        2.27610       -1.01700 
C         -0.36740        1.98820        0.77420 
C         -2.23290        0.46910        0.58110 
C         -2.64620        1.17120       -0.53120 
C         -0.82980        2.65280       -0.34070 
H          0.51590        2.34830        1.27550 
H         -2.79660       -0.39650        0.89480 
N          5.54260        3.15080       -2.89780 
C          6.32950        2.82410       -1.73150 

C          5.85240        3.86140       -0.68360 
N          4.93210        4.68880       -1.41980 
C          4.77320        4.27530       -2.72150 
H          7.39290        2.88820       -1.96050 
H          6.65890        4.46450       -0.26700 
N          6.02960        1.55990       -1.10810 
N          5.25330        3.04270        0.34720 
C          5.39640        1.69920        0.09980 
O          4.10580        4.83660       -3.57800 
O          5.05370        0.78580        0.84020 
N         -0.19500       -2.54290       -5.82100 
C          0.61600       -3.62220       -5.32280 
C          2.05200       -3.05560       -5.37300 
N          1.85220       -1.67370       -5.75080 
C          0.54670       -1.42340       -6.11680 
H          0.47820       -4.51280       -5.93660 
H          2.69120       -3.55700       -6.10050 
N          0.43590       -3.94500       -3.92440 
N          2.55120       -3.26810       -4.04020 
C          1.61350       -3.84270       -3.21380 
O          0.13050       -0.40020       -6.64070 
O          1.79740       -4.21950       -2.06640 
N         -4.52270       -2.35270       -4.34520 
C         -4.16430       -3.64330       -3.81420 
C         -2.80080       -3.94700       -4.48090 
N         -2.54900       -2.77220       -5.27840 
C         -3.59450       -1.87770       -5.24310 
H         -4.93680       -4.37720       -4.04450 
H         -2.81060       -4.83910       -5.10700 
N         -3.85800       -3.66510       -2.40380 
N         -1.90870       -4.13260       -3.36060 
C         -2.55150       -3.99910       -2.15340 
O         -3.69820       -0.86430       -5.91860 
O         -2.04920       -4.17150       -1.04970 
N         -6.79110        0.47210       -1.63120 
C         -7.05010       -0.72710       -0.86860 
C         -6.53950       -1.85430       -1.80150 
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N         -6.15100       -1.15430       -2.99810 
C         -6.32000        0.20630       -2.89430 
H         -8.11000       -0.80260       -0.62750 
H         -7.29270       -2.60880       -2.02810 
N         -6.25520       -0.89560        0.32140 
N         -5.45070       -2.44090       -1.05140 
C         -5.32160       -1.89190        0.20100 
O         -6.13080        1.02430       -3.78280 
O         -4.53830       -2.25010        1.07170 
C         -1.53760       -2.73780       -6.30170 
H         -1.57110       -3.67380       -6.86260 
H         -1.77470       -1.91520       -6.96740 
C         -0.63700       -4.79500       -3.47980 
H         -0.36610       -5.17490       -2.50060 
H         -0.74450       -5.63190       -4.17310 
N         -5.04630        3.98670        0.61240 
C         -5.66620        3.38250        1.77040 
C         -6.53320        2.25220        1.16710 
N         -6.38380        2.43180       -0.25220 
C         -5.54180        3.47010       -0.56780 
H         -6.24310        4.12520        2.32170 
H         -7.58500        2.31020        1.44760 
N         -4.77030        2.68530        2.65960 
N         -5.93760        1.05460        1.71500 
C         -4.97850        1.32870        2.65710 
O         -5.29960        3.88800       -1.69030 
O         -4.43230        0.51370        3.39110 
N         -1.05270        6.16340        1.29590 
C         -1.35670        5.77560        2.64780 
C         -2.82730        5.30910        2.57390 
N         -3.11640        5.34270        1.15660 
C         -2.10800        5.95170        0.44010 
H         -1.20010        6.61500        3.32600 
H         -3.51640        5.95840        3.11510 
N         -0.66170        4.60310        3.13280 
N         -2.80210        4.00010        3.17040 
C         -1.53480        3.61840        3.54510 
O         -2.15710        6.27410       -0.73810 
O         -1.23870        2.60330        4.15690 
C         -4.46930        5.30480        0.66590 
H         -5.09580        5.93810        1.29920 
H         -4.46380        5.70580       -0.34170 
C         -3.98660        3.35030        3.66550 
H         -4.61030        4.09360        4.16490 
H         -3.67600        2.60030        4.38500 
C         -6.53390       -0.24590        1.57260 

H         -6.14230       -0.86940        2.36920 
H         -7.61510       -0.15990        1.68190 
C          0.06490        7.00720        0.96220 
H          0.15140        7.78270        1.72540 
H         -0.14370        7.47170        0.00480 
C          0.67780        4.68210        3.65280 
H          0.84320        3.79830        4.26000 
H          0.76950        5.57180        4.27980 
C         -5.85540       -1.81390       -4.24090 
H         -6.57060       -2.62460       -4.38460 
H         -5.97730       -1.08610       -5.03580 
C         -4.87550       -3.71430       -1.38870 
H         -4.42460       -4.12250       -0.49060 
H         -5.67070       -4.38210       -1.72390 
C         -7.22620        1.77980       -1.22300 
H         -8.23120        1.70590       -0.80670 
H         -7.25430        2.40270       -2.11050 
N          1.70400        4.72440        2.64470 
C          2.11070        5.94990        1.99700 
C          3.49250        5.60140        1.39240 
N          3.67890        4.21910        1.76220 
C          2.65010        3.73410        2.52750 
H          2.14420        6.76490        2.72000 
H          4.30740        6.21070        1.78360 
N          1.32700        6.32570        0.84700 
N          3.31710        5.84180       -0.01780 
C          2.06130        6.31900       -0.31690 
O          2.59180        2.62220        3.03800 
O          1.67930        6.70600       -1.41160 
C          4.42840        5.94330       -0.93030 
H          4.09700        6.52040       -1.78680 
H          5.24000        6.47510       -0.43240 
C          4.94660        3.54870        1.65710 
H          4.93160        2.70760        2.34180 
H          5.73330        4.24140        1.96000 
C          5.05270       -1.52700       -2.34860 
N          5.69650       -0.33630       -2.57120 
C          5.75380        0.00900       -3.97300 
C          4.87120       -1.07400       -4.63750 
N          4.51390       -1.94070       -3.54120 
H          6.78760        0.00360       -4.31890 
H          5.38780       -1.63970       -5.41290 
N          3.78170       -0.31620       -5.21010 
N          5.11080        1.24260       -4.33980 
C          3.98060        1.04460       -5.09530 
O          3.29160        1.91500       -5.60610 

O          5.00000       -2.13230       -1.28460 
C          6.52380        0.29520       -1.57920 
H          7.52290        0.44690       -1.98770 
H          6.58250       -0.37920       -0.73150 
C          5.73350        2.53290       -4.18140 
H          5.31230        3.19900       -4.92640 
H          6.80210        2.42030       -4.36620 
C          3.95570       -3.25310       -3.72750 
H          4.49800       -3.75730       -4.52930 
H          4.09410       -3.80030       -2.80110 
C          2.93810       -0.86460       -6.23960 
H          3.55240       -1.46430       -6.91600 
H          2.50720       -0.03660       -6.79180 
Pt         1.09330       -2.62760        5.80980 
Pt         1.54610       -5.04980        3.75250 
H         -2.32190        2.80830       -1.88790 
H          0.79510        1.66810       -3.66460 
F         -1.08510       -0.13970       -3.61790 
F          2.82820        1.92380       -2.06780 
F         -0.12660        3.70680       -0.80220 
F         -3.73740        0.74410       -1.19540 
S          1.69140       -6.65830        5.42780 
C          1.17750       -8.17940        4.52210 
H          0.17930       -8.03290        4.11200 
H          1.09910       -8.95280        5.28590 
C          2.14330       -8.59430        3.43400 
H          2.20550       -7.82800        2.66260 
H          1.81670       -9.52490        2.96540 
H          3.14400       -8.74720        3.83520 
N          4.31220       -4.15690        9.41270 
C          3.16460       -3.34170        9.91430 
C          2.27540       -4.26620       10.78870 
O          1.22610       -3.75430       11.22980 
H          4.14740       -4.43540        8.44100 
H          3.57570       -2.57270       10.56410 
C          2.42800       -2.68140        8.76750 
S          1.89920       -3.95620        7.54410 
H          1.56150       -2.17370        9.17540 
H          3.06150       -1.94070        8.28390 
O          2.72390       -5.42680       10.99680 
H          5.21230       -3.69710        9.48500 
H          4.30540       -5.01810        9.97990
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N          3.86970       -5.77170        3.68170 
C          6.43440       -5.11640        2.88830 
C          4.91280       -6.48940        4.11110 
C          4.07490       -4.70610        2.83770 
C          5.35590       -4.37100        2.43920 
C          6.20850       -6.18850        3.73390 
H          4.67010       -7.31460        4.76350 
H          5.51200       -3.53310        1.77790 
H          7.02100       -6.79290        4.10640 
N          1.73880       -4.56140        2.86620 
C          1.51130       -2.43330        1.19070 
C          0.50580       -4.13190        2.55770 
C          2.86640       -4.01440        2.38640 
C          2.77270       -2.93070        1.53340 
C          0.36810       -3.05130        1.70610 
H          3.66180       -2.48600        1.11560 
H         -0.61020       -2.66590        1.46780 
N         -0.12330       -5.92920        4.02220 
C         -2.82650       -5.44910        3.72490 
C         -1.01740       -6.68300        4.67050 
C         -0.55090       -4.90230        3.21670 
C         -1.90290       -4.65470        3.06480 
C         -2.37710       -6.47620        4.53720 
H         -0.60510       -7.45030        5.30740 
H         -2.23500       -3.84460        2.43460 
H         -3.06420       -7.11440        5.07060 
H         -3.88290       -5.26040        3.60790 
H          7.43590       -4.85860        2.57870 
C          1.38810       -1.27190        0.29960 
C          1.15140        0.94970       -1.39560 
C          2.30080       -0.21970        0.39410 
C          0.35710       -1.21580       -0.63990 

C          0.26870       -0.11190       -1.46210 
C          2.15670        0.86090       -0.45110 
H          3.09160       -0.22050        1.12830 
H         -0.34660       -2.02550       -0.75690 
Pt         1.90320       -6.09140        4.10450 
H          1.06040        1.80420       -2.04790 
F         -0.72080       -0.06550       -2.38350 
F          3.03220        1.88720       -0.34930 
S          2.09890       -7.95460        5.49120 
C          1.57250       -9.32770        4.38370 
H          0.55800       -9.13440        4.03790 
H          1.53030      -10.20790        5.02460 
C          2.49980       -9.55860        3.21150 
H          2.53120       -8.68140        2.56670 
H          2.15900      -10.40720        2.61540 
H          3.51470       -9.76450        3.54800 
N          3.69070       -4.15650        6.57200 
C          6.39470       -4.63230        6.86820 
C          4.58330       -3.40140        5.92340 
C          4.12020       -5.18270        7.37750 
C          5.47260       -5.42800        7.52890 
C          5.94340       -3.60600        6.05600 
H          4.16940       -2.63460        5.28680 
H          5.80630       -6.23710        8.15960 
H          6.62930       -2.96680        5.52230 
N          1.83130       -5.52630        7.73000 
C          2.06270       -7.65370        9.40580 
C          0.70470       -6.07430        8.21110 
C          3.06500       -5.95430        8.03740 
C          3.20470       -7.03490        8.88870 
C          0.80030       -7.15740        9.06450 
H          4.18360       -7.41950        9.12560 

H         -0.08770       -7.60230        9.48410 
N         -0.30170       -4.31810        6.91650 
C         -2.86500       -4.97660        7.71180 
C         -1.34600       -3.60150        6.48810 
C         -0.50500       -5.38410        7.76050 
C         -1.78530       -5.72090        8.15980 
C         -2.64100       -3.90390        6.86640 
H         -1.10490       -2.77630        5.83530 
H         -1.94000       -6.55940        8.82070 
H         -3.45450       -3.30020        6.49500 
H         -3.86600       -5.23550        8.02220 
H          7.45140       -4.81940        6.98500 
C          2.18790       -8.81490       10.29690 
C          2.42830      -11.03620       11.99200 
C          3.22150       -8.87130       11.23340 
C          1.27450       -9.86670       10.20530 
C          1.42040      -10.94710       11.05040 
C          3.31180       -9.97510       12.05570 
H          3.92610       -8.06210       11.34820 
H          0.48160       -9.86580        9.47340 
Pt         1.66400       -3.99660        6.49160 
H          2.52070      -11.89050       12.64430 
F          0.54400      -11.97300       10.95140 
F          4.30390      -10.02170       12.97430 
S          1.46470       -2.13360        5.10490 
C          1.98860       -0.75980        6.21280 
H          2.02860        0.12080        5.57210 
H          3.00360       -0.95100        6.55820 
C          1.06120       -0.53120        7.38530 
H          0.04560       -0.32760        7.04920 
H          1.40020        0.31830        7.98130 
H          1.03190       -1.40840        8.03010
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