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General

All manipulations of air and moisture sensitive materials were conducted under a nitrogen
atmosphere in a Vacuum Atmospheres drybox or on a dual manifold Schlenk line. The glassware
was oven-dried prior to use. All solvents were degassed with nitrogen and passed through
activated alumina columns and stored over 4A Linde-type molecular sieves. All the chemical
reagents were purchased from commercial vendors and used without further purification.
Ligands triphenylene-2,3,6,7,10,11-hexathiol (THT) and benzenehexathiolate (BHT) were
prepared according to the reported procedures. !

Physical Methods.

NMR Spectroscopy

Proton NMR spectra were acquired at room temperature using Varian (Mercury 400 2-Channel,
VNMRS-500 2-Channel, VNMRS-600 3-Channel, and 400-MR 2-Channel) spectrometers and
referenced to the residual 'H resonances of the deuterated solvent (\H: DMSO, & 2.50) and are
reported as parts per million (ppm) relative to tetramethylsilane. 3'P resonances are reported as
parts per million relative to 85% H3PQOa, which is set as 0 ppm. °F resonances are reported as
parts per million relative to fluorobenzene, which is set as —112.7 ppm.?

Elemental analyses
Elemental analyses were performed by Complete Analysis Laboratories, Inc., Parsippany, New
Jersey or Robertson Microlit Laboratories, New Jersey.

UV-Vis NIR spectroscopy

Spectra were obtained using a Lambda 950 UV/Vis/NIR Spectrophotometer. Samples were
analyzed in transmittance mode with a 1 cm quartz cuvette, and the spectrum measured for a
blank acetonitrile sample was subtracted as background.
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Single-crystal X-ray Diffraction

Diffraction data were collected on a Bruker SMART APEX DUO 3-circle platform
diffractometer, equipped with an APEX II CCD, using Mo Ka radiation (TRIUMPH curved-
crystal monochromator) from a fine-focus tube. The diffractometer was equipped with an Oxford
Cryosystems Cryostream 700 apparatus for low-temperature data collection. The frames were
integrated using the SAINT algorithm to give the hkl files corrected for Lp/decay. The
absorption correction was performed using the SADABS program. The structures were solved by
intrinsic phasing and refined on F2 using the Bruker SHELXTL Software Package and ShelXle.
All non-hydrogen atoms were refined anisotropically.

Calculation of angular structural parameter ©

Calculation of the angular structural parameter, 1, was performed according to established
protocol (Eq S1).* In Eq. S1, B and a are the two largest angles of the coordination center, where
B > a. When t approximates 0 this corresponds to the metal complex displaying a square
pyramidal geometry, whereas when t approximated 1, this corresponds to a trigonal bipyramidal
geometry.

T=— Equation S1

X-ray Photoelectron Spectroscopy

XPS data were collected using a Kratos AXIS Ultra instrument. The monochromatic X-ray
source was the Al K a line at 1486.6 eV. Low-resolution survey spectra were acquired between
binding energies of 1-1200 eV. Higher-resolution detailed scans, with a resolution of ~0.1 eV,
were collected on individual XPS lines of interest at a pass energy of 20. The sample chamber
was maintained at <2 x 10 Torr. The XPS data were analyzed using the CasaXPS software.

Electrochemistry

Cyclic and Differential Pulse Voltammetry (CV, DPV)

CV and DPV electrochemistry experiments were carried out using a Pine potentiostat. The
experiments were performed in a single compartment electrochemical cell under a nitrogen
atmosphere using a 3 mm diameter glassy carbon electrode as the working electrode, a platinum
wire as auxiliary electrode and a silver wire as the reference electrode. All experiments in this
paper were referenced relative to ferrocene (Fc) with the Fe3*>* couple at 0.0 V, and all CVs
were first scanned cathodically and subsequently returned anodically. All electrochemical
experiments were performed in acetonitrile (MeCN), dichloromethane (DCM), or
dimethylformamide (DMF) with 0.5 mM analyte concentration and 0.1 M tetrabutylammonium
hexafluorophosphate as the supporting electrolyte. Ohmic drop was compensated using the
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positive feedback compensation implemented in the instrument. All electrochemical experiments
were performed with iR compensation using the current interrupt (RUCI) method in AfterMath.

Spectroelectrochemistry

Vis-NIR spectroelectrochemistry was carried out using an OTTLE cells equipped with a Pt
minigrid auxiliary electrode, an Ag microwire pseudoreference electrode, a Pt minigrid working
electrode and CaF2 windows.’ Spectra were obtained using a Lambda 950 UV/Vis/NIR
Spectrophotometer. A dichloromethane (DCM) solution of 2.5 M (TBA)(PFs) was used to better
solvate the produced reduced species and to avoid excess migration of reduced species to the
auxillary electrode. Potentials were applied using a PalmSens EMStat3+. Electrolysis was
performed at 25 mV increments and monitored via Vis-NIR. Starting potentials were chosen
where no change in absorbance was observed for the initial isovalent species, and end points
were achieved where no change in absorbance was observed. Equilibrium was attained via
electrolysis for several minutes and verified using Vis-NIR. Reversibility was verified by
reversing the electrolysis and ensuring that the spectrum of the starting material could be
regenerated. The molar extinction coefficients for the MV species were obtained from the initial
concentration of the parent isovalent complex, absorbance of the MV species, and pathlength of
the OTTLE cell. Theoretical IVCT band width at half height (Av®2) was obtained using the
following equation®:

Av? = [16RTIn2(v,, . )]*"> Equation S2
where R is the ideal gas constant, T is the temperature in K, and vmax is the energy at the max
peak height of the IVCT band.

Computational Methods

Density Functional Theory (DFT) and Time Dependent DFT (TD-DFT)

All calculations were run using the Q-CHEM program package.” Geometry optimizations were
run with unrestricted DFT calculations at the PBE level of theory using a 6-31G* basis set.®!!
Solvation effects were considered using conductor-like polarizable continuum model (C-PCM).!?
TD-DFT calculations were performed using B3LYP level of theory using a 6-31G* basis set.
Ten excited states were considered and calculated for both singlet and triplet transitions.!?
Solvation effects were considered for all optimization and single point energy calculation
employed dichloromethane (8.93)!* as the model solvent, while acetonitrile (36.65)!* was used
for TD-DFT calculations as this was the solvent used for experimental UV-Vis spectroscopy
experimentation. No substantial differences in the geometric values were observed upon
comparing geometry optimization calculations in vacuum or with C-PCM solvent considerations.
Atomic van der Waal radii used in C-PCM calculation were considered employing universal
force field (UFF) values.”
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Synthetic Methods
Synthesis of [Cos(triphos);(THT)][BF4]3 (13%)

Solids [Co(CH3CN)¢][BFa]2 (155 mg, 0.323 mmol), and L1,1-
tris(diphenylphosphinomethyl)ethane (triphos) (194 mg, 0.310 mmol), along with 25 mL of
acetonitrile were added to a 250 mL Schlenk flask under N». The reaction was stirred at room
temperature for 1 hour, during which the mixture turned a lime green color. After one hour,
triphenylene-2,3,6,7,10,11-hexathiol (THT) (45 mg, 0.107 mmol) and triethylamine (300 pL,
2.15 mmol) were added to the reaction mixture. After stirring at room temperature for two hours,
a rust red precipitate formed. After an additional 12 hours of stirring, the reaction vessel was
exposed to room atmosphere with ample mixing and bubbling using compressed atmospheric air,
and the red precipitate dissolved, forming a blue solution. The mixture was first vacuum filtered,
and the solvent of the filtrate was subsequently removed under vacuum, yielding a blue powder.
The blue powder was washed with ~700 mL of cold THF and recrystallized by vapor diffusion
of diethyl ether into an acetonitrile solution, to generate dark blue crystals in 80% yield. 'H NMR
(500 MHz, DMSO-ds): 6 9.93 (s, 2H, C18H6S6), 7.29 (t, 6H, P(CsH5s)2), 7.18 (m, 12H, P(CeHs)2)),
7.10 (t, 12H, P(CsHs)2), 2.98 (s, 6H, PCH>), 2.00 (s, 3H, CH3). 3'P-{'H} NMR (202 MHz,
DMSO-ds): & 33.8 (br s). F-{'H} NMR (470 MHz, DMSO-ds): & -148.0 (m). Elem. Anal.
Calcd for Ci41H123C03P9S6BsF12: C 62.13; H 4.55. Found: C 60.86; H 4.88.

Synthesis of [Cos(triphos);(BHT)][BF4]3 (2°%)

Solids [Co(CH3CN)6][BFa4]2 (343 mg, 0.718 mmol), and L,1,1-
tris(diphenylphosphinomethyl)ethane (triphos) (625 mg, 0.643 mmol), along with 20 mL of
acetonitrile were added to a 250 mL Schlenk flask under N». The reaction was stirred at room
temperature for 1 hour, during which the mixture turned a lime green color. After one hour,
benzenehexathiol (BHT) (271 mg, 0.248 mmol) and triethylamine (300 pL, 2.15 mmol) were
added to the reaction mixture. After stirring at room temperature for two hours, the solution
turned a blue-green color. After 12 hours of stirring, the reaction vessel was exposed to room
atmosphere with ample mixing and bubbling using compressed atmospheric air, and the solution
slowly turned more blue in color. The mixture was first vacuum filtered, and the solvent of the
filtrate was subsequently removed under vacuum, yielding a blue powder. The blue powder was
washed with ~700 mL of cold THF and recrystallized by vapor diffusion of diethyl ether into an
acetonitrile solution, to generate dark blue crystals in 76% yield. 'H NMR (500 MHz, DMSO-
de): 7.20 (t, 6H, P(CeH5s)2), 7.15 (m, 12H, P(CsHs)2), 6.88 (t, 12H, P(CeH5)2), 2.97 (s, 6H, PCH>),
2.01 (s, 3H, CH3). *'P-{'H} NMR (202 MHz, DMSO-ds): & 31.4 (br s). "’F-{'"H} NMR (470
MHz, DMSO-ds): 0 -148.0 (m). Elem. Anal. Calcd for Ci20H117C03P9S¢B3F12: C 60.16; H 4.58.
Found: C 59.73; H 4.74.
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Synthesis of [Co(triphos)(BDT)][BF4] (3%)

The complex was synthesized using the reported procedure and was adapted to accommodate
tetrafluoroborate as the counterion herein.!® To a 250 mL flask under N3, 411 mg (0.5 mmol) of
the  synthesized cobalt[1,1,1-tris(diphenylphosphinomethyl)ethane][benzene-1,2-dithiolate]
(complex Co(triphos)(BDT), where triphos = 1,1,1-tris(diphenylphosphinomethyl)ethane, and
BDT = benzene-1,2-dithiolate), 136 mg (0.5 mmol) of ferrocenium tetrafluoroborate (FcBF4),
and 50 mL of dichloromethane were added, yielding a violet solution. The reaction was stirred
for 2 hr at room temperature. The mixture was transferred to a 1 L flask and stirred vigorously
with ~ 700 mL of hexanes, yielding a purple precipitate, which was isolated by vacuum filtration
and washed with copious amounts of hexanes. The product was recrystallized by vapor diffusion
of diethyl ether into an acetonitrile solution, to generate violet crystals in 87% yield. 'H NMR
(500 MHz, DMSO-de) 6 8.29 (m, 2H, CsHaSz), 6 7.55 (m, 2H, CeHsSz), 7.26-7.05 (m, 30H,
P(CsHs)2), 2.95 (s, 6H, PCHa), 1.98 (s, 3H, CH3).*'P-{'H} NMR (202 MHz, DMSO-ds) & 33.9
(s). PF-{'H} NMR (470 MHz, DMSO-ds): & -148.0 (m). Elem. Anal. Calcd for
C47H43C0oP3S:BF4: C 61.99; H 4.76. Found: C 61.68; H 4.71.
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Figure S1. 500 MHz '"H NMR spectrum of 13* in dimethylsulfoxide-ds.
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Figure S2. 202 MHz 3!P-{'H} NMR spectrum of 13* in dimethylsulfoxide-ds.
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Figure S3. 470 MHz "°F-{'H} NMR spectrum of 13* in dimethylsulfoxide-ds.
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Figure S4. 500 MHz 'H NMR spectrum of 23* in dimethylsulfoxide-ds.
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Figure S5. 202 MHz 3!P-{'H} NMR spectrum of 23* in dimethylsulfoxide-ds.
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Figure S6. 470 MHz "°F-{'H} NMR spectrum of 23* in dimethylsulfoxide-ds.
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Figure S7. 500 MHz '"H NMR spectrum of 3* in dimethylsulfoxide-ds.
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Figure S8. 202 MHz 3!P-{'H} NMR spectrum of 3" in dimethylsulfoxide-ds.
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Figure S9. 470 MHz ""F-{'H} NMR spectrum of 3" in dimethylsulfoxide-ds.
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Figure S10. XPS survey scan of complex 13*.
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Figure S11. High-resolution X-ray photoelectron spectroscopy spectra of the a) Co 2p region; b)
F Is region; ¢) B 1s and P 1s region; d) S 2p region; €) P 2p region for complex 13*.

1200 1000 800 600 400 200 0
Binding Energy (eV)

Figure S12. XPS survey scan of complex 23*.
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Figure S13. High-resolution X-ray photoelectron spectroscopy spectra of the a) Co 2p region; b)
F Is region; ¢) B 1s and P 1s region; d) S 2p region; €) P 2p region for complex 23*.
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Figure S14. XPS survey scan of complex 3.
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Figure S15. High-resolution X-ray photoelectron spectroscopy spectra of the a) Co 2p region; b)
F 1s region; c) B 1s and P 1s region; d) S 2p region; e) P 2p region for complex 3*.
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Figure S16. Top down views of the solid-state structure of 13*. Aryl and aliphatic protons,
counterions, and solvent molecules are omitted for clarity.

Figure S17. Side view of the solid-state structure of 13*. Aryl and aliphatic protons, counterions,

and solvent molecules are omitted for clarity.
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Figure S18. UV/-vis spectrum of 0.025 mM of 13* in acetonitrile.

S14



Absorbance

250 450 650 850 1050
Wavelength (nm)

Figure S19. UV-vis spectrum of 0.025 mM of 23* in acetonitrile.
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Figure S20. UV/-vis spectrum of 0.1 mM of 3" in acetonitrile.
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Figure S21. Cyclic voltammograms of 0.5 mM of 1 in a CH3CN solution containing 0.1 M
[nBusN][PFs] under an atmosphere of N». Scan rates vary from 10 to 1000 mV/s.
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Figure S22. Cyclic voltammograms of 0.5 mM of 2 in a CH3CN solution containing 0.1 M
[nBusN][PFs] under an atmosphere of N». Scan rates vary from 10 to 1000 mV/s.
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Figure S23. Cyclic voltammograms of 0.5 mM of 3 in a CH3CN solution containing 0.1 M
[nBusN][PF¢] under an atmosphere of N». Scan rates vary from 50 to 1000 V/s.
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Figure S24. Plot of log of current density vs log of the scan rate for the first redox couple of 1 in
MeCN. Current densities were measured at -0.822 V (cathodic) and -0.624 V (anodic) vs Fc/Fc*.
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Figure S25. Plot of log of current density vs log of the scan rate for the first redox couple of 2 in
MeCN. Current densities were measured at -0.673 V (cathodic) and -0.621 V (anodic) vs Fc/Fc™.
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Figure S27. Plot of log of current density vs log of the scan rate for the third redox couple of 2 in
MeCN. Current densities were measured at -1.30 V (cathodic) and -1.23 V (anodic) vs Fc/Fc™.
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Figure S28. Plot of log of current density vs log of the scan rate for the redox couple of 3 in
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S19



0.4

0.3
—~ 0.2
E
§ 0.1
é 0
Q -01
% 02 —50 mV/s
e 03 100 mV/s
o —200 mV/s
® 04
5 —500 mV/s
O 05 —1000 mV/s

-06

-14 -1.2 -1 -0.8 -0.6 -04

Potential vs Fc/Fc* (V)

Figure S29. Cyclic voltammograms of 0.5 mM of 1 in a DCM solution containing 0.1 M
[nBusN][PFs] under an atmosphere of N». Scan rates vary from 50 to 1000 mV/s.
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Figure S30. Plot of log of current density vs log of the scan rate for the first redox couple of 1 in
DCM. Current densities were measured at -0.689 V (cathodic) and -0.642 V (anodic) vs Fc/Fc™.
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Figure S31. Plot of log of current density vs log of the scan rate for the second redox couple of 1
in DCM. Current densities were measured at -0.824 V (cathodic) and -0.777 V (anodic) vs
Fc/Fc*.
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Figure S32. Plot of log of current density vs log of the scan rate for the third redox couple of 1 in
DCM. Current densities were measured at -0.954 V (cathodic) and -0.907 V (anodic) vs Fe/Fc*.
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Figure S33. Cyclic voltammograms of 0.5 mM of 1 in a DMF solution containing 0.1 M
[nBusN][PFs] under an atmosphere of N». Scan rates vary from 10 to 1000 mV/s.
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Figure S34. Plot of log of current density vs log of the scan rate for the first redox couple of 1 in
DMEF. Current densities were measured at -0.831 V (cathodic) and -0.611 V (anodic) vs Fc/Fc™.
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Figure S35. Cyclic voltammograms of 0.5 mM of 2 in a DMF solution containing 0.1 M
[nBusN][PFs] under an atmosphere of N». Scan rates vary from 10 to 1000 mV/s.
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Figure S36. Plot of log of current density vs log of the scan rate for the first redox couple of 2 in
DMEF. Current densities were measured at -0.694 V (cathodic) and -0.630 V (anodic) vs Fc/Fc™.
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Figure S37. Plot of log of current density vs log of the scan rate for the second redox couple of 2
in DMF. Current densities were measured at -0.963 V (cathodic) and -0.896 V (anodic) vs

Fc/Fc*.
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Figure S38. Plot of log of current density vs log of the scan rate for the third redox couple of 2 in
DMEF. Current densities were measured at -1.320 V (cathodic) and -1.370 V (anodic) vs Fc/Fc™.
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Figure S39. Cyclic voltammograms of 0.45 mM of 2 in a DCM solution containing 0.1 M
[nBusN][PFs] under an atmosphere of N». Scan rates vary from 10 to 1000 mV/s.
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Figure S40. Plot of log of current density vs log of the scan rate for the first redox couple of 2 in
DCM. Current densities were measured at -0.691 V (cathodic) and -0.613 V (anodic) vs Fe/Fc™.
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Figure S41. Plot of log of current density vs log of the scan rate for the second redox couple of 2
in DCM. Current densities were measured at -1.030 V (cathodic) and -0.942 V (anodic) vs
Fc/Fc*.
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Figure S42. Plot of log of current density vs log of the scan rate for the third redox couple of 2 in
DCM. Current densities were measured at -1.530 V (cathodic) and -1.480 V (anodic) vs Fc/Fc'.
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Optimized Geometry

Top View Side View

Figure S43. DFT optimized geometry of 13* (aryl substituents of the triphos ligand exchanged
for methyl moieties) (6-31G*/PBE level of theory).
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Figure S44. DFT optimized geometry of 23* (aryl substituents of the triphos ligand exchanged
for methyl moieties) (6-31G*/PBE level of theory).
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Optimized Geometry

Top View Side View

Figure S45. DFT optimized geometry of 3* (aryl substituents of the triphos ligand exchanged for
methyl moieties) (6-31G*/PBE level of theory).

Optimized Geometry
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Figure S46. DFT optimized geometry of 3* (6-31G*/PBE level of theory).
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LUMO+1 LUMO+2

HOMO+1 HOMO+2

Figure S47. DFT calculated frontier orbitals for complex 13* (6-31G*/PBE level of theory).

LUMO LUMO+1 LUMO+1

Figure S48. DFT calculated frontier orbitals for complex 23* (6-31G*/PBE level of theory).
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LUMO+1 LUMO+1

Figure S49. DFT calculated frontier orbitals for complex 3* (6-31G*/PBE level of theory).

1 2 3

Figure S50. DFT calculated HOMO orbitals for complexes 13*, 23*, and 3* (6-31G*/PBE level
of theory).
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Figure S51. DFT calculated LUMO orbitals for complexes 13*, 23*, and 3* (6-31G*/PBE level of

theory).

Table S1. DFT calculated orbital energies of frontier orbitals of complexes 13*, 23*, and 3*.

Calculated Orbital Energy (eV)

Orbitals Complex 13* Complex 23* Complex 3*
LUMO+2 -4.14702 -4.16334 -1.31159
LUMO+1 -4.14974 -4.17151 -2.75107

LUMO -4.23137 -4.32661 -3.86674

HOMO -5.445 -5.5865 -5.34432
HOMO-1 -5.47221 -5.6246 -5.55385
HOMO-2 -5.49942 -5.80147 -6.15794

Table S2. TD-DFT calculated excited states for complex 3* and their associated excitation

energy, wavelength, and oscillator strength.

Excited State Excitation Energy Wavelength (nm) | Oscillator Strength
(eV)
1 1.5474 801.2149 0.0063
2 1.8375 674.7211 0.0167
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3 2.4501 506.0202 0.0252
4 2.6771 463.1131 0.0792
5 2.7158 456.5137 0.0382
6 2.8492 435.1397 0.0145
7 2.9278 423.4579 0.0110
8 3.0549 405.8398 0.0065
9 3.1439 394.351 0.0060
10 3.1702 391.0794 0.0018

Table S3. Calculated relative contribution of transitions to excited state 4 of complex 3.

Transition % contribution
HOMO-15 -> LUMO 10.96015
HOMO-11-> LUMO 13.18357

HOMO-3 -> LUMO 17.95751
HOMO-1 -> LUMO 13.73247
HOMO -> LUMO 44.1663

HOMO LUMO

Figure S52. Origin of orbitals that highly contribute toward transition of excited state 4 in
complex 3*.
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Table S4. Calculated relative contribution of transitions to excited state 2 of complex 3.

Transitions % contributions
HOMO-20 -> LUMO 6.515144
HOMO-12 -> LUMO 21.60247
HOMO-11 -> LUMO 6.860259

HOMO-7 -> LUMO 17.32073
HOMO-3 -> LUMO 7.461315
HOMO-2 -> LUMO 7.220255
HOMO-1 -> LUMO 9.656316

HOMO -> LUMO 23.36351

HOMO-12

Figure S53. Origin of orbitals that highly contribute toward transition of excited state 2 of
complex 3*.
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Table S5. Calculated relative contribution of transitions to excited state 1 of complex 3.

Transitions % contributions
HOMO-19->LUMO 5.84626
HOMO-7->LUMO 8.469689
HOMO-5->LUMO 7.233084
HOMO-2->LUMO 10.46369
HOMO-1->LUMO 31.40727
HOMO->LUMO 36.5800

HOMO LUMO

Figure S54. Origin of orbitals that highly contribute toward transition of excited state 1 of
complex 3*.
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Figure S55. Calculated UV/Vis transitions and associated oscillator strengths for complex 3*.
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Figure S56. Vis-NIR spectral changes of 1 in a DCM solution of 0.25M [rBusN][PF¢] under an
atmosphere of N> as potential is cathodically shifted by 25 mV increments.
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Figure S57. Vis-NIR spectral changes of 2 in a DCM solution of 0.25 M [nBusN][PFs] under an
atmosphere of N> as potential is cathodically shifted by 25 mV increments.
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Table S6. X-ray crystallography data and structure refinement for 13*.

Chemical Ci57H157B3C03F 12N302.50P9S6
formula
Formula weight 3034.16 g/mol
Temperature 100(2) K
Wavelength 0.71073 A
Crystal size 0.095 x 0.104 x 0.480 mm
Crystal habit black rod
Crystal system triclinic
Space group pl
Unit cell a=202853) A a=62.702(4)°
dimensions
b=21478(3) A B =87.142(5)°
c=21.698(3) A y=71.516(5)°
Volume 7915.9(19) A3
Z 2
Density 1.273 g/cm?
(calculated)
Absorption 0.546 mm™!
coefficient
F(000) 3150
Diffractometer Bruker APEX DUO
Radiation source fine-focus tube (MoKa , A =0.71073 A)
Theta range for 1.06 to 23.26°
data collection
Index ranges 22<h<22, -23<k<23,-24<[<24
Reflections 133552
collected
Independent 22693 [R(int) = 0.0901]
reflections
Coverage of 99.8%
independent
reflections
Absorption multi-scan
correction
Max. and min. 0.9500 and 0.7800
transmission
Structure direct methods
solution
technique
Structure SHELXT 2014/5 (Sheldrick, 2014)
solution program
Refinement Full-matrix least-squares on F?
method
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Refinement SHELXL-2017/1 (Sheldrick, 2017)
program
Function X w(F? — F2)?
minimized
Data / restraints / 22693 /10/1718
parameters
Goodness-of-fit 1.073
on F?
Final R indices 15806 data; I > 2o(1) R1=0.0886,
wRy =0.2317
all data R1=0.1277,
wRy =0.2573
Weighting w = 1/[6*(Fs%) + (0.0694P)? + 113.0602P]
scheme where P = (F,> + 2F2)/3
Largest diff. 1.419 and -1.001 eA-3
peak and hole
R.M.S. deviation 0.127 eA3
from mean

Table S7. Average selected bond angles (°) for complex 13*.

S—Co-S 89.78(6)
S—Co—Papical 107.02(77)
S—Co—Poasal 87.14(7)

Papica—C0—Phpasal 92.71(4)
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