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Cartesian coordinates of 8 and 9

Gaussian03: M.J. Frisch, G.W. Trucks, H.B. Schlegel, G.E. Scuseria, M.A. Robb, J.R. Cheeseman, J.A. Montgomery Jr, T. Vreven, K.N. Kudin, J.C. Burant, J.M. Millam, S.S. Iyengar, J. Tomasi, V. Barone, B. Mennucci, M. Cossi, G. Scalmani, N. Rega, G.A. Petersson, H. Nakatsuji, M. Hada, N. Ehara, K. Toyota, R. Fukuda, J. Hasegawa, M. Ishida, T. Nakajima, Y. Honda, O. Kitao, H. Nakai, M. Klene, X. Li, J.E. Knox, H.P. Hratchian, J.B. Cross, V. Bakken, C. Adamo, J. Jaramillo, R. Gomperts, R.E. Stratmann, O. Yazyev, A.J. Austin, R. Cammi, C. Pomelli, J.W. Ochterski, P.Y. Ayala, K. Morokuma, G.A. Voth, P. Salvador, J.J. Dannenberg, V.G. Zakrzewski, S. Dapprich, A.D. Daniels, M.C. Strain, O. Farkas, D.K. Malick, A.D. Rabuck, K. Raghavachari, J.B. Foresman, J.V. Ortiz, Q. Cui, A.G. Baboul, S. Clifford, J. Cioslowski, B.B. Stefanov, G. Liu, A. Liashenko, P. Piskorz, I. Komaromi, R.L. Martin, D.J. Fox, T. Keith, M.A. Al-Laham, C.Y. Peng, A. Nanayakkara, M. Challacombe, P.M.M. Gill, B. Johnson, W. Chen, M.W. Wong, C. Gonzalez, J.A. Pople, Gaussian 03, Revision D.01, Gaussian Inc., Wallingford CT, 2004.
[image: image4..pict]

8

Job cpu time:  0 days 11 hours 28 minutes 44.0 seconds.

E(RB+HF-LYP) =  -1508.59748869 A.U.  [6-311+G(d,p)]
Dipole = 2.2488 Debye

Stoichiometry    C11H14P2S

Framework group  C1[X(C11H14P2S)]

Deg. of freedom    78

Full point group                   C1

Largest Abelian subgroup           C1      

Largest concise Abelian subgroup     C1      

                         Standard orientation:                         

 ---------------------------------------------------------------------

 Center     Atomic     Atomic              Coordinates (Angstroms)

 Number     Number      Type              X           Y           Z

 ---------------------------------------------------------------------

    1         15             0       -0.740759   -0.231685   -0.188146

    2          6             0       -2.218084   -1.119286    0.282234

    3         15             0       -3.100001    0.364072    0.097157

    4          6             0       -1.672302    1.278961   -0.312188

    5          6             0       -4.589329    0.376148   -0.996563

    6          1             0       -5.328918   -0.322913   -0.599550

    7          1             0       -5.025168    1.376585   -1.011198

    8          1             0       -4.311041    0.083769   -2.010291

    9          6             0       -2.582512   -2.562584    0.120989

   10          6             0       -1.270431    2.704799   -0.104194

   11          1             0       -2.092212    3.386602   -0.341206

   12          1             0       -0.444555    2.966151   -0.773399

   13          1             0       -0.939018    2.922364    0.920638

   14          1             0       -3.466579   -2.801049    0.720732

   15          1             0       -2.802824   -2.856624   -0.915132

   16          1             0       -1.777909   -3.208898    0.483231

   17          6             0        2.280274   -0.170373    0.431279

   18          6             0        2.712984   -1.212326   -0.395227

   19          6             0        3.077550    0.967423    0.584945

   20          6             0        3.923541   -1.104737   -1.075452

   21          1             0        2.104399   -2.102100   -0.502425

   22          6             0        4.296117    1.062409   -0.086123

   23          1             0        2.740814    1.773036    1.226305

   24          6             0        4.719660    0.030037   -0.920488

   25          1             0        4.249681   -1.914112   -1.719202

   26          1             0        4.909522    1.947597    0.040092

   27          1             0        5.664703    0.107249   -1.445942

   28         16             0        0.754105   -0.302893    1.382307

 ---------------------------------------------------------------------

 Rotational constants (GHZ):      1.0839313      0.2491552      0.2250482
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Job cpu time:  0 days 13 hours 18 minutes 17.0 seconds.

E(RB+HF-LYP) =  -1149.69396400 A.U. [6-311+G(d,p)]
Dipole = 0.9102 Debye
Stoichiometry    C12H16P2

Framework group  C1[X(C12H16P2)]

Deg. of freedom    84

Full point group                   C1

Largest Abelian subgroup           C1    

Largest concise Abelian subgroup     C1    

                         Standard orientation:                         

 ---------------------------------------------------------------------

 Center     Atomic     Atomic              Coordinates (Angstroms)

 Number     Number      Type              X           Y           Z

 ---------------------------------------------------------------------

    1         15             0       -0.676046    0.534179   -0.546549

    2          6             0       -1.148278   -1.105946   -0.021522

    3          6             0        0.691855    1.309873    0.492083

    4          1             0        0.732282    2.364885    0.205950

    5          1             0        0.370707    1.249201    1.533944

    6         15             0       -2.720209   -0.475197    0.386814

    7          6             0       -2.287888    1.144417   -0.121758

    8          6             0       -4.221643   -1.294671   -0.321503

    9          1             0       -4.293139   -2.311986    0.069920

   10          1             0       -5.113136   -0.742001   -0.018837

   11          1             0       -4.160479   -1.321279   -1.410563

   12          6             0       -0.689206   -2.459245   -0.476386

   13          6             0       -2.760952    2.499325    0.310774

   14          1             0       -3.848598    2.519726    0.427734

   15          1             0       -2.517102    3.248017   -0.450347

   16          1             0       -2.324823    2.848624    1.258234

   17          1             0       -1.045407   -3.232487    0.212410

   18          1             0       -1.041436   -2.735629   -1.480796

   19          1             0        0.402158   -2.523656   -0.484549

   20          6             0        2.027738    0.645053    0.288423

   21          6             0        2.419169   -0.427406    1.098803

   22          6             0        2.896661    1.067529   -0.724888

   23          6             0        3.647581   -1.055793    0.905768

   24          1             0        1.752577   -0.771565    1.882433

   25          6             0        4.125256    0.440405   -0.920115

   26          1             0        2.609959    1.896716   -1.364080

   27          6             0        4.505682   -0.624453   -0.104848

   28          1             0        3.935492   -1.881645    1.547061

   29          1             0        4.786375    0.785644   -1.707370

   30          1             0        5.462533   -1.111810   -0.254098

 ---------------------------------------------------------------------

 Rotational constants (GHZ):      1.1651732      0.2936301      0.2542863
Redox properties of 6

Electrochemical analyses were performed with a BAS CV-50W voltammetric analyzer. Conditions: 1 mM in CH2Cl2; supporting electrolyte: 0.1 M tetrabutylammonium perchlorate; working electrode: glassy carbon; counter electrode: platinum wire; reference electrode: Ag/AgCl (E1/2 (ferrocene/ferricinium) = +0.60 V) at 20 °C; scan rate: 50 mV s–1.
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Figure 1.  Cyclic voltammogram of 6b.  

Table 1.  Redox potentials (V vs. Ag/AgCl) for 6
	
	E1/2ox1
	Epox2
	Epred

	6a
	+0.38
	+1.64
	–0.84 a,b)

	6b
	+0.48
	+1.71
	–0.75


a) Shoulder.

b) Epred2 = –1.07 V.
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