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Figure S-2:  The asymmetric unit of [Cu(pza)(H2O)2](CF3SO3)2.show the labelling of anions.
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Figure S-3:
UV-vis absorption spectrum of Cu(pza)2+ in MeOH before and after NO addition 
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Table 1  Crystallographic parameters for [Cu(pza)(H2O)2](CF3SO3)2.

Empirical formula                 C16 H27 Cu F6 N5 O8 S2 

      Formula weight                    659.09 

      Temperature                       293(2) K 

      Wavelength                        0.71073 A 

Unit cell dimensions              a = 13.2155(2) A   alpha = 90 deg. 

                                        b = 24.1634(3) A    beta = 90.82 deg. 

                                        c = 17.2183(3) A   gamma = 90 deg. 

      Volume, Z                         5497.78(14) A^3,  8 

      Density (calculated)              1.593 Mg/m^3 

      Absorption coefficient            1.035 mm^-1 

      F(000)                            2696 

      Theta range for data collection   1.45 to 25.00 deg. 

      Limiting indices                  -17<=h<=16, -32<=k<=32, -22<=l<=22 

      Reflections collected             45503 

      Independent reflections           9661 [R(int) = 0.0486] 

      Refinement method                 Full-matrix least-squares on F^2 

      Data / restraints / parameters    9661 / 4 / 726 

      Goodness-of-fit on F^2            1.801 

      Final R indices [I>2sigma(I)]     R1 = 0.0655, wR2 = 0.1652 

      R indices (all data)              R1 = 0.0964, wR2 = 0.1715 

      Extinction coefficient            0.00013(9) 

      Largest diff. peak and hole       0.455 and -0.783 e.A^-3 

   Table 2.  Atomic coordinates ( x 10^4) and equivalent isotropic 

         displacement parameters (A^2 x 10^3).    U(eq) is defined 

         as one third of the trace of the orthogonalized Uij tensor. 

         ________________________________________________________________ 

                         x             y             z           U(eq) 

         ________________________________________________________________ 

          Cu(1)        4446(1)       7529(1)       8383(1)       40(1) 

          N(1)         5903(3)       7858(2)       8366(3)       48(1) 

          N(11)        4285(3)       8766(2)       8504(2)       45(1) 

          N(12)        3819(3)       8261(2)       8418(2)       43(1) 

          N(21)        5829(3)       6566(2)       8288(2)       52(1) 

          N(22)        4865(3)       6748(2)       8399(2)       45(1) 

          O(1)         4045(4)       7441(2)       9548(2)       65(1) 

          O(2)         3809(3)       7387(2)       7287(3)       55(1) 

          C(11)        5950(4)       8357(2)       8862(3)       51(1) 

          C(12)        5377(4)       8828(2)       8510(3)       56(1) 

          C(13)        3593(4)       9169(2)       8550(3)       60(2) 

          C(14)        2646(4)       8929(2)       8509(3)       62(2) 

          C(15)        2818(4)       8363(2)       8436(3)       46(1) 

          C(16)        3885(5)       9768(2)       8641(5)       90(2) 

          C(17)        2060(4)       7901(2)       8409(3)       54(1) 

          C(21)        6683(4)       7451(2)       8563(4)       58(2) 

          C(22)        6616(4)       6947(2)       8072(4)       66(2) 

          C(23)        5862(5)       6010(2)       8351(4)       72(2) 

          C(24)        4908(5)       5835(2)       8501(4)       76(2) 

          C(25)        4301(4)       6303(2)       8533(3)       57(1) 

          C(26)        6823(6)       5689(3)       8246(6)      121(3) 

          C(27)        3202(5)       6337(2)       8671(4)       83(2) 

          Cu(2)         575(1)       2513(1)       9097(1)       40(1) 

          N(2)         -887(3)       2185(2)       9074(3)       49(1) 

          N(31)        -805(3)       3477(2)       9000(3)       54(1) 

          N(32)         151(3)       3294(2)       9123(2)       44(1) 

          N(41)         760(3)       1277(2)       9227(2)       45(1) 

          N(42)        1216(3)       1781(2)       9127(2)       40(1) 

          O(3)         1014(4)       2586(2)      10274(3)       59(1) 

          O(4)         1184(3)       2653(2)       8009(2)       53(1) 

          C(31)       -1653(4)       2590(2)       9285(3)       53(1) 

          C(32)       -1605(4)       3100(2)       8792(4)       70(2) 

          C(33)        -835(5)       4033(2)       9052(4)       73(2) 

          C(34)         119(5)       4208(2)       9206(4)       72(2) 

          C(35)         722(4)       3744(2)       9255(3)       54(1) 

          C(36)       -1797(6)       4352(3)       8914(6)      140(4) 

          C(37)        1813(5)       3696(2)       9407(4)       79(2) 

          C(41)        -921(4)       1687(2)       9565(3)       52(1) 

          C(42)        -340(4)       1215(2)       9219(3)       51(1) 

          C(43)        1460(4)        880(2)       9309(3)       55(1) 

          C(44)        2396(4)       1123(2)       9263(3)       55(1) 

          C(45)        2217(4)       1686(2)       9157(3)       42(1) 

          C(46)        1179(5)        282(2)       9431(4)       86(2) 

          C(47)        2962(4)       2142(2)       9118(3)       51(1) 

          S(1)          652(1)       1241(1)      11570(1)       48(1) 

          C(1)         1584(6)        740(3)      11908(5)       87(2) 

          O(11)         -38(3)        927(2)      11113(2)       76(1) 

          O(12)         248(3)       1460(2)      12272(2)       70(1) 

          O(13)        1265(3)       1626(2)      11146(2)       69(1) 

          F(11)        1159(4)        352(2)      12305(4)      158(2) 

          F(12)        2274(3)        979(2)      12366(3)      122(2) 

          F(13)        2090(4)        529(2)      11330(3)      131(2) 

          S(2)         4303(1)       6253(1)       5875(1)       49(1) 

          C(2)         3377(5)       5750(3)       6195(4)       73(2) 

          O(21)        4999(3)       5932(2)       5435(2)       77(1) 

          O(22)        4707(3)       6483(2)       6573(2)       75(1) 

          O(23)        3696(3)       6634(2)       5422(2)       78(1) 

          F(21)        2685(3)       5997(2)       6627(3)      124(2) 

          F(22)        2886(4)       5528(2)       5625(3)      131(2) 

          F(23)        3795(3)       5366(2)       6645(3)      113(2) 

          S(3)         -158(1)       1621(1)       6800(1)       53(1) 

          C(3)          -43(5)        875(3)       6750(4)       75(2) 

          O(31)         877(3)       1784(2)       6988(3)       83(1) 

          O(32)        -496(3)       1782(2)       6046(2)       74(1) 

          O(33)        -864(3)       1714(2)       7409(2)       73(1) 

          F(31)         287(4)        664(2)       7392(3)      129(2) 

          F(32)         600(3)        732(2)       6199(3)      104(1) 

          F(33)        -913(4)        641(2)       6562(3)      135(2) 

          S(4)         4853(1)       3411(1)       8927(1)       54(1) 

          C(4)         4953(6)       4154(3)       8983(5)       80(2) 

          O(41)        4154(3)       3317(2)       8305(2)       73(1) 

          O(42)        5879(3)       3246(2)       8756(3)       90(1) 

          O(43)        4525(3)       3253(2)       9673(2)       80(1) 

          F(41)        5304(5)       4364(2)       8325(3)      136(2) 

          F(42)        4094(4)       4395(2)       9149(4)      154(2) 

          F(43)        5632(4)       4313(2)       9514(3)      114(2) 

         ________________________________________________________________ 

           Table 3.   Bond lengths [A] and angles [deg]. 

           _____________________________________________________________ 

            Cu(1)-N(12)                   1.955(4) 

            Cu(1)-N(22)                   1.967(4) 

            Cu(1)-O(2)                    2.082(4) 

            Cu(1)-N(1)                    2.083(4) 

            Cu(1)-O(1)                    2.094(4) 

            N(1)-C(21)                    1.460(7) 

            N(1)-C(11)                    1.479(6) 

            N(11)-C(13)                   1.338(6) 

            N(11)-N(12)                   1.374(5) 

            N(11)-C(12)                   1.451(6) 

            N(12)-C(15)                   1.347(6) 

            N(21)-C(23)                   1.347(7) 

            N(21)-N(22)                   1.365(6) 

            N(21)-C(22)                   1.442(7) 

            N(22)-C(25)                   1.329(6) 

            C(11)-C(12)                   1.491(7) 

            C(13)-C(14)                   1.382(7) 

            C(13)-C(16)                   1.507(7) 

            C(14)-C(15)                   1.391(7) 

            C(15)-C(17)                   1.500(7) 

            C(21)-C(22)                   1.485(7) 

            C(23)-C(24)                   1.359(9) 

            C(23)-C(26)                   1.501(8) 

            C(24)-C(25)                   1.388(8) 

            C(25)-C(27)                   1.478(8) 

            Cu(2)-N(42)                   1.963(4) 

            Cu(2)-N(32)                   1.968(4) 

            Cu(2)-O(4)                    2.076(4) 

            Cu(2)-N(2)                    2.088(4) 

            Cu(2)-O(3)                    2.108(5) 

            N(2)-C(31)                    1.459(6) 

            N(2)-C(41)                    1.472(6) 

            N(31)-C(33)                   1.347(7) 

            N(31)-N(32)                   1.352(5) 

            N(31)-C(32)                   1.437(7) 

            N(32)-C(35)                   1.342(6) 

            N(41)-C(43)                   1.339(6) 

            N(41)-N(42)                   1.370(5) 

            N(41)-C(42)                   1.462(6) 

            N(42)-C(45)                   1.342(6) 

            C(31)-C(32)                   1.498(8) 

            C(33)-C(34)                   1.353(8) 

            C(33)-C(36)                   1.503(9) 

            C(34)-C(35)                   1.378(7) 

            C(35)-C(37)                   1.466(8) 

            C(41)-C(42)                   1.504(7) 

            C(43)-C(44)                   1.372(7) 

            C(43)-C(46)                   1.507(7) 

            C(44)-C(45)                   1.394(7) 

            C(45)-C(47)                   1.480(6) 

            S(1)-O(11)                    1.417(4) 

            S(1)-O(12)                    1.429(4) 

            S(1)-O(13)                    1.439(4) 

            S(1)-C(1)                     1.817(7) 

            C(1)-F(11)                    1.294(8) 

            C(1)-F(13)                    1.308(8) 

            C(1)-F(12)                    1.330(8) 

            S(2)-O(22)                    1.421(4) 

            S(2)-O(21)                    1.429(4) 

            S(2)-O(23)                    1.442(4) 

            S(2)-C(2)                     1.816(6) 

            C(2)-F(22)                    1.286(7) 

            C(2)-F(23)                    1.324(7) 

            C(2)-F(21)                    1.329(7) 

            S(3)-O(32)                    1.421(4) 

            S(3)-O(33)                    1.432(4) 

            S(3)-O(31)                    1.456(4) 

            S(3)-C(3)                     1.811(6) 

            C(3)-F(31)                    1.287(7) 

            C(3)-F(33)                    1.317(7) 

            C(3)-F(32)                    1.329(7) 

            S(4)-O(43)                    1.414(4) 

            S(4)-O(41)                    1.422(4) 

            S(4)-O(42)                    1.448(4) 

            S(4)-C(4)                     1.802(6) 

            C(4)-F(42)                    1.310(8) 

            C(4)-F(43)                    1.329(8) 

            C(4)-F(41)                    1.330(8) 

            N(12)-Cu(1)-N(22)           170.8(2) 

            N(12)-Cu(1)-O(2)             90.6(2) 

            N(22)-Cu(1)-O(2)             88.0(2) 

            N(12)-Cu(1)-N(1)             92.7(2) 

            N(22)-Cu(1)-N(1)             96.1(2) 

            O(2)-Cu(1)-N(1)             114.3(2) 

            N(12)-Cu(1)-O(1)             87.0(2) 

            N(22)-Cu(1)-O(1)             87.9(2) 

            O(2)-Cu(1)-O(1)             138.3(2) 

            N(1)-Cu(1)-O(1)             107.4(2) 

            C(21)-N(1)-C(11)            113.0(4) 

            C(21)-N(1)-Cu(1)            113.0(3) 

            C(11)-N(1)-Cu(1)            109.6(3) 

            C(13)-N(11)-N(12)           110.3(4) 

            C(13)-N(11)-C(12)           127.1(4) 

            N(12)-N(11)-C(12)           122.5(4) 

            C(15)-N(12)-N(11)           105.9(4) 

            C(15)-N(12)-Cu(1)           125.7(3) 

            N(11)-N(12)-Cu(1)           128.1(3) 

            C(23)-N(21)-N(22)           109.8(5) 

            C(23)-N(21)-C(22)           129.4(5) 

            N(22)-N(21)-C(22)           120.6(4) 

            C(25)-N(22)-N(21)           106.9(4) 

            C(25)-N(22)-Cu(1)           128.3(4) 

            N(21)-N(22)-Cu(1)           124.8(3) 

            N(1)-C(11)-C(12)            111.8(4) 

            N(11)-C(12)-C(11)           115.0(4) 

            N(11)-C(13)-C(14)           108.1(5) 

            N(11)-C(13)-C(16)           122.1(5) 

            C(14)-C(13)-C(16)           129.8(5) 

            C(13)-C(14)-C(15)           105.6(5) 

            N(12)-C(15)-C(14)           110.1(4) 

            N(12)-C(15)-C(17)           121.2(4) 

            C(14)-C(15)-C(17)           128.6(5) 

            N(1)-C(21)-C(22)            112.5(5) 

            N(21)-C(22)-C(21)           114.5(5) 

            N(21)-C(23)-C(24)           107.3(5) 

            N(21)-C(23)-C(26)           122.2(6) 

            C(24)-C(23)-C(26)           130.6(6) 

            C(23)-C(24)-C(25)           107.0(5) 

            N(22)-C(25)-C(24)           109.1(5) 

            N(22)-C(25)-C(27)           122.5(5) 

            C(24)-C(25)-C(27)           128.5(6) 

            N(42)-Cu(2)-N(32)           170.6(2) 

            N(42)-Cu(2)-O(4)             89.9(2) 

            N(32)-Cu(2)-O(4)             88.8(2) 

            N(42)-Cu(2)-N(2)             93.3(2) 

            N(32)-Cu(2)-N(2)             95.7(2) 

            O(4)-Cu(2)-N(2)             114.5(2) 

            N(42)-Cu(2)-O(3)             86.4(2) 

            N(32)-Cu(2)-O(3)             88.4(2) 

            O(4)-Cu(2)-O(3)             138.5(2) 

            N(2)-Cu(2)-O(3)             106.9(2) 

            C(31)-N(2)-C(41)            112.2(4) 

            C(31)-N(2)-Cu(2)            112.7(3) 

            C(41)-N(2)-Cu(2)            109.6(3) 

            C(33)-N(31)-N(32)           110.2(5) 

            C(33)-N(31)-C(32)           128.8(5) 

            N(32)-N(31)-C(32)           120.9(4) 

            C(35)-N(32)-N(31)           106.4(4) 

            C(35)-N(32)-Cu(2)           128.3(3) 

            N(31)-N(32)-Cu(2)           125.3(3) 

            C(43)-N(41)-N(42)           110.2(4) 

            C(43)-N(41)-C(42)           127.8(4) 

            N(42)-N(41)-C(42)           122.0(4) 

            C(45)-N(42)-N(41)           106.2(4) 

            C(45)-N(42)-Cu(2)           125.4(3) 

            N(41)-N(42)-Cu(2)           127.9(3) 

            N(2)-C(31)-C(32)            112.0(5) 

            N(31)-C(32)-C(31)           114.6(5) 

            N(31)-C(33)-C(34)           107.2(5) 

            N(31)-C(33)-C(36)           121.8(6) 

            C(34)-C(33)-C(36)           130.9(6) 

            C(33)-C(34)-C(35)           107.1(5) 

            N(32)-C(35)-C(34)           109.0(5) 

            N(32)-C(35)-C(37)           121.1(5) 

            C(34)-C(35)-C(37)           129.9(5) 

            N(2)-C(41)-C(42)            111.9(4) 

            N(41)-C(42)-C(41)           115.6(4) 

            N(41)-C(43)-C(44)           108.0(4) 

            N(41)-C(43)-C(46)           122.1(5) 

            C(44)-C(43)-C(46)           129.9(5) 

            C(43)-C(44)-C(45)           105.9(4) 

            N(42)-C(45)-C(44)           109.6(4) 

            N(42)-C(45)-C(47)           121.8(4) 

            C(44)-C(45)-C(47)           128.5(4) 

            O(11)-S(1)-O(12)            115.0(3) 

            O(11)-S(1)-O(13)            115.2(3) 

            O(12)-S(1)-O(13)            114.2(2) 

            O(11)-S(1)-C(1)             104.3(3) 

            O(12)-S(1)-C(1)             103.7(3) 

            O(13)-S(1)-C(1)             102.1(3) 

            F(11)-C(1)-F(13)            110.6(7) 

            F(11)-C(1)-F(12)            107.4(7) 

            F(13)-C(1)-F(12)            105.5(7) 

            F(11)-C(1)-S(1)             110.8(6) 

            F(13)-C(1)-S(1)             111.6(5) 

            F(12)-C(1)-S(1)             110.8(5) 

            O(22)-S(2)-O(21)            115.1(3) 

            O(22)-S(2)-O(23)            114.1(3) 

            O(21)-S(2)-O(23)            114.6(3) 

            O(22)-S(2)-C(2)             104.5(3) 

            O(21)-S(2)-C(2)             103.8(3) 

            O(23)-S(2)-C(2)             102.7(3) 

            F(22)-C(2)-F(23)            110.9(6) 

            F(22)-C(2)-F(21)            105.7(6) 

            F(23)-C(2)-F(21)            105.8(6) 

            F(22)-C(2)-S(2)             112.5(5) 

            F(23)-C(2)-S(2)             111.6(5) 

            F(21)-C(2)-S(2)             109.9(5) 

            O(32)-S(3)-O(33)            115.2(3) 

            O(32)-S(3)-O(31)            114.3(3) 

            O(33)-S(3)-O(31)            114.4(3) 

            O(32)-S(3)-C(3)             104.8(3) 

            O(33)-S(3)-C(3)             104.3(3) 

            O(31)-S(3)-C(3)             101.7(3) 

            F(31)-C(3)-F(33)            109.0(6) 

            F(31)-C(3)-F(32)            107.4(6) 

            F(33)-C(3)-F(32)            106.2(6) 

            F(31)-C(3)-S(3)             112.3(5) 

            F(33)-C(3)-S(3)             111.4(5) 

            F(32)-C(3)-S(3)             110.3(5) 

            O(43)-S(4)-O(41)            115.9(3) 

            O(43)-S(4)-O(42)            114.2(3) 

            O(41)-S(4)-O(42)            113.8(3) 

            O(43)-S(4)-C(4)             104.1(3) 

            O(41)-S(4)-C(4)             104.2(3) 

            O(42)-S(4)-C(4)             102.5(3) 

            F(42)-C(4)-F(43)            107.4(6) 

            F(42)-C(4)-F(41)            109.3(7) 

            F(43)-C(4)-F(41)            103.6(6) 

            F(42)-C(4)-S(4)             113.0(5) 

            F(43)-C(4)-S(4)             111.9(5) 

            F(41)-C(4)-S(4)             111.1(5) 

    Table 4.   Anisotropic displacement parameters (A^2 x 10^3). 

    The anisotropic displacement factor exponent takes the form: 

    -2 pi^2 [ h^2 a*^2 U11 + ... + 2 h k a* b* U12 ] 

    _______________________________________________________________________ 

              U11        U22        U33        U23        U13        U12 

    _______________________________________________________________________ 

    Cu(1)    36(1)      37(1)      48(1)      -2(1)      -4(1)       2(1) 

    N(1)     40(3)      51(3)      54(3)      -4(2)      -5(2)      -2(2) 

    N(11)    46(3)      36(2)      54(3)      -4(2)       2(2)      -5(2) 

    N(12)    45(3)      38(2)      47(2)       1(2)      -1(2)      -2(2) 

    N(21)    46(3)      54(3)      57(3)      -4(2)      -4(2)       8(2) 

    N(22)    44(2)      36(2)      55(3)      -2(2)      -3(2)       7(2) 

    O(1)     97(3)      54(3)      43(2)       3(2)       6(2)      18(2) 

    O(2)     63(3)      54(3)      46(3)       0(2)     -14(2)      -1(2) 

    C(11)    37(3)      55(3)      62(3)     -10(3)      -7(2)      -6(2) 

    C(12)    58(4)      42(3)      67(4)      -6(3)      -2(3)     -11(3) 

    C(13)    60(4)      42(3)      77(4)      -6(3)       4(3)       6(3) 

    C(14)    52(4)      53(3)      81(4)      -4(3)       4(3)      13(3) 

    C(15)    42(3)      45(3)      51(3)      -1(2)       1(2)       2(2) 

    C(16)    81(5)      46(3)     144(7)     -13(4)       7(4)       6(3) 

    C(17)    38(3)      55(3)      67(4)       0(3)       2(3)       6(2) 

    C(21)    29(3)      55(3)      90(4)     -10(3)      -8(3)       0(2) 

    C(22)    49(4)      64(4)      85(4)      -5(3)      10(3)      13(3) 

    C(23)    77(5)      47(4)      91(5)     -11(3)     -21(4)      23(3) 

    C(24)    78(5)      47(4)     102(5)      -2(3)     -19(4)       5(3) 

    C(25)    60(4)      46(3)      65(4)       1(3)      -5(3)       1(3) 

    C(26)    84(5)      70(5)     209(10)    -14(5)      -6(6)      38(4) 

    C(27)    65(4)      59(4)     125(6)       1(4)       1(4)     -10(3) 

    Cu(2)    35(1)      39(1)      45(1)       3(1)       2(1)       2(1) 

    N(2)     42(3)      52(3)      53(3)      -1(2)       0(2)      -5(2) 

    N(31)    47(3)      51(3)      64(3)       6(2)      -2(2)      11(2) 

    N(32)    42(2)      40(2)      50(3)       1(2)       1(2)       5(2) 

    N(41)    48(3)      35(2)      51(3)      -1(2)       4(2)      -4(2) 

    N(42)    35(2)      40(2)      43(2)       3(2)       1(2)      -1(2) 

    O(3)     77(3)      53(3)      45(3)       7(2)      -6(2)       6(2) 

    O(4)     64(3)      49(2)      47(2)       6(2)       3(2)       4(2) 

    C(31)    21(3)      58(3)      80(4)       3(3)      -1(2)       1(2) 

    C(32)    48(4)      68(4)      93(5)      10(3)     -18(3)       7(3) 

    C(33)    58(4)      56(4)     103(5)      13(3)       5(3)      16(3) 

    C(34)    71(4)      42(3)     103(5)       1(3)       1(4)       5(3) 

    C(35)    55(4)      47(3)      61(4)       3(3)       6(3)       0(3) 

    C(36)    95(6)      73(5)     251(12)     23(6)     -12(7)      41(4) 

    C(37)    59(4)      62(4)     114(6)       7(4)      -6(4)     -11(3) 

    C(41)    43(3)      59(3)      56(3)       9(3)       5(2)      -5(3) 

    C(42)    47(3)      47(3)      60(3)       5(3)      -1(3)     -13(2) 

    C(43)    59(4)      38(3)      67(4)      -4(2)       5(3)       4(3) 

    C(44)    45(3)      43(3)      77(4)      -2(3)       5(3)      10(2) 

    C(45)    39(3)      45(3)      42(3)      -6(2)       5(2)      -1(2) 

    C(46)    84(5)      42(3)     132(6)       1(3)       8(4)      -9(3) 

    C(47)    41(3)      51(3)      63(3)       4(3)      -4(2)       1(2) 

    S(1)     50(1)      41(1)      52(1)      -3(1)      -5(1)      -1(1) 

    C(1)     91(6)      65(4)     103(6)      24(4)      -1(5)      18(4) 

    O(11)    71(3)      76(3)      81(3)     -23(2)     -14(2)     -17(2) 

    O(12)    67(3)      80(3)      64(3)     -17(2)       6(2)       4(2) 

    O(13)    60(3)      67(3)      80(3)      18(2)      -1(2)      -1(2) 

    F(11)   148(5)      97(3)     228(6)      96(4)       9(4)       1(3) 

    F(12)    83(3)     162(4)     121(4)      24(3)     -42(3)      14(3) 

    F(13)   128(4)     106(3)     158(4)     -18(3)      14(3)      63(3) 

    S(2)     50(1)      44(1)      54(1)       0(1)       3(1)      -2(1) 

    C(2)     59(4)      67(4)      93(5)      22(4)      -1(4)      -7(3) 

    O(21)    69(3)      80(3)      83(3)     -15(2)      17(2)       4(2) 

    O(22)    78(3)      73(3)      73(3)     -17(2)     -12(2)      -5(2) 

    O(23)    74(3)      71(3)      90(3)      26(2)      -2(2)       3(2) 

    F(21)    76(3)     166(4)     130(4)      43(3)      33(3)       0(3) 

    F(22)   135(4)     121(4)     137(4)       3(3)     -32(3)     -78(3) 

    F(23)    98(3)      88(3)     153(4)      61(3)      -5(3)      -8(2) 

    S(3)     54(1)      50(1)      56(1)       2(1)       5(1)       0(1) 

    C(3)     74(5)      65(4)      85(5)      -2(4)      -5(4)      10(4) 

    O(31)    63(3)      74(3)     112(4)     -25(2)       1(2)     -14(2) 

    O(32)    92(3)      78(3)      53(3)       9(2)       3(2)       7(2) 

    O(33)    77(3)      82(3)      59(3)       1(2)      15(2)      13(2) 

    F(31)   194(5)      79(3)     113(4)      27(3)     -13(3)      41(3) 

    F(32)   109(3)      85(3)     117(3)     -26(2)       9(3)      27(2) 

    F(33)    95(3)      68(3)     242(6)     -12(3)      -8(4)     -20(2) 

    S(4)     56(1)      48(1)      60(1)       1(1)      -8(1)      -2(1) 

    C(4)     86(5)      58(4)      97(6)       4(4)      -3(4)     -14(4) 

    O(41)    73(3)      83(3)      62(3)       3(2)     -21(2)     -12(2) 

    O(42)    66(3)      85(3)     120(4)     -29(3)      -6(3)       1(2) 

    O(43)   100(3)      79(3)      59(3)      12(2)      -9(2)     -15(2) 

    F(41)   211(6)      78(3)     120(4)      23(3)      12(4)     -52(3) 

    F(42)    97(3)      71(3)     293(7)     -18(4)      18(4)      27(3) 

    F(43)   126(4)      90(3)     124(4)     -37(3)     -13(3)     -31(3) 

    _______________________________________________________________________ 

         Table 5.   Hydrogen coordinates ( x 10^4) and isotropic 

         displacement parameters (A^2 x 10^3). 

         ________________________________________________________________ 

                         x             y             z           U(eq) 

         ________________________________________________________________ 

          H(1)         5909(50)      7957(27)      7960(35)      81(26) 

          H(1A)        4415(41)      7235(22)      9827(32)      91(24) 

          H(1B)        3927(41)      7722(14)      9813(27)      60(18) 

          H(2A)        3805(38)      7563(19)      7032(28)      17(15) 

          H(11A)       6652(4)       8465(2)       8939(3)       62 

          H(11B)       5673(4)       8272(2)       9366(3)       62 

          H(12A)       5550(4)       9163(2)       8793(3)       67 

          H(12B)       5597(4)       8876(2)       7979(3)       67 

          H(14)        2023(4)       9107(2)       8526(3)       74 

          H(16A)       3298(9)       9997(3)       8564(29)     135 

          H(16B)       4385(28)      9862(6)       8264(19)     135 

          H(16C)       4159(35)      9829(5)       9154(10)     135 

          H(17A)       1395(5)       8050(2)       8324(21)      81 

          H(17B)       2080(19)      7704(9)       8893(8)       81 

          H(17C)       2221(16)      7652(8)       7994(13)      81 

          H(21A)       6618(4)       7346(2)       9104(4)       70 

          H(21B)       7344(4)       7619(2)       8501(4)       70 

          H(22A)       6501(4)       7059(2)       7537(4)       79 

          H(22B)       7260(4)       6756(2)       8098(4)       79 

          H(24)        4701(5)       5471(2)       8570(4)       91 

          H(26A)       7073(26)      5750(21)      7733(13)     181 

          H(26B)       6690(12)      5301(4)       8317(37)     181 

          H(26C)       7319(17)      5809(19)      8623(24)     181 

          H(27A)       2928(8)       5971(3)       8716(27)     124 

          H(27B)       2876(7)       6526(17)      8245(13)     124 

          H(27C)       3087(5)       6538(16)      9143(14)     124 

          H(2)         -993(42)      2046(23)      8574(33)      71(19) 

          H(3A)        1145(38)      2415(19)     10493(29)      19(16) 

          H(4A)         912(41)      2411(18)      7711(28)      66(20) 

          H(4B)         912(37)      2922(15)      7783(28)      59(18) 

          H(31A)      -1558(4)       2693(2)       9826(3)       64 

          H(31B)      -2319(4)       2424(2)       9228(3)       64 

          H(32A)      -1520(4)       2989(2)       8255(4)       84 

          H(32B)      -2246(4)       3294(2)       8825(4)       84 

          H(34)         329(5)       4573(2)       9267(4)       87 

          H(36A)      -1688(17)      4735(6)       9043(41)     210 

          H(36B)      -2321(16)      4204(20)      9234(32)     210 

          H(36C)      -1997(30)      4322(25)      8378(11)     210 

          H(37A)       2083(7)       4052(4)       9543(25)     118 

          H(37B)       2140(6)       3561(17)      8950(9)      118 

          H(37C)       1930(5)       3442(14)      9828(17)     118 

          H(41A)      -1621(4)       1577(2)       9630(3)       63 

          H(41B)       -640(4)       1773(2)      10074(3)       63 

          H(42A)       -507(4)        879(2)       9499(3)       62 

          H(42B)       -567(4)       1166(2)       8685(3)       62 

          H(44)        3021(4)        947(2)       9297(3)       66 

          H(46A)       1783(5)         63(4)       9480(27)     129 

          H(46B)        783(30)       154(6)       8995(13)     129 

          H(46C)        791(30)       248(3)       9895(15)     129 

          H(47A)       3626(5)       1991(2)       9045(20)      77 

          H(47B)       2952(19)      2350(9)       9593(8)       77 

          H(47C)       2792(15)      2381(8)       8690(12)      77 

         ________________________________________________________________ 
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