      Table 1.  Crystal data and structure refinement for PB2,3-TNT.

      ______________________________________________________________________

      Identification code               98SRC211

      Empirical formula                 C18 H12 S2 

      Formula weight                    292.40 

      Temperature                       293(2) K 

      Wavelength                        0.71073 A 

      Crystal system                    Monoclinic

      Space group                       P2(1)/c

      Unit cell dimensions              a = 11.5930(7) A

                                        b = 12.0590(5) A

                                        c = 10.7530(7) A

                                        beta = 105.680(2) deg.

      Volume                            1447.33(14) A^3 

      Z                                 4 

      Density (calculated)              1.342 Mg/m^3 

      Absorption coefficient            0.353 mm^-1 

      F(000)                            608 

      Crystal size                      0.5 x 0.4 x 0.1 mm

      Theta range for data collection   3.38 to 26.37 deg. 

      Index ranges                      -16<=h<=16, -16<=k<=16, -15<=l<=15 

      Reflections collected             5724 

      Independent reflections           2942 [R(int) = 0.0288] 

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

      Data / restraints / parameters    2942 / 0 / 181 

      Goodness-of-fit on F^2            1.024 

      Final R indices [I>2sigma(I)]     R1 = 0.0557, wR2 = 0.1592 

      R indices (all data)              R1 = 0.0680, wR2 = 0.1702 

      Largest diff. peak and hole       0.750 and -0.490 e.A^-3 

      _________________________________________________________________________

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

         displacement parameters (A^2 x 10^3) for PB2,3-TNT. U(eq) is defined

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

         ________________________________________________________________ 

                         x             y             z           U(eq) 

         ________________________________________________________________ 

          S(1)          -29(1)       1225(1)       3863(1)       32(1) 

          S(2)        -3476(1)        -58(1)       4001(1)       47(1) 

          C(11)       -3014(2)        866(2)       3020(2)       24(1) 

          C(10)       -2715(2)        486(2)       1841(2)       21(1) 

          C(15)        -813(2)       1665(2)       2345(2)       22(1) 

          C(8)        -3236(2)       -603(2)       -142(2)       24(1) 

          C(2)        -1529(2)        662(2)        301(2)       23(1) 

          C(9)        -3434(2)       -266(2)       1039(3)       24(1) 

          C(1)        -1700(2)        942(2)       1478(2)       20(1) 

          C(12)       -3020(2)       2024(2)       3468(2)       21(1) 

          C(16)        -416(2)       2721(2)       2059(3)       24(1) 

          C(4)        -2088(3)       -417(3)      -1744(3)       31(1) 

          C(7)        -3951(2)      -1420(2)       -948(3)       32(1) 

          C(3)        -2285(2)       -103(2)       -545(2)       24(1) 

          C(17)         512(3)       3115(2)       3143(3)       33(1) 

          C(18)         794(2)       2412(3)       4159(3)       32(1) 

          C(13)       -3445(2)       1966(3)       4638(3)       37(1) 

          C(5)        -2802(3)      -1208(3)      -2494(3)       36(1) 

          C(14)       -3695(3)        944(3)       4997(3)       45(1) 

          C(6)        -3726(3)      -1709(3)      -2092(3)       37(1) 

         ________________________________________________________________ 

           Table 3.   Bond lengths [A] and angles [deg] for PB2,3-TNT.

           __________________________________________________________________

            S(1)-C(18)         1.703(3)       S(1)-C(15)         1.724(3)

            S(2)-C(14)         1.679(4)       S(2)-C(11)         1.716(3)

            C(11)-C(10)        1.475(3)       C(11)-C(12)        1.479(4)

            C(10)-C(9)         1.368(4)       C(10)-C(1)         1.445(3)

            C(15)-C(16)        1.416(4)       C(15)-C(1)         1.472(4)

            C(8)-C(9)          1.411(4)       C(8)-C(7)          1.421(4)

            C(8)-C(3)          1.423(4)       C(2)-C(1)          1.375(3)

            C(2)-C(3)          1.419(4)       C(12)-C(13)        1.472(4)

            C(16)-C(17)        1.436(4)       C(4)-C(5)          1.372(4)

            C(4)-C(3)          1.421(4)       C(7)-C(6)          1.370(4)

            C(17)-C(18)        1.352(4)       C(13)-C(14)        1.347(5)

            C(5)-C(6)          1.397(5)

            C(18)-S(1)-C(15)        92.50(13)   C(14)-S(2)-C(11)        92.93(16)

            C(10)-C(11)-C(12)      126.6(2)     C(10)-C(11)-S(2)       120.8(2)

            C(12)-C(11)-S(2)       112.57(18)   C(9)-C(10)-C(1)        119.0(2)

            C(9)-C(10)-C(11)       120.2(2)     C(1)-C(10)-C(11)       120.8(2)

            C(16)-C(15)-C(1)       127.4(2)     C(16)-C(15)-S(1)       111.31(19)

            C(1)-C(15)-S(1)        121.11(19)   C(9)-C(8)-C(7)         122.6(2)

            C(9)-C(8)-C(3)         118.7(2)     C(7)-C(8)-C(3)         118.7(2)

            C(1)-C(2)-C(3)         122.1(2)     C(10)-C(9)-C(8)        122.6(2)

            C(2)-C(1)-C(10)        119.1(2)     C(2)-C(1)-C(15)        118.6(2)

            C(10)-C(1)-C(15)       122.3(2)     C(13)-C(12)-C(11)      105.4(2)

            C(15)-C(16)-C(17)      109.8(2)     C(5)-C(4)-C(3)         119.9(3)

            C(6)-C(7)-C(8)         120.2(3)     C(2)-C(3)-C(4)         122.1(2)

            C(2)-C(3)-C(8)         118.4(2)     C(4)-C(3)-C(8)         119.4(2)

            C(18)-C(17)-C(16)      114.4(3)     C(17)-C(18)-S(1)       112.1(2)

            C(14)-C(13)-C(12)      115.9(3)     C(4)-C(5)-C(6)         120.7(3)

            C(13)-C(14)-S(2)       113.2(2)     C(7)-C(6)-C(5)         121.1(3)

           _____________________________________________________________________

           Symmetry transformations used to generate equivalent atoms: 

    Table 4.   Anisotropic displacement parameters (A^2 x 10^3) for PB2,3-TNT.

    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 

    _______________________________________________________________________ 

    S(1)     32(1)      34(1)      29(1)       3(1)       6(1)      -5(1) 

    S(2)     61(1)      47(1)      43(1)       4(1)      29(1)      -3(1) 

    C(11)    20(1)      27(1)      26(1)      -1(1)      10(1)      -2(1) 

    C(10)    22(1)      19(1)      23(1)       3(1)       8(1)       2(1) 

    C(15)    20(1)      23(1)      25(1)       1(1)      10(1)       0(1) 

    C(8)     20(1)      25(1)      26(1)      -1(1)       3(1)       4(1) 

    C(2)     24(1)      21(1)      26(1)       4(1)      11(1)       2(1) 

    C(9)     19(1)      24(1)      30(1)      -1(1)       9(1)      -1(1) 

    C(1)     21(1)      18(1)      23(1)       2(1)       7(1)       1(1) 

    C(12)    10(1)      41(2)      15(1)     -14(1)       8(1)      -1(1) 

    C(16)    23(1)      22(1)      26(1)      -5(1)       8(1)      -3(1) 

    C(4)     34(1)      37(2)      24(1)       1(1)      11(1)       6(1) 

    C(7)     24(1)      33(2)      38(2)      -9(1)       7(1)      -1(1) 

    C(3)     25(1)      24(1)      22(1)       2(1)       7(1)       6(1) 

    C(17)    32(1)      27(1)      43(2)      -7(1)      15(1)      -9(1) 

    C(18)    26(1)      38(2)      32(1)      -9(1)       9(1)      -3(1) 

    C(13)    26(1)      52(2)      34(2)     -21(1)      13(1)      -7(1) 

    C(5)     38(2)      43(2)      25(1)      -7(1)       6(1)      11(1) 

    C(14)    40(2)      68(2)      30(2)      -6(2)      18(1)     -11(2) 

    C(6)     33(2)      40(2)      34(2)     -15(1)       0(1)       5(1) 

    _______________________________________________________________________ 

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

         displacement parameters (A^2 x 10^3) for PB2,3-TNT.

         ________________________________________________________________ 

                         x             y             z           U(iso)

         ________________________________________________________________ 

          H(2)         -898           984            50          27 

          H(9)        -4079          -567          1283          29 

          H(12)       -2802          2656          3091          25 

          H(16)        -712          3102          1287          28 

          H(4)        -1476           -88         -2021          37 

          H(7)        -4573         -1759          -697          38 

          H(17)         888          3797          3144          40 

          H(18)        1370          2559          4930          38 

          H(13)       -3536          2596          5101          44 

          H(5)        -2669         -1412         -3278          43 

          H(14)       -3962           806          5724          53 

          H(6)        -4197         -2248         -2609          45 

           ________________________________________________________________ 

