      Table 1.  Crystal data and structure refinement for C22H25N7O5.

      ______________________________________________________________________

      Identification code               98SRC259

      Empirical formula                 C22 H25 N7 O5 

      Formula weight                    467.49 

      Temperature                       150(2) K

      Wavelength                        0.71073 A 

      Crystal system                    Monoclinic

      Space group                       P2(1)/c

      Unit cell dimensions              a = 15.6546(4) A

                                        b = 12.8752(4) A

                                        c = 11.5653(6) A

                                        beta = 97.682(3) deg.

      Volume                            2310.14(15) A^3 

      Z                                 4 

      Density (calculated)              1.344 Mg/m^3 

      Absorption coefficient            0.098 mm^-1 

      F(000)                            984 

      Crystal size                      0.05 x 0.2 x 0.2 mm

      Theta range for data collection   2.06 to 26.35 deg. 

      Index ranges                      -19<=h<=19, -16<=k<=15, -14<=l<=14 

      Reflections collected             34350 

      Independent reflections           4707 [R(int) = 0.0909] 

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

      Data / restraints / parameters    4707 / 0 / 309 

      Goodness-of-fit on F^2            1.024 

      Final R indices [I>2sigma(I)]     R1 = 0.0583, wR2 = 0.1331 

      R indices (all data)              R1 = 0.0978, wR2 = 0.1531 

      Largest diff. peak and hole       0.215 and -0.222 e.A^-3 

      _______________________________________________________________________

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

         displacement parameters (A^2 x 10^3) for C22H25N7O5. U(eq) is defined

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

         ________________________________________________________________ 

                         x             y             z           U(eq) 

         ________________________________________________________________ 

          O(3)         6323(1)       7972(1)        131(1)       42(1) 

          N(2)         3752(1)       6014(1)        216(2)       38(1) 

          O(2)         4209(1)       7702(1)        461(1)       48(1) 

          N(1)         3277(1)       4284(1)        123(2)       41(1) 

          N(5)         5150(1)       7227(1)      -1702(2)       36(1) 

          N(3)         4166(1)       4836(1)      -1177(2)       37(1) 

          O(1)         2587(1)       5177(1)       1423(2)       62(1) 

          N(4)         5081(1)       5629(1)      -2467(2)       41(1) 

          C(8)         4607(1)       5666(2)      -1550(2)       35(1) 

          C(6)         4212(1)       6885(2)        -86(2)       35(1) 

          C(7)         4637(1)       6641(2)      -1066(2)       34(1) 

          N(6)         6023(1)       9641(1)       -374(2)       42(1) 

          C(5)         3754(1)       5066(2)       -307(2)       34(1) 

          C(11)        5936(1)       8619(2)       -528(2)       35(1) 

          N(7)         7726(1)      10643(2)       -668(2)       53(1) 

          C(9)         5381(2)       6584(2)      -2522(2)       41(1) 

          C(4)         2694(2)       4370(2)        905(2)       46(1) 

          O(5)         7754(1)      12201(2)        295(2)       82(1) 

          C(12)        6627(2)      10092(2)        554(2)       46(1) 

          C(10)        5333(2)       8329(2)      -1615(2)       42(1) 

          C(13)        7555(2)      10015(2)        319(2)       54(1) 

          C(17)        7846(2)      11714(2)       -573(3)       60(1) 

          C(3)         2175(2)       3399(2)       1025(3)       63(1) 

          C(16)        8150(2)      12098(3)      -1652(3)       81(1) 

          C(2)         1909(2)       3298(3)       2221(3)       86(1) 

          C(14)        7910(2)      10260(3)      -1712(3)       76(1) 

          C(15)        8177(2)      11152(3)      -2426(3)       90(1) 

          C(21)        9663(2)      10851(4)      -1467(4)      102(1) 

          C(20)        9156(3)      11100(5)      -2630(4)      120(2) 

          C(18)        9113(2)      12475(3)      -1464(4)      106(1) 

          C(22)        9622(2)      11652(4)       -785(4)       98(1) 

          C(19)        9338(3)      12251(5)      -2699(4)      150(2) 

          C(1)         1418(3)       3401(5)         75(4)      151(2) 

          O(4)         7872(2)       9348(2)      -1956(3)      116(1) 

         ________________________________________________________________ 

           Table 3.   Bond lengths [A] and angles [deg] for C22H25N7O5.

           _____________________________________________________________ 

            O(3)-C(11)       1.232(2)      N(2)-C(5)        1.361(3)

            N(2)-C(6)        1.403(3)      O(2)-C(6)        1.228(2)

            N(1)-C(4)        1.372(3)      N(1)-C(5)        1.385(3)

            N(5)-C(9)        1.344(3)      N(5)-C(7)        1.383(3)

            N(5)-C(10)       1.448(3)      N(3)-C(5)        1.301(3)

            N(3)-C(8)        1.372(3)      O(1)-C(4)        1.221(3)

            N(4)-C(9)        1.321(3)      N(4)-C(8)        1.375(3)

            C(8)-C(7)        1.373(3)      C(6)-C(7)        1.423(3)

            N(6)-C(11)       1.332(3)      N(6)-C(12)       1.454(3)

            C(11)-C(10)      1.515(3)      N(7)-C(14)       1.371(4)

            N(7)-C(17)       1.394(4)      N(7)-C(13)       1.452(3)

            C(4)-C(3)        1.508(3)      O(5)-C(17)       1.209(4)

            C(12)-C(13)      1.516(4)      C(17)-C(16)      1.479(4)

            C(3)-C(2)        1.503(4)      C(3)-C(1)        1.504(5)

            C(16)-C(15)      1.515(5)      C(16)-C(18)      1.571(5)

            C(14)-O(4)       1.207(4)      C(14)-C(15)      1.505(5)

            C(15)-C(20)      1.582(5)      C(21)-C(22)      1.306(6)

            C(21)-C(20)      1.502(6)      C(20)-C(19)      1.513(7)

            C(18)-C(22)      1.486(6)      C(18)-C(19)      1.544(6)

            C(5)-N(2)-C(6)       125.06(18)     C(4)-N(1)-C(5)       127.99(19)

            C(9)-N(5)-C(7)       105.65(17)     C(9)-N(5)-C(10)      125.63(18)

            C(7)-N(5)-C(10)      128.40(18)     C(5)-N(3)-C(8)       112.80(17)

            C(9)-N(4)-C(8)       103.69(17)     N(3)-C(8)-C(7)       125.16(19)

            N(3)-C(8)-N(4)       124.13(18)     C(7)-C(8)-N(4)       110.71(18)

            O(2)-C(6)-N(2)       121.26(19)     O(2)-C(6)-C(7)       129.4(2)

            N(2)-C(6)-C(7)       109.37(17)     C(8)-C(7)-N(5)       105.82(17)

            C(8)-C(7)-C(6)       122.14(19)     N(5)-C(7)-C(6)       132.02(19)

            C(11)-N(6)-C(12)     122.53(19)     N(3)-C(5)-N(2)       125.37(19)

            N(3)-C(5)-N(1)       117.34(18)     N(2)-C(5)-N(1)       117.30(18)

            O(3)-C(11)-N(6)      123.6(2)       O(3)-C(11)-C(10)     123.11(19)

            N(6)-C(11)-C(10)     113.31(19)     C(14)-N(7)-C(17)     112.5(3)

            C(14)-N(7)-C(13)     125.1(2)       C(17)-N(7)-C(13)     121.7(2)

            N(4)-C(9)-N(5)       114.12(19)     O(1)-C(4)-N(1)       122.6(2)

            O(1)-C(4)-C(3)       123.3(2)       N(1)-C(4)-C(3)       114.0(2)

            N(6)-C(12)-C(13)     112.7(2)       N(5)-C(10)-C(11)     113.28(18)

            N(7)-C(13)-C(12)     112.7(2)       O(5)-C(17)-N(7)      123.3(3)

            O(5)-C(17)-C(16)     127.9(3)       N(7)-C(17)-C(16)     108.6(3)

            C(2)-C(3)-C(1)       112.6(3)       C(2)-C(3)-C(4)       112.0(2)

            C(1)-C(3)-C(4)       108.3(3)       C(17)-C(16)-C(15)    105.5(3)

            C(17)-C(16)-C(18)    113.4(3)       C(15)-C(16)-C(18)    103.2(3)

            O(4)-C(14)-N(7)      123.1(3)       O(4)-C(14)-C(15)     128.5(4)

            N(7)-C(14)-C(15)     108.4(3)       C(14)-C(15)-C(16)    104.9(3)

            C(14)-C(15)-C(20)    113.3(3)       C(16)-C(15)-C(20)    103.1(3)

            C(22)-C(21)-C(20)    108.0(4)       C(21)-C(20)-C(19)    100.1(4)

            C(21)-C(20)-C(15)    106.3(3)       C(19)-C(20)-C(15)     99.2(4)

            C(22)-C(18)-C(19)    100.5(4)       C(22)-C(18)-C(16)    106.9(3)

            C(19)-C(18)-C(16)     98.5(3)       C(21)-C(22)-C(18)    108.1(4)

            C(20)-C(19)-C(18)     93.8(3)

           _____________________________________________________________ 

           Symmetry transformations used to generate equivalent atoms: 

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

    C22H25N7O5. 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 

    _______________________________________________________________________ 

    O(3)     49(1)      35(1)      43(1)       5(1)       7(1)       3(1) 

    N(2)     43(1)      34(1)      39(1)      -3(1)      15(1)       0(1) 

    O(2)     56(1)      38(1)      51(1)     -11(1)      15(1)      -3(1) 

    N(1)     45(1)      33(1)      48(1)      -5(1)      17(1)      -5(1) 

    N(5)     44(1)      33(1)      32(1)       2(1)       7(1)      -4(1) 

    N(3)     41(1)      35(1)      37(1)      -3(1)      10(1)      -3(1) 

    O(1)     67(1)      50(1)      77(1)     -13(1)      40(1)      -8(1) 

    N(4)     51(1)      39(1)      35(1)      -3(1)      12(1)      -4(1) 

    C(8)     39(1)      33(1)      32(1)      -2(1)       5(1)      -2(1) 

    C(6)     36(1)      33(1)      36(1)      -1(1)       3(1)       2(1) 

    C(7)     39(1)      32(1)      31(1)       1(1)       5(1)      -2(1) 

    N(6)     46(1)      31(1)      47(1)       2(1)       5(1)      -1(1) 

    C(5)     34(1)      33(1)      36(1)      -1(1)       3(1)      -1(1) 

    C(11)    37(1)      33(1)      38(1)       1(1)      16(1)       0(1) 

    N(7)     48(1)      55(1)      56(1)      -1(1)       7(1)     -12(1) 

    C(9)     48(1)      42(1)      33(1)       1(1)      11(1)      -4(1) 

    C(4)     43(1)      45(1)      52(1)      -6(1)      15(1)      -4(1) 

    O(5)     70(1)      61(1)     113(2)     -18(1)      11(1)     -16(1) 

    C(12)    56(2)      38(1)      44(1)      -3(1)       9(1)      -8(1) 

    C(10)    54(1)      32(1)      39(1)       6(1)       9(1)      -4(1) 

    C(13)    55(2)      49(2)      57(2)       5(1)       3(1)     -10(1) 

    C(17)    42(2)      58(2)      78(2)       9(2)       1(1)     -13(1) 

    C(3)     62(2)      56(2)      77(2)     -17(1)      36(2)     -20(1) 

    C(16)    55(2)      91(2)      96(3)      35(2)       4(2)     -11(2) 

    C(2)     90(2)      80(2)      94(2)      -3(2)      41(2)     -33(2) 

    C(14)    71(2)      89(2)      68(2)     -15(2)       6(2)      -8(2) 

    C(15)    59(2)     152(4)      57(2)      30(2)       3(2)     -16(2) 

    C(21)    55(2)     163(4)      92(3)      31(3)      22(2)      14(2) 

    C(20)    80(3)     211(6)      74(3)      17(3)      27(2)     -11(3) 

    C(18)    68(2)     118(3)     131(4)      42(3)      14(2)     -35(2) 

    C(22)    49(2)     149(4)      94(3)      29(3)       4(2)     -24(2) 

    C(19)    73(3)     251(7)     126(4)     101(4)      12(3)     -29(3) 

    C(1)    127(4)     226(6)      94(3)      -9(3)      -2(3)    -115(4) 

    O(4)    143(3)     107(2)     101(2)     -42(2)      29(2)     -10(2) 

    _______________________________________________________________________ 

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

         displacement parameters (A^2 x 10^3) for C22H25N7O5.

         ________________________________________________________________ 

                         x             y             z           U(iso)

         ________________________________________________________________ 

          H(2)         3446          6083           776          45 

          H(1)         3355          3669          -131          49 

          H(6)         5710         10049          -843          50 

          H(9)         5722          6793         -3078          49 

          H(12A)       6570          9739          1281          55 

          H(12B)       6482         10817           646          55 

          H(10A)       4796          8704         -1619          50 

          H(10B)       5589          8545         -2296          50 

          H(13A)       7932         10237          1009          65 

          H(13B)       7687          9295           170          65 

          H(3)         2538          2801           897          75 

          H(16)        7765         12633         -2032          98 

          H(2A)        2412          3313          2796         128 

          H(2B)        1610          2653          2276         128 

          H(2C)        1535          3864          2356         128 

          H(15)        7792         11228         -3162         108 

          H(21)        9955         10234         -1268         123 

          H(20)        9283         10678         -3292         144 

          H(18)        9211         13188         -1179         127 

          H(22)        9869         11700            -9         117 

          H(19A)       8957         12600         -3307         180 

          H(19B)       9935         12400         -2776         180 

          H(1A)        1016          3928           235         226 

          H(1B)        1140          2735            46         226 

          H(1C)        1614          3541          -661         226 

           ________________________________________________________________ 

